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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 wuser guide is available at
http://wwpdb.org/validation /2016 /Xray ValidationReportHelp
with specific help available everywhere you see the (1) symbol.

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

MolProbity : 4.02b-467
Mogul : 1.7.1 (RC1), CSD as537be (2016)

Xtriage (Phenix) : 1.9-1692

EDS : 1rb-20026982

Percentile statistics : 20151230.v01 (using entries in the PDB archive December 30th 2015)

Refmac : 5.8.0135
CCP4 : 6.5.0

Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)
Validation Pipeline (wwPDB-VP) : rb-20026982
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1 Overall quality at a glance (i)

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

The reported resolution of this entry is 3.30 A.

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

Metric Percentile Ranks Value
Rfree I o — .24
Clashscore N | I 10
Ramachandran outliers D 6.5%
Sidechain outliers N 14.3%
RSRZ outliers I || W 5.9
RNA backbone IS I N 052
Worse Better
I Percentile relative to all X-ray structures
[l Percentile relative to X-ray structures of similar resolution
Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Rfree 91344 2060 (3.40—3.20)
Clashscore 102246 1058 (3.38-3.22)
Ramachandran outliers 100387 1038 (3.38-3.22)
Sidechain outliers 100360 1037 (3.38-3.22)
RSRZ outliers 91569 2070 (3.40—3.20)
RNA backbone 2183 1005 (3.82—2.78)

The table below summarises the geometric issues observed across the polymeric chains and their fit
to the electron density. The red, orange, yellow and green segments on the lower bar indicate the
fraction of residues that contain outliers for >=3, 2, 1 and 0 types of geometric quality criteria. 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 = 56% 32% 10%
1 XA 1522 = 57% 34% 7% -
2 QB 256 = 52% 31% 8% - 8%
2 XB 256 = 50% 34% 8% 8%

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

Mol | Chain | Length Quality of chain
3 QC 239 = 50% 31% Ve
3 XC 239 = 54% 29% e
4 QD 209 : 62% 30% % -
4 XD 209 = 65% 25% % -
5 QE 162 ./" 62% 28% 5% 5%
5 XE 162 = 67% 24% %
6 QF 101 = 71% 25% o
6 XF 101 : 63% 29% 8%
7 QG 156 = 69% 26% o
7 XG 156 == 69% 25% B
8 QH 138 67% 28% -
8 XH 138 65% 30% -
9 QI 128 e 44% 45% 2%
9 XI 128 = 55% 34% 0%
10 QJ 105 e 53% 32% % 6%
10 XJ 105 —— 39% 47% o 6%
11 QK 129 = 66% 22% 5% 6%
11 XK 129 = 69% 19% 5% 6%
12 QL 132 : 58% 28% 7% - 5%
12 XL 132 = 64% 21% % - 5%
13 QM 126 = 58% 20% “6% - 6%
13 XM 126 = 52% 30% o - 6%
14 QN 61 = 64% 31% -

5%

14 XN 61 67% 28% o
15 QO 89 74% 21% o

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
0/0
15 XO 89 . 73% 22% o
%
16 QP 88 = 66% 26% %
%
16 XP 88 73% 22% V5%
%
17 QQ 105 = 70% 22% %
0/0
17 XQ 105 . 68% 24% e
8%
18 QR 88 64% 14% 19%
6%
18 XR 88 47% 30% 5% 19%
4%
19 QS 93 30% 39% 19% 12%
9%
19 XS 93 40% 33% 15% 12%
5%
20 QT 106 60% 25% Te% - 7%
20/0
20 XT 106 54% 33% 6% - 7%
25%
T e— —
21 QU 25 48% 40% 12%
6%
21 XU 25 e 44% BT
3%
22 QV 77 73% 23% o
38%
I —
22 QW 7 29% 49% 22%
3%
22 XV 7 78% 19% o
5%
==
22 XW 7 52% 39% 9%
5%
g —
23 QX 20 35% 30% 25% 10%
35%
e —
23 XX 20 25% 35% 30% 10%
7%
24 QY 118 — 52% 24% 22%
31%
e
24 XY 118 52% 25% 22%
5%
25 RA 2916 60% 30% e -
5%
25 YA 2916 60% 31% % -
20/0
26 RB 124 = 65% 23% How -
%
26 YB 124 62% 26% How .

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

Mol | Chain | Length Quality of chain
27 RD 276 : 62% 30% 7% .
27 YD 276 62% 28% o -
28 RE 206 = 50% 36% BT A
28 YE 206 = 49% 40% BT
29 RF 210 = 59% 32% Te% -
29 YF 210 = 54% 35% o -
30 RG 182 = 61% 34% o
30 YG 182 = 56% 37% “6% -
25%
31 RH 180 44% 37% 1% = 6%
21%
31 YH 180 38% 41% 14% 6%
4%
32 RI 148 59% 29% 9%
32 Y1 148 = 59% 29% 10%
33 RN 140 75% 20% o
33 YN 140 69% 25% o
34 RO 122 63% 32% 5%
34 YO 122 71% 25% o
35 RP 150 = 43% 39% BT A
35 YP 150 = 43% 37% T He% 6%
36 RQ 141 2 63% 28% 7
36 YQ 141 : 57% 30% ow a.
37 RR 118 69% 24% “6% -
37 YR 118 69% 24% “6% -
38 RS 112 = 61% 32% 5% =
38 YS 112 = 54% 37% 8%
39 RT 146 = 52% 38% e

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

Mol | Chain | Length Quality of chain
39 YT 146 = 55% 31% 8% - 6%
40 RU 118 = 68% 28% o
40 YU 118 = 69% 25% o
41 RV 101 = 40% 46% 0% 5%
41 YV 101 = 43% 42% 12%
42 RW 113 = 65% 31% o
42 YW 113 = 64% 28% Te%
43 RX 96 75% 18% T
43 YX 96 66% 26% T
5%
44 RY 110 35% 36% 15% 6% 7%
44 YY 110 = 32% 41% 18% . 7%
45 RZ 206 = 40% 32% 12% - 15%
45 YZ 206 == 48% 32% 9% + 1%
46 RO 85 = 68% 27% T
46 YO0 85 = 56% 36% 5% -
47 R1 98 = 49% 39% o a.
47 Y1 98 = 57% 36% 5% o
48 R2 72 = 53% 29% e
48 Y2 72 : 61% 25% % e
49 R3 60 = 68% 23% 7% .
49 Y3 60 = 65% 30% o
25%
50 R4 71 44% 37% 18%
27%
50 Y4 71 32% 44% 21%
51 | R5 gy | — o o T
51 Y5 60 S 53% 33% 7% . 5%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
35%

I —

52 R6 54 24% 37% 28% 1%

33%

I —

52 Y6 o4 24% 33% 28% 1%
%

53 R7 49 = 76% 18% 6%

8%

53 Y7 49 r— 63% 35%
5%

54 R8 65 - 40% 43% 12% ..
5%

54 Y8 65 - 49% 37% 9% v

70%

g —

55 R9 37 62% 32% 5%

70%

. | -

55 Y9 37 70% 27% .

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

ria:

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
56 MG QA | 1601 - - - X
56 MG QA | 1605 - - - X
56 MG QA | 1607 - - - X
56 MG QA | 1608 - - - X
56 MG QA | 1609 - - - X
56 MG QA | 1612 - - - X
56 MG QA | 1618 - - - X
56 MG QA | 1631 - - - X
56 MG QA | 1635 - - - X
56 MG QA | 1637 - - - X
56 MG QA | 1639 - - - X
56 MG QA | 1642 - - - X
56 MG QA | 1654 - - - X
56 MG QA | 1662 - - - X
56 MG QA | 1664 - - - X
56 MG QA | 1666 - - - X
56 MG QA | 1673 - - - X
56 MG QA | 1677 - - - X
56 MG QA | 1678 - - - X
56 MG QA | 1683 - - - X
56 MG QA | 1690 - - - X
56 MG QA | 1706 - - - X
56 MG QA | 1730 - - - X

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

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
56 MG QA | 1732 - - - X
56 MG QV 104 - - - X
56 MG RA | 3001 - - - X
56 MG RA | 3003 - - - X
26 MG RA | 3006 - - - X
56 MG RA | 3011 - - - X
56 MG RA | 3012 - - - X
56 MG RA | 3013 - - - X
56 MG RA | 3014 - - - X
56 MG RA | 3017 - - - X
56 MG RA | 3018 - - - X
56 MG RA | 3019 - - - X
56 MG RA | 3021 - - - X
56 MG RA | 3025 - - - X
56 MG RA | 3026 - - - X
56 MG RA | 3027 - - - X
56 MG RA | 3031 - - - X
56 MG RA | 3032 - - - X
56 MG RA | 3033 - - - X
56 MG RA | 3034 - - - X
56 MG RA | 3038 - - - X
56 MG RA | 3042 - - - X
56 MG RA | 3044 - - - X
56 MG RA | 3046 - - - X
56 MG RA | 3047 - - - X
56 MG RA | 3049 - - - X
56 MG RA | 3052 - - - X
56 MG RA | 3054 - - - X
56 MG RA | 3055 - - - X
56 MG RA | 3056 - - - X
56 MG RA | 3060 - - - X
56 MG RA | 3062 - - - X
56 MG RA | 3064 - - - X
56 MG RA | 3065 - - - X
56 MG RA | 3066 - - - X
56 MG RA | 3070 - - - X
56 MG RA | 3071 - - - X
56 MG RA | 3072 - - - X
56 MG RA | 3073 - - - X
56 MG RA | 3078 - - - X
56 MG RA | 3079 - - - X
56 MG RA | 3080 - - - X

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

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
56 MG RA | 3081 - - - X
56 MG RA | 3082 - - - X
56 MG RA | 3093 - - - X
56 MG RA | 3094 - - - X
26 MG RA | 3098 - - - X
56 MG RA | 3102 - - - X
56 MG RA | 3104 - - - X
56 MG RA | 3106 - - - X
56 MG RA | 3107 - - - X
56 MG RA | 3109 - - - X
56 MG RA | 3120 - - - X
56 MG RA | 3123 - - - X
56 MG RA | 3136 - - - X
56 MG RA | 3138 - - - X
56 MG RA | 3146 - - - X
56 MG RA | 3147 - - - X
56 MG RA | 3153 - - - X
56 MG RA | 3155 - - - X
56 MG RA | 3157 - - - X
56 MG RA | 3163 - - - X
56 MG RA | 3164 - - - X
56 MG RA | 3165 - - - X
56 MG RA | 3172 - - - X
56 MG RA | 3173 - - - X
56 MG RA | 3185 - - - X
56 MG RA | 3188 - - - X
56 MG RA | 3192 - - - X
56 MG RA | 3197 - - - X
56 MG RA | 3203 - - - X
56 MG RA | 3204 - - - X
56 MG RA | 3207 - - - X
56 MG RA | 3211 - - - X
56 MG RA | 3218 - - - X
56 MG RA | 3226 - - - X
56 MG RA | 3231 - - - X
56 MG RA | 3233 - - - X
56 MG RA | 3235 - - - X
56 MG RA | 3236 - - - X
56 MG RA | 3237 - - - X
56 MG RA | 3238 - - - X
56 MG RA | 3241 - - - X
56 MG RA | 3245 - - - X

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

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
56 MG RA | 3261 - - - X
56 MG RA | 3272 - - - X
56 MG RA | 3276 - - - X
56 MG RA | 3280 - - - X
26 MG RA | 3292 - - - X
56 MG RA | 3293 - - - X
56 MG RA | 3296 - - - X
56 MG RA | 3303 - - - X
56 MG RA | 3314 - - - X
56 MG RA | 3329 - - - X
56 MG RA | 3331 - - - X
56 MG RA | 3334 - - - X
56 MG RA | 3338 - - - X
56 MG RA | 3352 - - - X
56 MG RA | 3357 - - - X
56 MG RA | 3358 - - - X
56 MG RA | 3364 - - - X
56 MG RA | 3365 - - - X
56 MG RA | 3373 - - - X
56 MG RA | 3389 - - - X
56 MG RA | 3392 - - - X
56 MG RA | 3393 - - - X
56 MG RA | 3400 - - - X
56 MG RD 302 - - - X
56 MG RQ 202 - - - X
56 MG RR 201 - - - X
56 MG RU 201 - - - X
56 MG XA 1601 - - - X
56 MG XA 1604 - - - X
56 MG XA 1605 - - - X
56 MG XA 1607 - - - X
56 MG XA 1611 - - - X
56 MG XA 1618 - - - X
56 MG XA 1625 - - - X
56 MG XA 1637 - - - X
56 MG XA 1639 - - - X
56 MG XA 1640 - - - X
56 MG XA 1644 - - - X
56 MG XA 1645 - - - X
56 MG XA 1653 - - - X
56 MG XA 1660 - - - X
56 MG XA 1665 - - - X

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

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
56 MG XA 1668 - - - X
56 MG XA 1673 - - - X
56 MG XA 1685 - - - X
56 MG XA 1693 - - - X
26 MG XA 1696 - - - X
56 MG XA 1697 - - - X
56 MG XA 1710 - - - X
56 MG XA 1746 - - - X
56 MG XA 1751 - - - X
56 MG XA 1754 - - - X
56 MG XA 1759 - - - X
56 MG Y5 102 - - - X
56 MG YA 3003 - - - X
56 MG YA 3005 - - - X
56 MG YA 3006 - - - X
56 MG YA 3010 - - - X
56 MG YA 3011 - - - X
56 MG YA 3012 - - - X
56 MG YA 3013 - - - X
56 MG YA 3014 - - - X
56 MG YA 3017 - - - X
56 MG YA 3021 - - - X
56 MG YA 3024 - - - X
56 MG YA 3025 - - - X
56 MG YA 3026 - - - X
56 MG YA 3030 - - - X
56 MG YA 3031 - - - X
56 MG YA 3032 - - - X
56 MG YA 3037 - - - X
56 MG YA 3043 - - - X
56 MG YA 3045 - - - X
56 MG YA 3048 - - - X
56 MG YA 3053 - - - X
56 MG YA 3054 - - - X
56 MG YA 3055 - - - X
56 MG YA 3059 - - - X
56 MG YA 3061 - - - X
56 MG YA 3063 - - - X
56 MG YA 3065 - - - X
56 MG YA 3069 - - - X
56 MG YA 3070 - - - X
56 MG YA 3071 - - - X

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

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
56 MG YA 3072 - - - X
56 MG YA 3077 - - - X
56 MG YA 3078 - - - X
56 MG YA 3079 - - - X
26 MG YA 3080 - - - X
56 MG YA 3081 - - - X
56 MG YA 3087 - - - X
56 MG YA 3091 - - - X
56 MG YA 3096 - - - X
56 MG YA 3097 - - - X
56 MG YA 3098 - - - X
56 MG YA 3100 - - - X
56 MG YA 3102 - - - X
56 MG YA 3105 - - - X
56 MG YA 3108 - - - X
56 MG YA 3123 - - - X
56 MG YA 3129 - - - X
56 MG YA 3133 - - - X
56 MG YA 3137 - - - X
56 MG YA 3147 - - - X
56 MG YA 3148 - - - X
56 MG YA 3154 - - - X
56 MG YA 3156 - - - X
56 MG YA 3157 - - - X
56 MG YA 3164 - - - X
56 MG YA 3172 - - - X
56 MG YA 3187 - - - X
56 MG YA 3191 - - - X
56 MG YA 3192 - - - X
56 MG YA 3193 - - - X
56 MG YA 3202 - - - X
56 MG YA 3210 - - - X
56 MG YA 3211 - - - X
56 MG YA 3215 - - - X
56 MG YA 3221 - - - X
56 MG YA 3225 - - - X
56 MG YA 3228 - - - X
56 MG YA 3229 - - - X
56 MG YA 3234 - - - X
56 MG YA 3235 - - - X
56 MG YA 3239 - - - X
56 MG YA 3249 - - - X

Continued on next page...



