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

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

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

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

MolProbity : 4.02b-467
Mogul : 2022.3.0, CSD asb43be (2022)

Xtriage (Phenix) : 1.20.1
EDS : 3.0
buster-report : 1.1.7 (2018)
Percentile statistics : 20231227.v0l (using entries in the PDB archive December 27th 2023)
CCP4 : 9.0.003 (Gargrove)
Density-Fitness : 1.0.11
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) : 2.39
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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 2.94 A.

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

Metric

Rfree

Clashscore
Ramachandran outliers
Sidechain outliers
RSRZ outliers

RNA backbone

Worse

Percentile Ranks

[

[

I Percentile relative to all X-ray structures

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

Value
D 0.264
. (2
I 6.3%
T 16.0%
D 9.8%
I (.48

Better

Whole archive

Similar resolution

Metric (#Entries) (#Entries, resolution range(A))
R free 164625 1067 (2.96-2.92)
Clashscore 180529 1122 (2.96-2.92)
Ramachandran outliers 177936 1075 (2.96-2.92)
Sidechain outliers 177891 1075 (2.96-2.92)
RSRZ outliers 164620 1067 (2.96-2.92)
RNA backbone 3690 1105 (3.18-2.70)

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

Mol | Chain | Length Quality of chain
%
1 QA 1522 - 51% 36% 10%
%
1 XA 1522 50% 35% 12%
20%
2 QB 256 49% 36% 7% o 1%
4%
2 XB 256 46% 36% 9% - 7%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
0%
3 QC 239 r— 55% 20% e
7%
3 XC 239 53% 30% C 4%
3%
4 QD 209 r— 51% 42% 6% -
7%
4 | XD 200 |F o7 25% e
8%
5 QE 162 |- — = ———
6%
) XE 162 56% 33% T
4%
6 QF 101 66% 30% o
20/0
6 XF 101 = 63% 34% o
10%
7 QG 156 r— 65% 31% o
8%
7 XG 156 m— 73% 23% o
5%
8 QH 138 61% 36% -
7%
8 XH 138 r— 66% 29% 5%
24%
I e
9 QI 128 54% 41% R
23%
I o om
9 XI 128 54% 34% 10% e
33%
e ——
10 QJ 105 46% 39% 10% 6%
26%
L I
10 XJ 105 47% 39% 9% 6%
5%
11 | QK 1og | o 20% e ——
8%
11 XK 129 r— 62% 29% P 7
7%
12 QL 132 — 52% 34% 8% - 5%
1%
12 XL 132 r— 53% 33% % 5%
23%
I ——
13 QM 126 47% 40% 0% -
20%
I ———
13 XM 126 51% 36% 0% -
30%
L. ——
14 QN 61 48% 41% 0% -
6%
14 XN 61 — 52% 38% T
4%
15 QO 89 - 65% 28% 6% -

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

15 X0 89 = 64% 27% % -
16 QP 88 e 67% 23% “6% 5%
16 XP 88 e 56% 35% 5% 5%
17 QQ 105 =S 61% 32% 5%
17 XQ 105 = 70% 21% T
18 QR 88 = 53% 20% 20%
18 XR 88 : 42% 34% 20%

20%
19 QS 93 41% 34% 14% = 10%
19 XS 93 = 31% 43% 8% . 10%
20 QT 106 = 54% 35% 5% 7%
20 XT 106 = 50% 34% 9% 7%

26% -

21 QU 27 44% 48% 7%

19% -
21 XU 27 67% 26% 7%
22 QV 77 = 44% 38% BT 7
22 XV 7 = 57% 31% T
23 QY 17 18_/041% 35% 12% 12%
23 XY 17 == 35% 41% 12% 12%
24 QX 25 4/0% 16% 68%
24 XX 25 28% 68%
25 RA 2916 = 51% 34% 12%
25 YA 2916 = 52% 34% 1%
26 RB 122 = 47% 39% 1%
26 YB 122 = 60% 19% 15% 5% -
27 RD 276 = 54% 35% 9%
27 YD 276 = 56% 35% T

Continued on next page...
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Mol | Chain | Length Quality of chain
28 RE 206 e 45% 39% BT
5 | YE | 200 | m—— 3, T
29 RF 210 = 46% 39% T
29 YF 210 = 60% 27% e .
34% -
30 RG 182 55% 36% 7% e
30 YG 182 =5 54% 35% 9% .
8%
31 RH 180 48% 34% 12% . 6%
31 YH 180 = 44% 33% 4% - 6%
24%
32 RI 148 39% 44% 4% .
32 Y1 148 & 43% 36% e .
33 RN 140 m— 49% 42% 7%
33 YN 140 & 50% 39% o
34 RO 122 = 69% 26% 5%
34 YO 122 L 70% 27% o
35 RP 150 =5 40% 4% BT A
35 YP 150 =S 41% 37% e
36 RQ 141 = 42% 44% TS
36 YQ 141 e 49% 40% BT
37 RR 118 = 43% 46% e
37 YR 118 = 56% 32% Trew
38 RS 112 e 43% 40% BT
38 YS 112 m— 48% 36% T/
39 RT 146 == 45% 40% e - 6%
39 YT 146 e 43% 40% e 6%
40 RU 118 = 65% 26% T

Continued

on next page...
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Mol | Chain | Length Quality of chain
7%
40 YU 118 — 49% 40% o .
6%
41 RV 101 59% 30% % .
1%
41 YV 101 — 44% 45% 1% .
5%
42 | RW 113 | = o 20 e
5%
42 YW 113 65% 27% Tow
7%
43 RX 96 56% 329% T
7%
43 YX 96 53% 36% o o
39%
I —
44 RY 110 29% 47% 16% 7%
27%
e
44 YY 110 44% 33% 15% . 7%
9%
—_—
45 RZ 206 41% 36% 10% =+ 11%
5%
45 YZ 206 — 42% 36% 10% «  11%
5%
46 RO 85 66% 27% B
20/0
46 YO0 85 = 59% 35% A
8%
47 R1 98 61% 29% 7% e
2%
47 Y1 98 — 58% 32% % o
0%
48 R2 72 — 57% 32% T .
0%
8 | Y2 70| — i e —
3%
49 R3 60 - 70% 23% “5% -
30/0
49 Y3 60 - 57% 30% 12%
54%
e —
50 R4 71 37% 42% 17%
8%
e —
50 Y4 71 30% 35% 30% 6%
23%
-
51 R5 60 47% 42% 8%
3%
..
51 Y5 60 40% 43% 13%
76%
h
52 R6 54 20% 4% 28% 9%
3%
—
52 Y6 54 28% 4% 19% 9%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
2%
53 R7 49 — 63% 29% e
2%
53 Y7 49 - 61% 31% 8%
12%
54 RS 65 r— 51% 35% 2% .
18%
54 Y8 65 e 35% BT 7S
81%
55 R9 37 68% 27% 5%
55%
b} Y9 37 70% 27% o
56 76 3 33% 33% 33%
56 78 3 33% 33% 33%
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2 Entry composition (i)

There are 59 unique types of molecules in this entry. The entry contains 291993 atoms, of which
0 are hydrogens and 0 are deuteriums.

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

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

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

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

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

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

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

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

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


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#entry_composition
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o QE 151 1155 729 218 204 4 0 0 0
Total C N O S
o XE 151 1155 729 218 204 4 0 0 0
e Molecule 6 is a protein called 30S ribosomal protein S6.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
6 QF 101 843 531 155 154 3 0 0 0
Total C N O S
6 XF 101 843 531 155 154 3 0 0 0
e Molecule 7 is a protein called 30S ribosomal protein S7.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
7 QG 155 1257 781 252 218 6 0 0 0
Total C N O S
7 XG 155 1257 781 252 218 6 0 0 0
e Molecule 8 is a protein called 30S ribosomal protein S8.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
8 | QH 138 1116 705 215 193 3 0 0 0
Total C N O S
8 | XH 138 1116 705 215 193 3 0 0 0
e Molecule 9 is a protein called 30S ribosomal protein S9.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
O W 127 1010 639 197 174 0 X
Total C N O
) Xl 127 1010 639 197 174 0 0
e Molecule 10 is a protein called 30S ribosomal protein S10.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
10 QJ % 801 504 157 139 1 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

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

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

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

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

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

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
151 Q0 i B ¥ ¥ ¥
15| X0 i B ¥ ¥ ¥
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e Molecule 16 is a protein called 30S ribosomal protein S16.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
16 QP i 705 446 140 118 1 0 0 0
Total C N O S
16 AP 84 705 446 140 118 1 0 0 0
e Molecule 17 is a protein called 30S ribosomal protein S17.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
17 QQ 100 834 534 155 143 2 0 0 0
Total C N O S
17 XQ 100 834 534 155 143 2 0 0 0
e Molecule 18 is a protein called 30S ribosomal protein S18.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
18 QR 70 574 367 112 95 0 0 0
Total C N O
18 XR 70 574 367 112 95 0 0
e Molecule 19 is a protein called 30S ribosomal protein S19.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
191 Qs 84 674 430 126 116 2 0 0 0
Total C N O S
19 XS 84 674 430 126 116 2 0 0 0
e Molecule 20 is a protein called 30S ribosomal protein S20.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
2001 QT 9 763 470 162 129 2 0 0 0
Total C N O S
20| XTI %9 763 470 162 120 2 0 0 ¥

e Molecule 21 is a protein called 30S ribosomal protein S21.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
21 QU 25 217 134 52 31 0 0 0
Total C N O
21 XU 25 217 134 52 31 0 0 0
o Molecule 22 is a RNA chain called P-site tRNA fMet.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
22 Qv 77 1644 732 297 538 77 0 0 0
Total C N O P
22 XV 77 1644 732 297 538 77 0 0 0
e Molecule 23 is a RNA chain called messenger RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
23 QY 15 323 144 58 106 15 0 0 0
Total C N O P
23 XY 15 323 144 58 106 15 0 0 0
e Molecule 24 is a RNA chain called A-site ASL SufA6.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
24 QX 8 167 75 28 56 8 0 0 0
Total C N O P
24 X 8 167 75 28 56 8 0 0 0
e Molecule 25 is a RNA chain called 23S rRNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
25 RA 2882 62071 27627 11611 19952 2881 0 0 0
Total C N O P
25 YA 2883 62091 27636 11613 19960 2882 0 0 0
e Molecule 26 is a RNA chain called 5S rRNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
26 | RB 120 2573 1146 476 832 119 0 0 0

Continued on next page...
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Continued from previous page...
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
26 YB 120 2573 1146 476 832 119 0 0 0
e Molecule 27 is a protein called 50S ribosomal protein L2.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
27 RD 272 2115 1335 420 357 3 0 0 0
Total C N O S
27 YD 272 2115 1335 420 357 3 0 0 0
e Molecule 28 is a protein called 50S ribosomal protein L3.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
28 RE 205 1568 991 300 271 6 0 0 0
Total C N O S
28 YE 205 1568 991 300 271 6 0 0 0
e Molecule 29 is a protein called 50S ribosomal protein L4.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
29 RF 202 1585 1011 297 275 2 0 0 0
Total C N O S
29 YF 202 1585 1011 297 275 2 0 0 0
e Molecule 30 is a protein called 50S ribosomal protein L5.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
30 | RG 181 1474 942 268 260 4 0 0 0
Total C N O S
30 | YG 181 1474 942 268 260 4 0 0 0
e Molecule 31 is a protein called 50S ribosomal protein L6.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
31 | RH 170 1307 829 245 232 1 0 0 0
Total C N O S
31| YH 170 1307 829 245 232 1 0 0 0
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e Molecule 32 is a protein called 50S ribosomal protein L9.

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

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

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

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

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

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

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

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

1122 715 212 188

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

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

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

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

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

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

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

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

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

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

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

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

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

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

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

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

Continued on next page...
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ALNT

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf

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

57 | RA 942 o 0 0

57 | RB 9 Total - Mg 0 0
9 9

57 | ®mD | Toltal N{g 0 0

57 | RE 9 Total - Mg 0 0
9 9

57 | RF | Toltal hgg 0 0

57 | RP 9 Total - Mg 0 0
5 9

57 | RR | Toltal hgg 0 0

57 | RU | Toltal hgg 0 0

57 | RO | Toltal N{g 0 0

57 | R5 | Toltal N{g 0 0

57 | RS | Toltal hﬁg 0 0
Total Mg

57 | XA 7 o 0 0

57 | XM 1 Toltal l\gg 0 0

57 | XV | Toltal %g 0 0

57 | XX 1 Toltal l\gg 0 0
Total Mg

57 | YA 268 . 0 0

57 | YB 3 Total = Mg 0 0
3 3

57 | YE 1 Toltal l\gg 0 0

57 | YP 9 Total = Mg 0 0
9 9

57 | YQ | Toltal hgg 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
57 | YX | Toltal N{g 0 0
57 | Y5 | Toltal N{g 0 0

e Molecule 58 is PAROMOMYCIN (three-letter code: PAR) (formula: Co3HysN5014).

PAR
HO
i‘ . ff: —_ . :.‘\\_ NH,
HN O '-';'-if
A
oad—0 .
[}, o
HOr&‘lz 7 r” F\”‘L‘
_&Nj:;"'ﬂ"I:LNOH._
on
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O
58 QA 1 42 23 5 14 0 0
Total C N O
58 XA 1 42 23 5 14 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
50 | QD 1 Toltal Zln 0 0
50 | QN 1 Toltal Zln 0 0
59 | XD 1 Toltal Zln 0 0
59 | XN 1 Toltal Zln 0 0
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3 Residue-property plots (i)

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

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

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

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

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

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

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

e Molecule 1: 16S rRNA
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e Molecule 5: 30S ribosomal protein S5

7%

33%

56%

6%

Chain XE: —

Z8A

9.1

w.LD
ELN

TLT

691
894

99N

o © N~ o
0 o0l@ e o s
E =) R

CTEA

1144

8TY4

vy
€11
(4!
TTL

L3

e Molecule 6: 308 ribosomal protein S6

681

4%

Chain QF: -

30%

66%

66V

LYY

va

e Molecule 6: 30S ribosomal protein S6

2%

Chain XF: ™

3

T6A

984

SL1
v.La

CTLA

694
89d
LON

34%

€94

19T
094
6GA

LS80

0G4

871

oY

8€d

63%

SEV

E€EA

0€T

82y

SCI

€A

-
o
-

611

STd

01T

k-

00TN

e Molecule 7: 30S ribosomal protein S7

861

96d
sed

31%

65%

10%

Chain QG:

® 08A

9sb

€8

gt

"

0eT
623

924

£
€CA

T2A
0za

8TA

STd

€10

[
<+ N~ oo
II‘= IIII‘Q =7

3]
<

LETH
9ETH
GETA

0gTI
6114

L1TV
91TV

9010

e Molecule 7: 30S ribosomal protein S7

7011
€0TM
20Td

661

960

€6d
268

06d

® T8

8%

Chain XG: —

23%

73%

A%

s
o
-
=

@ —
0 o
= =

~
[
=

e 6.4

L

V.3

€94

R LDWIDE

TOA

9Sb
i=p)

O

€94

0SI
671

sva
428

PROTEIN DATA BANK

W



ALNT

wwPDB X-ray Structure Validation Summary Report

Page 27

9STM

EVTY
(47458

0%1d

e Molecule 8: 30S ribosomal protein S8

8ETH
LETH
9€TA
8TTA

STTY

15%

36%

61%

Chain QH:

8.Lb
LL3

S.d
¥.d

S9&
TOA

® 09%d
6GT

9G)

¥9d

i

o
™
H

9¢eT

[4:1

o
N
0

e Molecule 8: 30S ribosomal protein S8

—
5%

29%

66%

7%

Chain XH: T

0sy
6vd

SYI
vvd

154

+

6€1

ol

6TA

LTL

[ [=) o
S @Y wloN - =
SEaBamH< O pay

8ETM

e Molecule 9: 308 ribosomal protein S9

24%

1%

54%

Chain QI:

[
~
=

LLT

s.a
288

TLS
oLx

89D

994

€91

1oV

+

€GA

k
=

6%d

Ly1
oy
Sy

{44
oA
oY1

[
©
Y
=

® 9IS
STTA

e ¥Zib

ol geid |

[444)

0ZTYd

e Molecule 9: 308 ribosomal protein S9

81T
® LITH

e VIlX

— o
0 <}
H =

B

o

—

32

<

(]

B

<

Ie]
I
™
N

vpm

=

o=

o]

o

e o0 o
o=
D © ©

(44 L)
137 [

814 L)

©
—
P
®

e Molecule 10: 308 ribosomal protein S10

9C1S

(4444

0Ty
61TV
8TTY

80TA
L0TH

S0TQ

{401

£64

T6d

884

o o
$§I

D E

gPDB

O
PROTEIN DATA BANK

W



ALNT

6%

© o
re) Q
IQI‘

10%

39%

46%

wwPDB X-ray Structure Validation Summary Report

33%

©
S
IA1

Chain QJ:

Page 28

69N
89H

€94

1938

feish’s

€9d

TSy

67A
8L

SvH

{4729

e 0¥l

€ed

€D
0€s

t

wea
€¢I

i42:!
E€TH

e Molecule 10: 30S ribosomal protein S10

0TH

® O00TL

[ X )
©
o
H

¥6A

N
)
=1

€84

181
6.4
® 8.
Lld

SLI

€.d

TLT

6%

BN
o

39%

L

47%

26%

Chain XJ:

9LN
SLI

€Ld

TLT

1

T9d
e 09

4728

8€I

9€d
ges

(44}

L1a
911

b

64

pas

8%

5%

t

29%

59%

15%

e Molecule 11: 308 ribosomal protein S11

Chain QK:

8L

78A

6.LS

LY
T

YoV

1

8Gd

SS%

1

8¥I

9N

[44:
121

)
—
<

119
918

989
S8y
78
-
< z8h
& 180
[ |
. 123
[ |
€971
[ |
654
| sad
151
3 o 9%
Q 593
o+
8v1
[ |
A
THL
L oovT
6ed
geN
| e
9ea
sed
.
s — el
e Lt n [ e |
e 9TTy — TEL
szTd g 0EA
o eI ..al.,w 621
[ | o o 821
Terd = & LN
ozTH o8 © 9z
— 01
o+ <
= 121
o11a =} .oz
mm:, % 6TV
814
9073 =
S0TA — °
N [
o
(ap) . °
oo °
— [ee)
PR —
86T o) i
mEm = S
964 o >
[ | 9 o
e S =
°
64 = <
[ osd ° @)

0zTy

9TTH

14278

60TA
80TI

€011

964
S61

3

069D

889D

« 5%

8%

34%

52%

17%

e Molecule 12: 30S ribosomal protein S12

Chain QL:

.I\
an

2
2
I[.'J

LL1
€L4
Tld
0LI
694

191

00
0
©
IIII[’.l II

29S8

091
654

o e
®
re
>

LSY

0
0
=

3]
n
I":I

TSy
0SS

Svd

(429

Ll

€€d

o2}
N
©

oo}
N
&

o
<
I\
>

00000
o
S
.x.

-
~

Ww

D E

R L DWI

O
PROTEIN DATA BANK

erbDeBe

W



ALNT

wwPDB X-ray Structure Validation Summary Report
[ X X )

Page 29

(4428

+

8TTS
L7174
9118

e Molecule 12: 30S ribosomal protein S12

e 5%

7%

33%

53%

11%

®
L
X

Chain XL:

144

44

e 67
[

[4x:!

N
@
[=]

(3

LI

9T

0CTA

e Molecule 13: 30S ribosomal protein S13

8T1S

A%

OTTA

LOTV

20TH

00TI

L6Y

v6d

06A

S8I1

2

(=}

—

BN

o

<

32

N~

<
R
[s¢]
N

=

o

<

@)

1
3

eey

624

L

SCI

€CA
[4a%

611

LTA

4%

CIN
e
01d

® <2Tid
® Taid
® 021y

8TTV
LITA

v11d

oTTYd

0 o
o o
-
=]

® 901N

e VOTd
® €011

€64

[
I
o
£

164

[
2B
- |

e Molecule 13: 30S ribosomal protein S13

g
~
-

N

o

-

32

©

(]

®

—

[to]
N
o
N

=

o=

<

@)

D
©
IIII‘” II..

8¥%1

e

42!

e Molecule 14: 308 ribosomal protein S14

30%

10%

41%

48%

Chain QN:

8%

.r
38%

52%

®
16%

®
N~ 00 o DO =AM
e O] ~ — - o N N Mmmmm
Moo =] x> ~m O m<xwn>

e Molecule 14: 308 ribosomal protein S14

Chain XN:

O

R LDWIDE
PROTEIN DATA BANK

W



Page 30 wwPDB X-ray Structure Validation Summary Report

ALNT

K58

o o (] [ ] () (]

N oW o o~ © @ O (eI ® S w o0l N oI (=3
N wn — - N N NN m 0 om Q‘Q‘ﬁ‘g < w W ©
< < AN s LDuma s O A < “oJ (7]

e Molecule 15: 30S ribosomal protein S15

4%

. - —

Chain QO: 65% 28% 6% -
(]
IE.&I@‘E E-§I§I§H‘§+§-§I§-§-§-§-§-§I IE-E-EI I§ = §I
e Molecule 15: 30S ribosomal protein S15
3°/°
Chain XO: 64% 27% 8% -
[ ] [ ] [ ]
T T T O Y
- o X o [=] T n e - 2 - == =] = ~ o~ =} =) o> < - O
e Molecule 16: 30S ribosomal protein S16
13%

Chain QP: 67% 23% 6% 5%

D23

<
]
<t

R25

o0 o o [} o o e o000
= N0 e ® T3 oo o =25
AN I I & e} O K~ 5 ® o
A = HE X = = B > e

e Molecule 16: 30S ribosomal protein S16

14%
. [ — —
Chain XP: 56% 35% 5% 5%
[ ] [ ] [ ]
aom e o - REEIRES 2859 gmammo -3 X
=S XHMD ~ w0 Lol = A ~ o~ HAa A= << (=} [ =1 = =]

e Molecule 17: 30S ribosomal protein S17

11%
Chai . I e
aln . 61% 32% e 5%
[ ] [ ] [ ]
o © 0 0 D O
el 1 B AT ) 23BEBIBELLIR R ome ?Es =S
alsEas 5 SEERE Za & 22 zaan < ER=E - =R =i = SR a 2 &
o0 oo
o
-g S
2 I

e Molecule 17: 308 ribosomal protein S17



Page 31 wwPDB X-ray Structure Validation Summary Report

ALNT

12%
. I —
Chain XQ: 70% 21% . 5%
[ ] [ X ] [ ] [ X X X )
-
e Molecule 18: 30S ribosomal protein S18
6%
Chain QR: 53% 20% - 20%

A20
K23
N36

e Molecule 18: 30S ribosomal protein S18
%
Chain XR: " 42% 34% . 20%

[ ]
(=) re) © o — o © - oo © @ o
N-N o N e m-¢¢¢-<‘-<rm
< 2] [ - =] oo =] X oH
© o < o
~ N~ o «Q
=) =l 4 £

e Molecule 19: 308 ribosomal protein S19

P52

T56
I

158

|

E62

|

L66

|

T69

170

K71
(R72

AT3

T82
L85
v8eé

20%
Chain QS: 41% 34% 4% - 10%
[ ]
= =) o wn B [ao &) =~} << =2=> B
0 o o
e Molecule 19: 308 ribosomal protein S19
6%
Chain X8S: 31% 43% 18% . 10%
[ X ) [ ] (]
Iml¢|w.~|m.$3-3ﬂlﬁ-ﬁﬁl&lgglﬁgﬁlfv’élg’:3I$I$§$I$8IS-B-$P$S$I
[ 1] o = = x> m < X " ~ o E o= o~ = [ = =} H o< > o = =>0

K70

LN
~~
= =]

T77
G82
H83

e
=3
@

e Molecule 20: 308 ribosomal protein S20



Page 32 wwPDB X-ray Structure Validation Summary Report

ALNT

16%
. I ———
Chain QT 54% 35% 5% 7%

[ ] o
) oMo oMo Y ] ]
oy B oMo 2 II‘O ..<¢ | B ]
n o Am=E MK H o aH A <

°
o | W
i
H|< X e

o O (]
3 SRER™RRg
x ] X SER

Hi6
A49
K65
K81
R86
K87

[ X N N ] ® [ ]

O - am YW

N OMINENO N~ 0 S OO0 o
Q O [ [ ) o -~
mOo B O<AdHDOBAN

e Molecule 20: 30S ribosomal protein S20
17%
Chain XT: 50% 34% % 7%

(] (] (] o (] (]
< mo o S0 oo - am - Mo ~Eo ¢ ~
] @ ™ @0 ¢ o< 0 oL ©Q ©
= £ - = B ol = =] = HA <

[ ] (]
N0 oo < 1 ©
9 0 x B [l
X > = << O

e Molecule 21: 308 ribosomal protein S21

26%

. I —
Chain QU: 44% 48% 7%

T71
(L2 e
H73

3

S31
A49
L53
ATT

G102 @
L104
S105

e Molecule 21: 308 ribosomal protein S21

19%

. — e
Chain XU: 67% 26% 7%

LN ] e oo

o ©

oS w09 ol 3]
I><IQ ‘ZIH meH:‘I

e Molecule 22: P-site tRNA fMet

6%
. - I
Chain QV: 44% 38% 18%
o (] (] [ ] [ ]
K4 ~ o N Y wOollldilo o o o © N~ ool [ [} - o n <+
o I} ® o o = AAAANNN O oSS TET LS W 09 L © 0 © © ~
3} 3} [CRC AT =) B 0ODb0L ¥ Vo0B=<<BOHO O <<= <Bb OO o (3]

e Molecule 22: P-site tRNA fMet
5%

. f— —
Chain XV: 57% 31% 12%

co
G1
c2
G5
G8
Cc12
C15
u17
G18
C51
c61
62
Cc68
Cc69

O - MW OMN 00
NN & & &
D<BODLUL DOT



ALNT

wwPDB X-ray Structure Validation Summary Report

Page 33

e Molecule 23: messenger RNA

R

N

=

R

I\

=

2

n

(s

R

ka

<
R
[ee}
®

a

o=

<

O

e Molecule 23: messenger RNA

12%

12%

41%

35%

12%

Chain XY:

oD

A-site ASL SufA6

e Molecule 24:

68%

16%

12%

4%

Chain QX:

e 8V

90

A-site ASL SufA6

0

e Molecule 24:

68%

28%

Chain XX:

.
:3.

e Molecule 25: 23S rRNA

40/ o

Chain RA: T8

12%

34%

51%

969D

76D

1L}

LLD

01D

90

S90

SS9

H

9%0

0D
6€D
8EY

9€D
i)
vED

cozn

66TV

3

S6TV
%619

2610

981D

¥L10

CTETH

o€z

82TV

922H

(a4
612D

91TV
STZH

L

8020

L

8zen
L2€D

3
=

acey
T2ed

91€0
ST€ED

21eD

3
L

60€D

L0€D

soen

TOED

1620

2620
1620

682V
882D
182D

9.2V
® ST

d€LTO

0ELTO

€L2D

TL2D
® Or.2n

z0.L2n

L04TD
S0.2D
402D

d0.20

NOLZD
wolzn

7190

T1%D

6070

L0¥D

{07408

00%D
66€D

3

seen

26E0

68€D

+

€8€eN

TLEY
0L€D

3

JE9EY

DE9ED
ge9€D

c9en

2¢SeD

6%€D

LYEY

£¥€d
{4430

ovev

7EED

R LDWIDE

O

PROTEIN DATA BANK

W



ALNT

wwPDB X-ray Structure Validation Summary Report

Page 34

L1S0

1180

LOSY

G0SY

20SY

008D

86%D

S67D

98%0
S8%0
¥8%0
€87V
[4sia s

6LV

9L%D

89%D
L9%D

6S¥N
85¥D
LSPY

Eisizel
i s

174700
vv¥0
evvy
{47474

0%%d
6E7D

vevn

62VY

L2vn

€09V
209D

76sn
€659

T6S0
065V
6850

€95D

899D

989D
vSsn

+

9¥%S0

7950

T%S0

6ESD
LESD

€ESD

@ 62SV

92Tsy
sgsn
vzsn

av990

Y99V
£99Y

199D

679D

L%9D

S%90

€YoV

]
6€9N
8€9D

S€9D

£E9Y

i
3

0€9D

S19D
7190

2199

¥609D

809V

%099

6.0
8¥.LD
Lv.L0

S¥.LD
veLy
T€LD
0€.LD

92Ld

80.LD

%0.LD

969D

S89V

k

SLOV
%.,99
€190

TL9D
0L9V

899D

299D

699D
899D

9599

d
+
Bl

S280

L180
9180
S180
%180
€180n
2180
1180

608D

908D

1

208V

66.D

L6LD
96.L0
S6.0

€6.LY
26.LD
T6.LD

68LY
88LY
8.0

981D

T8LY

081D

8L.LD

€L

69.D
89.D

v9LY

094D

3

¥SL0

L0601

8680
® L68D

%680
£68D

i
L 3

188V
9880
S$880
7880

188D

6.8D
8.8Y

€189
cL8Y
T80
0.8Y

898N

$S980
%989

198V

678Y
878D

S8
6€80
7€8D
0€8D
628V

Lesn

€00TD

1669

b
L

%660
£66D

1660
066Y
6869
£86Y

6,69

9969

1960
096V

856N
L96Y

9960
796D
£96Y
256D

976D

€760

176V

8E6D

SE€60
7€6D

(430

26D
€260

616D
816V

S160

116V

28010

080TD

[
LLOTY

TLOTD

@® 6901V
[

L

L90TV
99010

€90TD
901D

® LSOV

L

SS0TD
7501V
€50TD
2¢S0TD
@® T1S0TD

® 6¥%01D
8Y0TV
L%0T1D
9Y0TY

7v01D
€¥01D

€€0TN

8201V

i
H

0ZoTY
61010

LT0TD
910TD
ST0TD

L00TD

09719

89110
LSTTD

SSTTV
7811
€GTTO
CSTT0

0STTD

EVITY

TPTI0

8ETTD
LETTD
9€TTD

TETTD

L

9CTTY

SCTTD

€CT1D

S0TTN
® %0T1D
L]
® <COTId

T0T10

@ 66019

LYTTV
Eizaa )
S¥CID
V4445

A (149 %]

92C1D

1
H
B

STCTD
ViCIv

(424 %)
17210

€0CTH

10210

66110
86110

S6TTD

€6TTD

16119

68TTV

88T1N

L
3

SLT10

€LTTD

0LTTD

691TD

997110
S9TTN

0EETD

LTETD

T2eTV
0CETO
6TETD

0TETD

€0ETD

L6210

€62T0
[4:1aN)
16210
06210
68210
882N

98CTY
9821

€821
282N

8.LTTV

V.21V

TLTTY

04210

L3

19210

9821

€5CTY

8I¥1D
PAS A%

80%1D
LO%TD

€0V1D

20%T1D

T071D

96€TN

€6ETV
CBETY

06€TN

88€TD

98€TD
S8ETH
Y8ETY

F

0LETD

89€TD
LOETY
99€TV
SOETY
Y9ETD

F

8GETH
LSETN
9S€TD

csemn

8¥ETD

8EETD
LEETD

i

TEETY

® 60S1D
® 80STY

70S1D

86%1D

S6V TV

€6%10

9871V
S8Y 1D

€8%1D

L

LLYTY
9.LY1D

F
L

R LDWIDE

0LYTD
69VTV

L9V1D

T971D

6S71D

(4445

e 0z¥In

S6STD

€6STD

68STD
88STD

® §8ST1D

28STD
831D
08STV

LLSTD
9810
SLSTD
TLSTV
0LSTY
99STV

65STD

L

YSSTY

231D

(4415
T2STD

61STD

STSTD
v1sT0
€TSTD
CISTD
TISTV

O

PROTEIN DATA BANK

W



ALNT

wwPDB X-ray Structure Validation Summary Report

Page 35

€6970

6891V

+

SL9TD
V.91

04910
6991V
8991V

S99TV

T991D
09910

89910
L5910

SS9TV

T89TV
TS9TD

6%91D
8%91D

L

8€9TD
LEITY
9€9TD
SEITD

€€9TD
CTEITY

(4429

3
3

L1910

Y191V

8091V
L0910

08LTY
6L.T0
8L.10

SLLT0

ELLTY

TLLTD

69L1D

L9210
99,10

V9.1
€9.TD

85LTD

EEVAS)

YSLID

€5LTD

CSLTID

TYLID

TELTY
TELTD

8CTLTD

9TLTD
STLTD

TOLTV

1
te

26810
16819

i
3

i

888TD

L

98810
S88TY
7881V

28810

TL8TV
081D
6981D
9810
€981D
981D

F

LG8TD

26810
19810

6%8TD
88TV
® L¥81V

S¥81D
%810
€7810

6E8TH

LEBTO

SE8TH

€€8TN

628TY

12810

8181N
L18TD

|

L08TD
90810
S08TN

€08TY

686TD
88610

1861V

¥.L61D
€L6TD
CLETY
TL6TV
0L6TY

89619
L961D

-

£€96T0
296710

85610
9G6TN

SG6TN
%5610

2S6TY

0S61D

LY61D
961N
SY61D

v€61D

8C6TV
LT6TY

STETD

ST6TN

€T6TV

906TD
S06TD

6.020
§.020n
v.L02n
0L02D
8902n

§902D

%9020

® 290TV

6502V

8z0zn
L2029
9202d

geozn
12020
0zogy
6102V

ST0CV
102V

21028)
TT020
0702
9002D

£€6610

9512
S§T2D
® ¥S12D

TS12D

05720

8¥12D

9€TTO

e

® €TIed
zeren
j14%4)
® 0T12d
.mﬁam<
.

® LT1TV

€172n

® CT12d

8012D

L

€012

66020

€602

18029
9802n

%922

cozen

052ZH

8%¢T0
LTy
9%¢TH

j4444

L

6€2TD

L

veced
£€ecen

@ €1zen

50220
66TCY

1
it

612D

L]

® 0672D
@ 6812n
@ 88120

TLICV

S91ZH
® ¥9120

2912TH

20€TH

T0€2D

862V

96T2N

¥622d
€622D
628D
Tezcen

|

98TeY

€822D
28229

0822ZH

8.LgeV
k443

S.220

€LTey

TL2TH

L9ztey

cEVTY
T€720

62¥Cd

Ssevey
veved
€cven

e

61%2n
1874 4
L1%2D
91%2D

70ved

€0%2D

To%Zn

)

E£6ETY

T16€CH

68€CD

S98€TD

8.LeTY
A |
9.L£TY

v.Le2D

69€TY

v9€2D

09eey
6S€TD

08€2d

LYETD

vveen

cveed

805ZH

S0S2H

€0SCY

00S2n

86%20

96%2D
S6%2D

z6ven
Teven
06%2H

L8%TH

¥8%2¢H
€8%20

LL%2D
9.L%eY
S.L%2D
® ¥.¥2D

-

99%20

09¥%2n
6S¥CY

9G%20
S6%2H

1iz4 4

F

LY

SY¥ed
V4444
E£Y¥2CD

15444

SEVCY
vevev

90920

092N

66S2D

%6520
£€692n

[4agia)
T9SCY
0%520

8€42D
Lesen

£e9eY
[43:143)

0ESTY

L2STd

61520

8692N

16920

6%92n

292D
92920

€292H

02920

8T9¢H
L1920

b

€792n
21920

60920

€eLTY
CELTD

0€.L2D
6CL2D

+

€TLTD

ozLen

F

91.2n

TrLeY
0TLZD
602D

L0.2D

€0.2D

T0L2D

66920

8¥82D

S¥82D
7¥82D

6€8CD

0€82H

128V

9182D

€182V
21829
T182D

88.L2D0

§8.20
¥8L20

[4:7k43)
8.2V
08129

8LLTYV

R LDWIDE

O

PROTEIN DATA BANK

W



ALNT

wwPDB X-ray Structure Validation Summary Report

L

Page 36

2682V

€882V
2882V

23S rRNA

0882D

§.82D

T.L8TH

¥

¢G8TH
13982V

e Molecule 25

11%

34%

52%

4%
L

Chain YA

96D

©
k5
o

vev
€80

LLD
9.0

N
~
ID.

@ o
© 5
o o

S90

290

89D

SS90

11

€7D
152

8¢ey

S€D

L
1

€0

m

92H

112V

8020
LoV

66TV

+

881D

981N
%810

8L1D

291N
1910
SSGT0

€910
(4359

(4745
VI%10

6ETD

8CT0
LCTV

i74%]

€920

192D

652D

3

TSV

L%2CD

i743)

£72n

1

8€TO

secn
Y€TO

CTETH

82TV

92TH

I8 &
© © © o
M M oM 12}
< O O <<

[4s1°0]

LYEY

Svev

cved

8€€D

ceey
TEEV

62€D

F

€CED

154°5]
91€D
TIEV
L0€D
90€n
s0en
v0€d

662V

L

L1620

8820
1820
9820

S0¥N

00%D

i

S6eN

68€D

18€N

S8€D

£8en

08en

0.L€D

I

]
TSS90
055D

LYSY
9%50

%S0

6€5D
LESD

SE€3D

£€9D
2TeSY

@® 6CSsvV

TS0

Sscsn
wzan

i

L4180

451

609D

LOSY

SOSV
@ ©0sn

F

oSy

867D

96%D

€87y
{43541

08%Y
6L%Y
8LYY

9L¥D

TLYY

69%D
89%D

LT9Y

g
3

%290

[44°5)]

029D

ST9D
e 71on

19D

079D
¥609D

F

9090
S090

209D
T090

€690

06SY

683D

983y

€899

285D
1850

9,50

7,390

LSV

6930
8950

9980
G980

€999
29S80
195D

LSS0
965D

7.L9D
€190

699D

%990

7990

099D

6990
8590

S99V

NyS9V
L7590

av590

L

TS99

679D

L%9D

G790

evov

0%9D
6€90

LE9Y
9€9D

7€90

TEV
0€9D

LLLY

SL.LD

€L.0

TLLD

89.D

G9.LD

2oL
ToLY
094D

S§SLD
¥5L0
€50

H

TSLV
0S.LY

Tv.LD

B6ELD

YeLY

0€LD
62LD

LTLY
9TLD
STLD
YTl
aTLY
L1.LD
70.LD
20LD

004D
669V

889N

989D
S89V

6190

8580

9689

678V
8%8D

T8y
0¥%80
6€80

280

S280

Te8v

oz8y

618V

7180

€180

o180

9080

161D

96.L0
S6.L0

06.LD
68LY

8.0
S8.1D
¥8LY

T8.LV
08.LD

196D

656V

LS6Y
956D

9%6D

v¥6D
£v60

Tvevy

8€6D

£e6y
2€6D

ogen

€260
czen

816V

916D
G160

T16V

+

L06n

706D

2060

8680

€680
268D

288D
788D

.80

998V

67010
8Y0TV

9v0TV
SYOTV

9€0TD

€E0TN
CEOTY

620TY

0Z0TY
61070

11019

F

900TD
S00TD

€00TD

000TY

L1669

7660
£66D

166D
066V

186D

£86Y
286D

086Y

.69

TL6D
T.6D

6960

O

R LDWIDE
PROTEIN DATA BANK

W



ALNT

wwPDB X-ray Structure Validation Summary Report

Page 37

YITID
€170

80TTN

2O0T1D
T0TTA

® 66019

® L6010

@® S60TV
® %6010

® ¥80TV
£€8010

78070

6.0T0

® 6901V

L90TY
990TN

€907

66710
86T1N

S6TTH

€6TTD

68TTY
88TTN
L8TTD

SLT10
YLTTV
€LTTD

0LTTD

L

+H

99110
S9TTN
%9110

9STTY

YST1D

L

0STTD
67T1D
8YITV

3

8ETTH

9ETTD

2

SCTTD

062D
68210

|

L8TTY

S8CTH
v8e1v
€8CTD

8.LTTVY
€L2TN

cLery
1 7X4 %]

69CTY
89CTY

SYC1D

EYCTD

ovzIn
6ETTD

-

8¢CTH

&
+

912TH

1TV

11270

6021
80TTD

10210

08€TD

SLETD
v.LETD

CLETN
TLETD

89€TD

S9ETY
Y9€TD

09€TV

1
L

YSETV

2SETN

8¥ETD

SYETD

CYETY
TPETN

B6EETD
8EETH

SEETN

€EETD

TEETV
0EETD

8CZETD

[4434

8TETD

LIETY

Y1€TD
€IeTn

0TETD

€6C1D
zecTn
16210

SSPID
YSvin

8¥¥1D

SY¥10
Miz27431

YEVIV

TevIN
0EYTD
621D

STYID
wmmau
12710
(747451

8T¥1D

€T71D
(45441

L

80%1D

2071
SO%TA

€0V1D

T0%1D
00%TD

86ETD

v6eTN
€6ETY

Teern
06€TN
68ETD
88ETD

Y8ETY

Z8ETH

8€STD

CESTD

0€STD
6CSTY

L

(4415
T2STD

+

61STD

v1s10

66710

L6710

S67TV

€6%1D

06YTV

L8¥1D

6L%1D

F

0L%1D
6971V

L9%1D

T9%1D
@ 0971V

8SVTD

(4429

8T9TV
L1910

0T9TY
6091V
8091V
L0910

€091V

S6STD

06STN
68STD
88STD
L8STY

G8STD

T8ST1H

+t

6LSGTV
8810
LLSTD

hmmﬂo
wmmﬂ<
TSSTO
08S1D
67510
8%ST1D

9¥STD
VSPSTV

YELTD

8CTLTD

96919
S69TD

€69T0

6891V

|

78910

28919
891D

8991V

99919
S99TV

65910
85910

95910

2891V

6¥91D
8¥91D
Ly9T1D

-

6€9TN
8€9TD
hmmﬂ<
YEITY

vZ81d
€281

1281V

918TD

T181D

S08TN

€081V

86.T0
LBLTO
96,10
S6.T0
76,10

+

¥8LIV

T8L1D
08LTYV

8L.10

9LLTD
SL.T0
YLLTO
E€LLTY

TLLID

Y9L1D

9E6TV

€E6TD
CZEGTY

S26TO
%2610

02610

9T6TY

ST6TN

S06TD

20670

968TD

+
3

7881V

e

TL8TV

6981D
79810
€98TD
298T1D

6G8TV

|

681D
88TV
® L¥81V
6€8T1D

9€8TD

|

6281V

9281H

8202N

92020
S2020

2e0zn

0202y

SToTY
12574

Tr020

96610

€6610

686TD

L86TD

08619
mhmﬂo
CTLBTY
TLETY

89619
L9670

S9610

€9610

096TV

986TN

|

CS6TY

09619

LY610

17610

8E6TY
LEBTY

¥Zred
€2T2D

®
® 0T12H

® 8112n
pANEA |
® 9712D

€110
® <C112d
°
°

60720
woﬁuo
0072
66020
86020
16020

€602

§.020
v.L020

T.LOTY
0,02

89020

§902D
79020

@® 290cv

8502V
1,502V

959020

TS02Y
0802d

S¥02D

cvoey

veoen
€E0TY

L612n

V612D

261TH

® 0612D
®
®

€8T120
@® 2812H
@ 1812
(]
(]
® 812D

SL120

€LTTY

TLICTV
® 0.12V
@® 6912V

® L912n
® 9912D
@® S912D

+

€912

LST2H

2STTH
TS12D
05720

8%12H

®
® 9¥120
°
°
°

9ETTD

veTTY

82120

9822y

¥8¢¢d

28TTH
822D

L.TTH

€.2TV

T.L22D

g9zen

c9zen

852CD
Lszen

¥sced

H-

sveen

i

2443
gecen

geeey

@ T12TH

R LDWIDE

O

PROTEIN DATA BANK

W



ALNT

68€29 | 61820 %9929 SELTD 9.9
| sseey . 81529 £9929 | eLe I - oI
18€20 [ | | zoggy £ELTY £682D B0 189
| 98gzd 19%20 £4520 19929 z€LTD I | e . —
- 38€20 | 99%20 TLSey 0992V [ | : zLD o
— I 39%20 [ | 62.29 68820 [ 5 08n
Q | v9%20 89520 [ | . 040 [ |
anw. 2882n £9%20 8820 s [ ] 1.0
et | | z9ven sTLTy €882V - 199 [ |
6.£29 19%20 05920 $2.20 z88TY |99y N eLY
> | sigey $992V 6v920 £2.20 | 18820 390 0 95}
~ LLETY £9920 | 8%920 (4] 08820 [ | [ |
S ] ] 19920 I | 6l820 95 699
m 04£29 35429 89920 9%920 81820 | gsn
g 692y [ ] [] [ ] [)
= [ | 1992V 95N 6£92Y o8y
wn 99€2Y 0572V [ | 8£929 390
S9€29 G 9vsen 1£920 189 N
m %9820 8hhey 98920 88120 . 039 o
1 [ | Phaza) S£920 [ | BN 6%0
M 19€CY 9%%2D | ve9zH 98420 @ 8HY
= 09gTY 399D £€929 $8.420 150
= | | * 2E92Y £8.29 159
< Lsezn | 1e98D | zsuen
> 95€20 62529 07.20 | gogzn |
B OE e
L 12520 10429 £9820
= | 9zezn | 90Lzy 2982d 50
+ | 18€TH 5292D | 819zy S0.2V [ ] ovn )
m 292D 55820 [
bt £2929 qLLeY %9829 18D
+ %1420 £9820 [ |
N I 10220 | eLed | zaseo )
> | 000 TLLTO 1382V z€0 110 €€9
oy} 90520 66920 14420 0582V [ 0TTH I
- | 9evey 50529 86920 * 6v820 0€0 | 601D
% | vosen | [ | I 62V 8070 2 0€0
€052V 56929 99429 | sz — 2 | 6TV
m £2ven | zoszy £692V 39,2V 9%82D 120 820
=) | zevey | so9zn 26920 S%829 ° 9Ty $OTY I
o 12920 %0920 16920 } [ ] 5 sey €070
| | 06920 09420 1£82D e W [ | 44
= STHTH I 65429 9e8zN < . gy 007D <
= ] I sesey . zen [} Z.
32741 0092V 18920 $E82D o= .1y 169 o
¥6v29 66529 | 989zn | 9520 o. = 020 [ ] = 020
[ ] 862V 98929 9920 619 €60 619
06%2D | | wssen | | velen | P! 819 | N |
%6920 £8920 €92y 0£829 0 L1 060 L0 919
£6320 28920 25.20 [ | .. v68Y .
s i B N czazo S e el D o
6832V 08920 1282V A $I0 880 AR eIV
STETH 10920 | 883zH — 672V I < s 1 [ | < ey 4%}
$TECD | | 1852y | svley = €89 = [ | 9119
[ee) — 96820 7,929 17129 81820 3) ot 69 28D O > 69
™ $6£20 £4929 | | 17829 < a I s < o 1
o ® 01€eV [ ] ) | 91820 o = 080 o =
20 60ETY £8529 19920 | | 31820 M < 90 6.0 M < €0 2070
< ] vl ] -~ 8LV < [}
[l 1L¥eD 08520 ] 11829 96820 ° @) o L oun ° @) ° 68y

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W



ALNT

wwPDB X-ray Structure Validation Summary Report

Page 39

508 ribosomal protein L2

e Molecule 27

9%

35%

54%

8%

Chain RD:

[
.
=

€LA
TN

® 0oL

893
194

e ¥9I
€94
[4°)

L

2t

[4°1:!