Page 13

wwPDB X-ray Structure Validation Summary Report

AWAG

Continued from previous page...

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
56 MG YA 3250 - - - X
56 MG YA 3255 - - - X
56 MG YA 3274 - - - X
56 MG YA 3277 - - - X
26 MG YA 3279 - - - X
56 MG YA 3281 - - - X
56 MG YA 3291 - - - X
56 MG YA 3301 - - - X
56 MG YA 3327 - - - X
56 MG YA 3328 - - - X
56 MG YA 3330 - - - X
56 MG YA 3331 - - - X
56 MG YA 3332 - - - X
56 MG YA 3355 - - - X
56 MG YA 3367 - - - X
56 MG YA 3378 - - - X
56 MG YA 3394 - - - X
56 MG YA 3403 - - - X
56 MG YA 3410 - - - X
56 MG YA 3413 - - - X
56 MG YA 3420 - - - X
56 MG YA 3430 - - - X
56 MG YA 3436 - - - X
56 MG YA 3439 - - - X
56 MG YA 3441 - - - X
56 MG YA 3446 - - - X
56 MG YA 3449 - - - X
56 MG YA 3456 - - - X
56 MG YA 3458 - - - X
56 MG YA 3461 - - - X
56 MG YE 301 - - - X
56 MG YQ 201 - - - X
56 MG YU | 3400 - - - X
56 MG YV 201 - - - X
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2  Entry composition (i)

There are 57 unique types of molecules in this entry. The entry contains 297400 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 Q) P
1 QA 151 32472 14453 6011 10497 1511 0 0 0

Total C N O P
1 XA 1508 32409 14425 6001 10475 1508 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 QB 236 ?(9);3; 12023 314\113 3(24 § 0 0 0
2 AB 236 ?gtla; 12023 314\113 351)4 § 0 0 0
e Molecule 3 is a protein called 30S ribosomal protein S3.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
3 QC 206 Tgtlaél 1()016 31114 2(;1 ? 0 0 0
3 XC 206 Tgtlaél 10016 31?4 2(;1 ? 0 0 0
e Molecule 4 is a protein called 30S ribosomal protein S4.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
4 Qb 208 ?%aél 1(%6 31?\)19 2(9)1 ? 0 0 0
4 AD 208 ?%aél 1()C66 31?\}9 281 ? 0 0 0

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


http://wwpdb.org/validation/2016/XrayValidationReportHelp#entry_composition
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
g QE 154 1178 743 221 210 4 0 0 0
Total C N O S
g XE 154 1178 743 221 210 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 159 1257 781 252 218 6 0 0 0
Total C N O S
7 XG 159 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 AH 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 S
o Q 128 1018 644 198 175 1 0 0 0
Total C N O S
) Xl 128 1018 644 198 175 1 0 0 0
e Molecule 10 is a protein called 30S ribosomal protein S10.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
10 QJ % 801 504 157 139 1 0 0 0
Continued on next page...
gPDB
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

10 X 9 T800t1al 5%]4 12]7 1(;9 ? 0 0 0
e Molecule 11 is a protein called 30S ribosomal protein S11.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 QK 121 go(ffl 5%3]0 11;11 1((37 g 0 0 0
1 XK 121 go(ffl 5%0 11;11 1((?7 g 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
I T R L .
o oxe | g G g ey | 0| 0|0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
13 QM 118 goi%t?l 5(739 11;3 123 g 0 0 0
13 XM 118 goi%t?l 5(739 11;3 123 g 0 0 0

e Molecule 14 is a protein called 30S ribosomal protein S14.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
e Molecule 15 is a protein called 30S ribosomal protein S15.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
15 QO i T w0 w7 16 2 0 0 0
IR T T IR

WO RLDWIDE
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e Molecule 16 is a protein called 30S ribosomal protein S16.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
16 QP 84 T;)()tgl 45136 1120 1(1)8 ? 0 0 0
16 AP 84 T;()t?l 426 1120 1(1)8 ? 0 0 0
e Molecule 17 is a protein called 30S ribosomal protein S17.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
voqa | w0 e w0 | 0|
v xe | w0 e s e | 0 | 0 |0
e Molecule 18 is a protein called 30S ribosomal protein S18.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
18 QR & 1;30;;1 3?3 111]6 9% 0 0
18 XR & 1;30;;1 3?3 111]6 9% 0 0
e Molecule 19 is a protein called 30S ribosomal protein S19.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
) 05 | 2 G g | 0 | 0 |0
o | XS | 8 |G g | 0 | 0 |0
e Molecule 20 is a protein called 30S ribosomal protein S20.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
0 Q0 | w e e a0 | 0|0
0 | XU | w e e a0 | 0|0

e Molecule 21 is a protein called 30S ribosomal protein Thx.
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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 tRNA fMet.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N O P
22 Qv 7 1640 732 297 535 76 0 0 0

Total C N O P
22 QW [ 1640 732 297 535 76 0 0 0

Total C N O P
22 AV 77 1640 732 297 535 76 0 0 0

Total C N O P
22 AW 77 1640 732 297 535 76 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 QX 18 399 177 82 121 19 0 0 0

Total C N O P
23 X 18 399 177 82 121 19 0 0 0

e Molecule 24 is a protein called Host inhibition of growth B.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N O
24 QY 92 756 484 134 138 0 0 0

Total C N O
24 XY 92 756 484 134 138 0 0 0

There are 54 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
QY 0 MET - insertion UNP Q7A225
QY 1 GLY - expression tag | UNP Q7A225
QY 93 LYS - expression tag | UNP QT7A225
QY 94 LEU - expression tag | UNP QT7A225
QY 95 GLY - expression tag | UNP QT7A225
QY 96 PRO - expression tag | UNP Q7A225
QY 97 GLU - expression tag | UNP Q7A225

Continued on next page...
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Chain | Residue | Modelled | Actual | Comment Reference
QY 98 GLN - expression tag | UNP QT7A225
QY 99 LYS - expression tag | UNP Q7A225
QY 100 LEU - expression tag | UNP Q7A225
QY 101 ILE - expression tag | UNP Q7A225
QY 102 SER - expression tag | UNP Q7A225
QY 103 GLU - expression tag | UNP QT7A225
QY 104 GLU - expression tag | UNP QT7A225
QY 105 ASP - expression tag | UNP QT7A225
QY 106 LEU - expression tag | UNP Q7A225
QY 107 ASN - expression tag | UNP Q7A225
QY 108 SER - expression tag | UNP Q7A225
QY 109 ALA - expression tag | UNP Q7A225
QY 110 VAL - expression tag | UNP QT7A225
QY 111 ASP - expression tag | UNP QT7A225
QY 112 HIS - expression tag | UNP Q7A225
QY 113 HIS - expression tag | UNP Q7A225
QY 114 HIS - expression tag | UNP Q7A225
QY 115 HIS - expression tag | UNP Q7A225
QY 116 HIS - expression tag | UNP QT7A225
QY 117 HIS - expression tag | UNP QT7A225
XY 0 MET - insertion UNP Q7A225
XY 1 GLY - expression tag | UNP Q7A225
XY 93 LYS - expression tag | UNP Q7A225
XY 94 LEU - expression tag | UNP Q7A225
XY 95 GLY - expression tag | UNP Q7A225
XY 96 PRO - expression tag | UNP QT7A225
XY 97 GLU - expression tag | UNP QT7A225
XY 98 GLN - expression tag | UNP Q7A225
XY 99 LYS - expression tag | UNP Q7A225
XY 100 LEU - expression tag | UNP Q7A225
XY 101 ILE - expression tag | UNP Q7A225
XY 102 SER - expression tag | UNP Q7A225
XY 103 GLU - expression tag | UNP QT7A225
XY 104 GLU - expression tag | UNP QT7A225
XY 105 ASP - expression tag | UNP QT7A225
XY 106 LEU - expression tag | UNP Q7A225
XY 107 ASN - expression tag | UNP Q7A225
XY 108 SER - expression tag | UNP Q7A225
XY 109 ALA - expression tag | UNP Q7A225
XY 110 VAL - expression tag | UNP QT7A225
XY 111 ASP - expression tag | UNP QT7A225
XY 112 HIS - expression tag | UNP Q7A225

Continued on next page...
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Continued from previous page...
Chain | Residue | Modelled | Actual Comment Reference
XY 113 HIS - expression tag | UNP QT7A225
XY 114 HIS - expression tag | UNP Q7A225
XY 115 HIS - expression tag | UNP Q7A225
XY 116 HIS - expression tag | UNP Q7A225
XY 117 HIS - expression tag | UNP Q7A225
e Molecule 25 is a RNA chain called 23S rRNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
25 RA 2891 62269 27713 11649 20016 2891 0 0 0
Total C N O P
25 YA 2875 61924 27560 11583 19906 2875 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 122 2617 1166 486 &44 121 0 0 0
Total C N O P
26 YB 122 2617 1166 486 &44 121 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
21 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.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
29 RF 208 1627 1037 304 283 3 0 0 0
Total C N O S
29 YE 208 1627 1037 304 283 3 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
e Molecule 32 is a protein called 50S ribosomal protein L9.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
32 RI 146 1136 726 201 208 1 0 0 0
Total C N O S
32 Yl 146 1136 726 201 208 1 0 0 0
e Molecule 33 is a protein called 50S ribosomal protein L13.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
33 RN 138 1104 712 206 182 4 0 0 0
Total C N O S
33 YN 138 1104 712 206 182 4 0 0 0
e Molecule 34 is a protein called 50S ribosomal protein L14.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
34 RO 122 933 588 171 170 4 0 0 0
Continued on next page...
gPDB
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

wvo | g g | 0|00
e Molecule 35 is a protein called 50S ribosomal protein L15.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
35 RP 150 ??Z&; 7?2 2§2 1(38 g 0 0 0
35 YP 150 ??ZZI 7?2 2§2 1(38 g 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
36 RQ 140 ??tlaQI 7(130 211]0 1(;5 S 0 0 0
361 YQ 139 ?iga;l 7(57 21(\)19 124 ? 0 0 0

e Molecule 37 is a protein called 50S ribosomal protein L17.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
37 RR L7 gofit(? 1 5(939 2152 1?9 0 0 0
37 YR L7 gofit(? 1 5(939 2152 1?9 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
38 RS = T808t2al 5?6 11;16 1%)0 0 0 0
38 ¥S = 20;;1 5%}6 11;16 1(5?0 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
39 Rl 137 ?(1)531 7?0 2?4 1(36 ? 0 0 0
39 Y 137 ?(1)531 7?0 2§4 186 ? 0 0 0

WO RLDWIDE

PROTEIN DATA BANK




Page 23 wwPDB X-ray Structure Validation Summary Report AWA4G
e Molecule 40 is a protein called 50S ribosomal protein L.20.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
10 RU 17 964 610 202 151 1 0 0 0
Total C N O S
10 Yu 17 964 610 202 151 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
41 RV 101 779 501 142 135 1 0 0 0
Total C N O S
41 YV 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 113 900 566 177 155 2 0 0 0
Total C N O S
2 Yw 113 900 566 177 155 2 0 0 0
e Molecule 43 is a protein called 50S ribosomal protein L23.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
43 RX 92 725 471 131 123 0 0 0
Total C N O
43 YX 92 725 471 131 123 0 0 0
e Molecule 44 is a protein called 50S ribosomal protein L24.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
44 RY 102 785 505 150 125 5 0 0 0
Total C N O S
44 Y 102 785 505 150 125 5 0 0 0

e Molecule 45 is a protein called 50S ribosomal protein L25.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
45 RZ 176 1404 897 252 252 3 0 0
Total C N O S
45 Y7 183 1461 933 260 265 3 0 0
e Molecule 46 is a protein called 50S ribosomal protein L27.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
46 | RO 83 657 407 139 110 1 0 0
Total C N O S
46 Y0 83 657 407 139 110 1 0 0
e Molecule 47 is a protein called 50S ribosomal protein L28.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
47 Rl I 763 481 150 131 1 0 0
Total C N O S
47 Yl I 763 481 150 131 1 0 0
e Molecule 48 is a protein called 50S ribosomal protein L29.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
18 R2 69 581 358 118 104 1 0 0
Total C N O S
48 Y2 69 581 358 118 104 1 0 0
e Molecule 49 is a protein called 50S ribosomal protein L30.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
49 | R3 o 469 298 90 81 0 0 0
Total C N O
19 Y3 59 469 298 90 81 0 0 0
e Molecule 50 is a protein called 50S ribosomal protein L31.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
50 R4 0 573 359 107 103 4 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
5 Y 70 T507t§ 1 3?9 1157 1(33 ZSL 0 0 0
e Molecule 51 is a protein called 50S ribosomal protein L32.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
51 | R5 59 ngl 238 9NO 706 i 0 0 0
51 | Y5 57 Tﬂ;l 2% 81\; 701 i 0 0 0

e Molecule 52 is a protein called 50S ribosomal protein L33.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

52 | R6 18 Tﬂ? 2(;9 81\2 6% i 0 0 0
e Molecule 53 is a protein called 50S ribosomal protein L34.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
o3 R7 49 IQLO;(? 1 2(633 1158 5?7 g 0 0 0
o3 YT 49 IQLO;(? 1 2(633 1158 5?7 g 0 0 0

e Molecule 54 is a protein called 50S ribosomal protein L35.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
L I I o L L
I I I N L L

e Molecule 55 is a protein called 50S ribosomal protein L36.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
5 | R9 37 gog;‘l 138 61\; 57 2 0 0 0
5 | Y9 36 gogtsl 133 61\; f5 2 0 0 0
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e Molecule 56 is MAGNESIUM ION (three-letter code: MG) (formula: Mg).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Mg