0SL

8%d

®
o
&
.H.
IIIIiI..

©
o
%

e
€eT
(45

0gd

000000 00000
© I~
ISR
X B

eI

~
-
=

9T

dx:!

(453

0 ©
0 ©
II‘: =

OTL

8d

TSTH

8¥13

9v1d
STTA

EVTH

SETA
veTY
€eT1
zeTd

821D
LTTA

SerI
¥Z1d

{441
121d

61TV
8TTA

® 911D

80Td

90TI

Y0TA

{4015}
1074

66d

96H
S61

€6V
261
T64

3
e

~
©
=

€84

18V

9.d

1924

012D
602V
802x1

9021
€6TA
T6TL
T61V
06TX
S8TA

[4:19¢

SLTT

CLIX

6973

€L2d
(k4 )
T.21

8924

508 ribosomal protein L2

e Molecule 27

.o

7%

35%

56%

4%
L

Chain YD

e
TLQ
0LM
694

oI

+

9%D

61

9ed
® Sed
e %EA

(45

62d

9
Sl

3

©
e
=

<+
—
~

o N ™
— —
B n o

%!
53

CTLIX

041D

TSTH
05T

8¥1a

SYIA

EVTH
{4498
15478
0%TL

LETd

SET

CeTd
TE€TT

90TI

701X

{40158

660
86A

261

68S

L8N

S80d

€84
¢8I

LTy

067X

€874
2811

SLT1

€.L2d

508 ribosomal protein L3

e Molecule 28

13%

13%

39%

45%

Chain RE

0
T}
II =

]
€9d

154

671
8%h
LYA
Eidl

cva
15728

8€L
® LeW
9€Yd
Sed

EEA

8¢V

SCTA

€TA

914

CTL

01D
61

LA
99

T

SYIN

EVIN

8€Td
LETH
9€TH
SETH
YETI

TETY
0E€TD

e /ltid

{49 X8

0TTM

LTTH

ST1D

1114

601X

LOTL

1078

S61

061D
681d
88TA

508 ribosomal protein L3

981D
S8TH

8.L14

9LTI
SLIA

L9TA

S9TA

09TA

LSTV

0STA

LY1d

e Molecule 28

R LDWIDE

erbDeBe

O
PROTEIN DATA BANK

W



ALNT

wwPDB X-ray Structure Validation Summary Report

Page 40

15%

10%

34%

53%

Chain YE

TLD
oLV
694
89V
194
99H

2!

29d

°
~
0
=53

o
te]
lmi

8vh
SPL

cva

® LeW
9ey
sed

zed

8cy
121
91
ScA
YTl

614

L1d
914
ST4
428

N
&
'-‘I

o
=

.
>I

[’}

1

097X

0STA

3

SHTI

+

8€Td

b

0ETD
6CTH

Lg1a

€114

1114

6013
80TS

SOTL

€01a

S61

1

€80

8.1

N
~
A

[N J
™
~
m

< 8aTL
= LGTA
| 9aTT
aa11
[ |
0979
| evta
8v11
[ |
€1V
4t}
[ |
2 19 8e1d
3 ovd o LETN
JH -
o vozv —
e €0z TEH
s SR  osa
T02L ,.w 62N
00z 1)
6614 =
lgetn | P sed
hm: = %21
e cza
68Td m M [ |
88TA @] < 0Z1
e 8TV % | eta | 901y
[ | ) 8Ty SOTA
$8TA T Lo YO
1 — 919 0T
1871 [@p] [ | zotd
1 e ¢Is 1011
mmﬁ 0 i z11 omﬁ
R TTA
9LTT xR @ o1d a6u
SLTA N e 61 $6d
[ ] < .- e 8 £6)
0L11 = E2 °
ey o ol ° °
89TH < o
g = 8 '
S9TA = -~ 18d
) ° O [ |

508 ribosomal protein 1.4

e Molecule 29

9%

27%

60%

4°/D
L

Chain YF

SLH

ELY

0LL

8934
190

s
L

79I
€94

85V

6%V

i

L
b

oD

8€Yd

9€EA

o
®
s )

N N N )
- =) - =~
- I

—
—
=

V6T

88TY

S$81Q
7814

Z8IN

SLTL
YLIA
E€LTA

0LTT

8974
L9TV

S9TH

1914

LSTA

t

{4747

0711

9€TL

® 7EID

® CEIA
® T€ID

6214

S2T1

{4458

ozTd

3
L

911a
STTV

CTTH

0TTT

® L0ZD

TOTA

e Molecule 30

66TM

508 ribosomal protein L5

7%

36%

55%

34%

Chain RG

ToV

) ~
ad NA
- x

~
%)
=

LK
©
I
B

[

L)
L)
~

[
®
o,

0ed

8TA

[
I\
[y
II‘= IIIIII

O

R LDWIDE
PROTEIN DATA BANK

W



ALNT

wwPDB X-ray Structure Validation Summary Report

Page 41

€EeTT
CEIN
TETA

45

1

01T

® 811

e GS11Y
YITI

211d

01TV

90TT

® ©o1d

2014
TOTI
00TM

®

© I~ 0o
Qa9
-5 czII:

S6d

€61

061

€84

L )
-~
@
X

TLL

89d

990

7S1D
€5TY

[
508 ribosomal protein L5

TSTV

® 9%IX

o e

0

<

—
..|I5~

0%TI

0000

©

2.

-~
Im.

e Molecule 30

N
[e>]
°
o
2
93 °
°
o
°
R
< o
(o]
R
o
2
a
o=
o
S

T

0LA

ol
€91

1oV

8sb

i

~
N4
4

Sva

€71

3

Sed

ced
ogd
6CM
8cA

sassi

®

o o
@® ©
moX

cd

991a
S9TL

€9TV

1911

¥STD

67TA

51498

+

0%TI

Letd
9€TY

TETX

vZis

T0TI

6610

©
Q
4

N~ o o
© [ o
a =} |2

s
)
i

® L.I

1

e Molecule 31

6L1d

9.T1
SLTT

69TV
8914
® L91d

508 ribosomal protein L6

6%

12%

34%

48%
48%

Chain RH

© o [
< 0 e}
Im >I>I

®
+
=

(4!

(X )
-~
&
=

e o LN )
QPO =N M
NN ®mn o
[N -V S R |

©
N
=

T2d

918

o00000
o
—
A

@® 6074

90TL

® €011

861

o
)
=1

) 0 [=3
o I3 1}
>~ 3 i

6.LA

LLY

694

® TLUI
® O0L1d

e /913
[

50S ribosomal protein L6

S9TY
€9TA
2911
191D
8STH

9GTV

671Yd
8%1L

Eiads)

e Molecule 31

(458

8ETA
® LEId
® 9€1I

6%

.

14%

2
1)
»

7
8¥%D
v

44%

17%

Chain YH

TLT

891
191
999

791

(421

® §Sd

o o
BEERS
>ﬁ>m£

ovd

3
i

LEA

|
{4
[wes

0ex

o

9CTA

2 &
88

ozy

8d
L1

0GTV

+

£VTD

60Td

9071

861 ® TLl1

261

PRyt
991y
39TV
|
4338
78S 1919
=
6573
e 184 | 8eTH
| | LSTA
LI
Lo °
SLY °

R LDWIDE

O

PROTEIN DATA BANK

W



ALNT

wwPDB X-ray Structure Validation Summary Report

Page 42

e Molecule 32: 508 ribosomal protein L9

24%

14%

44%

39%

Chain RI:

891
194

94

{421

094

963

[4ct:|

0%y
67V

s
e 1¥d
oL

SE€T

€61

168

881

693

e Molecule 32: 508 ribosomal protein 1.9

19%

36%

43%

18%

Chain YI:

(]
~ o N~ o © O O oo o
© 3: 0 0 © © © © I~ ~ ~ ~
= — ~ ~ [ =~ = |2 =]

SCA

g€ed
ey
1A

L10
91D

o0
0
-
IIIIIIIII:>

P=l S BB e}
=x>EHA

e T¥iA

13745
0%TT

8ETI
LETd

SETH
® %EId

@® <CEld

6CTL
@ 8C11

9CTA

i445]

LN )
—
IS
=
~

(N ]
~
~
b
53]

TOT1

86V

€61

168
06D

981

[
re
®
IIII[d

8y
T8A

e Molecule 33: 508 ribosomal protein L.13

7%

42%

49%

11%

Chain RN:

o
i
—
=
.o—
Q
—
o
—
o
—
s
o
wn
o
o)
or—
—
n
o
L0
&
o
[
=
Q
[0}
2
-
[ ]

9%

39%

O~ N mENoO N~ oL ©
&S S & w 0w
aAA=EB =< = ==

50%

N
o

Lo
T1d
o

Chain YN:

690

i
993

6393
84d

8EH

9€D
SEY

cel

0€T
62

L

Sy

€21
[4an

8TV
L1

ETM

@ LETN

® €emd

TETD

1

L21a

O

SCT1D

81T

9111
® GS11Y
435

0TTD
601X
80Td

90TH

00T
661

~
Q
~

€61

[
o o
X &
N =

e Molecule 34: 508 ribosomal protein 114

™
~
=

D E

R L DWI
PROTEIN DATA BANK

W



ALNT

5%

26%

69%

wwPDB X-ray Structure Validation Summary Report

2%

Chain RO: ™

Page 43

1114

9071

7014

2oTA

11

181

6.4
8.4

9LV

€.a

691

L9
994

€9A

€94

3

8%d

{47
Y

CER

o
o0
<

8¢S

9TH

4
€2d
(448

0z
611

63

LA

27%

70%

°/ .

Chain YO: :

L

e Molecule 34: 508 ribosomal protein L.14

L7d

17%

1%

N
S
<

10%

e Molecule 35: 50S ribosomal protein L15

Chain RP:

o
©
©
[T

€9d

09K

691
8SL
I

9GS

0
%)
I‘:

€99

593
2 EE

cvs

o
<
w0

8eb

338y
REES

e

EIN

19%

37%

® 0 O O ©
2 m M $ NS
o X ®n 54

41%

3
b

e Molecule 36: 50S ribosomal protein L16

9%
[

e Molecule 35: 508 ribosomal protein L15

Chain YP:

*

LOW

€9d
291

o
©
=I

641
8GL
LSL

it

[4:xs

674

Lva

0EL

82D

92d

44

0Zd

LT

E€IN

0Td

(4}
™

6714

97TA
S¥1d

EVTD

13434
(U234
® 6ETd
8ETT

+

[4358

9CTA
SCTA
445

T2y

L1Td

PITI
€T
[43%¢

L0TH

SOTT

€0TY

661

96.L
ved
€69
e 263

€8A
28D

SLI

cLd

12%

44%

42%

15%

Chain RQ:

e %Id

® cTd

D E

R L DWI

O

erbDeBe

PROTEIN DATA BANK

W



ALNT

wwPDB X-ray Structure Validation Summary Report

Page 44

8ETA

9ETY

YETY

0ETH

S2TT
445

0TI

L1TV
9114

2224
€110
(49
1114

@® 60TA

LOTY

€0TH

66d
863

983

e Molecule 36: 50S ribosomal protein L16

©
~
B

9%

9%

40%

49%

Chain YQ:

@ 083

8.d
LLY

SLL

®
~
=%

T.a

194
991

Y9I

654

9%y
SSA
HSH

N 0 o IIIIII
™ | ™
Iq In‘

SeA

Lea
9CA

® %I

e 12l

e Molecule 37: 508 ribosomal protein L17

1%

46%

43%

3%

Chain RR: ™

9LA
SL1

cLa

0L1

191
99A

=
©
I:l:l

650

984

91

8¥A
PAZS
9%d
Svd

]
N
4

8EA
LeL

e Molecule 37: 508 ribosomal protein L17

12%

32%

56%

3%

Chain YR: -

© N~
«Q ©
Ha:>-

8.4

9LA

YN

04T

19T
99A
S9T

LS4

© < w0 ©
< w w w
> A< X

(4728

(02!

8EA

e Molecule 38: 508 ribosomal protein 118

.o

15%

40%

43%

F
s

12%

Chain RS:

€L

1.4

69A
890
L9Y4

S9N

€9L
{428

6393

751
0SS

i
LYL

j42))

8ed
£ex

624

Les
921

€cy

613

9TIN

YA

e TIId

(0] %:1

oV

1114

e Molecule 38: 50S ribosomal protein L18

® 80T

€073

86A

€63
(4N
Téed
069

184
298V
S8A

€83

8.1

12%

36%

48%

11%

Chain YS:

R LDWIDE

erbDeBe

O
PROTEIN DATA BANK

W



ALNT

wwPDB X-ray Structure Validation Summary Report

Page 45

*

YLV

LY

S9N

1

TON

® 691
891
L83

|

ovI
6€1
8eb
€ex

0oeyd

3

921
Scy
%21

LT7Y4

STY
PIA
€14

64

@ |
<

e Molecule 39: 508 ribosomal protein 1.19

1

[
™
IIII‘E

oo}

=3

-
i"l

1114

€074

© ~ [
[
O~

764

- o
o o
A >

184

281
78D

281

.« 6%

8%
-

40%

8EN

9ed

vea
eex
[499

0EA

8CA
pXan
9za

45%

¥ed

0cd
611

oTd

8%
-

(453

N w l\w-
= << X

Chain RT:

TH

e Molecule 39: 50S ribosomal protein .19

6%

11%

40%

43%

14%

Chain YT:

1

29l
T94
091

184

67A
8¥1

ovd
Svd

LD
9ed

e Sed

62y
8CA

9za

ved

611

914

e €1

-
v-l!‘lg n © N~ a ~
== < A H P ]

veTd

8C1d

3

e ¥vcid

ccia

6TTY

STTH

ETTH

@ 6073

L0t
® 907s
SO0T1

2oTI
1014

7%

26%

65%

4%
Chain RU: ™

e Molecule 40: 508 ribosomal protein 120

P
€11V
[a9%:
T11d
@ 8073
9074

1014

L6a
96Y

€63

[
-~
o
IQI

881

€81

8LL

SLN
LT

0L4

89V

99N
S9I

L

TOM
091

894

sBElz 3
zBEE:

2

-
-

-

e Molecule 40: 508 ribosomal protein 120

10%

40%

49%

7%

Chain YU: —

05y

LYA

6€T

0eX

Le1

€20
[4a)

613

LTI

[4%:!

[0)%:1

S

WO RLDWIDE
PROTEIN DATA BANK



ALNT

9%

30%

59%

[ X ]
<
™
IIIIIIIIIIIII.IHJII

wwPDB X-ray Structure Validation Summary Report

16%

e Molecule 41: 508 ribosomal protein L21

Chain RV:

b

Page 46

12228

©
~
X

9L

CTLA

291
TN
09"

SSY
750

2SA
TSA

e}
<
(&

42!

0o%1
6€1

LEA
9€d

1141

61X

91d

T0TD
00Ty

164

6L

S8y
vex

11%

45%

©
i
o

44%

11%

e Molecule 41: 508 ribosomal protein L21

Chain YV:

™ <'..|~ |
<& B

S99

€90

65V

96s
SGY
3D

TSA
TSA
0sd
671

9vA

®
j42:)

e 8¢l

811

91d
STd

110
[0)5:1

10%

29%

L

60%

6%
Chain RW: T

3

e Molecule 42: 508 ribosomal protein 122

£6Y

18d

TLA

1

191

9%

27%

© N~
0 o
- A

65%

[
N
—
g
or—
]
+—
o
=
o
—
:
o
0
o
e}
or—
—
N
@]
10
R
b
<

]

—

=}

Q

]

—

MO

[ ]

-..
=
e
i=
<
®

00TL
664

163

S61

064

€LV

TLA

691

TON

LSN

[4:

6%

SPA

(4t
L5728

1

LeY

€€Y

1

STY

B

7%

32%

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W

56%

4%

Chain RX: T8

e Molecule 43: 508 ribosomal protein .23



ALNT

wwPDB X-ray Structure Validation Summary Report

Page 47

8834
180

€8A
z8b

8.4

€4

0LT
694

® S

09y
6SA

LST

n
e}
=

3]
)
X

TSA

8%y

(4414

(0728
6€1
8€d

9EN

zed
TEH
0oeA

3

9Tk
STA

€cd

CTA

261

e Molecule 43: 50S ribosomal protein L.23

4%

Chain YX: .

6%

36%

53%

S8d
78V

z8b

8.4

S.d

eLd
T
LD
0L1
694

199

e
©
I&

(421
79D

6SA

€94

67A

vva
E7A

o o
IMQ.
H o

LEL

SEL
eV

TE€EH

3

9CA

9T
STd

CTA

261

88

e Molecule 44: 508 ribosomal protein 124

7%

n
©
<

16%

o
©
[

47%

39%

29%

Chain RY:

TN

89H

® €91

® 89D

® €Sd

8vV
L9Y

(478
o

e Molecule 44: 508 ribosomal protein 1.24

00TY

26N

® 684
® 88i

® 98d
G8A
784

8y
089
610
8LV

S.LI

<
~
[

N
~
=

7%

—
~
B4

15%

33%

44%

(] [ ]

o

o
1>-

27%

Chain YY:

8LV

9.0
SLI

[
©
<

SV
v9d

191

9Gd

® €48d
® TSS

® 0%
671

°
~
N
X

)
N
=

SEA
vex

8Ty
LTA
9TA
P11

83

b
£

€A

® TOTd
00TV

6%

26N
164

e Molecule 45: 508 ribosomal protein L.25

S8A
784

81
08D

1%

10% -
1.

36%

41%

19%

+

Chain RZ:

5

06A

F

84

{411

184

9.1

YLA

cLd

0LT
691

29d
19T

8GA

¥SH

15V

8vd

¥vd

6EA

PeN

6CA

€y

(0141

oy %!

[
o
—
IIII‘:

LY
X8

014
€01y
2oT1
T0Td

664

D E

O

R L DWI
PROTEIN DATA BANK

W



ALNT

wwPDB X-ray Structure Validation Summary Report

Page 48

® €811

® 6.1d

LL1d

SLIA

LTy
o 1.1
e oL |
o 6918
o som@ |

® .91d

e Molecule 45: 508 ribosomal protein 125

® €911

T9TA

11%

10%

36%

42%

9%

Chain YZ:

084
6.4

L.a
9.1

YLA

(X

0LT

998

3

191
094

8SA

¥SH

2ss

6EA
8€A

W

62TS
8CTA

9CTA

17498
€e1a

2011

96A

e Molecule 46: 508 ribosomal protein L27

5%
Chain RO: -

66%

8EA

9€I

oN o o O Mo BNy BN
0 © Rl = N )] 0
X O =0 o =4 ~ =

)
==}

e Molecule 46: 50S ribosomal protein L27

35%

59%

20/0
n

Chain YO0:

e Molecule 47: 508 ribosomal protein 128

7%

29%

(] (]
oo Mo N O W
© K N SRDR
= = A P [ T |

e Molecule 47: 508 ribosomal protein 128

61%

w
re)
o

8%
L

Chain R1:

® L61
® 964

61
€64

[
N~ o
© @ ©
ﬂ~|Ilﬂ IIIIII

988

8SI1

®
el
=

TSA

o
i
>I

(47l

[43

12%

8%

32%

58%

Chain Y1:

~
%

8SI

9sb
SSD

€GA

629

L3

SeH

LI

e Molecule 48: 508 ribosomal protein .29

O

R LDWIDE
PROTEIN DATA BANK

W



Page 49 wwPDB X-ray Structure Validation Summary Report

ALNT

10%

. — —
Chain R2: 57% 32% 7%

L24
E27
K29

o -
™ <
A =1

G42
Q43
L44

e o (] [ ] (] (]
o o <~ ©OK 00O o W o
< o [ S G Shl g SEE IR Egmg e
0 | ~ ~ < @ ©w o oo =] 3] = =]

e Molecule 48: 508 ribosomal protein 1.29
10%
Chain Y2: 40% 40% BT

[ ] ()
< w0 N~ o < w0 oM [} oN 0 o O N M [}
e Molecule 49: 50S ribosomal protein L30
i
Chain R3: 70% 23% 5% -
[ ] [ ]
e Molecule 49: 50S ribosomal protein L30
%
. I
Chain Y3: 57% 30% 12% .
[ ) [ ]
e Molecule 50: 508 ribosomal protein L31
54%
. T —_—
Chain R4: 37% 42% 17% .

Y43

o0 o0 o000

=3
= 0 © N~ =
erI&I>.

DO =
o & F S
OmoaA

Y63

e Molecule 50: 508 ribosomal protein L31

48%

o o
N Mo oKD O o
0001 WO WY W O Q
_ Hmlﬂ=>m|h0’=

N71

R62

. e —
Chain Y4: 30% 35% 30% 6%
000000 [ ) [ X J
z::: BRARSEE S 28 s R

0000000
© N0 9
© © Qg ©
.(0>'I=<l

e Molecule 51: 50S ribosomal protein L32



Page 50 wwPDB X-ray Structure Validation Summary Report ALNT

23%
. — N e
Chain Rb5: 47% 42% 8% .-

LN J [ ] ° o [ ]

| — o ] [ O 0@ -
ool o aE - o ] 2 S ¥ §WwWw o
< X@a > NMMH o~ = = O A m DS > >

e Molecule 51: 508 ribosomal protein L.32
32%
Chain Yb: 40% 43% BT T

D17
R19

o
N
-

S21
L25

o2}
N
=

C36
P41
T44

o o
Ll e BB
e Molecule 52: 508 ribosomal protein L33
76%
Chain R6: 20% 41% 28% T

0000000000 000000OCOCOE OO0 o000
M < W O~ o N O WO~ —
Ll = ibxd s 1bs] AN AN el
O EOME < B HEXZ= N~ Y

e Molecule 52: 50S ribosomal protein L33

° (X
3 B3
[ =X

N32
R37
Cc40

o0 o oo
©
]
=

63%
. 0 —
Chain Y6: 28% 41% 19% . 9%
00000 [ X N ] [ N ] o000 [ X ] [ X X ] o000 0000000 [ X ]
o0 ¢ N oM W © N~ ~ ©0 N~ o <+ w0 O N 00 o - o
e Molecule 53: 508 ribosomal protein L34
12%
Chain RT: 63% 29% 8%
[ ] [ ) [ X ]
Y RO
e Molecule 53: 508 ribosomal protein L34
- —
Chain YT7: 61% 31% 8%
(X J
s e glz %I +§'§'§'§ 8" EIE'IE
e Molecule 54: 50S ribosomal protein L35
14%
. I
Chain RS: 51% 35% 12% .

Q43

R46

K47
e

150 @

P53

158

K59

Y64

E65

(X ]
o o< wil ol o oo om
U SO0 -d dNN d®@ o 0
=X O ME>EM >EE Xo XXM



Page 51 wwPDB X-ray Structure Validation Summary Report

ALNT

e Molecule 54: 508 ribosomal protein L35

18%

. T —_——
Chain Y8: 45% 35% 15% —

116
V23
M25
K26
K36
S37
E40
Q43
V49
L50
L60
L61
P63
Y64
E65

® o
. - < o
s = 2]
= = X = 2

e Molecule 55: 508 ribosomal protein L36

81%

Chain R9: 68% 27% 5%

0000000000000000000000000
9w oo < o
R om0
- = o o m

e Molecule 55: 508 ribosomal protein L36

59%

. ..
Chain Y9: 70% 27% -

[ ]
N~ < w0 N~
o AN o M [}
oM™ (= - (3]

e Molecule 56: tRNA acceptor end mimic

Chain Z6: 33% 33% 33%

N
~
o

e Molecule 56: tRNA acceptor end mimic

Chain Z8: 33% 33% 33%

N
~
o



Page 52 wwPDB X-ray Structure Validation Summary Report ALNT

4 Data and refinement statistics (i)

Property Value Source
Space group P 212121 Depositor
Cell constants 209.81A 449.41A 620.86A .
Depositor
a, b, c,a, B,y 90.00° 90.00° 90.00°
. 155.22 - 2.94 Depositor
Resolution (A) 15522 — 2.94 EDS
% Data completeness 98.6 (155.22-2.94) Depositor
(in resolution range) 98.6 (155.22-2.94) EDS
Rinerge 0.16 Depositor
Reym (Not available) Depositor
<IJ)o(l) >"* 1.45 (at 2.82A) Xtriage
Refinement program PHENIX Depositor
R R 0.219 , 0.265 Depositor
) Thfree 0.220 , 0.264 DCC
Rree test set 57063 reflections (4.71%) wwPDB-VP
Wilson B-factor (A?) 50.1 Xtriage
Anisotropy 0.137 Xtriage
Bulk solvent kg (e/A®), By, (A?) 0.30 , 55.2 EDS
L-test for twinning? <I|L|>=041, < L?> =023 | Xtriage
Estimated twinning fraction No twinning to report. Xtriage
F,,F. correlation 0.91 EDS
Total number of atoms 291993 wwPDB-VP
Average B, all atoms (A?) 51.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 1.57% 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:
IMG, PPU, ZN, PAR, 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 QA 0.46 0/36098 1.01 71/56341 (0.1%)

1 XA 0.54 0/36101 1.09 114/56346 (0.2%)

2 QB 0.31 0/1959 0.52 0/2642

2 XB 0.32 0/1959 0.54 0/2642

3 QC 0.31 0/1629 0.53 0/2195

3 XC 0.36 0/1629 0.56 0/2195

4 QD 0.38 0/1733 0.58 1/2318 (0.0%)

4 XD 0.40 0/1733 0.60 0/2318

5 QE 0.35 0/1171 0.56 0/1576

5 XE 0.39 0/1171 0.59 0/1576

6 QF 0.38 0/856 0.54 0/1154

6 XF 0.38 0/856 0.58 0/1154

7 QG 0.33 0/1276 0.50 0/1709

7 XG 0.34 0/1276 0.50 0/1709

8 QH 0.33 0/1136 0.55 0/1527

8 XH 0.38 0/1136 0.58 0/1527

9 QI 0.31 0/1029 0.55 0/1379

9 XI 0.33 0/1029 0.57 0/1379

10 QJ 0.33 0/814 0.54 0/1095

10 XJ 0.35 0/814 0.59 0/1095

11 QK 0.36 0/900 0.57 0/1213

11 XK 0.38 0/900 0.58 0/1213

12 QL 0.37 0/991 0.61 0/1327

12 | XL | 045 0/991 0.74 1/1327 (0.1%)

13 QM 0.32 0/974 0.59 0/1303

13 XM 0.36 0/974 0.63 0/1303

14 QN 0.41 0/501 0.60 0/664

14 XN 0.42 0/501 0.66 0/664

15 QO 0.35 0/745 0.53 0/992

15 X0 0.39 0/745 0.54 0/992

16 QP 0.36 0/721 0.56 0/970

16 XP 0.35 0/721 0.57 0/970
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. Bond lengths Bond angles

Mol | Chain | ¢\ g7 #|Z| >5 RMSZ 4| Z| >5
17 QQ 0.35 0/847 0.53 0/1131
17 XQ 0.35 0/847 0.54 0/1131
18 QR 0.35 0/579 0.64 1/768 (0.1%)
18 XR 0.37 0/579 0.59 0/768
19 QS 0.33 0/689 0.60 0/926
19 XS 0.37 0/689 0.69 1/926 (0.1%)
20 QT 0.35 0/765 0.63 0/1007
20 XT 0.31 0/765 0.59 0/1007
21 QU 0.30 0/221 0.54 0/288
21 XU 0.31 0/221 0.61 0/288
22 QV 0.52 1/1836 (0.1%) 0.98 4/2859 (0.1%)
22 XV 0.59 1/1836 (0.1%) 1.06 4/2859 (0.1%)
23 QY 0.34 0/333 0.91 0/517
23 XY 0.40 0/333 0.94 0/517
24 QX 0.44 0/185 1.15 2/285 (0.7%)
24 XX 0.67 0/185 1.08 0/285
25 RA 0.63 8/69521 (0.0%) 1.16 | 318/108529 (0.3%)
25 YA 0.72 19/69543 (0.0%) 1.26 | 504/108563 (0.5%)
26 RB 0.49 0/2878 1.05 6,/4490 (0.1%)
26 YB 0.56 0/2878 1.15 18/4490 (0.4%)
27 RD 0.50 0/2165 0.70 0/2919
27 YD 0.58 0/2165 0.78 1/2919 (0.0%)
28 RE 0.43 0/1601 0.73 3/2160 (0.1%)
28 YE 0.46 0/1601 0.75 2/2160 (0.1%)
29 RF 0.42 0/1620 0.62 0/2194
29 YF 0.48 0/1620 0.71 1/2194 (0.0%)
30 RG 0.31 0/1499 0.57 1/2016 (0.0%)
30 YG 0.39 0/1499 0.60 0/2016
31 RH 0.28 0/1332 0.58 0/1802
31 YH 0.45 0/1332 0.73 0/1802
32 RI 0.35 0/1151 0.67 0/1558
32 Y1 0.35 0/1151 0.66 0/1558
33 RN 0.41 0/1131 0.62 0/1525
33 YN 0.43 0/1131 0.64 0/1525
34 RO 0.41 0/943 0.62 1/1269 (0.1%)
34 YO 0.49 0/943 0.65 0/1269
35 RP 0.43 0/1162 0.81 1/1544 (0.1%)
35 YP 0.49 0/1162 0.90 2/1544 (0.1%)
36 RQ 0.47 0/1143 0.73 2/1527 (0.1%)
36 YQ 0.57 0/1143 0.80 1/1527 (0.1%)
37 RR 0.42 0/982 0.69 0/1312
37 YR 0.44 0/982 0.73 0/1312
38 RS 0.36 0/892 0.64 0/1187
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. Bond lengths Bond angles
Mol | Chain | ¢\ g7 #|Z| >5 RMSZ 4| Z| >5
38 | YS | 0.40 0,892 0.75 1/1187 (0.1%)
30 | RT | 042 0/1155 0.63 0,/1542
30 | YT | 0.44 0/1155 0.67 0,/1542
10 | RU | 0.39 0,982 0.65 0,/1306
0 | YU | 050 0,982 0.68 0,/1306
i | RV | 0.8 0,790 0.61 1/1057 (0.1%)
a1 | YV | 045 0,790 0.73 1/1057 (0.1%)
2 | RW | 049 0/911 0.67 0,/1220
2 | YW | 045 0/911 0.68 0,/1220
43 | RX | 047 0,739 0.62 0/993
3 | YX | 050 0,739 0.66 0/993
4 | RY | o044 0,798 0.68 0,/1064
4 | YY | 046 0,798 0.69 0,/1064
5 | RZ | 034 0,1493 0.59 0,2026
5 | YZ | 037 0/1493 0.64 272026 (0.1%)
46 | RO | 0.45 0/657 0.65 0/874
6 | YO | 048 0/657 0.69 0/874
7 | R1 | 044 0,770 0.66 0,/1022
7 | YL | 046 0,770 0.69 0,/1022
8 | R2 | 0.39 0/583 0.65 0/771
8 Y2 | 052 0/583 0.73 0/771
19 | R3 | 035 0/474 0.57 0/635
19 | Y3 | 04l 0/474 0.59 0/635
50 | R4 | 0.33 0/594 0.68 0/795
50 | Y4 | 037 0/594 0.68 0/795
51 | R5 | 0.43 0/473 0.73 0/639
51 | Y5 | 0.43 0/473 0.77 1/639 (0.2%)
52 | R6 | 0.35 0/431 0.69 0/575
52 | Y6 | 0.37 0/431 0.67 0/575
53 | R7 | 0.49 0,/438 0.68 0/575
53 | Y7 | 0.7 0,/438 0.71 0/575
54 | R8 | 0.55 0/525 0.79 0/691
54 | Y8 | 0.8 0/525 0.82 0/691
55 | R9 | 0.26 0/310 0.45 0/407
55 | Y9 | 0.32 0/310 0.48 0/407
56 | 76 | 0.80 0,/40 1.80 1/60 (1.7%)
56 | 78 | 0.78 0,/40 1.81 1/60 (1.7%)
All | Al | 056 |29/316367 (0.0%) | 1.04 | 1068/472979 (0.2%)

Chiral center outliers are detected by calculating the chiral volume of a chiral center and verifying if
the center is modelled as a planar moiety or with the opposite hand.A planarity outlier is detected
by checking planarity of atoms in a peptide group, atoms in a mainchain group or atoms of a
sidechain that are expected to be planar.
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Mol | Chain | #Chirality outliers | #Planarity outliers
12 QL 0 1

12 XL 0 1

28 RE 0 1

28 YE 0 1

29 YF 0 1

31 RH 0 2

31 YH 0 2

38 YS 0 1

45 Y7Z 0 1

48 Y2 0 1

54 R8 0 2

54 Y8 0 2

All All 0 16

The worst 5 of 29 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
22 QV 0 C OP3-P | -10.50 1.48 1.61
22 XV 0 C OP3-P | -10.49 1.48 1.61
25 YA 528 A N9-C4 | -9.10 1.32 1.37
25 YA 783 A N9-C4 | -7.66 1.33 1.37
25 YA 783 A N3-C4 | -7.55 1.30 1.34

The worst 5 of 1068 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(°)
25 YA 1786 A N7-C8-N9 | 13.21 120.41 113.80
25 YA 528 A C2-N3-C4 | -13.10 104.05 110.60
25 YA 783 A C2-N3-C4 | -12.39 104.41 110.60
25 YA | 1786 A C5-N7-C8 | -12.26 97.77 103.90
25 YA | 1786 A C2-N3-C4 | -11.73 104.73 110.60

There are no chirality outliers.
5 of 16 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
12 QL 47 LYS | Peptide
54 RS 30 | ARG | Peptide
28 RE 21 | VAL | Peptide
31 RH 127 | GLU | Peptide
31 RH 153 | LYS | Peptide

$roe
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5.2 Too-close contacts (i)

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 QA 32247 0 16278 492 0
1 XA 32249 0 16279 529 1
2 QB 1924 0 1975 64 0
2 XB 1924 0 1975 80 0
3 QC 1605 0 1668 41 0
3 XC 1605 0 1668 63 0
4 QD 1703 0 1763 63 0
4 XD 1703 0 1764 47 0
5 QE 1155 0 1213 28 0
5 XE 1155 0 1213 42 0
6 QF 843 0 857 20 0
6 XF 843 0 857 23 0
7 QG 1257 0 1296 37 0
7 XG 1257 0 1296 24 0
8 QH 1116 0 1175 37 0
8 XH 1116 0 1177 25 0
9 QI 1010 0 1037 34 0
9 XI 1010 0 1037 50 0

10 QJ 801 0 849 48 0
10 XJ 801 0 849 42 0
11 QK 885 0 904 25 0
11 XK 885 0 904 28 0
12 QL 975 0 1062 35 0
12 XL 975 0 1062 46 0
13 QM 964 0 1034 40 0
13 XM 964 0 1034 39 0
14 QN 492 0 529 24 0
14 XN 492 0 529 17 0
15 QO 734 0 771 21 0
15 X0 734 0 771 19 0
16 QP 705 0 725 18 0
16 XP 705 0 725 26 0
17 | QQ 834 0 904 19 0
17 XQ 834 0 904 19 0
18 | OR 574 0 644 11 0
18 XR 574 0 644 21 0
19 QS 674 0 699 40 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
19 XS 674 0 699 44 0
20 QT 763 0 860 26 0
20 XT 763 0 861 36 0
21 QU 217 0 234 11 0
21 XU 217 0 234 4 0
22 QV 1644 0 836 26 0
22 XV 1644 0 836 18 0
23 QY 323 0 165 3 0
23 XY 323 0 165 4 0
24 QX 167 0 87 0 0
24 XX 167 0 87 0 0
25 RA 62071 0 31288 921 1
25 YA 62091 0 31295 872 0
26 RB 2573 0 1306 40 1
26 YB 2573 0 1306 32 0
27 RD 2115 0 2195 96 0
27 YD 2115 0 2195 97 0
28 RE 1568 0 1634 72 0
28 YE 1568 0 1634 64 0
29 RF 1585 0 1632 80 0
29 YF 1585 0 1632 64 0
30 RG 1474 0 1535 o4 0
30 YG 1474 0 1535 o7 0
31 RH 1307 0 1382 61 0
31 YH 1307 0 1382 66 0
32 RI 1136 0 1223 59 1
32 Y1 1136 0 1223 49 0
33 RN 1104 0 1180 40 0
33 YN 1104 0 1180 50 0
34 RO 933 0 996 26 0
34 YO 933 0 996 25 0
35 RP 1145 0 1227 87 0
35 YP 1145 0 1227 94 0
36 RQ 1122 0 1179 61 0
36 YQ 1122 0 1178 48 0
37 RR 968 0 1033 48 0
37 YR 968 0 1033 36 0
38 RS 882 0 943 48 0
38 YS 882 0 943 40 0
39 RT 1141 0 1202 53 0
39 YT 1141 0 1202 50 0
40 RU 964 0 1022 30 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
40 YU 964 0 1022 58 0
41 RV 779 0 852 20 0
41 YV 779 0 852 42 0
42 RW 900 0 964 27 0
42 YW 900 0 964 28 0
43 RX 725 0 778 28 0
43 YX 725 0 778 25 0
44 RY 785 0 878 52 0
44 YY 785 0 878 39 0
45 RZ 1461 0 1493 29 0
45 Y7 1461 0 1493 56 0
46 RO 648 0 672 20 0
46 YO 648 0 672 27 0
47 R1 763 0 848 26 0
47 Y1 763 0 848 28 0
48 R2 581 0 629 19 0
48 Y2 581 0 629 26 0
49 R3 469 0 518 7 0
49 Y3 469 0 018 17 0
50 R4 581 0 574 25 0
50 Y4 581 0 D74 45 0
51 R5 459 0 480 25 0
o1 Y5 459 0 480 33 0
92 R6 424 0 450 27 0
52 Y6 424 0 450 30 0
93 R7 430 0 480 14 0
53 Y7 430 0 480 17 0
o4 RS 517 0 082 30 0
o4 Y8 017 0 082 40 0
95 R9 307 0 338 9 0
35 Y9 307 0 338 7 0
96 76 74 0 o1 6 0
o6 78 74 0 o1 5 0
o7 QA 65 0 0 0 0
57 | QF 1 0 0 0 0
57 | QH 1 0 0 0 0
o7 QM 1 0 0 0 0
57 QV 1 0 0 0 0
o7 QX 1 0 0 0 0
o7 RO 1 0 0 0 0
o7 R5 1 0 0 0 0
o7 RS 1 0 0 0 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
o7 RA 242 0 0 0 0
o7 RB 2 0 0 0 0
o7 RD 1 0 0 0 0
o7 RE 2 0 0 0 0
o7 RF 1 0 0 0 0
o7 RP 2 0 0 0 0
o7 RR 1 0 0 0 0
o7 RU 1 0 0 0 0
o7 XA 72 0 0 0 0
o7 XM 1 0 0 0 0
o7 XV 1 0 0 0 0
o7 XX 1 0 0 0 0
o7 Y5 1 0 0 0 0
o7 YA 268 0 0 0 0
o7 YB 3 0 0 0 0
o7 YE 1 0 0 0 0
o7 YP 2 0 0 0 0
o7 YQ 1 0 0 0 0
o7 YX 1 0 0 0 0
58 | QA 42 0 15 2 0
58 XA 42 0 45 1 0
29 QD 1 0 0 0 0
29 QN 1 0 0 0 0
29 XD 1 0 0 0 0
29 XN 1 0 0 0 0
All All 291993 0 198359 5830 2

The all-atom clashscore is defined as the number of clashes found per 1000 atoms (including
hydrogen atoms). The all-atom clashscore for this structure is 12.

The worst 5 of 5830 close contacts within the same asymmetric unit are listed below, sorted by

their clash magnitude.

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
4:QD:22:LYS:HG3 4:QD:26:CYS:SG 1.85 1.16
25:RA:2701:C:H3’ 25:RA:2702:U:H5” 1.30 1.13
25:YA:2701:C:H3’ 25:YA:2702:U:H5” 1.32 1.07
25:RA:1359:A:N6 25:RA:1372:U:04 1.87 1.07
27:YD:43:ARG:NH1 | 27:YD:44:ASN:OD1 1.86 1.06

All (2) symmetry-related close contacts are listed below. The label for Atom-2 includes the sym-

metry operator and encoded unit-cell translations to be applied.

O RLDWIDE
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
25:RA:1593:G:02’ | 26:RB:54:G:OP1[1_655] 2.12 0.08
32:RI:91:SER:OG | 1:XA:368:U:OP1[4_555] 2.15 0.05

5.3 Torsion angles (i)

5.3.1 Protein backbone (i)

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

of similar resolution.

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

analysed, and the total number of residues.