56 | QA 140 o L 0 0

5 | YV 1 Tofa] N{g 0 0

5 | RP 9 Total - Mg 0 0
2 2
Total Mg

56 | YA 464 o 46s 0 0

56 Y5 9 Total - Mg 0 0
2 9

56 | YH 1 Tofal l\ﬁg 0 0

5 | YR 1 Tofal l\fg 0 0

56 Y1 1 Total - Mg 0 0
1 1

56 | YD 1 Toltal l\gg 0 0

56 | QV 5 Total - Mg 0 0
5 5

56 | YO 1 Toltal l\gg 0 0
Total Mg

56 | XA 160 0 160 0 0

56 | YY 1 Toltal l\gg 0 0

56 | RQ 2 Total - Mg 0 0
2 9

56 | XN 1 Toltal N{g 0 0

56 | QL 1 Toltal N{g 0 0

5 | YU 1 Toltal N{g 0 0

5 | RU 1 Toltal N{g 0 0

56 Y0 3 Total - Mg 0 0
3 3

56 | YG 1 Toltal hgg 0 0

56 | YQ 2 TOQtal hgg 0 0

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

5 | RY 1 Tofal l\ﬁg 0 0

56 | YN 1 Tofal l\qg 0 0

56 | XF 1 Tofal l\ﬁg 0 0

5 | RR 1 Tofal l\fg 0 0

5 | RD 9 Total - Mg 0 0
2 2

56 | XL 1 Tofal l\gg 0 0

56 | YT 1 Tofal l\ig 0 0

56 R5 3 Total - Mg 0 0
3 3
Total Mg

56 | RA 413 03 an 0 0

56 | YP 9 Total - Mg 0 0
2 9

5 | RE 1 Toltal l\ig 0 0

56 R2 1 Total - Mg 0 0
1 1

5 | YB 5 Total - Mg 0 0
5 5

56 RO 9 Total = Mg 0 0
2 9

56 | XV 4 Total - Mg 0 0
4 4

5 | RB 4 Total = Mg 0 0
4 4

56 | QF 1 Toltal N{g 0 0

56 | XD 1 Toltal hqg 0 0

5 | RF 1 Toltal hgg 0 0

56 | YE 9 TOQtal 1\gg 0 0

e Molecule 57 is ZINC ION (three-letter code: ZN) (formula: Zn).
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
57 XD 1 Total Zn 0 0
1 1
57 | QD 1 Toltal Zln 0 0
57 | QN 1 Tofal Zln 0 0
57 | XN 1 Tofa] Zln 0 0
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1, orange = 2 and red = 3 or more. A red dot above a residue indicates

wwPDB X-ray Structure Validation Summary Report

3%

Chain QA: &

These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for a
chain summarises the proportions of errors 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
any outlier are shown as a green connector. Residues present in the sample, but not in the model,

a poor fit to the electron density (RSRZ > 2). Stretches of 2 or more consecutive residues without
are shown in grey.

3 Residue-property plots (i)
e Molecule 1: 16S rRNA

Page 29

08D

999

%99
€90
°on

88D

arern

142

111D
011D
60TV

TOTY

F

6D

06D
680

1920

jacl4]

[4ct41}

L%TH

L3

TETH

gcen
zcen

812D
L1720

602N

S6TY

qI6TD

605V

S0SD

€090
208H
T0SD
005D

L6%0

S6%Y
w6vn

88%0
L8%Y

8LYY
LL%D

L9%D

99D
8G%0
L8%0

9G6%0

€97V

6%%0

8YvY

€%%0
{4742

6ETY

LEDN
9€%D

1een

€T%D

£69D
69D
1690

989D
89D
€89V

3

8.L90
LL9D
99D

vLSY
L8V
TLSY

048D

3

699Y

jih)

c8sn
1980

6%90

S%90

{472t
99D
0%Sd

9€90
SESY
bean
€SV
CTESY
€80
0€9D

LT8d

€28V

1299
0TSV

%790
€190

118D

L04D
904V

€049
ToLY

189V
9890
4899

089D
6,90

L.90
7L9D
€L9D

SO9V
799D
€99V
2999
L8999
€99V
99N

{42204

079V
6€9D

3

0€9D

299
9zon
§299
i44°]
€290

11422
0290

L1199

Ll

709D
€090

968D
S69D

918V

208Y
T080

T6LY
T6.LD

6€6D

SE6Y
€60

LT6D

260
£T6Y
TT6d

Y16V

2160

0760
606V

2880

L180

02070

L

STOTV
PI0TY

L00TD

S660

660

L

986V
49860
%860

z860
1860
0860

8L6V

969D

£L6D

696V

1,960
9969

£96D
2960
1960
0960
6386V
836V
LS60

gg6n
%560

156D
ogen

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W


http://wwpdb.org/validation/2016/XrayValidationReportHelp#residue_plots

AWAG

wwPDB X-ray Structure Validation Summary Report

Page 30

6607D

S607T0
601D

H

vL01D
€010
TLOTD
TLOTD
0L010

1
I

L90TY

€907D
29070

0907D
6G0TD

9G0TA
G601V
G010
€G60TD

0G01H

8%01D
L%01D

J

TYOTV

LEOTD
9€0TD
SEOTY

g¢€0TD

g820TD
V82010

9Z0TH
SToTN
201D

68110

L8TTD

181719

6LTTV

9LTTV

TLTITD

69710

€STT0

T1STIV
0ST10
67110
8¥T1N
LYT10

SPT10

i

[
® O0%11D

6ETTH
[ ]

® wmmﬂb
E€ETTD
CETTD

62110

LTT1D
9TT10

2435

[443 %)
12110

13

90TTH

011D

96210

6821V

98TTY
S8TTV

6.TTV

|

€.T1D

69CTV

99T1D

F

LSTTIN

L

157493
ovTIn

8ETTY
LETTD

€€TTH

0€T10
62TTV

LTTTY

{44 %)]
€210

61210
811D
L1210

ST1TTH

90TTH

20TTH
T0TTV

LBTTD
96110

vLETY
€LETD

89€TD

99€TD
S9ETD

CT9ETD
TOETH
09€TY

8GETN
LGETY
9GETD

F

TSETD

0GETY

EYETD
THETD

GEETD

F

0EETN
62ETY

STETD
YTeETY

CTTETD

81ETY

9TETD
q1eIN
YIETD

90ETY

86710
L6¥TD

T6HTY

SL%1D

L9%1D

i)
® £€9%1D
[4iA 1]
1871V
e 08%10n

£YPID
[444%0)]

9EVIN
SEPTD
YEVTY

CTERTD
TEYTD
0EPTD
62%10

€CH1D
[444 0]

61%1D

ETPIV
[A3A 1]

90%10n

€0%1D
20%1D

66€TD
86ETY
LBETD
96ETY

TBETD
T6ETN

88ETD

T8E1N

08€TN

LLETY
9Le1Nn

® <T¥SIn

® 0%S1n

9€8TD

® ©VESTY
@® €€810

0ESTD
62STD

o=l ]

TSN
T2S1D

6181V

L1GTD

€187V

T1819D
01810

LOSTY
90570

e Molecule 1

Y0STD

008TY

165 rRNA

7%

8.L9D

9.0

34%

899
90
999D

8G90

%80

187

—
57%
-

ZEY

[44:)

810
L10

69

4%
-
-

© ~
B

0

Chain XA

HT61D
arein

V161D
061D

1810
49810

v981D
9810

281N
181D
0810
6LTV

LLTD
9L1D

€L10
TLIY
TLIY

6910

991H
9910
vo10
€910

91V
091V

TSIV
08710
671V
CETD
0ETY

TTID
(43

L11D
91TV
ST1D

60TV
801D

TOTY

€60

269
16D

62EV

LTEV

L1€D

60€D
80€D

00€Y
662D
862V
L62H

68CH

i

082D
6.2V

i

992H
S9¢H

1920

efetai)

-

L%CH
441

T€TH

a4
j£449]
ggen
[4441)

6020
80cn
102D

S6TV

7Tvd

(4344
12541

+

90%D

T0%0
00%D
66€D
86€D
LBEY

£6EV
T6ED

06€D
68EV
88€D
¥8ed

LLED
9LED

ELEV
TLED

89€N
L9EN

g9en

T9ED

09€V

9EE€D
SEED

fetd=}
vTSH

2Tso

8190

€190
c18n
T18D

G099

€090
208D
T08D

L6%0
967V
S6%V

1
b

98%N
S8%D

£8%0
44
8%D

8L%Y
LLYD

19%9
o 99%0
S9%Y

89%0
LS%D
96%D
G970

S¥PD
P90
£%%0
{47474

6ETY
8EYD
LEVN
9EWD
SEVD
23541

9zon
ST9D

2OV

6790

+

2190

809V

8640

269D
680

9850

785D

083N

LLSD

918D

€L9Y
TLSY

048D

L99H
999H

7990
€99V

09sn
693V

88D
€439y

8%9d
LYSY

S%90

Thad

8€9D

SESY

vesn

£eSY
TESY

LTSH

TYLD
9D

9ELD
SELD
YeLD
EELY

TELD

8TLY

9TLD

wTLd
61LD

STLV
PILD
€TLD

BoLY
€049

869D

cgon
]
L%90
979N
|
8€9D
LE9D
|

® T€9)

o 0899 |

® 629D

6458V
848D

8¥%80
£¥8n
%80
T¥80

vE8D
€esn

8T8V
Lgsn

1289

L1780

29.LD

8G.LD
LGS0

9G6.LD
8.0

TGLD
TSl
084D
6%.L0
8¥%.LD

PPLO
€vLn

R LDWIDE
PROTEIN DATA BANK

w_ 0



wwPDB X-ray Structure Validation Summary Report AWA4G

Page 31

S96V

£96D

LS60

9660
96D
£G66D

TS6D

L%6D
V6V

6€6D

SE6Y
€60

LT6D

2160

006V

9680
S68D

7680

688V

188D

988D

7889

818D

TL8Y

0480
698D

¥TeotTd
CTEOTY

620TD
482010

9201H
S201n
¥201d
mmmﬂu
oa“«:
9T0TV
STOTY

€T0TD

600TD

S00TY
Y001V

200TH

0007V

® V866D
866D

£66D
2660
T660

986V

1860
0860

LL6Y

696V
896V

@ 9€Tin

LTTTD
9TT10

¥CT1D
€TTTV
2TTIn
11432
0ZT1d
61110

LTT1D

momﬂo
90T1D
SOTTV
%0T1D

TOTTY

980710
18019
TLOTD

TL0TD
0,070

9907)

%9019
€90TD
29010
19019
090TD

98070

L%01D

LEOTD

SEOTY

¥ICTID

60210

L0TTH
902TH

00ZTd

¥8T1D
€811V
28T1H

0811V
6LTTV

LLTTD

SLT1D

TLTI1D
%9710
€9TTD

F

69710

98T1D
SGT1H

€GT11D
[4=194
IST1V
08110

6%110

€0E€TD

00€TH
66TV

%6210
€6CTD

2

04210
69CTV

9921H
09210
8GTTH
L8210
98ZTY
(4144
1STTY
0STTV

1574%)
0vZIn

8ETTY

9ETTY
SETTN

€€TTH

LTTTV

STTTIV
¥TT1d
€2TTO

61210
81CTD
L1210

66€TD

LBETD

CT6ETD
T6ETN

68€TD
wwm«o
08€TN
6LETD

LLETY
osmﬂb
E€LETD
cTLETN
TLETD

69€TD

v9eTNn

<Nwmﬁo
LGETY
9GETH

mmmﬂu
8YEIN
LYETD
OPETY

YEETD

F

0EETN

F

STETD
YTETY
E€TETD

0ZETD
6TIETY
8IETY
LIETD
9TETD
STETN
PIETD
mﬁmﬂb
60€TD
80€TN

90€TY

TIS1D
01810

90510

Y0STH

COSTY

L6%TD

S6%10

43444
T671D

€871V

08%1D
6.%10

YSPID
€S%1D
{445
TSYIV
0S%10

LY%1D

mm“ﬂo
9EVIN
SEPTD
YEVIV

CTERTD
ﬂm“ﬁo
8THIV
LTwI0
wum«o
445
Nmmﬂu
61%1D
EIPIV
CIPI0
TI%10
oﬂ“ﬁa
20%TD
T0%1D

30S ribosomal protein S2

[42:311)
19910
0%S10

9€S9TD
SESTO
YESTY
€E€9TD
CESTN

0€89TH
62391H

F

6TGTV

e Molecule 2

LISTD

$ISTD
€TGTY
21810

9%

e 8%

8%

31%

52%

Chain QB

(4729
1572

®
] © I~ © - o m ~ o oo
o o o o™ o™ mmm
o A > > 2o H o

e T2y
0Z3a

crd
11
e O0IT
63

LA

T8TI

0871

eLTV

€974
[4°19)

8GT1T

98T

0STS
6711

SPT1

(4749

L6H

T6d

88Y
L84

e o%ch
6ETA

veed

TecH
0ETA

82TH

144

eeh

(4445

61CA

L1icH

€121
[414)]
1121

-

cocd
1021

66TA
86Td
LBTA

S6Td

68T1d

98TV

78TA

30S ribosomal protein S2

e Molecule 2

8%

8%

34%

50%

6%

Chain XB

[4:L
84
08I

LD

w91
£7a
(4729
1529
0%H

YEV

{439
T€X

Led

SN

(44
e Ty
0Z3

81D

® 9TH

iA%)

e 111

63
81
LA

R LDWIDE

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report AWA4G

Page 32

78TA

2811

8LTH

eLTV
CTLII

€974
[419)

® 9914

0STS

CETH
1€1d
0E€TYH
6213

30S ribosomal protein S3

LTI
oTTd

+

6113

STT1
i1

TT1Y

Ll

[0 %)

L6M

[}
S60
6N
€61

9831

o¥eh
6ETA

1

veTd

@ 1lecH

Beeh

12el
0zzd

06TL
681a

e Molecule 3

14%

31%

50%

8%

Chain QC

8LD
LLI
9LA
SLA

0LA
69H
89A

o ™
© ©
a=

09Y
694

SGA

3

189
L1
ova
Sv

0¥y

2e1

TH

0zs
618

3

STL

-
[} ~ -
= o [

[
=

89TV

9973
S9TL
vo1d
€91V
29Th
e 191F
097V

LSGTI
9GTH

€GTA
TG8TI

0GTY

871D

44
€v1a

3

6£Th
YETL
OETA
61TY

9TTA
STT1

607d
80TN

$0Th

TOT1

e 063

1

T0TI

6614
86TA

9611

8871

9814

[4:19)