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
2 QB 235/256 (92%) 175 (74%) 43 (18%) 17 (7%)
2 XB 235/256 (92%) 178 (76%) 42 (18%) 15 (6%)
3 QC 203/239 (85%) 163 (80%) 34 (17%) 6 (3%)
3 XC 203/239 (85%) 171 (84%) 29 (14%) 3 (2%)
4 QD 206/209 (99%) 175 (85%) 25 (12%) 6 (3%)
4 XD 206/209 (99%) 177 (86%) 24 (12%) 5 (2%)
5 QE 149/162 (92%) 136 (91%) 8 (5%) 5 (3%)
5 XE 149/162 (92%) 133 (89%) 13 (9%) 3 (2%)
6 QF 99/101 (98%) 95 (96%) 4 (4%) 0
6 XF 99/101 (98%) 94 (95%) 5 (5%) 0
7 QG 153/156 (98%) 135 (88%) 16 (10%) 2 (1%)
7 XG 153/156 (98%) 138 (90%) 13 (8%) 2 (1%)
8 QH 136/138 (99%) 121 (89%) 14 (10%) 1 (1%)
8 XH 136/138 (99%) 120 (88%) 12 (9%) 4 (3%)
9 QI 125/128 (98%) 103 (82%) 17 (14%) 5 (4%)
9 XI 125/128 (98%) 97 (78%) 24 (19%) 4 (3%)
10 QJ 97/105 (92%) 75 (77%) 19 (20%) 3 (3%)
10 XJ 97/105 (92%) 78 (80%) 14 (14%) 5 (5%)
11 QK 117/129 (91%) 100 (86%) 14 (12%) 3 (3%)
11 XK 117/129 (91%) 100 (86%) 15 (13%) 2 (2%)
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
12 QL 123/132 (93%) 98 (80%) 18 (15%) 7 (6%)
12 XL 123/132 (93%) 98 (80%) 15 (12%) 10 (8%)
13 QM 119/126 (94%) 95 (80%) 15 (13%) 9 (8%)
13 XM 119/126 (94%) 94 (79%) 16 (13%) 9 (8%)
14 QN 58/61 (95%) 48 (83%) 6 (10%) 4 (7%)
14 XN 58/61 (95%) 46 (79%) 6 (10%) 6 (10%)
15 QO 86/89 (97%) 80 (93%) 5 (6%) 1 (1%)
15 X0 86/89 (97%) 80 (93%) 4 (5%) 2 (2%)
16 QP 82/88 (93%) 73 (89%) 8 (10%) 1 (1%)
16 XP 82/88 (93%) 71 (87%) 10 (12%) 1 (1%)
17 QQ 98/105 (93%) 91 (93%) 5 (5%) 2 (2%)
17 XQ 98/105 (93%) 88 (90%) 10 (10%) 0
18 QR 68/88 (77%) 56 (82%) 9 (13%) 3 (4%)
18 XR 68/88 (77%) 61 (90%) 6 (9%) 1 (2%)
19 QS 82/93 (88%) 56 (68%) 15 (18%) | 11 (13%)
19 XS 82/93 (88%) 54 (66%) 17 (21%) | 11 (13%)
20 QT 97/106 (92%) 76 (78%) 15 (16%) 6 (6%)
20 XT 97/106 (92%) 75 (T7%) 16 (16%) 6 (6%)
21 QU 23/27 (85%) 19 (83%) 3 (13%) 1 (4%)
21 XU 23/27 (85%) 18 (78%) 4 (17%) 1 (4%)
27 RD 270/276 (98%) 226 (84%) 32 (12%) 12 (4%)
27 YD 270/276 (98%) 227 (84%) 34 (13%) 9 (3%)
28 RE 203/206 (98%) 147 (72%) 36 (18%) | 20 (10%)
28 YE 203/206 (98%) 142 (70%) 41 (20%) | 20 (10%)
29 RF 200/210 (95%) 167 (84%) 20 (10%) 13 (6%)
29 YF 200/210 (95%) 167 (84%) 25 (12%) 8 (4%)
30 RG 179/182 (98%) 139 (78%) 26 (14%) 14 (8%)
30 YG 179/182 (98%) 142 (79%) 25 (14%) 12 (7%)
31 RH 168/180 (93%) 114 (68%) 33 (20%) | 21 (12%)
31 YH 168/180 (93%) 121 (72%) 23 (14%) | 24 (14%)
32 RI 144/148 (97%) 101 (70%) 30 (21%) 13 (9%)
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
32 YI 144/148 (97%) 104 (72%) 23 (16%) | 17 (12%)
33 RN 136,/140 (97%) 104 (76%) 20 (15%) 12 (9%)
33 YN 136,/140 (97%) 106 (78%) 16 (12%) | 14 (10%)
34 RO 120/122 (98%) 109 (91%) 9 (8%) 2 (2%)
34 YO 120/122 (98%) 108 (90%) 10 (8%) 2 (2%)
35 RP 148/150 (99%) 106 (72%) 28 (19%) | 14 (10%)
35 YP 148/150 (99%) 108 (73%) 23 (16%) | 17 (12%)
36 RQ 139/141 (99%) 99 (71%) 22 (16%) | 18 (13%)
36 YQ 139/141 (99%) 98 (70%) 22 (16%) | 19 (14%)
37 RR 116/118 (98%) 106 (91%) 5 (4%) 5 (4%)
37 YR 116/118 (98%) 99 (85%) 11 (10%) 6 (5%)
38 RS 109/112 (97%) 76 (70%) 22 (20%) | 11 (10%)
38 YS 109/112 (97%) 78 (72%) 18 (16%) | 13 (12%)
39 RT 135/146 (92%) 106 (78%) 17 (13%) 12 (9%)
39 YT 135/146 (92%) 108 (80%) 17 (13%) 10 (7%)
40 RU 115/118 (98%) 102 (89%) 9 (8%) 4 (4%)
40 YU 115/118 (98%) 101 (88%) 10 (9%) 4 (4%)
41 RV 99/101 (98%) 82 (83%) 11 (11%) 6 (6%)
41 YV 99/101 (98%) 79 (80%) 12 (12%) 8 (8%)
42 RW 111/113 (98%) 99 (89%) 8 (7%) 4 (4%)
42 YW 111/113 (98%) 100 (90%) 9 (8%) 2 (2%)
43 RX 90/96 (94%) 77 (86%) 11 (12%) 2 (2%)
43 YX 90/96 (94%) 82 (91%) 6 (7%) 2 (2%)
44 RY 100/110 (91%) 71 (71%) 13 (13%) | 16 (16%)
44 YY 100/110 (91%) 70 (70%) 18 (18%) | 12 (12%)
45 RZ 181/206 (88%) 124 (68%) 32 (18%) | 25 (14%)
45 YZ 181/206 (88%) 124 (68%) 40 (22%) 17 (9%)
46 RO 80/85 (94%) 65 (81%) 14 (18%) 1 (1%)
46 YO0 80/85 (94%) 73 (91%) 7 (9%) 0
47 R1 95/98 (97%) 75 (79%) 11 (12%) 9 (10%)
47 Y1 95/98 (97%) 72 (76%) 17 (18%) 6 (6%)
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
48 R2 67/72 (93%) 53 (79%) 9 (13%)
48 Y2 67/72 (93%) 55 (82%) 6 (9%)
49 R3 57/60 (95%) 52 (91%) 3 (5%)
49 Y3 57/60 (95%) 52 (91%) 4 (7%)
50 R4 69/71 (97%) 35 (51%) 18 (26%)
50 Y4 69/71 (97%) 35 (51%) 15 (22%)
51 R5 57/60 (95%) 44 (77%) 11 (19%)
51 Y5 57/60 (95%) 46 (81%) 9 (16%)
52 R6 47/54 (87%) 23 (49%) 13 (28%)
52 Y6 47/54 (87%) 22 (47%) 17 (36%)
93 R7 47/49 (96%) 45 (96%) 1 (2%)
53 Y7 47/49 (96%) 43 (92%) 3 (6%)
54 R8 62/65 (95%) 51 (82%) 6 (10%)
o4 Y8 62/65 (95%) 48 (77%) 10 (16%)
55 R9 35/37 (95%) 35 (100%) 0
5%) Y9 35/37 (95%) 31 (89%) 4 (11%)
All All 11470/12128 (95%) | 9215 (80%) | 1533 (13%)

5 of 722 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
2 QB 236 TYR
3 QC 12 LEU
3 QC 190 ARG
4 QD 28 SER
13 QM 67 GLU

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.
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Mol | Chain Analysed Rotameric | Outliers | Percentiles

2 QB 205/220 (93%) 172 (84%) 33 (16%) |
2 XB 205/220 (93%) 180 (88%) 25 (12%)
3 QC 159/188 (85%) 145 (91%) 14 (9%)
3 XC 159/188 (85%) 146 (92%) 13 (8%)
4 QD 180/181 (99%) 157 (87%) 23 (13%)
4 XD 180/181 (99%) 154 (86%) 26 (14%)
5 QE 116/123 (94%) 104 (90%) 12 (10%)
5 XE 116/123 (94%) 104 (90%) 12 (10%)
6 QF 90/90 (100%) 78 (87%) 12 (13%)
6 XF 90/90 (100%) 82 (91%) 8 (9%)
7 QG 126/127 (99%) 114 (90%) 12 (10%)
7 XG 126/127 (99%) 114 (90%) 12 (10%)
8 QH 119/119 (100%) 109 (92%) 10 (8%)
8 XH 119/119 (100%) 106 (89%) 13 (11%)
9 QI 98/99 (99%) 81 (83%) 17 (17%)
9 XI 98/99 (99%) 80 (82%) 18 (18%)
10 QJ 89/92 (97%) 77 (86%) 12 (14%)
10 XJ 89/92 (97%) 74 (83%) 15 (17%)
11 QK 90/99 (91%) 81 (90%) 9 (10%)
11 XK 90/99 (91%) 81 (90%) 9 (10%)
12 QL 104/109 (95%) 87 (84%) 17 (16%)
12 XL 104/109 (95%) 93 (89%) 11 (11%)
13 QM 97/101 (96%) 73 (75%) 24 (25%)
13 XM 97/101 (96%) 78 (80%) 19 (20%)
14 QN 49/50 (98%) 40 (82%) 9 (18%)
14 XN 49/50 (98%) 42 (86%) 7 (14%)
15 QO 79/80 (99%) 72 (91%) 7 (9%)
15 X0 79/80 (99%) 69 (87%) 10 (13%)
16 QP 72/74 (97%) 63 (88%) 9 (12%)
16 XP 72/74 (97%) 64 (89%) 8 (11%)
17 QQ 95/97 (98%) 87 (92%) 8 (8%)
17 XQ 95/97 (98%) 89 (94%) 6 (6%)
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Percentiles

Mol | Chain Analysed Rotameric | Outliers
18 QR 61/77 (79%) 50 (82%) 11 (18%)
18 XR 61/77 (79%) 52 (85%) 9 (15%)
19 QS 73/80 (91%) 59 (81%) 14 (19%)
19 XS 73/80 (91%) 57 (78%) 16 (22%)
20 QT 76/82 (93%) 67 (88%) 9 (12%)
20 XT 76/82 (93%) 66 (87%) 10 (13%)
21 QU 20/22 (91%) 20 (100%) 0
21 XU 20/22 (91%) 19 (95%) 1 (5%)
27 RD 214/218 (98%) 175 (82%) 39 (18%)
27 YD 214/218 (98%) 181 (85%) 33 (15%)
28 RE 165/166 (99%) 126 (76%) 39 (24%)
28 YE 165/166 (99%) 137 (83%) 28 (17%)
29 RF 161/166 (97%) 132 (82%) 29 (18%)
29 YF 161/166 (97%) 137 (85%) 24 (15%)
30 RG 155/156 (99%) 134 (86%) 21 (14%)
30 YG 155/156 (99%) 133 (86%) 22 (14%)
31 RH 142/148 (96%) 121 (85%) 21 (15%)
31 YH 142/148 (96%) 115 (81%) 27 (19%)
32 RI 122/124 (98%) 99 (81%) 23 (19%)
32 YI 122/124 (98%) 92 (75%) 30 (25%)
33 RN 117/119 (98%) 97 (83%) 20 (17%)
33 YN 117/119 (98%) 96 (82%) 21 (18%)
34 RO 100/100 (100%) 90 (90%) 10 (10%)
34 YO 100/100 (100%) 89 (89%) 11 (11%)
35 RP 116/116 (100%) 85 (73%) 31 (27%)
35 YP 116/116 (100%) 82 (71%) 34 (29%)
36 RQ 111/111 (100%) 95 (86%) 16 (14%)
36 YQ 111/111 (100%) 92 (83%) 19 (17%)
37 RR 101/101 (100%) 83 (82%) 18 (18%)
37 YR 101/101 (100%) 80 (79%) 21 (21%)
38 RS 87/88 (99%) 69 (79%) 18 (21%)
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
38 YS 87/88 (99%) 68 (78%) 19 (22%) |
39 RT 120/127 (94%) 102 (85%) 18 (15%)
39 YT 120/127 (94%) 98 (82%) 22 (18%)
40 RU 93/94 (99%) 78 (84%) 15 (16%)
40 YU 93/94 (99%) 77 (83%) 16 (17%)
41 RV 82/82 (100%) 66 (80%) 16 (20%)
41 YV 82/82 (100%) 67 (82%) 15 (18%)
42 RW 92/92 (100%) 73 (79%) 19 (21%)
42 YW 92/92 (100%) 76 (83%) 16 (17%)
43 RX 74/78 (95%) 64 (86%) 10 (14%)
43 YX 74/78 (95%) 60 (81%) 14 (19%)
44 RY 85/91 (93%) 63 (74%) 22 (26%)
44 YY 85/91 (93%) 64 (75%) 21 (25%)
45 RZ 162/179 (90%) 133 (82%) 29 (18%)
45 YZ 162/179 (90%) 130 (80%) 32 (20%)
46 RO 65/67 (97%) 60 (92%) 5 (8%)
46 YO0 65/67 (97%) 59 (91%) 6 (9%)
47 R1 82/83 (99%) 73 (89%) 9 (11%)
47 Y1 82/83 (99%) 70 (85%) 12 (15%)
48 R2 64/67 (96%) 57 (89%) 7 (11%)
48 Y2 64/67 (96%) 47 (73%) 17 (27%)
49 R3 51/52 (98%) 45 (88%) 6 (12%)
49 Y3 51/52 (98%) 43 (84%) 8 (16%)
50 R4 63/63 (100%) 45 (71%) 18 (29%)
50 Y4 63/63 (100%) 43 (68%) 20 (32%)
51 R5 51/52 (98%) 37 (72%) 14 (28%)
51 Y5 51/52 (98%) 37 (72%) 14 (28%)
52 R6 48/52 (92%) 35 (73%) 13 (27%)
52 Y6 48/52 (92%) 38 (79%) 10 (21%)
23 R7 42 /42 (100%) 34 (81%) 8 (19%)
53 Y7 42/42 (100%) 35 (83%) 7 (17%)
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
54 | RS 54/55 (98%) 44 (82%) | 10 (18%) ] |
54 | Y8 54/55 (98%) 4 (76%) | 13 24%) | [olfo] |
55 R9 34/34 (100%) 32 (94%) 2 (6%) 161 36
5%} Y9 34/34 (100%) 32 (94%) 2 (6%) 161 36
All All 9702/10066 (96%) | 8152 (84%) | 1550 (16%) ‘

5 of 1550 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
12 XL 81 SER
31 YH 152 ARG
14 XN 40 CYS
12 XL 62 SER
27 YD 217 ARG

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes.

such sidechains are listed below:

Mol | Chain | Res | Type

95 R9 29 ASN

2 XB 204 ASN

2 XB 19 HIS
2 XB 212 GLN

13 QM 92 HIS

5.3.3 RNA (O

Mol | Chain Analysed Backbone Outliers | Pucker Outliers
1 QA | 1499/1522 (98%) 304 (20%) 48 (3%)
1 XA 1498 /1522 (98%) 311 (20%) 50 (3%)
22 QV 76/77 (98%) 1 (27%) 1 (1%)
22 XV 76/77 (98%) 17 (22%) 1 (1%)
23 QY 14/17 (82%) 5 (35%) 1 ("%)
23 XY 14/17 (82%) 6 (42%) 1 (7%)
24 QX 7/25 (28%) 3 (42%) 2 (28%)
24 XX 7/25 (28%) 1 (14%) 0

25 RA | 2879/2916 (98%) 659 (22%) 74 (2%)
25 YA | 2880/2916 (98%) 623 (21%) 75 (2%)
26 RB 119/122 (97%) 29 (24%) 2 (1%)

5 of 22
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Mol | Chain Analysed Backbone Outliers | Pucker Outliers
26 YB 119/122 (97%) 29 (24%) 3 (2%)

56 76 1/3 (33%) 0 0

56 78 1/3 (33%) 0 0

All All 9190/9364 (98%) 2008 (21%) 258 (2%)

5 of 2008 RNA backbone outliers are listed below:

Mol | Chain | Res | Type
1 QA 6 G
1 QA 29 G
1 QA 32 A
1 QA 39 G
1 QA A7 C

5 of 258 RNA pucker outliers are listed below:

Mol | Chain | Res | Type
25 YA 1819 A
25 YA | 2126 A
25 RA 1608 A
25 RA 1312 U
25 YA | 2439 A

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

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

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

Bond lengths Bond angles

Mol | Type | Chain | Res | Link | " ' RMS7 | 42 > 2| Counts | RMSZ | #]Z] > 2

56 | PPU 76 76 | 56,25 | 33,40,41 | 2.68 | 8 (24%) | 33,57,60 | 2.65 8 (24%)

56 | PPU 78 76 | 56,25 | 33,40,41 | 2.67 8 (24%) | 33,57,60 | 2.63 8 (24%)
23 | 1IMG QY 37 23 119,26,27 | 2.49 3 (15%) | 18,39,42 | 2.20 5 (27%)
23 | IMG XY 37 23 119,26,27 | 2.49 3 (15%) | 18,39,42 | 2.12 5 (27%)
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In the following table, the Chirals column lists the number of chiral outliers, the number of chiral
centers analysed, the number of these observed in the model and the number defined in the
Chemical Component Dictionary. Similar counts are reported in the Torsion and Rings columns.
’-> means no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
56 PPU 76 76 | 56,25 - 2/21/43/44 | 0/4/4/4
56 PPU 78 76 | 56,25 - 2/21/43/44 | 0/4/4/4
23 1IMG QY 37 23 - 0/3/25/26 | 0/3/3/3
23 1IMG XY 37 23 - 0/3/25/26 | 0/3/3/3

The worst 5 of 22 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
56 76 76 PPU O-C 9.65 1.41 1.23
56 78 76 PPU O-C 9.58 1.41 1.23
23 XY 37 1MG | C2-N2 | 7.98 1.48 1.34
23 QY 37 1IMG | C2-N2 | 7.76 1.47 1.34
56 76 76 PPU | C9-N6 | -6.23 1.31 1.45

The worst 5 of 26 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°®) | Ideal(?)
56 76 76 PPU | C3-N3’-C | -8.55 110.19 123.20
56 78 76 PPU | C3-N3’-C | -8.53 110.22 123.20
23 QY 37 1MG | N2-C2-N1 | 6.47 123.99 118.79
23 XY 37 1MG | N2-C2-N1 | 5.83 123.47 118.79
56 78 76 PPU | N3-C2-N1 | -5.38 121.37 128.67

There are no chirality outliers.

All (4) torsion outliers are listed below:

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

There are no ring outliers.

2 monomers are involved in 11 short contacts:

Mol

Chain

Res

Type

Clashes

Symm-Clashes

96

76

76

PPU

6

0
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Mol

Chain

Res

Type

Clashes

Symm-Clashes

o6

78

76

PPU

5

0

5.5 Carbohydrates (i)

There are no oligosaccharides in this entry.

5.6 Ligand geometry (i)

Of 683 ligands modelled in this entry, 681 are monoatomic - leaving 2 for Mogul analysis.

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

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

. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | "V RMS7 | #]7] > 2| Counts | RMSZ | #]2] > 2
58 PAR XA 1673 - 44,4545 | 1.33 6 (13%) | 63,67,67 | 1.30 4 (6%)
58 PAR QA 1666 - 44,4545 | 1.28 6 (13%) | 63,67,67 | 1.33 9 (14%)

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

Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
58 | PAR XA ] 1673 - - 6/18/94/94 | 0/4/4/4
58 | PAR QA | 1666 - - 8/18/94/94 | 0/4/4/4

The worst 5 of 12 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
58 QA ] 1666 | PAR | C52-C42 | 3.13 1.58 1.52
58 XA | 1673 | PAR | C52-C42 | 3.00 1.58 1.52
58 XA | 1673 | PAR | O54-C14 | 2.86 1.49 1.41
58 XA | 1673 | PAR | C11-C21 | 2.86 1.57 1.52
58 QA ] 1666 | PAR | O54-C14 | 2.85 1.49 1.41
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The worst 5 of 13 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(®)
o8 XA 1673 | PAR | O33-C14-C24 | 5.04 116.32 108.08
o8 XA 1673 | PAR | C14-O54-CH4 | 4.32 122.16 113.72
o8 QA 1666 | PAR | 033-C14-C24 | 4.04 114.69 108.08
o8 QA 1666 | PAR | C14-054-ChH4 | 3.84 121.21 113.72
o8 QA 1666 | PAR | O11-C42-C52 | 3.16 115.44 107.42

There are no chirality outliers.

5 of 14 torsion outliers are listed below:

Mol | Chain | Res | Type Atoms
58 QA | 1666 | PAR | C44-C54-C64-N64
58 QA | 1666 | PAR | O54-C54-C64-N64
58 XA | 1673 | PAR | O51-C51-C61-O61
58 QA | 1666 | PAR | O51-C51-C61-061
58 XA 1673 | PAR | C41-C51-C61-061

There are no ring outliers.