08TV

LLTL

ZAL:S

TL1Y

30S ribosomal protein S3

e Molecule 3

5%

14%

29%

54%

Chain XC

] o
~ @
" S}

LLI
9LA
GLA

® TLY

PET

CET

L
oy

€Tk
TTH

STL

Tl
s

8I

3

28

88711

T8TI

08TV
6.T4

LLTL
9LTH

¥L1d

89TV
LOTH

SOTL
¥oTH
E9TV
09TV
€4TA
CSTI
TSTA
08T

444
€v1a

0vTYd

PETI

67174

9TTA

C11s

80TN

90TA

30S ribosomal protein S4

6617

1

S6L
%61

434

884

LozcA
90zd

70T1

T0TI

86TA

e Molecule 4

9611

0/ o

7%

30%

62%

Chain QD

T6A

9831

6€d

LEd

SEY

EEN

SgH

€2D

121
0ZX
611

LTA

STd

(4]

66TN
86TA
L6Td
9611
S6TV
7611

Ll

L8714

081D

TL1d
TLTD

6914

99T

€974

19TN
097Th

S4T1

[4:153

0gt1a
67TV

6ETYH

SETT

LTTL

STTH

E€CTH

0211

+

€11S

TITY

L0TH

E€0TN
cota

60cHd

9024
S02a
0TI

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report AWA4G

Page 33

e Molecule 4: 30S ribosomal protein S4

8%

25%

65%

)
-
A

2%

Chain XD: ™

701A

<+
™
(2]

CTEY

62d

919
S1d

60

Ld

SI

1

1020

96711

€610

061a

+

£€81D

T8TH
081D

8LIA

0LTA

8974

€973
2911

8GTI

€974

e Molecule 5: 30S ribosomal protein S5

TS

8¥IA

2%

Chain QE: &

5%

5%

28%

62%

(4%,

Ll

e Molecule 5: 30S ribosomal protein S5

8ETV
T€TI
8TTd
LTIN
9TTH
6111

STTA
¥T1D

(429}

907d

2OtV

€6d

5%

Ll

24%

-
~
=

67%

4%

Chain XE: T

(429

6071

Z8A

08I
6.3

1

10
~
B

694

09%

LS)

1

28d
TSA
® 083

id )
L¥A

TvA

6€D

141

©
-
~

Tl
T1I

63
83

94
e sa

ed

® §913

51l

8ETV
Le1d

8C1d
LTTN

6111

STTA
j43%5]

e Molecule 6: 30S ribosomal protein S6

8%

Chain QF: —

25%

71%

Ll

96d

[4

L84

S8A
8N

284

084

8LH

9LY

TLA

693

L9

b

[4}

e 094

8G9

42

(4

SeY

1ed

Ll

[44cs

1

e Molecule 6: 30S ribosomal protein S6

21d

ﬂ'-h c”-
> = =

0/ e

Chain XF: .

)

—
8%

29%

63%

e Molecule 7: 30S ribosomal protein S7

11%

26%

69%

Chain QG:

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report AWA4G

Page 34

94

oca
619

LTA
911

® O9STM

e Molecule 7: 30S ribosomal protein S7

25%

00000
28%

69%

7%

Chain XG: —

[0S

Ll

063
681

®

[
~
[

-7
e LS
9.4
|
€11
|
a9y
|
294
|
691
89d
|
08I
|
L%D 0
1 N
8€T =
e = <
15’8 et 5
g€y e
] =
8N —
1 =
2L
£zA g
zT1 9GTH w
I o o 3
0za | e
61 ® 18Tk o
8Tk [ | —
LTA LETH %
911 98TH
a1a [ | o
#Td TETH e
| | %
et LTTY b
-
61T ) -3
° Sy 8TTA <
1 Mu .m
° HITY
=
— ° O

A2

o
©
>

09y

€ETT

€eTd

121a

€118

OTTV

+

S0TY
70TH

e Molecule 8: 30S ribosomal protein S8

30%

65%

Chain XH:

€0TA

0071

761

9CTA

Tl
€2S

TeH

1

SETD

€ETT
€ecra
[441S
341
8TTA

(438}

OTTV
60TI

S0TH

e Molecule 9: 30S ribosomal protein S9

16%

12%

45%

44%

Chain QI:

€91

19V

6594

6%d
8vd

i4

evY

TvA
071

8l
LE4

S€d

e zea
® 18b

8TA
gL

® Tid
ocy

814

STV

(45!

LTTH

241

(4444

61TV

LITH

4228

0113

80TA

e Sot1a

€0TL

L

L6X
961
G631

£64

68N

981

€84
8y
181

6LT
8Ly
LLI

e Molecule 9: 30S ribosomal protein S9

S.a
LI

oLy

10%

34%

55%

5%

Chain XI: .

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report AWA4G

Page 35

€91

o
©
-

N~ Omm®M NN © 9 ©
m M <+ &+ 0
(V= SR ] o I Y =

1

e Molecule 10: 30S ribosomal protein S10

6%

-
~
i}

9%

<
©
m

32%

53%

15%

Chain QJ:

69N

€9d

ocy

L1a
911

€TH

81

00TL

o)
)
B

=)
ko)
w2
=
o=
<5}
~+~
o
—
o
-
m
o
n
Q
Q
.-
—
o]
=]
o™
S
i
<
=
G 8
[4:28
IW
[ ]

081

6%

9%

47%

39%

N
@
2

Chain XJ:

[44

—
—
[p)]
. i=
B}
=
L4 =}
o L63 <
961 o
g6d —
1 <
z6L m
16d w
® o)
N =2
181 ~
98Il [@p)
981 )
1 o
281 ..
8L —
083 —
oeml o
[ ) 8LN =
° ©
<5}
-~
S
L1 )

9%

6%

50/0

22%

L

66%

Chain QK:

(310

SOTA

964

€60

L8L

™
©
=]

180

9.9

SOV

it

0Sk

8¥I

S

0%I

vea

-

STk
TS

CTH
TCI
0ZX

8TH

©
-
0

yTA
€10

1445,

TC1d
0TTY

e Molecule 11: 30S ribosomal protein S11

9TTH
ST1d

6%

5%

19%

69%

3%

Chain XK: -

445

12Td

7170

111a
011d

SOTA

1018

e Molecule 12: 30S ribosomal protein S12

LTTY

O

R LDWIDE
PROTEIN DATA BANK

W



AWAG

« 5%

7%

28%

58%

wwPDB X-ray Structure Validation Summary Report

°/ o

Chain QL: "

Page 36

: i
201y |8k
1 TTTL 980
86X [ | o 1 .
1 ® 81TS @ 2 €80 —
£6 [} L17d © z8H .
| zea | . I : . |
164 ) LIN
1 2 PIT o o 1
889 > 1 EN sLa
189 TN -
i .
864 o
%81 [ | 198 &
_ i 3
6.3 * €671 o
. - =i
£L8
L e 2
T.d %81 I 6S%
| €8 | sedm
991 [ | 154
m.ﬁ 6.8 o ToM
09S
0971 $GA | esv
694 991 89y
8aA o g9 |
L83 P9M apy
1 m-m> M-HE. 1
£qy eI
m . B 484 B M 94
mmq wn £qy @p! | wn -7 wn |
za1 £an g agy
534 = | = e = 8= I
[ | 69N 184
ov) ks 2 8vd ks 671 kS I kS = [ oev |
= S [ = ° [ew1 ] = = 3 628
o © 9v3 of @ e Lia e . a 82D
— S¥vd — I — 9 — L2D
174 © 1 © By © & < 1
Com = zoL = | g g ey
6€A o o 8Ty o o | oTeL
% % 123 % 9TTL % mu»
® 6TIV =2 8y 2 = = o LT
8z T — — r 914
121 % % 91a % LTA m% .
. oey 17 [ ota °
sed ™ QCHN vTY ° o aTA S0TL DR
HTA BTN & & & o €&u 81TV & %- 1 $0TY . [4xt
| gemd o ZIN LITA & £0TL ol imi|
— zeIL — N 0z — . T8 9TTL — . otd zoty — e oY
0g Lwemm D 67y < = Lam | Q@ = [er e 101 < > 63
674 1433 = — 8TA = ° »ITY = 83 I = 1
87A ] o o T 5} c | o P I o e 91
LTT4 < o [ | ° < o sy TTT 2 o gy 861 2 o -
wmﬂm ) = TTy ® 8TV o 3= %I 0TTY ) = I 16d [ = o i
Pkqict e &u
WL M T el T e ™
0TTA ° o ° @) | oiEn | ° @) |oIEn ° @)

28%

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W

67%

5%

e Molecule 14: 30S ribosomal protein S14

Chain XN:



Page 37 wwPDB X-ray Structure Validation Summary Report AWA4G

o (] [ ]
- 3] ©Kk © ommN S WO Y=k
© o - el ha = s RS @ ™
a o B> E @O m o=

e Molecule 15: 30S ribosomal protein S15

G28
532
R41
R45
K58
S60

Chain QO: 74% 21% o

o m ¢ ~ o
= NN )
= AaBon e A

e Molecule 15: 30S ribosomal protein S15

0/ o

. |
Chain XO: 73% 20% -

T25
V27

© o © 2] © @ <+ ~
o N ™ ® ) I} e} © ©
o> H | | = = o

R88

[ ]
I a-:-almxIaIa-;-31-@-5'8-3-2-2':'2-.%-'3'
- ~ [=] © 0 [} o - 5 - S ] - =l A ~ ~ B3 ~
e Molecule 16: 30S ribosomal protein S16
Chain QP: 66% 26% . 5%

T45

[ X ]
- Hamd Y OEmO EmN M o (=3 N M NMamH Nmmo O
) [} — = o o o M M ® < & & 0 0 10 © NN ~ ©
£ ~ v = = - B (S - m oM e = B a > |2 Mo Y

e Molecule 16: 30S ribosomal protein S16
2%

. - —
Chain XP: 73% 20% . 5%

-.-q-d<--< N Ems e § e o]
= o N o ™ M < & I’}
= ) = H o i 3] =

e Molecule 17: 30S ribosomal protein S17

R55

|
T67

|
R71
R72

|
F80

(Rt

Q82

2%

. B —
Chain QQ: 70% 22% . 5%
[ ]
(=4 £ Eal 1=~ = E A H v M - = 1 2] 5 -1 =] o~ =
e Molecule 17: 30S ribosomal protein S17
;/0
Chain XQ: 68% 24% C 5%

-
NEEe O “EEO MY I N Y DEENEEO O O <+ © o - am QN O O ©
— —-a o o 2] ] <+ < & 0 0 0 © © © NN~~~ Q =) k) = =
©n R = | o £ < m = = a ©n o> g < > | <

e Molecule 18: 30S ribosomal protein S18
8%

. .
Chain QR: 64% 4% . 19%

WO RLDWIDE

er

PROTEIN DATA BANK



Page 38 wwPDB X-ray Structure Validation Summary Report

AWAG

(X ] (] [ ]
® o I\ ) o Nmmo O © o o ~
o oo m m < 0 ) O ~ ©
=% S de XH 2] B o

e Molecule 18: 30S ribosomal protein S18
6%
Chain XR: — 47% 30% 5% 19%

[ ]
10 © N~
@ |00 @
A m

e Molecule 19: 30S ribosomal protein S19

14%
Chain QS: 30% 39% 19% 12%
[ ] ® o ® o000 0O [ ] )
N m ©0 — N N~ - Nm w0 0 [} (] O w00 o (3] &+ 0O M~mmH N <
£ [SH=1--] = [ ] £ [} H M B [ B ] = | 2] < > oMo o m
[ ]
©0 © el [ O mmo o - [}
© © ~ ~ ~ ~ ~ © @
= © =] 2] - ] ~ o

e Molecule 19: 30S ribosomal protein S19
9%
Chain XS: 40% 33% 15% 12%

[ ]
2] © ommN~ENO = O < 10 © © o — ™
™ < 0 0 © © © © © © © © ~ ~
B B <t £ = H | = = (=] | ]

° [ ] o o
o mm© ~ 0 oo < 0
P 1 a @ o ® 0
a 4 [ = v

e Molecule 20: 30S ribosomal protein S20

R36
Va1
M44
V45
G46
H4T7

A75
T79
Y80
R81

5%
. - e
Chain QT: 60% 25% 8% - 7%
[} L )
[ ] [ ]
8§88
B
e Molecule 20: 30S ribosomal protein S20
2%
. . S R
Chain XT: 54% 33% 6% - 7%



Page 39 wwPDB X-ray Structure Validation Summary Report AWA4G

- ~ © O mmM mmo ~ @ o LO [ 00 s 0O o o © © o [l o] N~ 00

— — - Q i3] a o a ] ™ ® < e} 0 10 s I © © © © © ~

©n < om 4 4 = M X H B N P = J e & 5 m = & < B
N M
(] O o o oo
~ © oo
o 4 (LRI ]

e Molecule 21: 30S ribosomal protein Thx

28%

. e —
Chain QU: 48% 40% 12%

e o o o
N ® ~ ] ©
- - o o
o e - =

e Molecule 21: 30S ribosomal protein Thx

G2
KS

16%

. —— e
Chain XU: 44% 44% 12%

° ° oo

o - am ~ ©
oM el R sl - o 5]
[~ BoEa o [ i

e Molecule 22: tRNA fMet
3%

. -
Chain QV: 73% 23% o

[ ] [ ]
© O v NI O EHQ EEN O O mEE® © mm ™ 2] B o
= a N N ™ & S 9 10 e} © © © ~
o D<o [SHC] < D oo (L= o =] o o <

e Molecule 22: tRNA fMet
38%

. I —
Chain QW: 29% 49% 22%

[ ]
= o m 0 © N~ - < 10 ™ & 10 N o o
m m m M m m & < 0 10 10 10 0 10
B O D - D = O o - o w DD - <

U174

G30

_‘

|
612
c13
At
622

|
@26

e Molecule 22: tRNA fMet
3%

. -
Chain XV: 78% 19% -

[ o
oS 0 0O o
(] - AN
o o PO LoD

o Molecule 22: tRNA fMet
48%

. = ——
Chain XW: 52% 39% 9%

© O mm O mms 0 mmO mm©o
o 0 0 © © © ~ ~
© = < =} S O o <



AWAG

wwPDB X-ray Structure Validation Summary Report

Page 40

690

1,90

™ 10
© © ©
B B O

09n

8aY
LY

gqan

By
e}
=]