2 monomers are involved in 3 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
58 XA | 1673 | PAR 1 0
58 QA 1666 | PAR 2 0

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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5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

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

6.1 Protein, DNA and RNA chains (i)

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

Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) [Q<0.9
1 QA 1500/1522 (98%) 0.24 55 (3%) 45 43 14, 55, 134, 294 0
1 XA 1500/1522 (98%) -0.01 27 (1%) 67 65 7,42, 133, 270 0
2 QB 237/256 (92%) 1.34 50 (21%) | 3 42,98, 171, 216 0
2 XB 237/256 (92%) 0.99 35 (14%) 9| | 27,78, 141, 206 0
3 QC 205,239 (85%) 1.02 23 (11%) |11} 14 | 37,91, 139, 192 0
3 XC 205,/239 (85%) 0.57 16 (7%) 1201 21 11, 53, 103, 148 0
4 QD 208/209 (99%) 0.80 28 (13%) El 23, 54, 106, 136 0
4 XD 208,/209 (99%) 0.86 36 (17%) 17, 51, 103, 175 0
5 QE 151/162 (93%) 0.59 13 (8%) | 18] | 19 29, 65, 114, 172 0
5 XE 151/162 (93%) 0.28 9 (5%) 29 27 15, 43, 86, 138 0
6 QF 101/101 (100%) 0.17 4 (3%) 43 39 13, 48, 78, 119 0
6 XF 101/101 (100%) 0.11 2 (1%) 64 62 12, 46, 76, 153 0
7 QG 155/156 (99%) 0.69 15 (9%) [ 15] | 16 23, 73, 121, 172 0
7 XG 155/156 (99%) 0.47 13 (8%) 1181 20 18, 62, 109, 143 0
8 QH 138/138 (100%) 0.99 21 (15%) ME 30, 67, 99, 116 0
8 XH 138/138 (100%) 0.53 9 (6%) 26 25 13, 48, 84, 127 0
9 QI 127/128 (99%) 1.31 31 (24% 33, 89, 129, 180 0
9 X1 127/128 (99%) 1.36 29 (22% 19, 69, 124, 167 0
10 QJ 99/105 (94%) 1.64 35 (35% 27, 98, 176, 200 0
10 XJ 99/105 (94%) 1.28 27 (27% 5,72, 131, 162 0
11 QK 119/129 (92%) 1.01 19 (15% 22, 55, 110, 180 0
11 | XK 119/129 (92%) 0.23 10 (8%) 1181 20 16, 43, 106, 177 0
12 QL 125/132 (94%) 0.93 22 (17%) §4 1|7 14, 47, 100, 195 0
12 XL 125/132 (94%) 0.40 15 (12%) {10 | 13 7, 30, 103, 185 0
Continued on next page...
¢PDB
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) [ Q<0.9
13 | QM 121/126 (96%) 1.50 29 (23%) 27, 84, 121, 226 0
13 | XM 121/126 (96%) 1.12 25 (20%) 24, 57, 113, 211 0
14 | QN 60/61 (98%) 1.39 18 (30%) 38, 80, 105, 122 0
14 | XN 60/61 (98%) 0.82 10 (16%) 22, 43, 76, 100 0
15 | QO 88/89 (98%) 0.35 4 (4%) 39 36 15, 52, 101, 137 0
15 | XO 88/89 (98%) 0.17 3 (3%) 48 45 10, 42, 80, 97 0
16 QP 84/88 (95%) 0.78 11 (13%) 26, 50, 96, 135 0
16 XP 84/88 (95%) 0.84 12 (14%) 25, 57, 102, 179 0
17 | QQ 100/105 (95%) 0.77 12 (12%) 27, 56, 100, 119 0
17 | XQ 100/105 (95%) 0.63 13 (13%) 23, 55, 94, 109 0
18 QR 70/88 (79%) 0.33 5 (7%) 18, 55, 97, 111 0
18 | XR 70/88 (79%) 0.13 1(1%) 73 70 16, 50, 102, 113 0
19 | Qs 84/93 (90%) 1.25 19 (22%) 50,96, 144, 180 | 0
19 XS 84/93 (90%) 0.44 6 (7%) 23 23 20, 65, 113, 176 0
20 QT 99/106 (93%) 0.86 17 (17%) 20, 59, 117, 189 0
20 | XT 99/106 (93%) 1.04 18 (18%) 30, 68, 122, 151 0
21 QU 25/27 (92%) 1.12 7 (28%) 30, 73, 126, 140 0
21 XU 25/27 (92%) 0.74 5 (20%) 31, 45, 98, 136 0
22 QV 77/77 (100%) 0.49 5 (6%) 26 13, 59, 116, 149 0
22 | XV 77/77 (100%) -0.00 4 (5%) 34 31 3, 42, 86, 154 0
23 | QY 14/17 (82%) 1.51 3 (21%) 60, 101, 150, 155 0
23 | XY 14/17 (82%) 0.56 2 (14%) 24, 79, 120, 138 0
24 | QX 8/25 (32%) 0.74 1 (12%) 30, 49, 70, 98 0
24 | XX 8/25 (32%) -0.44 0 | 15, 25, 40, 55 0
25 RA 2882/2916 (98%) -0.25 117 (4%) 42 39 1, 31, 175, 318 0
25 YA 2883/2916 (98%) -0.40 116 (4%) 43 39 0, 21, 170, 311 0
26 RB 120/122 (98%) 0.24 2 (1%) 69 66 29, 55, 88, 110 0
26 | YB 120/122 (98%) -0.28 2 (1%) 69 66 14, 37, 58, 106 0
27 | RD 272/276 (98%) 0.13 22 (8%) 119 21 0, 24, 63, 135 0
27 | YD 272/276 (98%) -0.23 12 (4%) 39 37 0, 14, 46, 168 0
28 RE 205/206 (99%) 0.38 26 (12%) 19 | 13 1, 36, 109, 193 0

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) [ Q<0.9
28 YE 205/206 (99%) 0.60 30 (14%) F[E 0, 32, 113, 183 0
29 RF 202/210 (96%) 0.36 17 (8%) 1181 20 2,41, 94, 154 0
29 YF 202/210 (96%) -0.02 9 (4%) 39 36 0, 27, 83, 144 0
30 | RG 181/182 (99%) 1.61 61 (33%) f 11| 2 26, 79, 130, 185 0
30 | YG 181/182 (99%) 0.49 18 (9%) | 141 | 16 14, 43, 93, 158 0
31 RH 170/180 (94%) 2.07 86 (50% 42,117, 172, 219 0
31 YH 170/180 (94%) 0.98 31 (18% 12, 50, 96, 160 0
32 RI 146,148 (98%) 1.32 35 (23% 22, 74, 128, 179 0
32 YI 146,/148 (98%) 1.04 26 (17% 16, 74, 128, 161 0
33 RN 138/140 (98%) 0.52 16 (11%) 16, 43, 86, 150 0
33 | YN 138/140 (98%) 0.42 11 (7%) 1201 21 10, 35, 87, 139 0
34 | RO 122/122 (100%) -0.20 2 (1%) 70 68 10, 34, 75, 103 0
34 | YO 122/122 (100%) -0.29 1(0%) | 82] 181 1, 25, 48, 76 0
35 RP 150/150 (100%) 0.61 15 (10%) [ 14 | 16 3, 48, 112, 222 0
35 YP 150/150 (100%) 0.29 14 (9%) 116 | 17 2, 32, 95, 190 0
36 RQ 141/141 (100%) 0.69 21 (14%) | 7119 4, 47, 104, 139 0
36 | YQ 141/141 (100%) 0.06 13 (9%) | 161 | 17 1,27, 82,153 0
37 | RR 118/118 (100%) -0.15 3(2%) 58 55 3, 30, 55, 88 0
37 | YR 118/118 (100%) -0.05 3(2%) 58 55 6, 31, 58, 113 0
33 | RS 111/112 (99%) 0.69 | 13 (11%) 14] | 23,58, 109, 127 | 0
38 YS 111/112 (99%) 0.44 12 (10%) 1121 15 13, 40, 93, 150 0
39 RT 137/146 (93%) 0.40 11 (8%) 1201 21 16, 42, 124, 206 0
39 | YT 137/146 (93%) 0.65 20 (14%) ME 9, 35, 131, 196 0
40 RU 117/118 (99%) 0.33 5(4%) 40 37 6, 34, 96, 165 0
40 | YU 117/118 (99%) -0.05 8 (6%) 25 24 2,21, 85, 144 0
41 RV 101/101 (100%) 0.71 16 (15%) 6§18 7, 53, 108, 198 0
41 YV 101/101 (100%) 0.44 11 (10%) 1121 15 0, 46, 93, 208 0
42 | RW 113/113 (100%) -0.04 7 (6%) 28 26 3, 25, 69, 172 0
42 | YW 113/113 (100%) -0.06 6 (5%) 33 30 1,25, 79, 174 0
43 RX 92/96 (95%) 0.08 4 (4%) 40 37 0, 33, 64, 106 0
43 | YX 92/96 (95%) -0.16 4 (4%) 40 37 0, 22, 59, 109 0

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) [ Q<0.9
44 RY 102/110 (92%) 1.95 43 (42%) 10, 65, 132, 205 0
44 YY 102/110 (92%) 1.47 30 (29%) 8, 46, 109, 201 0
45 RZ 183/206 (88%) 1.19 40 (21%) 28, 81, 152, 203 0
45 Y7Z 183/206 (88%) 0.58 19 (10%) 16, 59, 135, 195 0
46 RO 82/85 (96%) 0.12 4 (4%) 36 33 13, 36, 60, 83 0
46 YO 82/85 (96%) -0.39 2 (2%) 59 57 2,22 41, 74 0
47 R1 97/98 (98%) 0.47 8 (8%) 119 20 5, 33, 134, 196 0
47 | 1 97/98 (98%) 0.51 12 (12%) o] [13] | 120,123,178 | 0
48 R2 69/72 (95%) 0.36 7 (10%) [ 141 ] 16 15, 51, 121, 133 0
48 Y2 69/72 (95%) 0.45 7 (10%) [ 141 ] 16 8, 32, 85, 167 0
49 R3 59/60 (98%) 0.19 2 (3%) 48 45 15, 41, 78, 134 0
49 Y3 59/60 (98%) -0.02 2 (3%) 48 45 10, 30, 81, 142 0
50 R4 71/71 (100%) 2.51 38 (563%) J011 59, 140, 202, 292 0
50 Y4 71/71 (100%) 2.30 34 (47%) 0411 39, 97, 174, 227 0
51 R5 59/60 (98%) 0.87 14 (23%) 12413 2, 33, 145, 188 0
51 Y5 59/60 (98%) 0.95 19 (32%) 1112 1, 39, 172, 198 0
52 R6 49/54 (90%) 3.59 41 (83%) §0410 68, 125, 194, 221 0
52 Y6 49/54 (90%) 2.99 34 (69%) J0J 10 70, 113, 183, 206 0
53 R7 49/49 (100%) -0.11 6 (12%) |10 | 13 2,12, 67, 170 0
53 Y7 49/49 (100%) -0.20 0, 7, 50, 140 0
54 R8 64/65 (98%) 0.45 8, 31, 93, 151 0
54 Y8 64/65 (98%) 0.57 0, 25, 81, 172 0
55 R9 37/37 (100%) 3.26 55, 105, 158, 176 0
55 Y9 37/37 (100%) 2.82 47, 87, 153, 202 0
56 76 2/3 (66%) 0.33 21, 21, 21, 24 0
56 78 2/3 (66%) 0.02 5, 5,5, 14 0
All All | 20873/21492 (97%) 0.31 2037 (9%) 1 14 | 16 0, 43, 135, 318 0

The worst 5 of 2037 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
11 QK 129 | SER 11.7
11 QK 128 | ALA 10.7

Continued on next page...
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Mol | Chain | Res | Type | RSRZ
11 QK 127 | LYS 10.6
11 XK 129 | SER 9.8
14 XN 2 ALA 9.7

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

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

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

Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
o6 PPU 76 76 37/38 0.92 0.15 27,27,27,27 0
o6 PPU 78 76 37/38 0.93 0.13 14,14,14,14 0
23 1IMG QY 37 24/25 0.95 0.09 53,53,53,53 0
23 1IMG XY 37 24/25 0.96 0.08 30,30,30,30 0

6.3 Carbohydrates (i)

There are no monosaccharides in this entry.