€8

L

67D

o0
~
=+
=)

9%D

1

LEY

0000000
©
=1
©

10%
10%

22%

25%
30%

24%

30%

35%

52%
[

45%
35%
35%

e Molecule 24: Host inhibition of growth B

25%

®
5
7%

n ©o
-<u-

e Molecule 23: messenger RNA
e Molecule 23: messenger RNA

Chain QX:
Chain XX:
Chain QY-

CT6H

98T

8L

6.1

9.4

TLN
oLy

L9L
991
<S9S
YoM

99d

€91
4’8

0SI

©
<
~

e 971
i

e ThlL

[t}
[
=4

™
!
~

22%

25%

52%

31%

e Molecule 24: Host inhibition of growth B

Chain XY:

L9L

€41

o = o
0 10 10
H oo

®
@
<
=3

e 991

®

10
<
(=]

1572

TPL

[
~
™
H

0
2]
=]

() ® @
N © <+ bl (v}
©0 - - o (3] (]
] e > < = A

9.4

€LY

e T.N

-
o)
b=

8%

30%

60%

5%

e Molecule 25: 23S rRNA
Chain RA: -

81TV

91TV
STTH

802D
Locy

8610
L6TY
96TV
S6TV

S810
%810

8TV

SLTD
i ZA %]

el )
¥9TD

€%10
{445

8€TH
V.ETD

9ETH

0€TD

LTTV

0Z10

8TTV

€11D

8010
LOTD

[da %]
T0TD

F

6D

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W



AWAG

wwPDB X-ray Structure Validation Summary Report

N~ OO
+ 9 & 10
NN
BB O B

+H

Page 41

Cum

dELTO
FgLen
nmmuu
€LTH
TLTD

® 0Jrlen

Nommb
boLezo
d0.Lzd
e 00Lzn
noLen
10420
Momuo
D0LTO
momun
00420
momuq
6920

[ eoed |

L9¢d
1

192D
09z¢H
1

qgaey
vach
€820

S¥eh
4zl

l444]

ggen
4

62TV

8TTY

seey

(444
1144

68€D

S8€D

£8€N

08€eN

YLEY

S9€0
%9€0

HEOEN

VEOEY

89eNn

9G€H

L3

OYEY

L

19€D
0vEV

8€ED

(434 )

0EEY

91€0

TIEY

60€D

68TV
8820

¥8cn
€82V

8.2V
®

TTed

L1980

6090

S0SY

008D

¥6%D

£8%V
[4:i4)

08%V
6L%V

96%0
i g

8vvn

L}

8THY

(4344
119D

60%0

L0%D

S0%0
%0%0

109V

96€D

v6ey

26€0

029D

L19D

ST9D

L0910
9090
$S090
%099
£09V

109D

869D

690
£69D

068V
6890

1890

1

£89D
289H
189D

L1899
9.80
SLGY

€L9D

049D

9980

€99D

989D

089D
6%9D
8%9V
L%SY
9%90
S%9D

TESY
T€90
0€S9D
628V
8T8V

€290

6.90
890
|
€L90
]
899D
|
199D
099D

84990
L3990
9499)
SG9V

Nyeov

® S%59D
990

@ 0%59D
L]

D%99D
A%390

avs9d

a%390
V759D

€399V

159D

YoV

cv9D

0%90
6€£90

9€99

EE9V
TEOV

829H

L

{445

6.4V
T6LD

3

88V

§8.9
H8LY

(4744

6L.0

9LLD

bLLY
€LL0
TLLD

TOLY
0949
651D

981D
§8.0

€810
[4:VA 4
6LV
8%.D
oLV
6€.LD
0€LD
9TLD
STLD
voln
€TLD
cTLY

0Tl
60.0

L0.LD
90.LV

0049
669V

2690

£680

S880

288D
788D

6.8D

S.8D

€48D

998Y

£98Y

T98Y

1,680

4968d

8%8D

9%80

0%80

6€80

€es8n

628V

Lgsn
618V
180
€180
2180
T80

080

S08D

L6LD
96.L0

686D

9860

£86Y

816D

G169

626D

L

126D

816V
L16V

2160
116V

LLOTY

©
~
o
-
(3

8S07H

9S07H
SS0TH

6%010

SYOTV
w9019

7E0TD
€E0TN

0€0TH

LTO0TV
92070

0201V

€1070

11019
0T0TV

%660
€660

991710
S9TT0

SSTTV

0STTD
6%11D

b
k:

[4230)
9110

6ETTH
8ETTH

9ETTH

0ETTN

9TTTV
STTTH

[443%]
PIT1D
€1T10
[4%3%)]
0TTTD

90TTH

TLTTD

99CTH

¥9C1D

LSTTO

£9TTV
[4°14 %)

¢¢mﬂu
izaal
0veIn
6ETTH
8ETTH

9ETTH

€ETTO

8TTTH
LTTTV
92TTH

€121V

0TCTV

v0TTIV

10210

S6TTD

06TTD

L8TTD

98TTH

OLTTD

69TTD

CTE6ETV

98ETD

6LETY

vLETD
ELETY

89€TH
LOETY

SOETY
¥9€1D

T9ETD

8SETH
LSETN

SSETH
peeETY

L3

62E€TN
8TETH

61ETH

Y1€10

0TETH

80€TY

€62T0
c6TTIN
16210
06210
68210
88210
1821V

S8CTTH

£8CTTH

18219

TLTTY

8L¥TD
LLYTY
9L%TD
SLPTD

L9%TD

¥9%1D
£9%10

19919
0971V
638%1D

SS%TH

E£SPTV
15910

SYPT0
) <¢¢“ﬁ<
[444%)
135443

LEVTD

oTHID

1142%)
0Z%10

8T¥1D
PAS AT

i254%)

80%1D
LO%TD
90%10
S0%10

£0%10
(A
10719
00%TD

96€TN

Y6ETN

9881V
S$8ST0

28ST)

8.8T0
LLSTD

i

89GTH
L9GTY
99GTV

i

L8810

PeaTV

893910

L

SYETV
¥HSTD

cvaeTd

8€GTH
LESGTD
9EGTY
SEGTN
YESTD

3

§24eTH

TTSTd

STSTO

0TGTV
® 60STD

+

T0STD

9671V
S6%TV

€6%10

0671V

88%TH

¥8%1D
€8%1D
[434

EPLTD

SELTD

CTELTY

STLID
8TLID

TOLTY

L

9697H

£6970

6891V
88970

%.91D

6991V
89971V

G991V

Y391V

[4:1214 )

87970
LY91D

Tvo1d
TPOTV
0%970

9291H
§29T10

{4422 %)

Y191V

80971V
L0910

€097V

86STD

S6STH

R LDWIDE

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report AWA4G

Page 42

719810

® L¥8TV

8€8TD

SE8TH

6281V

2T81H

9181H

71810

CTI8TY

€9L1H

T9LTD

6SLTV

$SLID
€8LTD

0S41D

6%61D

LY610
9%610

6E6TN

LEGTY
9E6TV
SE6TH

626TD

02670

8161V

9161V

Y1610

9067D

€067TD

0067V
668TH

0681V
6881V

£881H

08810

TL8TV
04870

79810
mwmﬂa
ve8TY
€481V

vL02n

190TH
99020
S902)
%9020

19029

880y
L30TV

T80TH
TS0CY

£%020

8€0TH
LE0TH

£E0TY
C¢E0TH

0€0CTY

L20TH
9202d

£202H

0ZoTy

ST0TY

0T0ZH

66610

£6610

16610

-

TLETY

0L6TY

896TH
L9610

8%1TH

® 97120

%120

0%120

YETTY
® €€1ed
@ <ceren

1€12H
o
® 62120
o
® LT1TD
(]
®

i434)]
€21TH

0Z1TH
611CY
81120

ST1CH
22141
€110

80T2D
%0T2D
€0T2D
coten

66020

L6020

16020

.80TH
98020

£80CH
280CY

§.020

Eidan
v¥cen
gveen

6€TTH

L

SETTH
¥€TTH
gecen
cegen

i

ta44
i444)]

L122H
912TH

012TH
86TV
L6120
961D

€61CH

16T2H
061CH

L812H
9812H

8LT2T0
LLTTD
9LTITY

YLT2D

cLIZn

L

0LTCY

@ 8912
L91en
9912H

6ST1CH
@® 8SITV
LSTTH
SST1TH
¥4T2H

S9€TO
¥9€Th

0S€TO

LYETO
9YETY

vheen
E£Y€TO

SEETY

vEETD

8TETY
LTETY

STETH

+

9T€TI

v1€2D

[4341)

0T€TY
60€TY
80€TH

90€TD
S0€TY
T6TTH
1622

88TTY

§82TH
%8220

6.2TH
8.TTY

9.TTH

eLeey
cLeen
T.2TH

69TV
89TV
92TV

9veTTH

99%C0

coven
192D
09%2n

88%CH

bcia]

0%%2D

8ewvecn

SevTY
vEVTY

L3

474
veved
ecven
(44441

02%cd

S1%CH

15441

L

90%2n
S0%TH

€0%20
@ 20%Td

96€TH
S6€TO

L3

£6€TY

S8ETO

£8€TH
T8ETH

LLETY
9LETY

S9€TH
¥9€Td

998V
v9sTy
£9820n
c98en
T9sTY

8692
LGSTH

vagen

8%9TH
LvSen

a4

pXacta)

€249TH
[44:141)

61820
818TY
L1820

+

20STH
96%20
¥6%2D

£6¥2n
c6ven

8.L¥%TV
LL%TD

SL%TO
2544

TL9TD
0L%TH

L9%2D

S99V

co9ey

6592H

§4992H
vaoTy

Ly9zN

S¥92H

0%92H
6€£9CY

9e9zN

0€92H

10920
0092V

T6STH
16520
0682V

9882D

v8gen

08820

8L8TH
LLGTY
9L8TH

€L89T0
TLSTY

69592H

L962H

§8.LT0
¥9.Len

1829
08.LTY
6%.LTY

L7LTH
9v.LTn

¥9LTD

SELTH

=

crLTn

€04T0

"

08920
6.L9TY

€L9TH

99920

6598TH

£9820
TS8TH

0882V

9%8TH
S¥8TH

cv8cTH
SE8TY
v€8TH
® £€8ed

828T)

1

TT8TH

@ 808zN

..}

88.20

L8.20
98.z0

¥8.20
£8.LTH

18.LTV

8L.LTY

SLLTY

L68zN
96820

S6820
768CD
£68TH
o z68Ty
16829
88820
hmmub
08820
6.820

§.820

TL8TH
1,820
04820

£9820

0982V

: 23S rRNA

e Molecule 25

7%

31%

60%

5%

Chain YA

© ~
<=

0zTIn

TOTD

L

8Ty
L2d

L1D
91D
S19D

60

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report AWA4G

Page 43

0%Th
6€2N

+

62TV

LTV

(444
i394}
0zTH

81TV

91Ty
STTH

8020
L0TY

F

8610
LBTY

L

9810
¥810

28TV

LLTD
9L1H
SL1D

»a1d
671V
8¥%10
Ly10

{447

(023
6ETD

PETD
€ETD

8TT0
LTIV

062D

8820
1820

€82V

6,20

4€.L20

S0LTH

boLeo

NOLZTD
noLzn

|

S9TY

€920

1929

¥92H
€820
T8eTh
14
082H
6%20

L%2H

474

60%0

LO%D

96€D

260

68€D

+

€8€N

0€9ED
g€9€D

29en
T9ED

9G€D

TGED

0sen

OYEY

L

TPED
oveY

9€ED
SEED

ceEY
TEEY
0EEY

L

7434

0ZeY

T1ed
TIEY

60€D

L0€D
90€N

F

L1620

9TsY
etaeinl
¥Tan

819D
L7190

c19d

6090

S09V

86%D

S6%D
¥6%D

¥8%D

£8%V

(454

08%Y

€L%D

0L%Y

99%V

£9%H

1990
09%V

8G9%D
LGPV
9G6%0

i2ia g

1890

8¥%N

i4%0)
544

8THY
LT%0

een

A5

(434
TT%D

(475

k

9€9)
SE€90

£E9V

0€9D

LT9V

ST9H
%290

ST9D
e 7©1on

Y6099
609V
809V

9090
S090

€09V

£69D

069V
6890

048D

£99D

1999

989D

+

LESD

£€9D

0TLd
6040

L0LD
90LY

%0LD

T690
169D

8891
1890

L

¥.99
€L90

899D

099D

84990
L3990
9499)
S99V

TS890
159D

L%9D

*

S%90

ST80

618V

L180

2180

080

§508D
861D
L6LD
96.L0

€6.LY

*
i
L

68.LYV
88LV

S8.LD
T8LY

9LLD
SLLD
YLLY
TLLD

89.LH

Ll

TOLY
094D

98.0
SG.LD

€8.0
[4:7A J

oYLy

6ELD
8ELD

0€.LD
9TLd
STLD

woLn
€TLD

LTLD

zcen

3

816V

916D

7160

T16Y

+

L060
9069

€060

2060
TO6V

968Y

7680

068Y

@ 888D

9880

288D
1889

6.8D
8.8V

9180

998Y

298D

9680

878D

£€80

T€8D

3

T8N
ozsen

11494

8T0TD

€T0TD
21070
TT01D
0107V
6007V

L00TD

F

6660

86D

F

9L010

€90TH
901D

9G0T1H

[

<+
[re]
=]
-
-

£80TD

1S0TD

67070

L%01D
9901V
SYOTY
¥%01D
€%010
14495

L

9€0TH
SEOTN

£€0TN

T€0TD
0€0TH

8Z0TY

92010

69TTD
89T1H

9911D
S9T1N

SSTTV

VTHITV

15497

6ETTH
8ETTH

9ETTD

L

0ETTN

8TITY

9TTITY
STTTD

14435

0Z11d

LTT1D
91110

Y1110
€TTI0
(4337

OTTTd
60710

90TTH
SOTTN

COoTTd
T0T10

® 66019

L6010

680TD

99CTH

%9C1D

[444 )

9821H
et 1)

€8TV
[4:t4 %]