6.4 Ligands (i)

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

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

Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
57 MG YA 3139 1/1 -0.04 0.36 55,55,55,55 0
57 | MG | QH | 201 | 1/1 011 | 023 | 74,74,74.74 0
57 MG QA | 1625 1/1 0.27 0.20 70,70,70,70 0
57 MG RA | 3192 1/1 0.33 0.22 68,68,68,68 0
57 MG RA 3091 1/1 0.34 0.21 23,23,23,23 0
o7 MG RA 3120 1/1 0.39 0.36 80,80,80,80 0
57 MG RA 3193 1/1 0.40 0.23 63,63,63,63 0
57 MG RA 3139 1/1 0.49 0.33 59,59.59,59 0
o7 MG RA 3227 1/1 0.52 0.15 32,32,32,32 0
o7 MG YA 3104 1/1 0.53 0.16 3,3,3,3 0
57 MG RA | 3223 1/1 0.54 0.28 59,59,59,59 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
57 MG QA | 1661 1/1 0.60 0.17 | 138,138,138,138 0
57 MG XA | 1629 1/1 0.60 0.25 32,32,32,32 0
57 MG YA | 3120 1/1 0.61 0.22 21,21,21,21 0
57 MG XA | 1665 1/1 0.63 0.23 56,56,56,56 0
57 MG RA | 3130 1/1 0.63 0.16 43,43,43,43 0
o7 MG QA | 1628 1/1 0.64 0.18 37,37,37,37 0
o7 MG QA | 1656 1/1 0.65 0.20 89,89,89,89 0
57 MG RA | 3135 1/1 0.65 0.22 31,31,31,31 0
57 MG YA | 3016 1/1 0.66 0.13 0,0,0,0 0
57 MG XA | 1670 1/1 0.67 0.12 35,35,35,35 0
57 MG YA | 3140 1/1 0.67 0.14 2,2,2,2 0
57 MG YA | 3165 1/1 0.67 0.29 40,40,40,40 0
o7 MG YA | 3130 1/1 0.72 0.19 20,20,20,20 0
o7 MG XA | 1653 1/1 0.73 0.27 70,70,70,70 0
57 MG RA | 3194 1/1 0.74 0.17 13,13,13,13 0
o7 MG YA | 3084 1/1 0.74 0.17 2,2,2,2 0
57 MG RB 202 1/1 0.75 0.20 46,46,46,46 0
57 MG RP 202 1/1 0.75 0.26 85,85,85,85 0
o7 MG YA | 3266 1/1 0.75 0.34 51,51,51,51 0
o7 MG YA | 3160 1/1 0.76 0.10 18,18,18,18 0
57 MG QA | 1636 1/1 0.77 0.27 39,39,39,39 0
57 MG XA ] 1669 1/1 0.78 0.15 49,49,49.49 0
57 MG XA | 1652 1/1 0.78 0.14 47474747 0
57 MG RA | 3206 1/1 0.78 0.24 44,44,44 44 0
o7 MG YA | 3240 1/1 0.78 0.12 32,32,32,32 0
o7 MG QA | 1637 1/1 0.78 0.18 16,16,16,16 0
o7 MG RA | 3026 1/1 0.79 0.15 3,3,3,3 0
57 MG RA | 3187 1/1 0.80 0.29 66,66,66,66 0
57 MG YA | 3164 1/1 0.80 0.24 45,45,45,45 0
57 MG RA | 3138 1/1 0.80 0.16 6,6,6,6 0
57 MG XA | 1631 1/1 0.80 0.20 33,33,33,33 0
o7 MG XA | 1639 1/1 0.80 0.23 58,58,58,58 0
57 MG QA | 1608 1/1 0.81 0.10 22,22,22.22 0
o7 MG QA | 1629 1/1 0.81 0.17 30,30,30,30 0
57 MG YA | 3197 1/1 0.81 0.17 42,42.42 42 0
57 MG RD 301 1/1 0.81 0.17 35,35,35,35 0
57 MG RA | 3155 1/1 0.81 0.12 10,10,10,10 0
57 MG YA | 3204 1/1 0.82 0.12 17,17,17,17 0
o7 MG YB 201 1/1 0.82 0.12 39,39,39,39 0
o7 MG YP 201 1/1 0.82 0.15 96,96,96,96 0
o7 MG QA | 1655 1/1 0.83 0.21 38,38,38,38 0
57 MG QA | 1630 1/1 0.83 0.18 48,48,48,48 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
57 MG RA | 3115 1/1 0.83 0.12 5,9,5,5 0
57 MG XA | 1672 1/1 0.83 0.20 27,27,27,27 0
57 MG XM 201 1/1 0.84 0.09 58,58,58,58 0
57 MG QF 201 1/1 0.84 0.30 54,54,54,54 0
57 MG QA | 1632 1/1 0.84 0.12 88,88,88,88 0
o7 MG YA | 3102 1/1 0.84 0.22 44,44,44 44 0
o7 MG YA | 3198 1/1 0.84 0.31 69,69,69,69 0
57 MG XA ] 1663 1/1 0.84 0.15 38,38,38,38 0
57 MG QA | 1631 1/1 0.84 0.11 39,39,39,39 0
57 MG RA | 3209 1/1 0.84 0.26 47474747 0
57 MG RA | 3045 1/1 0.84 0.17 6,6,6,6 0
57 MG RA | 3058 1/1 0.84 0.19 34,34,34,34 0
o7 MG YA | 3071 1/1 0.85 0.09 0,0,0,0 0
o7 MG RA | 3101 1/1 0.85 0.10 2,2,2,2 0
57 MG QA | 1660 1/1 0.85 0.19 38,38,38,38 0
o7 MG YA | 3207 1/1 0.85 0.34 46,46,46,46 0
57 MG YA | 3150 1/1 0.85 0.28 62,62,62,62 0
57 MG RA | 3228 1/1 0.85 0.18 43,43,43,43 0
o7 MG YA | 3054 1/1 0.85 0.22 48,48,48,48 0
o7 MG YA | 3127 1/1 0.85 0.18 26,26,26,26 0
58 | PAR QA | 1666 | 42/42 0.85 0.19 43,43,43,43 0
57 MG RB 201 1/1 0.86 0.12 41,41,41,41 0
57 MG XX 101 1/1 0.86 0.15 45,45,45,45 0
57 MG YA | 3220 1/1 0.86 0.18 32,32,32,32 0
o7 MG RA | 3220 1/1 0.86 0.10 31,31,31,31 0
o7 MG RA | 3175 1/1 0.86 0.13 19,19,19,19 0
o7 MG RA | 3238 1/1 0.86 0.18 14,14,14,14 0
57 MG YA | 3131 1/1 0.86 0.28 34,34,34,34 0
57 MG YP 202 1/1 0.86 0.11 5,9,5,5 0
57 MG YQ 201 1/1 0.86 0.24 | 142,142/142/142 0
o7 MG RO 101 1/1 0.86 0.20 15,15,15,15 0
o7 MG QA | 1657 1/1 0.87 0.12 37,37,37,37 0
57 MG YA | 3173 1/1 0.87 0.11 49,49,49,49 0
o7 MG RA | 3171 1/1 0.87 0.25 33,33,33,33 0
57 MG QA | 1647 1/1 0.87 0.08 32,32,32,32 0
57 MG QA | 1622 1/1 0.87 0.18 40,40,40,40 0
57 MG RA | 3121 1/1 0.87 0.20 36,36,36,36 0
57 MG YA | 3129 1/1 0.87 0.19 28,28,28,28 0
o7 MG YA | 3221 1/1 0.87 0.17 29,29,29,29 0
o7 MG QA | 1663 1/1 0.87 0.14 67,67,67,67 0
o7 MG YA | 3242 1/1 0.87 0.20 33,33,33,33 0
57 MG RA | 3068 1/1 0.87 0.14 16,16,16,16 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
57 MG RA | 3196 1/1 0.87 0.19 42,42.42 42 0
57 MG RA | 3203 1/1 0.87 0.11 47,4747 .47 0
57 MG RA | 3084 1/1 0.87 0.10 7,7,7,7 0
57 MG QA | 1633 1/1 0.87 0.36 35,35,35,35 0
57 MG YX 101 1/1 0.87 0.15 46,46,46,46 0
o7 MG RA | 3142 1/1 0.87 0.15 32,32,32,32 0
o7 MG YA | 3235 1/1 0.88 0.23 30,30,30,30 0
57 MG RA | 3124 1/1 0.88 0.23 24,24,24,24 0
57 MG YA | 3178 1/1 0.88 0.18 29,29,29,29 0
57 MG YA | 3182 1/1 0.88 0.15 18,18,18,18 0
57 MG XA | 1622 1/1 0.88 0.18 33,33,33,33 0
57 MG RA | 3078 1/1 0.88 0.23 23,23,23,23 0
o7 MG RA | 3118 1/1 0.88 0.12 22,22,22.22 0
o7 MG RA | 3145 1/1 0.88 0.26 27,27,27,27 0
57 MG YA | 3061 1/1 0.88 0.13 17,17,17,17 0
57 MG XA ] 1651 1/1 0.88 0.09 95,95,95,95 0
57 MG YA | 3039 1/1 0.89 0.17 10,10,10,10 0
57 MG YA | 3045 1/1 0.89 0.19 1,1,1,1 0
o7 MG QX 101 1/1 0.89 0.22 26,26,26,26 0
o7 MG XA | 1607 1/1 0.89 0.16 22,22,22.22 0
57 MG YA | 3070 1/1 0.89 0.20 18,18,18,18 0
57 MG RA | 3242 1/1 0.89 0.33 31,31,31,31 0
57 MG XA | 1624 1/1 0.89 0.21 16,16,16,16 0
57 MG RA | 3156 1/1 0.89 0.12 31,31,31,31 0
o7 MG RU 201 1/1 0.89 0.27 | 117,117,117,117 0
o7 MG YA | 3106 1/1 0.89 0.20 12,12,12,12 0
58 | PAR XA | 1673 | 42/42 0.89 0.14 31,31,31,31 0
57 MG QA | 1603 1/1 0.90 0.23 22,22,22,22 0
57 MG RA | 3170 1/1 0.90 0.16 33,33,33,33 0
57 MG YA | 3180 1/1 0.90 0.27 41,41,41,41 0
o7 MG QA | 1652 1/1 0.90 0.16 32,32,32,32 0
o7 MG YA | 3184 1/1 0.90 0.17 26,26,26,26 0
57 MG YA | 3193 1/1 0.90 0.22 18,18,18,18 0
o7 MG RA | 3174 1/1 0.90 0.13 25,25,25,25 0
57 MG YA | 3117 1/1 0.90 0.36 24,24,24,24 0
57 MG RA | 3010 1/1 0.90 0.27 38,38,38,38 0
57 MG R5 101 1/1 0.90 0.10 21,21,21,21 0
57 MG RA | 3221 1/1 0.90 0.14 39,39,39,39 0
o7 MG XA | 1614 1/1 0.90 0.09 7,7,7,7 0
o7 MG RA | 3222 1/1 0.90 0.14 36,36,36,36 0
o7 MG RA | 3176 1/1 0.90 0.14 10,10,10,10 0
57 MG QA | 1665 1/1 0.90 0.21 31,31,31,31 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
57 MG YA | 3249 1/1 0.90 0.32 42,42.42 42 0
57 MG RA | 3189 1/1 0.90 0.18 46,46,46,46 0
57 MG YA | 3154 1/1 0.90 0.07 3,3,3,3 0
57 MG YA | 3155 1/1 0.90 0.41 50,50,50,50 0
57 MG YA | 3158 1/1 0.90 0.16 14,14,14,14 0
o7 MG RA | 3044 1/1 0.90 0.17 18,18,18,18 0
o7 MG YA | 3161 1/1 0.90 0.37 34,34,34,34 0
57 MG RA | 3146 1/1 0.90 0.20 27,27,27,27 0
57 MG QA | 1627 1/1 0.90 0.16 22,22,22.22 0
57 MG XA | 1664 1/1 0.91 0.17 44,4444 44 0
57 MG QA | 1662 1/1 0.91 0.12 58,58,58,58 0
57 MG QA | 1649 1/1 0.91 0.14 31,31,31,31 0
o7 MG RA | 3191 1/1 0.91 0.08 16,16,16,16 0
o7 MG RA | 3119 1/1 0.91 0.13 30,30,30,30 0
57 MG YA | 3232 1/1 0.91 0.28 47474747 0
o7 MG RA | 3092 1/1 0.91 0.18 17,17,17,17 0
57 MG YA | 3172 1/1 0.91 0.13 25,25,25,25 0
57 MG YA | 3241 1/1 0.91 0.20 37,37,37,37 0
o7 MG XA | 1657 1/1 0.91 0.15 21,21,21,21 0
o7 MG YA | 3245 1/1 0.91 0.29 28,28,28,28 0
57 MG YA | 3174 1/1 0.91 0.07 7,0,7,7 0
57 MG YA | 3251 1/1 0.91 0.27 38,38,38,38 0
57 MG XA ] 1658 1/1 0.91 0.23 12,12,12,12 0
57 MG YA | 3143 1/1 0.91 0.23 33,33,33,33 0
o7 MG YA | 3148 1/1 0.91 0.13 21,21,21,21 0
o7 MG YA | 3105 1/1 0.91 0.15 24,24.24.24 0
o7 MG YA | 3186 1/1 0.91 0.11 15,15,15,15 0
57 MG YA | 3153 1/1 0.91 0.12 13,13,13,13 0
57 MG YA | 3196 1/1 0.91 0.18 54,54,54,54 0
57 MG RA | 3050 1/1 0.91 0.30 30,30,30,30 0
57 MG YA | 3166 1/1 0.92 0.32 | 156,156,156,156 0
o7 MG RA | 3212 1/1 0.92 0.05 13,13,13,13 0
57 MG YA | 3046 1/1 0.92 0.25 20,20,20,20 0
o7 MG XA | 1621 1/1 0.92 0.28 23,23,23,23 0
57 MG RA | 3213 1/1 0.92 0.14 17,17,17,17 0
57 MG RA | 3216 1/1 0.92 0.19 33,33,33,33 0
57 MG XA | 1627 1/1 0.92 0.24 28,28,28,28 0
57 MG RA | 3172 1/1 0.92 0.08 15,15,15,15 0
57 MG QA | 1640 1/1 0.92 0.21 24,24.24.24 0
o7 MG RA | 3029 1/1 0.92 0.19 3,3,3,3 0
o7 MG XA | 1646 1/1 0.92 0.22 30,30,30,30 0
57 MG RA | 3041 1/1 0.92 0.28 22,22,22,22 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
57 MG RA | 3224 1/1 0.92 0.09 18,18,18,18 0
57 MG RA | 3181 1/1 0.92 0.17 29,29,29,29 0
57 MG YA | 3122 1/1 0.92 0.16 3,3,3,3 0
57 MG XA | 1655 1/1 0.92 0.26 39,39,39,39 0
57 MG RA | 3141 1/1 0.92 0.17 15,15,15,15 0
o7 MG YA | 3223 1/1 0.92 0.17 20,20,20,20 0
o7 MG YA | 3226 1/1 0.92 0.22 4444 0
57 MG QM 201 1/1 0.92 0.14 58,58,58,58 0
57 MG XA | 1661 1/1 0.92 0.12 23,23,23,23 0
57 MG YA | 3239 1/1 0.92 0.15 38,38,38,38 0
57 MG XA | 1662 1/1 0.92 0.38 40,40,40,40 0
o7 MG RA | 3241 1/1 0.92 0.22 13,13,13,13 0
o7 MG QA | 1621 1/1 0.92 0.10 30,30,30,30 0
o7 MG QA | 1653 1/1 0.92 0.11 88,88,88,88 0
57 MG RA | 3153 1/1 0.92 0.19 29,29,29,29 0
57 MG YA | 3152 1/1 0.92 0.19 31,31,31,31 0
57 MG YA | 3265 1/1 0.92 0.16 17,17,17,17 0
57 MG RA | 3126 1/1 0.92 0.34 33,33,33,33 0
o7 MG YA | 3267 1/1 0.92 0.30 24,24.24.24 0
o7 MG RA | 3053 1/1 0.92 0.20 12,12,12,12 0
57 MG YE 301 1/1 0.92 0.14 0,0,0,0 0
57 MG RA | 3161 1/1 0.92 0.07 17,17,17,17 0
57 MG RA | 3204 1/1 0.92 0.26 33,33,33,33 0
57 MG RA | 3132 1/1 0.92 0.25 24,24,24,24 0
o7 MG YA | 3024 1/1 0.92 0.21 1,1,1,1 0
o7 MG YA | 3033 1/1 0.92 0.28 9,9,9,9 0
o7 MG RA | 3134 1/1 0.92 0.18 23,23,23,23 0
57 MG XA | 1618 1/1 0.93 0.21 11,11,11,11 0
57 MG YA | 3015 1/1 0.93 0.27 15,15,15,15 0
57 MG XA ] 1620 1/1 0.93 0.16 10,10,10,10 0
o7 MG YA | 3018 1/1 0.93 0.25 16,16,16,16 0
o7 MG RA | 3112 1/1 0.93 0.23 21,21,21,21 0
o7 MG YA | 3171 1/1 0.93 0.26 29,29,29,29 0
o7 MG YA | 3027 1/1 0.93 0.18 9,9,9,9 0
57 MG QA | 1615 1/1 0.93 0.12 28,28,28,28 0
57 MG XA | 1623 1/1 0.93 0.17 13,13,13,13 0
57 MG RA | 3070 1/1 0.93 0.27 13,13,13,13 0
57 MG RA | 3180 1/1 0.93 0.16 18,18,18,18 0
57 MG RA | 3018 1/1 0.93 0.13 17,17,17,17 0
o7 MG YA | 3059 1/1 0.93 0.19 19,19,19,19 0
o7 MG YA | 3185 1/1 0.93 0.08 8,8,8,8 0
57 MG XA ]1630 1/1 0.93 0.14 13,13,13,13 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
57 MG YA | 3189 1/1 0.93 0.08 1,1,1,1 0
57 MG RA | 3182 1/1 0.93 0.09 6,6,6,6 0
57 MG YA | 3195 1/1 0.93 0.18 26,26,26,26 0
57 MG XA |1633 1/1 0.93 0.17 16,16,16,16 0
57 MG YA | 3075 1/1 0.93 0.28 24,24.24.24 0
o7 MG XA | 1634 1/1 0.93 0.09 6,6,6,6 0
o7 MG YA | 3201 1/1 0.93 0.05 2,2,2,2 0
57 MG XA ] 1636 1/1 0.93 0.20 24,24,24,24 0
57 MG YA | 3205 1/1 0.93 0.18 27,27,27,27 0
57 MG YA | 3103 1/1 0.93 0.17 8,8,8,8 0
57 MG YA | 3208 1/1 0.93 0.10 29,29,29,29 0
o7 MG YA | 3216 1/1 0.93 0.24 30,30,30,30 0
o7 MG RA | 3143 1/1 0.93 0.11 35,35,35,35 0
o7 MG RA | 3188 1/1 0.93 0.17 29,29,29,29 0
57 MG XA ] 1650 1/1 0.93 0.12 27,27,27,27 0
o7 MG RA | 3082 1/1 0.93 0.21 35,35,35,35 0
57 MG YA | 3229 1/1 0.93 0.12 19,19,19,19 0
57 MG QA | 1617 1/1 0.93 0.28 31,31,31,31 0
o7 MG YA | 3234 1/1 0.93 0.19 25,25,25,25 0
o7 MG RA | 3149 1/1 0.93 0.16 22,22,22.22 0
57 MG YA | 3238 1/1 0.93 0.12 26,26,26,26 0
57 MG YA | 3124 1/1 0.93 0.21 9,9,9,9 0
57 MG XA | 1654 1/1 0.93 0.12 37,37,37,37 0
57 MG RA | 3085 1/1 0.93 0.13 6,6,6,6 0
o7 MG RA | 3086 1/1 0.93 0.27 13,13,13,13 0
o7 MG YA | 3243 1/1 0.93 0.17 21,21,21,21 0
o7 MG RA | 3127 1/1 0.93 0.16 12,12,12,12 0
57 MG YA | 3133 1/1 0.93 0.16 26,26,26,26 0
57 MG XA ] 1659 1/1 0.93 0.14 43,43,43,43 0
57 MG YA | 3262 1/1 0.93 0.15 4,444 0
o7 MG RA | 3201 1/1 0.93 0.05 17,17,17,17 0
o7 MG RA | 3088 1/1 0.93 0.27 25,25,25,25 0
o7 MG YA | 3146 1/1 0.93 0.29 37,37,37,37 0
o7 MG RR 201 1/1 0.93 0.15 20,20,20,20 0
57 MG YB 202 1/1 0.93 0.19 16,16,16,16 0
57 MG RA | 3168 1/1 0.93 0.12 19,19,19,19 0
57 MG RA | 3052 1/1 0.93 0.19 7,7,7,7 0
57 MG QA | 1613 1/1 0.93 0.30 37,37,37,37 0
o7 MG RA | 3211 1/1 0.93 0.18 30,30,30,30 0
o7 MG XA | 1608 1/1 0.93 0.07 34,34,34,34 0
o7 MG YA | 3157 1/1 0.93 0.18 23,23,23,23 0
57 MG QA | 1642 1/1 0.93 0.19 43,43,43,43 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
57 MG YA | 3068 1/1 0.94 0.25 12,12,12,12 0
57 MG YA | 3179 1/1 0.94 0.27 35,35,35,35 0
57 MG QA | 1624 1/1 0.94 0.19 30,30,30,30 0
57 MG XA ] 1645 1/1 0.94 0.13 15,15,15,15 0
57 MG YA | 3073 1/1 0.94 0.17 8,8,8,8 0
o7 MG YA | 3074 1/1 0.94 0.11 2,2,2,2 0
o7 MG RA | 3177 1/1 0.94 0.18 24,24.24,24 0
57 MG QA | 1646 1/1 0.94 0.19 38,38,38,38 0
57 MG YA | 3089 1/1 0.94 0.23 16,16,16,16 0
57 MG RA | 3236 1/1 0.94 0.23 28,28,28,28 0
57 MG RA | 3137 1/1 0.94 0.23 7,7,7,7 0
o7 MG QA | 1658 1/1 0.94 0.18 39,39,39,39 0
o7 MG RA | 3184 1/1 0.94 0.06 26,26,26,26 0
o7 MG RA | 3099 1/1 0.94 0.25 12,12,12,12 0
57 MG YA | 3112 1/1 0.94 0.16 11,11,11,11 0
57 MG QA | 1612 1/1 0.94 0.24 9,9,9,9 0
57 MG RA | 3102 1/1 0.94 0.18 28,28,28,28 0
57 MG RP 201 1/1 0.94 0.35 | 144,144,144,144 0
o7 MG RA | 3190 1/1 0.94 0.22 27,27,27,27 0
o7 MG RA | 3109 1/1 0.94 0.08 3,3,3,3 0
57 MG YA | 3128 1/1 0.94 0.20 3,3,3,3 0
57 MG RA | 3111 1/1 0.94 0.25 14,14,14,14 0
57 MG RA | 3057 1/1 0.94 0.14 6,6,6,6 0
57 MG RA | 3147 1/1 0.94 0.10 14,14,14,14 0
o7 MG RA | 3113 1/1 0.94 0.20 29,29,29,29 0
o7 MG YA | 3134 1/1 0.94 0.17 19,19,19,19 0
o7 MG RA | 3197 1/1 0.94 0.10 9,9,9,9 0
57 MG XA | 1610 1/1 0.94 0.12 7,7,7,7 0
57 MG QA | 1648 1/1 0.94 0.17 34,34,34,34 0
57 MG YA | 3145 1/1 0.94 0.14 18,18,18,18 0
o7 MG RA | 3154 1/1 0.94 0.25 26,26,26,26 0
o7 MG YA | 3003 1/1 0.94 0.13 1,1,1,1 0
57 MG YA | 3006 1/1 0.94 0.24 0,0,0,0 0
o7 MG YA | 3011 1/1 0.94 0.25 14,14,14,14 0
57 MG RA | 3059 1/1 0.94 0.15 4,444 0
57 MG RA | 3023 1/1 0.94 0.18 5,9,5,5 0
57 MG RA | 3157 1/1 0.94 0.21 25,25,25,25 0
57 MG YA | 3263 1/1 0.94 0.23 16,16,16,16 0
57 MG RA | 3210 1/1 0.94 0.15 18,18,18,18 0
o7 MG QA | 1618 1/1 0.94 0.14 13,13,13,13 0
o7 MG YA | 3032 1/1 0.94 0.21 4.4.4.4 0
57 MG RA | 3162 1/1 0.94 0.07 2,2,2,2 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
57 MG YA | 3163 1/1 0.94 0.20 25,25,25,25 0
57 MG YB 203 1/1 0.94 0.15 18,18,18,18 0
57 MG RA | 3074 1/1 0.94 0.15 0,0,0,0 0
57 MG YA | 3044 1/1 0.94 0.19 4,444 0
57 MG RA | 3028 1/1 0.94 0.19 2,2,2,2 0
o7 MG QA | 1620 1/1 0.94 0.13 16,16,16,16 0
o7 MG QA | 1602 1/1 0.94 0.27 22,22,22.22 0
57 MG RA | 3043 1/1 0.94 0.18 7,7,7,7 0
57 MG QA | 1610 1/1 0.94 0.24 14,14,14,14 0
57 MG YA | 3049 1/1 0.95 0.23 8,8,8,8 0
57 MG YA | 3053 1/1 0.95 0.19 0,0,0,0 0
57 MG RA | 3002 1/1 0.95 0.16 26,26,26,26 0
o7 MG YA | 3055 1/1 0.95 0.17 11,11,11,11 0
o7 MG YA | 3170 1/1 0.95 0.05 15,15,15,15 0
57 MG XA | 1641 1/1 0.95 0.18 33,33,33,33 0
57 MG XA | 1644 1/1 0.95 0.23 23,23,23,23 0
57 MG RA | 3007 1/1 0.95 0.24 5,9,5,5 0
57 MG RA | 3239 1/1 0.95 0.30 28,28,28,28 0
o7 MG RA | 3008 1/1 0.95 0.23 30,30,30,30 0
o7 MG QA | 1664 1/1 0.95 0.15 17,17,17,17 0
57 MG RA | 3158 1/1 0.95 0.25 40,40,40,40 0
57 MG RA | 3011 1/1 0.95 0.37 36,36,36,36 0
57 MG YA | 3077 1/1 0.95 0.21 6,6,6,6 0
57 MG YA | 3078 1/1 0.95 0.21 14,14,14,14 0
o7 MG YA | 3082 1/1 0.95 0.09 0,0,0,0 0
o7 MG YA | 3187 1/1 0.95 0.13 25,25,25,25 0
o7 MG YA | 3188 1/1 0.95 0.29 33,33,33,33 0
57 MG QA | 1616 1/1 0.95 0.19 28,28,28,28 0
57 MG RE 302 1/1 0.95 0.17 5,9,5,5 0
57 MG YA | 3096 1/1 0.95 0.14 5,5,5,5 0
o7 MG RA | 3198 1/1 0.95 0.06 27,27,27,27 0
o7 MG RA | 3163 1/1 0.95 0.14 19,19,19,19 0
57 MG RA | 3166 1/1 0.95 0.18 28,28,28,28 0
o7 MG YA | 3200 1/1 0.95 0.18 12,12,12,12 0
57 MG RA | 3022 1/1 0.95 0.17 3,3,3,3 0
57 MG RA | 3096 1/1 0.95 0.15 18,18,18,18 0
57 MG YA | 3108 1/1 0.95 0.22 12,12,12,12 0
57 MG YA | 3206 1/1 0.95 0.18 14,14,14,14 0
57 MG YA | 3110 1/1 0.95 0.17 14,14,14,14 0
o7 MG RA | 3136 1/1 0.95 0.04 14,14,14,14 0
o7 MG YA | 3214 1/1 0.95 0.12 25,25,25,25 0
57 MG YA | 3113 1/1 0.95 0.12 11,11,11,11 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
57 MG YA | 3217 1/1 0.95 0.06 9,9,9,9 0
57 MG YA | 3115 1/1 0.95 0.22 18,18,18,18 0
57 MG XA ] 1602 1/1 0.95 0.19 18,18,18,18 0
57 MG XA | 1603 1/1 0.95 0.27 13,13,13,13 0
57 MG YA | 3224 1/1 0.95 0.10 14,14,14,14 0
o7 MG YA | 3225 1/1 0.95 0.13 3,3,3,3 0
o7 MG YA | 3121 1/1 0.95 0.20 27,27,27,27 0
57 MG YA | 3228 1/1 0.95 0.05 11,11,11,11 0
57 MG XA | 1666 1/1 0.95 0.05 13,13,13,13 0
57 MG YA | 3231 1/1 0.95 0.20 20,20,20,20 0
57 MG QA | 1654 1/1 0.95 0.10 36,36,36,36 0
o7 MG YA | 3125 1/1 0.95 0.13 9,9,9,9 0
o7 MG RA | 3025 1/1 0.95 0.18 12,12,12,12 0
o7 MG XA ] 1671 1/1 0.95 0.07 18,18,18,18 0
57 MG QA | 1619 1/1 0.95 0.09 1,1,1,1 0
o7 MG RA | 3062 1/1 0.95 0.11 29,29,29,29 0
57 MG RA | 3215 1/1 0.95 0.07 24,24,24.24 0
57 MG QA | 1644 1/1 0.95 0.09 21,21,21,21 0
o7 MG RA | 3219 1/1 0.95 0.24 | 159,159,159,159 0
o7 MG YA | 3135 1/1 0.95 0.09 3,3,3,3 0
57 MG YA | 3009 1/1 0.95 0.26 2,2,2,2 0
57 MG QA | 1638 1/1 0.95 0.18 27,27,27,27 0
57 MG YA | 3260 1/1 0.95 0.20 13,13,13,13 0
57 MG YA | 3141 1/1 0.95 0.09 17,17,17,17 0
o7 MG YA | 3142 1/1 0.95 0.04 8,8,8,8 0
o7 MG RA | 3071 1/1 0.95 0.22 22,22,22.22 0
o7 MG RA | 3073 1/1 0.95 0.10 10,10,10,10 0
57 MG YA | 3017 1/1 0.95 0.14 18,18,18,18 0
57 MG RA | 3032 1/1 0.95 0.26 27,27,27,27 0
57 MG YA | 3023 1/1 0.95 0.22 6,6,6,6 0
o7 MG XA | 1628 1/1 0.95 0.05 1,1,1,1 0
o7 MG RA | 3034 1/1 0.95 0.23 17,17,17,17 0
57 MG RA | 3226 1/1 0.95 0.14 15,15,15,15 0
o7 MG RA | 3150 1/1 0.95 0.12 25,25,25,25 0
57 MG XA | 1632 1/1 0.95 0.18 21,21,21,21 0
57 MG RA | 3081 1/1 0.95 0.09 10,10,10,10 0
57 MG Y5 101 1/1 0.95 0.12 12,12,12,12 0
57 MG RA | 3232 1/1 0.95 0.18 10,10,10,10 0
57 MG RA | 3235 1/1 0.95 0.24 28,28,28,28 0
o7 MG YA | 3047 1/1 0.96 0.20 4,444 0
o7 MG YA | 3162 1/1 0.96 0.06 16,16,16,16 0
57 MG RA | 3097 1/1 0.96 0.18 4,444 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
57 MG RA | 3098 1/1 0.96 0.22 7,7,7,7 0
57 MG XA ]1635 1/1 0.96 0.28 12,12,12,12 0
57 MG RA | 3178 1/1 0.96 0.11 26,26,26,26 0
57 MG YA | 3167 1/1 0.96 0.09 1,1,1,1 0
57 MG YA | 3169 1/1 0.96 0.21 12,12,12,12 0
o7 MG XA | 1637 1/1 0.96 0.13 20,20,20,20 0
o7 MG YA | 3060 1/1 0.96 0.21 1,1,1,1 0
57 MG RA | 3179 1/1 0.96 0.04 2,2,2,2 0
57 MG YA | 3062 1/1 0.96 0.15 7,7,7,7 0
57 MG YA | 3064 1/1 0.96 0.13 6,6,6,6 0
57 MG YA | 3176 1/1 0.96 0.09 2,2,2,2 0
57 MG YA | 3177 1/1 0.96 0.08 12,12,12,12 0
o7 MG RA | 3140 1/1 0.96 0.18 17,17,17,17 0
o7 MG RA | 3017 1/1 0.96 0.12 0,0,0,0 0
57 MG RA | 3064 1/1 0.96 0.24 13,13,13,13 0
o7 MG RA | 3065 1/1 0.96 0.14 9,9,9,9 0
57 MG YA | 3183 1/1 0.96 0.17 13,13,13,13 0
57 MG RA | 3185 1/1 0.96 0.04 16,16,16,16 0
o7 MG RA | 3103 1/1 0.96 0.06 2,2,2,2 0
o7 MG RA | 3240 1/1 0.96 0.21 14,14,14,14 0
57 MG RA | 3037 1/1 0.96 0.12 11,11,11,11 0
57 MG RA | 3069 1/1 0.96 0.04 1,1,1,1 0
57 MG RA | 3148 1/1 0.96 0.20 15,15,15,15 0
57 MG YA | 3192 1/1 0.96 0.12 19,19,19,19 0
o7 MG YA | 3085 1/1 0.96 0.15 9,9,9,9 0
o7 MG YA | 3194 1/1 0.96 0.07 17,17,17,17 0
o7 MG XA | 1656 1/1 0.96 0.25 31,31,31,31 0
57 MG YA | 3090 1/1 0.96 0.32 39,39,39,39 0
57 MG YA | 3091 1/1 0.96 0.16 29,29,29,29 0
57 MG RA | 3039 1/1 0.96 0.15 10,10,10,10 0
57 MG YA | 3101 1/1 0.96 0.16 3,3,3,3 0
o7 MG QA | 1645 1/1 0.96 0.09 20,20,20,20 0
57 MG YA | 3203 1/1 0.96 0.05 25,25,25,25 0
o7 MG RA | 3114 1/1 0.96 0.16 19,19,19,19 0
57 MG QA | 1614 1/1 0.96 0.08 20,20,20,20 0
57 MG RA | 3003 1/1 0.96 0.25 4,444 0
57 MG RA | 3004 1/1 0.96 0.22 14,14,14,14 0
57 MG RA | 3046 1/1 0.96 0.14 8,8,8,8 0
o7 MG YA | 3210 1/1 0.96 0.12 26,26,26,26 0
o7 MG YA | 3212 1/1 0.96 0.06 20,20,20,20 0
o7 MG YA | 3109 1/1 0.96 0.08 95,9,9,5 0
57 MG RA | 3199 1/1 0.96 0.05 10,10,10,10 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
57 MG RA | 3048 1/1 0.96 0.18 1,1,1,1 0
57 MG YA | 3219 1/1 0.96 0.10 31,31,31,31 0
57 MG RA | 3202 1/1 0.96 0.15 15,15,15,15 0
57 MG YA | 3114 1/1 0.96 0.18 13,13,13,13 0
57 MG RA | 3159 1/1 0.96 0.16 24,24.24.24 0
o7 MG YA | 3116 1/1 0.96 0.23 39,39,39,39 0
o7 MG XA ] 1604 1/1 0.96 0.34 19,19,19,19 0
57 MG YA | 3118 1/1 0.96 0.27 22,22,22,22 0
57 MG YA | 3227 1/1 0.96 0.12 8.,8,8,8 0
57 MG XA | 1605 1/1 0.96 0.24 17,17,17,17 0
57 MG XA | 1606 1/1 0.96 0.26 12,12,12,12 0
57 MG YA | 3230 1/1 0.96 0.17 18,18,18,18 0
o7 MG RA | 3122 1/1 0.96 0.24 32,32,32,32 0
o7 MG YA | 3002 1/1 0.96 0.19 1,1,1,1 0
57 MG YA | 3233 1/1 0.96 0.04 6,6,6,6 0
o7 MG RA | 3083 1/1 0.96 0.18 17,17,17,17 0
57 MG YA | 3126 1/1 0.96 0.10 1,1,1,1 0
57 MG YA | 3237 1/1 0.96 0.25 25,25,25,25 0
o7 MG YA | 3005 1/1 0.96 0.13 6,6,6,6 0
o7 MG XA | 1609 1/1 0.96 0.23 14,14,14,14 0
57 MG YA | 3008 1/1 0.96 0.16 2,2,2,2 0
57 MG RA | 3207 1/1 0.96 0.07 60,60,60,60 0
57 MG RA | 3208 1/1 0.96 0.11 7,7,7,7 0
57 MG XA ] 1615 1/1 0.96 0.18 2,2,2,2 0
o7 MG YA | 3244 1/1 0.96 0.25 30,30,30,30 0
o7 MG QA | 1659 1/1 0.96 0.14 21,21,21,21 0
o7 MG YA | 3246 1/1 0.96 0.14 26,26,26,26 0
57 MG RA | 3164 1/1 0.96 0.18 20,20,20,20 0
57 MG YA | 3136 1/1 0.96 0.17 14,14,14,14 0
57 MG YA | 3255 1/1 0.96 0.28 20,20,20,20 0
o7 MG RA | 3165 1/1 0.96 0.07 14,14,14,14 0
o7 MG YA | 3261 1/1 0.96 0.22 19,19,19,19 0
o7 MG YA | 3019 1/1 0.96 0.21 8,8,8,8 0
o7 MG YA | 3022 1/1 0.96 0.14 1,1,1,1 0
57 MG YA | 3264 1/1 0.96 0.09 7,7,7,7 0
57 MG RA | 3027 1/1 0.96 0.20 1,1,1,1 0
57 MG QA | 1604 1/1 0.96 0.15 4,444 0
57 MG YA | 3026 1/1 0.96 0.22 2,2,2,2 0
57 MG YA | 3268 1/1 0.96 0.17 17,17,17,17 0
o7 MG RA | 3214 1/1 0.96 0.17 13,13,13,13 0
o7 MG YA | 3028 1/1 0.96 0.14 2,2,2,2 0
57 MG RA | 3169 1/1 0.96 0.23 30,30,30,30 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
57 MG YA | 3151 1/1 0.96 0.28 30,30,30,30 0
57 MG RA | 3087 1/1 0.96 0.17 25,25,25,25 0
57 MG YA | 3036 1/1 0.96 0.12 4,444 0
57 MG RA | 3054 1/1 0.96 0.13 2,2,2,2 0
57 MG YA | 3040 1/1 0.96 0.19 0,0,0,0 0
o7 MG QA | 1601 1/1 0.96 0.27 34,34,34,34 0
o7 MG RA | 3030 1/1 0.96 0.18 0,0,0,0 0
57 MG QA | 1609 1/1 0.96 0.11 13,13,13,13 0
57 MG YA | 3037 1/1 0.97 0.15 0,0,0,0 0
57 MG YA | 3156 1/1 0.97 0.18 13,13,13,13 0
57 MG YA | 3038 1/1 0.97 0.09 4,444 0
57 MG RA | 3217 1/1 0.97 0.08 14,14,14,14 0
o7 MG RA | 3218 1/1 0.97 0.17 17,17,17,17 0
o7 MG YA | 3041 1/1 0.97 0.20 2,2,2,2 0
57 MG YA | 3042 1/1 0.97 0.14 4,444 0
o7 MG YA | 3043 1/1 0.97 0.18 1,1,1,1 0
57 MG RA | 3116 1/1 0.97 0.14 0,0,0,0 0
57 MG RA | 3035 1/1 0.97 0.17 0,0,0,0 0
o7 MG RA | 3072 1/1 0.97 0.15 3,3,3,3 0
o7 MG QA | 1623 1/1 0.97 0.20 19,19,19,19 0
57 MG RA | 3173 1/1 0.97 0.04 1,1,1,1 0
57 MG YA | 3051 1/1 0.97 0.27 15,15,15,15 0
57 MG RA | 3012 1/1 0.97 0.12 7,7,7,7 0
57 MG XA | 1638 1/1 0.97 0.05 20,20,20,20 0
o7 MG RA | 3225 1/1 0.97 0.10 40,40,40,40 0
o7 MG YA | 3057 1/1 0.97 0.20 1,1,1,1 0
o7 MG YA | 3175 1/1 0.97 0.23 23,23,23,23 0
57 MG YA | 3058 1/1 0.97 0.14 0,0,0,0 0
57 MG XA | 1640 1/1 0.97 0.20 15,15,15,15 0
57 MG RA | 3075 1/1 0.97 0.07 6,6,6,6 0
o7 MG RA | 3123 1/1 0.97 0.18 28,28,28,28 0
o7 MG RA | 3077 1/1 0.97 0.16 13,13,13,13 0
o7 MG YA | 3181 1/1 0.97 0.24 36,36,36,36 0
o7 MG RA | 3230 1/1 0.97 0.21 7,7,7,7 0
57 MG YA | 3065 1/1 0.97 0.15 0,0,0,0 0
57 MG XA | 1647 1/1 0.97 0.12 23,23,23,23 0
57 MG YA | 3069 1/1 0.97 0.11 6,6,6,6 0
57 MG XA | 1648 1/1 0.97 0.04 14,14,14,14 0
57 MG RA | 3013 1/1 0.97 0.20 11,11,11,11 0
o7 MG YA | 3072 1/1 0.97 0.18 9,9,9,9 0
o7 MG RA | 3233 1/1 0.97 0.09 13,13,13,13 0
57 MG YA | 3191 1/1 0.97 0.17 14,14,14,14 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
57 MG RA | 3234 1/1 0.97 0.15 10,10,10,10 0
57 MG RA | 3080 1/1 0.97 0.21 17,17,17,17 0
57 MG YA | 3076 1/1 0.97 0.26 15,15,15,15 0
57 MG RA | 3042 1/1 0.97 0.18 10,10,10,10 0
57 MG RA | 3014 1/1 0.97 0.17 3,3,3,3 0
o7 MG YA | 3080 1/1 0.97 0.18 1,1,1,1 0
o7 MG YA | 3081 1/1 0.97 0.18 10,10,10,10 0
57 MG RA | 3015 1/1 0.97 0.11 5,9,5,5 0
57 MG RA | 3016 1/1 0.97 0.18 1,1,1,1 0
57 MG QA | 1634 1/1 0.97 0.10 35,35,35,35 0
57 MG YA | 3087 1/1 0.97 0.19 1,1,1,1 0
57 MG YA | 3088 1/1 0.97 0.19 5,9,9,5 0
o7 MG RA | 3186 1/1 0.97 0.05 14,14,14,14 0
o7 MG XA | 1660 1/1 0.97 0.06 6,6,6,6 0
57 MG RA | 3047 1/1 0.97 0.24 12,12,12,12 0
o7 MG YA | 3209 1/1 0.97 0.05 11,11,11,11 0
57 MG YA | 3093 1/1 0.97 0.16 9,9,9,9 0
57 MG YA | 3094 1/1 0.97 0.11 4,444 0
o7 MG YA | 3213 1/1 0.97 0.06 6,6,6,6 0
o7 MG QA | 1635 1/1 0.97 0.11 18,18,18,18 0
57 MG YA | 3215 1/1 0.97 0.05 18,18,18,18 0
57 MG YA | 3097 1/1 0.97 0.15 14,14,14,14 0
57 MG YA | 3099 1/1 0.97 0.20 9,9,9,9 0
57 MG YA | 3100 1/1 0.97 0.19 1,1,1,1 0
o7 MG RA | 3021 1/1 0.97 0.20 2,2,2,2 0
o7 MG RA | 3089 1/1 0.97 0.13 2,2,2,2 0
o7 MG YA | 3222 1/1 0.97 0.12 27,27,27,27 0
57 MG RA | 3090 1/1 0.97 0.11 8,8,8,8 0
57 MG QA | 1611 1/1 0.97 0.21 12,12,12,12 0
57 MG XA | 1667 1/1 0.97 0.26 29,29,29,29 0
o7 MG XA | 1668 1/1 0.97 0.19 15,15,15,15 0
o7 MG QA | 1607 1/1 0.97 0.07 10,10,10,10 0
57 MG RA | 3093 1/1 0.97 0.20 8,8,8,8 0
o7 MG RA | 3195 1/1 0.97 0.07 1,1,1,1 0
57 MG RA | 3094 1/1 0.97 0.15 8,8,8,8 0
57 MG RA | 3095 1/1 0.97 0.21 6,6,6,6 0
57 MG XV 101 1/1 0.97 0.13 0,0,0,0 0
57 MG RA | 3024 1/1 0.97 0.14 7,7,7,7 0
57 MG YA | 3001 1/1 0.97 0.18 1,1,1,1 0
o7 MG RA | 3056 1/1 0.97 0.19 1,1,1,1 0
o7 MG YA | 3236 1/1 0.97 0.04 24.,24,24.24 0
57 MG RA | 3200 1/1 0.97 0.31 23,23,23,23 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
57 MG YA | 3119 1/1 0.97 0.25 23,23,23,23 0
57 MG YA | 3004 1/1 0.97 0.17 0,0,0,0 0
57 MG QA | 1626 1/1 0.97 0.11 21,21,21,21 0
57 MG QA | 1639 1/1 0.97 0.09 25,25,25,25 0
57 MG YA | 3123 1/1 0.97 0.18 4,444 0
o7 MG YA | 3007 1/1 0.97 0.14 9,9,9,9 0
o7 MG RA | 3100 1/1 0.97 0.09 6,6,6,6 0
57 MG QA | 1650 1/1 0.97 0.17 20,20,20,20 0
57 MG RA | 3205 1/1 0.97 0.18 5,9,5,5 0
57 MG YA | 3012 1/1 0.97 0.25 2,2,2,2 0
57 MG YA | 3250 1/1 0.97 0.25 22,22,22,22 0
57 MG YA | 3014 1/1 0.97 0.21 4,444 0
o7 MG YA | 3253 1/1 0.97 0.24 2,2,2,2 0
o7 MG YA | 3254 1/1 0.97 0.15 18,18,18,18 0
57 MG RA | 3060 1/1 0.97 0.20 0,0,0,0 0
57 MG YA | 3257 1/1 0.97 0.23 3,3,3,3 0
57 MG RA | 3005 1/1 0.97 0.23 9,9,9,9 0
57 MG XA | 1617 1/1 0.97 0.12 8,8,8,8 0
o7 MG RA | 3104 1/1 0.97 0.08 9,9,9,9 0
o7 MG XA | 1619 1/1 0.97 0.10 7,7,7,7 0
57 MG YA | 3021 1/1 0.97 0.13 1,1,1,1 0
57 MG YA | 3137 1/1 0.97 0.11 1,1,1,1 0
57 MG YA | 3138 1/1 0.97 0.13 0,0,0,0 0
57 MG RA | 3108 1/1 0.97 0.12 8,8,8,8 0
o7 MG RA | 3006 1/1 0.97 0.23 17,17,17,17 0
o7 MG RA | 3110 1/1 0.97 0.16 2,2,2,2 0
o7 MG YA | 3025 1/1 0.97 0.12 6,6,6,6 0
57 MG QA | 1651 1/1 0.97 0.12 18,18,18,18 0
57 MG RA | 3067 1/1 0.97 0.13 3,3,3,3 0
57 MG XA |1625 1/1 0.97 0.08 6,6,6,6 0
o7 MG YA | 3029 1/1 0.97 0.17 1,1,1,1 0
o7 MG YA | 3030 1/1 0.97 0.26 6,6,6,6 0
57 MG QA | 1606 1/1 0.97 0.12 11,11,11,11 0
o7 MG RA | 3033 1/1 0.97 0.25 3,3,3,3 0
57 MG YA | 3034 1/1 0.97 0.22 13,13,13,13 0
57 MG QA | 1641 1/1 0.97 0.14 22,22,22,22 0
57 MG RA | 3107 1/1 0.98 0.12 6,6,6,6 0
57 MG YA | 3159 1/1 0.98 0.21 16,16,16,16 0
57 MG YA | 3218 1/1 0.98 0.05 1,1,1,1 0
o7 MG YA | 3107 1/1 0.98 0.17 2,2,2,2 0
o7 MG RA | 3019 1/1 0.98 0.15 13,13,13,13 0
57 MG RA | 3066 1/1 0.98 0.28 17,17,17,17 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
57 MG RE 301 1/1 0.98 0.09 1,1,1,1 0
57 MG YA | 3111 1/1 0.98 0.07 8,8,8,8 0
57 MG RA | 3076 1/1 0.98 0.13 0,0,0,0 0
57 MG RF 301 1/1 0.98 0.16 24,24.24.24 0
57 MG YA | 3063 1/1 0.98 0.13 3,3,3,3 0
o7 MG RA | 3020 1/1 0.98 0.14 8,8,8,8 0
o7 MG RA | 3160 1/1 0.98 0.06 12,12,12,12 0
57 MG YA | 3066 1/1 0.98 0.26 12,12,12,12 0
57 MG QA | 1605 1/1 0.98 0.31 23,23,23,23 0
57 MG RA | 3125 1/1 0.98 0.08 13,13,13,13 0
57 MG QV 101 1/1 0.98 0.17 9,9,9,9 0
o7 MG RA | 3144 1/1 0.98 0.21 8,8,8,8 0
o7 MG R8 101 1/1 0.98 0.15 25,25,25,25 0
o7 MG XA ] 1601 1/1 0.98 0.19 7,7,7,7 0
57 MG RA | 3229 1/1 0.98 0.09 26,26,26,26 0
o7 MG YA | 3031 1/1 0.98 0.23 1,1,1,1 0
57 MG QA | 1643 1/1 0.98 0.04 21,21,21,21 0
57 MG RA | 3231 1/1 0.98 0.16 1,1,1,1 0
o7 MG RA | 3128 1/1 0.98 0.12 4,444 0
o7 MG YA | 3035 1/1 0.98 0.12 1,1,1,1 0
57 MG RA | 3167 1/1 0.98 0.09 22,22,22,22 0
57 MG RA | 3129 1/1 0.98 0.06 10,10,10,10 0
57 MG YA | 3132 1/1 0.98 0.07 5,9,5,5 0
57 MG YA | 3083 1/1 0.98 0.13 0,0,0,0 0
o7 MG RA | 3061 1/1 0.98 0.16 2,2,2,2 0
o7 MG YA | 3247 1/1 0.98 0.24 16,16,16,16 0
o7 MG YA | 3248 1/1 0.98 0.28 30,30,30,30 0
57 MG XA | 1643 1/1 0.98 0.11 12,12,12,12 0
57 MG YA | 3190 1/1 0.98 0.08 0,0,0,0 0
57 MG YA | 3086 1/1 0.98 0.17 10,10,10,10 0
o7 MG RA | 3001 1/1 0.98 0.12 4,444 0
o7 MG RA | 3237 1/1 0.98 0.33 28,28,28,28 0
o7 MG XA ] 1611 1/1 0.98 0.23 7,7,7,7 0
o7 MG YA | 3256 1/1 0.98 0.22 3,3,3,3 0
57 MG XA | 1612 1/1 0.98 0.10 3,3,3,3 0
57 MG YA | 3259 1/1 0.98 0.23 13,13,13,13 0
57 MG XA | 1613 1/1 0.98 0.04 6,6,6,6 0
57 MG XA | 1649 1/1 0.98 0.13 8,8,8,8 0
57 MG RA | 3133 1/1 0.98 0.07 6,6,6,6 0
o7 MG YA | 3199 1/1 0.98 0.20 11,11,11,11 0
o7 MG YA | 3144 1/1 0.98 0.10 11,11,11,11 0
57 MG YA | 3095 1/1 0.98 0.13 5,9,5,5 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
o7 MG YA 3202 1/1 0.98 0.09 13,13,13,13 0
o7 MG RA 3151 1/1 0.98 0.06 0,0,0,0 0
57 | MG | YA |3147| 1/1 0.98 | 0.10 92,22 0
57 | MG | YA |3048| 1/1 098 | 021 | 1L1L11,11 0
o7 MG YA 3149 1/1 0.98 0.10 9,9,9,9 0
o7 MG YA 3098 1/1 0.98 0.18 2,222 0
o7 MG YA 3010 1/1 0.98 0.15 1,1,1,1 0
57 | MG | YA |3050 | 1/1 0.98 | 0.17 92,22 0
57 | MG | RA | 3152 | 1/1 098 | 015 | 1L,1L1L11 0
57 | MG | YA | 3211 1/1 0.98 | 0.02 0.0,0.0 0
57 | MG | YA |3052| 1/1 0.98 | 0.11 111 0
57 | MG | RA |3117| 1/1 0.98 | 0.12 92,22 0
o7 MG YA 3013 1/1 0.98 0.20 7,077 0
o7 MG RA 3055 1/1 0.98 0.10 8,8,8,8 0
59 ZN QD 301 1/1 0.98 0.11 58,58,58,58 0
59 ZN QN 101 1/1 0.98 0.06 95,95,95,95 0
59 ZN XD 301 1/1 0.98 0.16 39,39,39,39 0
o7 MG RA 3131 1/1 0.99 0.11 13,13,13,13 0
o7 MG YA 3020 1/1 0.99 0.23 10,10,10,10 0
o7 MG XA 1616 1/1 0.99 0.14 6,6,6,6 0
57 | MG | YA |3056| 1/1 | 099 | 0.14 1111 0
57 | MG | RA | 3063 | 1/1 0.99 | 0.24 1,11 0
57 | MG | RA | 3049 | 1/1 0.99 | 0.05 1111 0
o7 MG RA 3031 1/1 0.99 0.13 3,3,3,3 0
57 | MG | RA |3183| 1/1 0.99 | 0.13 LI11 0
o7 MG RA 3051 1/1 0.99 0.08 4,444 0
o7 MG RA 3040 1/1 0.99 0.20 15,15,15,15 0
57 | MG | RA | 3036 | 1/1 0.99 | 0.14 92,22 0
o7 MG RA 3009 1/1 0.99 0.04 0,0,0,0 0
o7 MG RA 3105 1/1 0.99 0.10 6,6,6,6 0
o7 MG XA 1626 1/1 0.99 0.12 9,9,9,9 0
57 | MG | YA |3067| 1/1 0.99 | 0.10 92,22 0
o7 MG YA 3252 1/1 0.99 0.36 17,17,17,17 0
o7 MG YA 3168 1/1 0.99 0.09 0,0,0,0 0
57 | MG | XA | 1642 1/1 0.99 | 0.11 T 0
57 | MG | RA |3106| 1/1 0.99 | 0.10 14,44 0
57 | MG | RA |3038| 1/1 0.99 | 0.11 1,11 0
57 | MG | RA |3079| 1/1 0.99 | 0.15 | 11,1L,11,11 0
57 | MG | YA |3258| 1/1 0.99 | 0.14 92,22 0
o7 MG YA 3092 1/1 0.99 0.13 3,3,3,3 0
50 | ZN | XN | 101 | 1/1 0.99 | 002 | 42424242 0
57 | MG | YA |3079 | 1/1 1.00 | 0.05 92,22 0
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6.5 Other polymers (i)

There are no such residues in this entry.


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