0821d

SYTID
132931
0veIn
6ETTD

1€21D
0€TTD

9TTTH
§TTT0

0ZTTV

81210
L1210

L0210
90TTH

voTTY
€0TTH
[duan
10210

S6TTD

16119

06T1D

88110

SOETV

09€TY

8GETH

SYETD

TYETN

6EETH

9EETY

E€EETD

0EETD

8TETD

TTETY

6TETH

LIETY
9TETN

YIETD

60€TH

COETY

L6TTO

€610
26210

06210

wipin

S8TTH

8LTTV

SLTTY
vLTTY
€.T10
TLTTY

04210

SLVTD

LOVTD

T9%1D
09%TY

8G%TD

il A ]
vevINn
€9%TY
18710

V6% 1D
67V TV
8YVID
SYPTO

VPPP IV
YPPID
LEVTD

€EPTIN
CTERTD

T6ETN

v8ETY

89€TD

vLSTO
€LSTD

0LSTY
69STY
89S9TD
L9STY

L

6G9TD
8GSGTY

vaaTv

6%910
8%310

L

SPSTV

€PaTY
ZhSTd
Tws10

SESTN

1

8281V

9281d

2ec81d

61STD

STST10
1810

0TSTY

S0S8TD

T0S8Td

+

£6%10

0671V
68710

L

S8%TD

€8%1D
871N

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report AWA4G

Page 44

9691D
S69TD
76910
£6970

88910
891D
98910

SL910

LS9TD

YSoTV

L

8%910

6€9TN

8E€9TD

YEITY

8191V

Y191V
0T9TV
6091V
80971V

66510

L

S69TD

F

681D

8
+

68TV

0z81Nn
6181V

S08TN

T0819
00810

LBLTD
96.10

T6LTV

98LTYV

P8LIY

T8L10
08LTY

8L.L1IN0
€LLTY
Y9L1D
€9.1D
TILTY

8GL1D

SSLTV

|

€PLID

E€ELTD
TELTY
TELTD
0€LTN
6CLTY
8CTL1D

0TLTD

00LTY

LEGTY

SE6TD

€E6TD

6C6TD

6161V

906TD

S06TD

€06TD

006TY
668TD

688TY

L

88TV
£88TD

8.L8TD
TL8TY
TLBTV

698TD
981N

T981H

6G8TY

L

va8TY

8%8TY

9%8TD

%810
£%8TD

8E8TD

SE8TD

%020
£%02D

Tv0Cn
0%02D

SE0TD

€E0TY

Lg0Td

3

gcoTn
200
ocoTy
610CY

6.L6TD
TLETY
TLETY
0L6TY

896TD
L96TD

$961D
£€96T0

GS6TN

CTG6TY

lq141

81120
L1TTV
9172d
S172d
4214
€11en
[4314)]

8072D

9072D
@ S012d
@ ©01Td
€072D
coten

0072d
66020
86020
L6020

L8029
9802n

£80TH
80TV

080ZD

S.020
vL020

TL0TH

69029

499020
%9020

90Ty
T902H

S502D

9%02D

80cTTNn

861CY

Hill-

8.12D

0L1TY
6912V
8912H

S912H

2T91TH
19120

@ 6G12)

® L41ed
9612H
SSTTH
@ ©S1Td

@ TS12d
@ 0§72n
@ 6%12H

9%12d

15214
0%120

€ETTD
@ <ZgrTn
e T€1TH

3
=

b
i
3

81€TH
LTETO
91€TI

Y1€TO

60€TY
80€TH

v0€TH

20€TH

762T0

262TO
16220

682TD
88TV

L

€82Td

L.TTH

S.gTd

TLTTH

0.22H

L9TTY

%9220

19220

9%cTd
Svcen

6€TTH
8€TTH

[421441

822TTH

92TTH
sgeey

€120

ST¥TH

115441

60%2D
80%2n

v0%2d
€0%2D
20%Td
T0%Cn

96€£TH

£6€TY

06€TN
68€TH

S8ETI

£8€TH

T8ETD

LLETY

99€TH
¥9€TO

TogTY
09€TY

LSgTN
9GETI

vSeTH

0SE€TD

veETH
0EETD

62ETH
8TETY

STETH

96%TD

£6%2n
26%2n

06%2H
68%CH
88%CY

98%¢H

v8%CH

18%¢H

6.%2D

LL%TO
9L¥TY
SL%TO

€.L%2n

0.%2H

89%¢H
L9%2D
99%2d
99%2d

84%2H

08%ey

8YvTY

£¥%TO
[4 7474
T¥%20
0%%2d

8EvTN

SEYTY

€EbTY

13

665TD

16520
06STY

9892D
T862H
0892n
6,920

L.STy
9.82H

€.82D
TL8Ty

695TD

L9STH
995TY

voscy
£€992n
z9szn

LGSTH
9G682D

vagen

0682H

iagcta)]
£%92H

0%S2d

GESTH

bescy
£ESTY

Tesecy
0ESTY

8cgTn
LT8TO

49cseTd
819CY

€19TD
C18TD

S0S8TH
208TH

T0S2D

TILeY

S0L2Y
%0.2D
€0L20

66920
86920

£69CY
26920
16920
06920

88920
8920

¥89zn
£8920

6,92V

€L92H

9992V

414

19929
0992y

3

7392V

TS92)
19920

8%920
L%920

S¥9¢H
€€92H

0€92H
629CY

L1920

1920

60920

c09zy

S6.TH

@ T6LTD
16.20
06,2V

L8.20

T8.LTH
18.TY
08.2H
6.L.z20

9LLTV
SL.LTV
¥LLTD
0LLZD

S9.LTV

€9.2H

L

63.2H

L8.Lgy

67.2V

i
L

i Zkan
mﬁmuu
cwmuq
SELTH
YELTY

CTELTH

0€.L20

9T .L2Nn

¥TLTD
€TLTD
TTLTH

6T.LZD

882N
78820
08820
6.82D
S.820

T.L8TH

04820

19829

0982y
64G82H

498TH
£468TD

088TY

S%82H

L

6€8TD
8€8TH
LEBTD
9€82N
QE8TY
vE8TH
€£€8TH

0€8TD

828TH

£28TY
228TH

0c8ey

L1829

41820

T182H

608CY

082D
7082V

@ L68Tn
@ 96820

@ ©68TD
@ £682H

55 rRNA

Ne)
[a]
D
—_—
=
[}
D
—_—
=
[ J

o
N
At

10%

23%

65%

Chain RB

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report AWA4G

Page 45

060
V68V

990
790

83V
LSY
98D

r

28y

6%
id

[474)

ovn

3

ven
€D

T€D

et4

919

- o <+
o ™ 0 - =
< (5] (5] o =]

10%

26%

-
~
o

62%

55 rRNA

2%

e Molecule 26
Chain YB

~ .
@
©

S6n

vesy
68D
88D

3

08n
6LD

SLD

LY

© o
<
<= O

€90

1571
ovn

3

ven

TED

0ed

@
IS
<

9Ty

©
—
©

€1y

7%

30%

in L2

62%

50S ribosomal prote

%
B

e Molecule 27

Chain RD

[
=

<+ 10
© ©
= a

(4229

LLY

S.I

Tl
1.0

194

£9Y

191

Y9y

TSA
0SL

8vyd

SYN
PN

152

+

SeX

€eT

0€d

8T
LTL

Q‘IIII
II N
H

¥1d
€14

2!

6972
8974

9910
S9TI

68TV

LGTYH

TSTH
0GTY

8%1d

ov1a
SHTA

E€¥TH
(47478

0%TL

8ETA
LETd
9ETI

€ETT

TETT
0ETY

LTTA

Ll

801d

9071

T01d
001D
660
86A
L6A

by
)
|

T6I

98d

[X4S

T.2I

89z
L9Ts

69CL

j444'

[474°)
T9Cd

508 ribosomal protein 1.2

6€cH
8€TDH

SETH
8¢cd
£12H
21es
1128

cogy

-

161V

68710

£8TYH

e Molecule 27

1812

PLTI
E€LTA

28%

62%

@ o
INy]
V)

Chain YD

¥9I
€94
[428
693

sy

0SL
671

9%h

6€1

SEN

~
o
B

I

0za

8TA

€6TA

*

781y

SLT1

8974

991h
S9TI

€97V

LSTYH

A

TS
05T

8%13

ov1a
SPIA
PV
E€¥TH

*
Ll

PETH

821D

601a
801d

GOTI

(401 %’s

3

86A

3

¥6'1

884

g8a
4°28

E€LTH

TLCI

6924
892

1

T9eH
09zcH

444

50S ribosomal prote

(4744

8ETH
LETH
9€TH
€ETH
744
j144 N

£1cH

9021

021

TOCH

L61D

12%

36%

in L3

50%

3%

e Molecule 28
Chain RE

[4§

08D
691
8%

R LDWIDE

Eid}
SYL
i%472%

0va

8EL

sel

1548

O

erbDeBe

PROTEIN DATA BANK

W



AWAG

wwPDB X-ray Structure Validation Summary Report

Page 46

*

9LTI

TLTE

S9TA

09Tk

SGTH

1

TSTX

SYTH

+

SETH
PeTI

1TV
0E€TH

8TIs

(44 ¥

0TTH

8TTY
LTTH

+

€114

TT1Y

€010a

S61

680

98d
98N

082
6.4

e %oy

coecyH
1021

50S ribosomal prote

86TA
L6TI

TEIN

681d
88TA

7814

in L3

e Molecule 28

9%

40%

49%

e N EmY ©
M o M M
(SN om

4%
-

Chain YE

oo™ N~
IM uf>

vid

®

[
©
i~

® 09N
® 69A
894

e #Sd

TG4
08D

© o
&
o g

Eid
ShL

(474

0va

8EL

10
Il
S

S9TA

09TX

SGTH
HSTH

[4)5'}

Ly1d

SYTH

EYIN

YETI
€ETH
CETH

0ETH
6CTH
8TIS

0ZTH
6TTH

LTTH

PITV
€114

SOTL

T0TY
00713

L6

961

€64
6L

06L
680
889
L83

84

083
6.4

9.4

50S ribosomal prote

e ©oTy
® €0TY
20Ty

002H

86TA
LBTI

€619
TBIN

3

L8TY

981Y

*

811

e Molecule 29

6.12

€LTA

m L4

8%

ot

32%

59%

Bl

40/0
L

Chain RF

18d

Ll

6.0
8.I

™
©
3

[4:1

6GK

994
S99

9P

8€Y

9EA

YEM

2e1
T€H

114

®
o
q
i}

~
-
[

0Td
61
80
LK

<"-
=

0471

S9TYH
p91d
€9TA

3

LSTA

€818

8%11

£PTV
(4741}

0711

8ETH

9ETL

YETD

6cT4d

98D

£84

(04

TOTA

9671
9670
P6TH
€6TA
T6T1
T6TY
0672

€8TA

508 ribosomal protein 1.4

e Molecule 29

10%

35%

54%

5%
L

Chain YF

+

89%
490
99d

(4L
19D

© 0 ~
< 0 0
B ] =

©
s
5

[N ]
< <+
< X

@
™
=

9EA

3

[498

0€d

Lza
Ty

£2a

114

612
8TY

61
80

-
©
%

9A

6%1a
8¥11

evIV

8€TH
LETH
9ETL
SETA
YETD

6214
8CTTV
LTTE

(4458

6174
81TV
L17d
911d
STTV

CTTH

(9%

9074
SOTA

€07y
201d
TOTT

661

LO
)
~

©
©
=

0 ©
©
[T]

v8A

[
~
©

LLa

S0cH

€020

TOZA

9671

Y6TH

[41%)

508 ribosomal protein L5

0673

e Molecule 30

O

R LDWIDE
PROTEIN DATA BANK

W



AWA4G
34%

61%

wwPDB X-ray Structure Validation Summary Report

3%

Page 47
Chain RG

. osW 6L7d | g9t 293 TETY
a8 [ | ° T9TL T9H
B T e B
€8y
| g8l 997a “. 783 83TV ) % ° 8gTd
183 [ | 3 084 [ | ) e laa Le1d
| o0sd £9TY 6L %919 . | 9gs 9z1d
6LN LT gaTH : agd A7
| 1971 ° | zer1 o ey ¥e1E
9.8 1TV ® 2 e ¢t 1
01 ° 01 ha ) oI L71d
8aTv e 9113
89d [ | 193 1%1a 08A 1
LM 37D | 9vTA HE o e
99b [ ] . 9L SHTIL | e
| gen g & — | e TTIH
9L zh1d ® 0911 o ® 0118
€91 it 65d l [ e01a |
omz 1 ° oA 8079
aay 01 Lot
SETT | peE $ETD e 90TL
8sb e €91 | [ 078 | so11
[ | £ET1 1 TETA ® o 6€d %072
gy Ceem o i L ogmn = 8es
| pea TETA 1 6219 < LEA
m-“mq [ ] €1 wm:_ | 9gd
ggTd oy
Lo [ | 150 £2IN
[ | 0211 447
€91 6T TN
| T 81TYH o) [ ] © ©
50 L1174 — 9g) 8174 — —
| Lo
911a agm
gen aTTY .m mm,_ 911a .m .m
| oen (2331 aTTY 681
oey [N 5 v W 5 S o om (e
[eea | 2iid b oex ETTH b b o @i 18T
ve1 TIT1 oN 8 QI 21td & oF o A 983
Loty TTT1 | ged [ a8y |
mﬁ 60TA 2 @ TN Loty S S [4%) 88
oed | soTN m 9z 60TA m R m 12d £8%
62 L0T1 e} 1 | gomN o 3 TLT1 o ) (41 e I8
| sea [ | n 0z1 L0TT n oLT¥ n & e 7183
2 vora 2 | Ceor1 2 ot R ® e
[ | = oty S0TH oI ) |91 ® 891d = 918
1071 = STA %012 =5 e SIA 1 e STA 8.9
00TH @) p1d 0874 0 o o I SoTY 0 = | w10 I
m e1d | 6L1d | m €84 «m; m « ey
| e 8L14 e 28 aLy
aTA = /o- 11X 264 AT - e 183 191D = ° |
far:! 3 oty 9LTT .~ o08s 09T ° TLI
M ¥ 64 i GLTT o mE 6513 o ° I
(<) s pL1E <] M | 8QTH <] - ° 8d o
= m gos I = m [ st s 3 m o 691
O LTV 3] 9 5} e o 89L
Cen < s 06 i3 D mmsm oo 7 ol
06T o = va | e 991a o .= 2 | o =2 e 999
[ess | eem = < 881 fesmm = < e 999 = S e SoH
881 187Y -~ 7914 = o e o ~ e s 791
| u8a  [ogral e @) €91V ° &) | owe1 ° &) - €9s

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W



AWAG

wwPDB X-ray Structure Validation Summary Report

e Molecule 32: 508 ribosomal protein L9

Page 48

® 0.1
69TA
891d
L9T3

SOTV

3

6912

0GTV

8¥1I

PIA
£VT0

® O07I¥

14%

9%

29%

59%

Chain RI:

00TV

86V

6.1

® 9.L

PLN
€.3

t

{428

093

LGY

1

TSI

9HTY
SHTA
[ w1 |
£%1S
THTA
o R
0%TT
|
L87d
9£TA (o))
f =
TETH m
<5}
0ETR =
® 6TTL 5]
=
° o
—
. =
o Q
w
@}
0CTI ..m
—
n
=)
° 10
PITT .
[aN]
° [am)
<5}
-~
=
[}
<5}
-~
® SOTH [}

10%

L

29%

59%

3%

Chain YI: m

G631

L84
98L

T8A
08d

8LL

® 9.1

0
~
=

TLT

694

o8

68V

(]

f4ct |

£¥N
[443

LcH

T2A

6TA
8TA

STA

cT1

3

8d
L3

ST

€A

4478
® E€¥Is

1345
0711

8ETI

9ETA

3

TETH

8TTT

9TTR

0Z1I

L1173

1]

LOTA

e Molecule 33: 50S ribosomal protein .13

SOTH

ToTSs
T0T1

86V

20%

75%

Chain RN:

SETd

TETD

621d

Lg1a

231

T11d

90TH

+

76H
€6L

061

18T

281

E€LL

993

€9L

e Molecule 33: 50S ribosomal protein L13

25%

69%

Chain YN:

6CTd

STTH

5

61TH

90TH

661
864

S6d

883
18T

19T
993

€9L

98N

0sa

»
<+
[

oA

va

64

LEN

LETH

SETd

1T

e Molecule 34: 50S ribosomal protein L14

—
5%

32%

63%

Chain RO:

€07V

664

263

08a

8LY¥

LY

R LDWIDE

O

PROTEIN DATA BANK

W



AWAG

wwPDB X-ray Structure Validation Summary Report

Page 49

L Tert 8711 oLb STTH
TZTA I | LRy
[ | L9H €ITh
. 8TV 091 o gv1d [ ] . T11E
— . 1 ‘0 65T 1 9N e o0s1v . Cona
& 851 2 6%13 o 0TTL
£TTH I THTY © 8511 3 60TA
| | [ w1 | |
8018 o qqy 8T 091 9%TA 90TA
| & %90 Clem | N | oesT 1d
o s07d - €99 97 ® 8L . wprE
wm_ %074 I mmS I €519
€01V L Twin %6
[ | 05y 9zTA agy 191V R | g6&
861 | GzIA — EX 269
164 245 N 164
[ ] | seTT 194 06A
T6d TeTd 0y 9518 68N
167 6%4 | eerT
[ | £%) 8vd BETY
88N R Ths . owa [ |
181 EN 15 aTT1 N 9%} 8TTH
| ® [ oS PITI 5 |l
08a 63 £TTY 9ZTA 6.1
| oeLd | esb [435%1 zvs SzTA 1
8.4 LD T17Y THY 52T
[ | 9e) OTTA 0%Ss — GLL
G 1 6079 6€3 | wLE
£ey [ | 9119 £Ld
ST 0 zEL Yo eey e © |
— — . o1ev — ZEL HITI — 991
— m:_ — 0EL £0TY — o1V — 994
[ eed | Z0TY 08L
= o 808 g 8zo I B~ | ex T =
w w.n m LTH m 829 ® OTIX m
g g 920 561 g S e S <
= e azs = 929 80TY = &
n - e W - . I - |
— — | oged — zTH —
© 8 < [44) 68 © G011 © awh
= | g - | = ° | = o
Q GEN Q @ 98) Q Q TOTA Q 521
2 I i 2 o i
) 62N fila) €8A e} PASS s} LET LETA
— 8zS — | ey = — 1 9ETY
L et — 1 = 180 = = ve1 se1a
TTTA wn 14t [@p) |08k wn %68 wn 1 | opeTd
) [ | o ° 6.4 o e €IN [ | o 52D £ETY
O zel L0 zTY 1 1O 34 180 1O €29 1
& [ | s 119 mt s I & zed 0ETY
6TI /o- 0Td ° ° 12l 6TTL
o [ | DCEE I zld o 8N QLR 1 me
<] ~ ST (<) o [ (<] L £8A <] s 774
= ®) 1 = A L4 0Lb = ol L4 e = c e €ZTH
g e -S £ ~ [ et IE 2 e [ et ] ms g ~ ms ]
<2 < sa 89 < aa < 0211
o B @ o .5 Esa S .5 s swr o .E ox  [ewml
M < vd M < €1 M < €1 [ | M < 1 8111
= 1 = [l e oow o 0a1v = oo eLd = 21 Lo
[} o TH ® O ™ |op9d o 6%1d ° (@) ™ TLA ® @) e W 911d

9%

30%

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W

57%

Q/ i

e Molecule 36: 50S ribosomal protein L16
. B
Chain YQ:



wwPDB X-ray Structure Validation Summary Report AWA4G

Page 50

COTA

8631

26D
162

68N
88D

983

£8W

LLY

€Ld

L9¥

994

€9

09y
684

3

GGA
il

TSA

i)

SEA

TeQ

Ll

i£4)

619

1

(41]

e Molecule 37: 508 ribosomal protein 117

——
6% -

24%

69%

Chain RR:

8EA

+

€eY

621
8¢1

L1Y4

e Molecule 37: 50S ribosomal protein L17

——
6% -

24%

69%

Chain YR:

9111

7170
€111

3

901D

6631

L6A

€81

8.4
LLY

<
~
x

S91

-0 I~ 0 mm
< 10 © - - o (3]
o Qe 71 ©v e A |

o
-

e Molecule 38: 50S ribosomal protein 118

o om
5% oo

32%

61%

4%

Chain RS: -

L6Y¥

P61
€64

069

S98A

081

8.1

221

Tl

L9¥

S9A

29N
TON

961

Tas

6%A

42!

6€I

LTS
9¢1
GTH
1

Tl
ocy

aTd
YIA

e Molecule 38: 50S ribosomal protein .18

e 111

807D

L0TH

€073

6631
86A

8%

@ -
© ~
II g IIl= II

37%

54%

7%

Chain YS: —

£8)1

™ <
(S
o

L9Y

[4D8

o
©
>

84T
L8%
96T

91

Tss

670

L1

9EX

[
I3l
[

AL

YIA

T

o
0 ~ @ =
12 L] ~

2!
~

[
0
=]

e Molecule 39: 50S ribosomal protein 1.19

L64
969
S6H
6L
£631
T6L
T6d

780

2%

Chain RT: &

e+ 6%

38%

52%

©
I
a

88I
180

1

€8I

088

8LT

9.4
SLI

+

198

TOL

09L

8GN

96D
96N
sy

3

67A

Y

6€Y

SeN

0gA
624

¥ed
a4

0zd
61T

914

0TA

831

91
Sy

2!
[

®
TH

LETH

® 621d
8cTd

er4 s
vcra

11433
8TTY
STTY
0TTI
6073
9018
S0T1
2oTI

661
8631

964
S6Y

€64

T64
060

R LDWIDE

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report AWA4G

Page 51

e Molecule 39: 50S ribosomal protein 1.19

.« 6%

8%

31%

55%

5%

Chain YT: T

@
©
=

80

281

9.4

~
©
7!

S9%

oL

o
©
=

8GN

sy
€94

T84
08I
67

6€Y

SEN
veA

I
®
>

o
®
=

LETH

® €€1d

0ETY

1

e Molecule 40: 50S ribosomal protein L20

11433

8TTH

Ll

0T7I
6073

90718

YOIN

661

L6V
964

269

060

2%

Chain RU: &

28%

68%

074

+

e Molecule 40: 50S ribosomal protein L20

L1TD

20/0

Chain YU: &

25%

69%

e Molecule 41: 50S ribosomal protein L21

L1T0

225
€11V

2013

00TA
66V
86T
L6a

S6T
w6N

w8y
€8T

5%

10%

46%

40%

3%

Chain RV: ™

041

00TYd
661

961
S61

€64
6L

06d
68h
884

989

w8y
£8Y

—
@
=

©
~
i

e Molecule 41: 50S ribosomal protein L21

12%

42%

43%

4%
Chain YV: ™0

€LS

TLT
041

994

YoH
€9D

68V

el )

8¥%D
PAZ N
ovA
SHL

l44)

0%1

8€1

9€d

€EA
CTEL

8z

{44\
4

611
811

91d

10
—
2]

B+
+

+
-

00T
661

1

%61
€638

680
L8H

989

[4:1
1329

8L
LLY

S.d

e Molecule 42: 508 ribosomal protein 122

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



AWAG

31%

++1

65%

wwPDB X-ray Structure Validation Summary Report

20/ il

Chain RW: ™

Page 52

90TI

COTH

00TL

©
)
=1

+
D
a

o
2
[

=)
©
<

© o
©Q ©
[}

)

o ¢
© ©
a =

LYA

SE€I

8%

28%

64%

40/ o

Chain YW: ™

+« o
B3 -

e Molecule 42: 50S ribosomal protein L22

961

884

281

08d

8.4

vLY

TLA

993

99T
pon

TON

88V

+

LYA

<+ 10 ~
- .
Ao =4

€18

18%

75%

e Molecule 43: 50S ribosomal protein L23

Chain RX:

08I

9.4
S.a

T

199
991

+

094

S

-

083

e Molecule 43: 50S ribosomal protein L23

8¥d

E¥A

owd

LEL

SEL

Lzl

1S

8I

7%

(NN ]
10 © N~
© © © ©
m< A

6%

26%
15%

36%

66%

35%

™
p
=

15%

e Molecule 44: 50S ribosomal protein 1.24

Chain YX:
Chain RY:

69V

84D
L8b

674

LYY

PI
EYN
(478

0va

LEA

LTA

44N

3

©
-
©

11a

)
2

® ¢ 10 ~
] =

2010
TOTH
00TV
®

©
o
=

o
)
-

®
88Y%

98y
S8A
78y

28d
831

SLI

e Molecule 44: 50S ribosomal protein 1.24

TLA
T

7%

18%

1%

32%

15%

Chain YY:

8LY

ks

094
63D

Lsb
99d
GSA

Tss
TSA

R LDWIDE

e 8¥Y
@ L¥i
® 9%

wrI
EYN
[47%

0va
6EA

+

SER

N mE_ B0 00N~ om0 DO
o [t} ) A dd o - ISR
o = 55 EE s 2 W Xom o=

O

erbDeBe

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report AWA4G

Page 53

[ K] I < © ©
N © © @ Q ©
(SIS [N ~ " B

€0TD
[ a0

00TV

Y
<2
=

o
@
=

=
[
e}

e Molecule 45: 508 ribosomal protein 125

15%

12%

32%

40%

7%

Chain RZ: T

8GA
LSI

¥SH
€91
[4:1
18V
674
Sva
71

9€Y
SeY

92D

w21

614

S1d

i
€14

9971

0871
6%1S

L¥1D
911

Y911

e 0%1a

8ETH

SeTd
YeTd
€ETI

0€Td
6C1S
8CTTA

S¢T1
{42}

[441S

9TTA
ST1D

0T1H

® LOTL

b
+

€07Y¥

762

26S

06A

SLTA
YLIA

TLIV

9918

o1V
€911
(415

e Molecule 45: 508 ribosomal protein 125

091D

7%

Chain YZ: e

11%

9%

32%

48%

8GTd
LSTT
9GTH
SGT1

*

TSTH

(445

*

e Molecule 46: 508 ribosomal protein L27

27%

68%

4

5%
[

Chain RO:

+

6%1
8%D
L¥d

Svd

€%L

LET

0EA

Lg3
9Tk

€2A

oz

81V

4%

s

b

e Molecule 46: 50S ribosomal protein L27

®
~
a

10
B4

2!
o

———
5% -«

36%

56%

6%
[

Chain YO0:

€8d
284

08H

LLY

CEpLl

(A

e Molecule 47: 50S ribosomal protein L28

9%

39%

49%

5%
[

Chain R1:

O

R LDWIDE
PROTEIN DATA BANK

W



Page 54 wwPDB X-ray Structure Validation Summary Report

AWAG

w0 © o mm ~ o —mm © = © - < 10 © N~ )
N I =l ] o ® o ™ @ o <+ 9 & & 0
wmg > < =] (2] N = © o A= Ao =
o000
@
]
i

K25
G28
T34
Q42
R50
V51

K91
K92

(]
© I~ ®
oo o
e B

e Molecule 47: 50S ribosomal protein .28
6%
Chain Y1: T 57% 36% “5% -+

- - = © @~ © < © mm < .
o ¢ ~ o o a o ® @ <
S H ©v o 5 [ B ) >

000000
<+ 19 ©
o & O
A e

e Molecule 48: 50S ribosomal protein 1.29

Q19
G29
L46

V53
|
Q56
| ES7T
158
|
R61
|
H66
|
K69
Lo
Y71
|
V74
E75
R76
AT
K78
G79
|
E83
G84
L85
586
P87
K88
| E89
190

3%
Chain R2: 53% 29% 1% . .
[ ] [ ]
m - £ w0 "o =1 Er4 =1 [y [ = g | 4 ~ ~ o H =1

e Molecule 48: 50S ribosomal protein L29

;/0
3 T
Chain Y2: 61% 25% 7% . .
[ ]
who ~ 8 X R IQ g IBDBOBIBTEITII 2
23] ~ Ed (-9 =1 ~ -H oo o o £ ~ =1 " =1 = o

e Molecule 49: 50S ribosomal protein L30
7%
Chain R3: T 68% 23% % .

(X )
- o 0 - - @
© ~ - @ 4 0
> 2 = H = =

e Molecule 49: 50S ribosomal protein L30
3%
Chain V3: ™ 65% 30% T

[ ]
EE T = O w0 ~ Q ommm o ~mo (2]
© N =) = 3] ™ ) ® ] < & & el rel
o - © ~ - ~ - A o == - -

e Molecule 50: 508 ribosomal protein 131
25%
. E — ——
Chain R4: 44% 37% 18% .

113

~
—
N

K24
E34
E38
V54
E60

Q32
E60

WO RLDWIDE

er

PROTEIN DATA BANK



Page 55 wwPDB X-ray Structure Validation Summary Report AWA4G

[ X J [ ] o o @ [ ] [ X ] e [ ] o [ ] [ ] LN ) [ )
.- - Iﬂlwlw-lmw-l-ﬂlhlﬁM-M.-wlolm-wml
n «© - - o - aNaaa m m 3] & o 0 w '] © ©0 0 © W O O
= 3 A el (&) B >0 [ 1] A B P a e ~ o [l [
e Molecule 50: 50S ribosomal protein L31
27%
Chain Y4: 32% 44% 21% -
[ ] o0 o [ ] [ X ) e (N ] [ )
I I I Iﬂlwlwlm-lﬂlmh-ﬂ-lwlmlﬁm-(‘.“mlolul
o [To) N~ o o - - - - - oN SRS (2] m m ¥} DAl S [} 0 0 0 © ©
£ =] [ PR | [-9 e - (&) (&) - ElL 2l =] =] =0 £ [V PR [ E NG (=4 5
[ X X X ) [ ]
O N~ 0D
© W O O
m’mgl

e Molecule 51: 508 ribosomal protein 1.32

15%
. [ —
Chain R5: 72% 22% A
00000

(] o o0
o @ 0

a oo o < 10

< = = o

e Molecule 51: 50S ribosomal protein L32

H23
L25

©
Il
B

C36
Y51
Y52

10%
. T E—
Chain Y5: 53% 33% 7% . 5%
o0 (] [ ] [ ] [ ]
<5 -9 -9 £ [ 3] =] " = |3 Ay O M A A B o =l ~
e Molecule 52: 50S ribosomal protein L33
35%
Chain R6: 24% 37% 28% 1%
00 [ N X ) [ X ] [ ) [ X J 0000 [ ] 000
0 0 (2] (=] w0 o] < N~ o N <+ W0 O N~ o [3]
res 5 El= RS 5 A S e s d R HH EEEE B E

e Molecule 52: 50S ribosomal protein L33

33%
. I — -
Chain Y6: 24% 33% 28% e 1%
[ N N ) [ ] o0 (N ) [ ] 000000 [ ] [ ] [ ]
-~ ™ < 0 (] ~ (2] 0 - N~ o 0 O N~ o O
2 SEE 3 2 S A ol H B B

e Molecule 53: 50S ribosomal protein L34

2%

. = —
Chain R7: 76% 18% 6%

NN ® ©
o ) Sl <
© ~ 2] £

e Molecule 53: 50S ribosomal protein 1.34

v_|-.\-
= [N

K11
R41
R49



Page 56 wwPDB X-ray Structure Validation Summary Report

AWAG

8%
. —
Chain YT7: 63% 35% .
[ N ]

° ()
O CiENOENY BN ¢ Y= 1E] © =
wOrO A H o N 0® @ S &S
ZeaEcdex = B o cc o [ o > @

e Molecule 54: 50S ribosomal protein L35

5%

K37
T43
P44
R49

Chain RS: 40% 43% 2% ..
[ ] [ N ]

.-m . 2™ 2'2 em=agg ﬁ-alslg 3'3-:’-3 g s.g 583 sls 2 a:l

[ 2= Mo Mo R £ k=] [= 3 © o o e H XA -
e Molecule 54: 50S ribosomal protein L35

5%

. - s

Chain Y&: 49% 37% % ..

K12
R13
V22
A24

e}
N
=

R30
I41

L60
161 |
L62
P63
Y64
| E65 @

o o mm %=1
$0 0N 0 - - o
= 3] ] < < Xom

e Molecule 55: 50S ribosomal protein L36

70%
Chain R9: 62% 3% 5%

LN N ) 0000 0000 00 0000 o
<+ ) o

™ W18 © o - — ®
=@ o o H e e (A

e Molecule 55: 50S ribosomal protein L36

70%
Chain Y9: 70% 27% b

)
< < 0 rolre)
o X < o<

K31
H32

™
]
B

Q34

LX) 0000000060 o0 o
- <+ ) ~ &
© =0 9 = B - o 3]
0B X e H O o = © o

P30
K31

WO RLDWIDE

er

PROTEIN DATA BANK



Page 57

wwPDB X-ray Structure Validation Summary Report

4 Data and refinement statistics (i)

Property Value Source
Space group P 212121 Depositor
Cell constants 214.11A  453.88A 607.59A .
Depositor
a, b, c, a, B,y 90.00° 90.00° 90.00°
. 3496 — 3.30 Depositor
Resolution (4) 3496 — 3.30 EDS
% Data completeness 94.3 (34.96-3.30) Depositor
(in resolution range) 94.3 (34.96-3.30) EDS
Rinerge 0.17 Depositor
Raym (Not available) Depositor
<I/o(I)>" 1.89 (at 3.32A) Xtriage
Refinement program PHENIX (phenix.refine: 1.8.3 1479) | Depositor
R R 0.209 , 0.238 Depositor
» hfree 0.214 , 0.241 DCC
Rfree test set 38567 reflections (4.89%) DCC
Wilson B-factor (A?) 75.1 Xtriage
Anisotropy 0.146 Xtriage
Bulk solvent kyo(e/A?), By (A?) 0.29 , 87.1 EDS
Estimated twinning fraction No twinning to report. Xtriage
L-test for twinning? <|L| > =044, < L* > =0.26 Xtriage
Outliers 0 of 827402 reflections Xtriage
F,,F. correlation 0.91 EDS
Total number of atoms 297400 wwPDB-VP
Average B, all atoms (A?) 94.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 2.05% 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, 0.375 respectively for untwinned datasets,
and 0.333, 0.2 for perfectly twinned datasets.
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5 Model quality (i)

5.1 Standard geometry (i)

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

A3P, 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 | p\ (o7 #éy >5 RMSZ #ygzy >5

1 | QA | 031 0,/36346 0.80 | 11/56724 (0.0%)
1 | XA | 032 0/36276 0.81 | 17/56615 (0.0%)
2 QB 0.25 0/1950 0.50 0/2630

2 | XB | 026 0/1950 0.49 | 1/2630 (0.0%)
3 QC 0.24 0/1636 0.47 0/2205

3 XC 0.27 0/1636 0.48 0/2205

4 QD 0.29 0/1733 0.50 0/2318

4 XD 0.28 0/1733 0.50 0/2318

3 QE 0.28 0/1195 0.47 0/1609

d XE 0.29 0/1195 0.48 0/1609

6 QF 0.25 0/856 0.44 0/1154

6 XF 0.28 0/856 0.45 0/1154

7 QG 0.24 0/1276 0.45 0/1709

7 XG 0.27 0/1276 0.46 0/1709

8 QH 0.25 0/1136 0.47 0/1527

8 XH 0.27 0/1136 0.45 0/1527

9 QI 0.25 0/1037 0.48 0/1389

9 XI 0.26 0/1037 0.48 0/1389

10 QJ 0.24 0/814 0.45 0/1095

10 | XJ | 024 0/814 0.46 0/1095

11 QK 0.28 0/916 0.45 0/1234

11 XK 0.28 0/916 0.48 0/1234

12 | QL | 031 0,991 0.52 1/1327 (0.1%)
12 | XL | 036 | 1/991 (0.1%) | 0.56 1/1327 (0.1%)
13 | QM | 0.26 0,/947 0.53 | 1/1270 (0.1%)
13 XM 0.25 0/947 0.53 0/1270

14 QN 0.25 0/501 0.47 0/664

14 XN 0.29 0/501 0.49 0/664

15 | QO | 0.4 0,745 0.39 0,992

15 XO 0.26 0/745 0.43 0/992

16 | QP | 0.26 0/721 0.46 0/970

16 XP 0.25 0/721 0.45 0/970
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. Bond lengths Bond angles
Mol | Chain | o7 #Z| >5 RMSZ #Z| >5
17 QQ 0.26 0/847 0.46 0/1131
17 XQ 0.30 0/847 0.47 0/1131
18 QR 0.25 0/590 0.48 0/782
18 XR 0.27 0/590 0.52 0/782
19 QS 0.27 0/670 0.53 0/901
19 XS 0.29 0/670 0.52 0/901
20 QT 0.25 0/765 0.49 1/1007 (0.1%)
20 XT 0.25 0/765 0.48 0/1007
21 QU 0.23 0/221 0.47 0/288
21 XU 0.25 0/221 0.45 0/288
22 QV 0.29 0/1832 0.78 0/2855
22 QW 0.21 0/1832 0.75 0/2855
22 XV 0.31 0/1832 0.79 0/2855
22 XW 0.19 0/1832 0.77 0/2855
23 QX 0.47 0/420 0.99 0/654
23 XX 0.48 0/420 1.03 0/654
24 QY 0.36 0/773 0.46 0/1043
24 XY 0.33 0/773 0.46 0/1043
25 RA 0.38 1/69742 (0.0%) 0.84 | 27/108874 (0.0%)
25 YA 0.39 0/69356 0.85 | 27/108271 (0.0%)
26 RB 0.28 0/2928 0.79 0/4568
26 YB 0.29 0/2928 0.78 0/4568
27 RD 0.34 0/2165 0.56 0/2919
27 YD 0.37 0/2165 0.60 0/2919
28 RE 0.30 0/1601 0.55 0/2160
28 YE 0.34 0/1601 0.59 0/2160
29 RF 0.35 0/1662 0.58 0/2249
29 YF 0.31 0/1662 0.58 0/2249
30 RG 0.25 0/1499 0.47 0/2016
30 YG 0.25 0/1499 0.46 0/2016
31 RH 0.27 0/1332 0.65 1/1802 (0.1%)
31 YH 0.29 0/1332 0.67 1/1802 (0.1%)
32 RI 0.24 0/1151 0.53 0/1558
32 Y1 0.28 0/1151 0.58 0/1558
33 RN 0.28 0/1131 0.50 0/1525
33 YN 0.29 0/1131 0.50 0/1525
34 RO 0.32 0/943 0.51 0/1269
34 YO 0.33 0/943 0.53 0/1269
35 RP 0.34 0/1162 0.65 0/1544
35 YP 0.35 0/1162 0.73 3/1544 (0.2%)
36 RQ 0.34 0/1133 0.57 0/1515
36 YQ 0.35 0/1128 0.58 1/1508 (0.1%)
37 RR 0.27 0/974 0.51 0/1302
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. Bond lengths Bond angles

Mol | Chain | o7 #Z| >5 RMSZ #Z| >5
37 YR 0.30 0/974 0.53 0/1302

38 RS 0.25 0/892 0.48 0/1187

38 YS 0.29 0/892 0.54 0/1187

39 RT 0.27 0/1155 0.46 0/1542

39 YT 0.30 0/1155 0.47 0/1542

40 RU 0.32 0/982 0.53 0/1306

40 YU 0.33 0/982 0.52 0/1306

41 RV 0.43 0/790 0.73 2/1057 (0.2%)
41 YV 0.40 0/790 0.71 2/1057 (0.2%)
42 RW 0.30 0/911 0.51 0/1220

42 YW 0.31 0/911 0.52 0/1220

43 RX 0.31 0/739 0.51 0/993

43 YX 0.35 0/739 0.53 0/993

44 RY 0.33 0/798 0.59 0/1064

44 YY 0.32 0/798 0.59 0/1064

45 RZ 0.37 2/1435 (0.1%) 0.59 2/1947 (0.1%)
45 Y7 0.30 0/1493 0.60 0/2026

46 RO 0.32 0/666 0.52 0/885

46 YO 0.32 0/666 0.58 0/885

47 R1 0.31 0/770 0.57 0/1022

47 Y1 0.36 0/770 0.59 0/1022

48 R2 0.28 0/583 0.58 0/771

48 Y2 0.34 0/583 0.59 1/771 (0.1%)
49 R3 0.29 0/474 0.44 0/635

49 Y3 0.28 0/474 0.47 0/635

50 R4 0.24 0/586 0.46 0/785

50 Y4 0.27 0/586 0.53 0/785

o1 R5 0.30 0/473 0.58 1/639 (0.2%)
51 Y5 0.50 1/456 (0.2%) 0.71 2/617 (0.3%)
52 R6 0.29 0/424 0.67 0/565

52 Y6 0.47 0/424 0.86 0/565

53 R7 0.33 0/438 0.49 0/575

53 Y7 0.34 0/438 0.53 0/575

o4 R8 0.42 0/525 0.75 0/691

o4 Y8 0.38 0/525 0.66 0/691

55 R9 0.26 0/310 0.43 0/407

55 Y9 0.24 0/301 0.41 0/397

All All 0.34 | 5/321819 (0.0%) | 0.76 | 103/481178 (0.0%)

All (5) bond length outliers are listed below:

Continued on next page...
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| Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A) |

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
45 RZ 158 | PRO | N-CD | 5.37 1.55 1.47
o1 Y5 7 PRO | N-CD | 5.31 1.55 1.47
45 RZ 159 | PRO | N-CD | 5.29 1.55 1.47
12 XL 25 PRO | N-CD | 5.03 1.54 1.47
25 RA 1980 G 03-P | -5.03 1.55 1.61

The worst 5 of 103 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(°)
31 YH 9 ILE C-N-CD | -11.91 94.41 120.60
31 RH 9 ILE C-N-CD | -10.87 96.68 120.60
1 XA 315 A P-03-C3" | 9.29 130.84 119.70
25 RA 1022 G 03’-P-0O5" | 8.26 119.69 104.00
1 XA 960 U P-03-C3" | 8.23 129.57 119.70

There are no chirality outliers.

There are no planarity outliers.

5.2 Too-close contacts (i)

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 QA 32472 0 16392 426 0
1 XA 32409 0 16360 366 0
2 QB 1915 0 1969 o6 0
2 XB 1915 0 1969 60 0
3 QC 1612 0 1677 48 0
3 XC 1612 0 1677 39 0
4 QD 1703 0 1766 95 0
4 XD 1703 0 1766 35 0
3 QE 1178 0 1234 40 0
d XE 1178 0 1234 23 0
6 QF 843 0 857 18 0
6 XF 843 0 857 29 0
7 QG 1257 0 1296 34 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
7 XG 1257 0 1296 33 0
8 QH 1116 0 1177 30 0
8 XH 1116 0 1177 25 0
9 QI 1018 0 1049 49 0
9 XI 1018 0 1049 44 0
10 QJ 801 0 849 38 0
10 XJ 801 0 849 42 0
11 QK 901 0 926 26 0
11 XK 901 0 926 20 0
12 QL 975 0 1062 29 0
12 XL 975 0 1062 24 0
13 QM 937 0 995 27 0
13 XM 937 0 995 26 0
14 QN 492 0 530 20 0
14 XN 492 0 529 12 0
15 QO 734 0 771 14 0
15 X0 734 0 771 15 0
16 QP 705 0 725 15 0
16 XP 705 0 725 10 0
17 | QQ 834 0 904 15 0
17 XQ 834 0 904 17 0
18 QR 585 0 657 10 0
18 XR 585 0 657 19 0
19 QS 656 0 678 46 0
19 XS 656 0 678 41 0
20 QT 763 0 861 25 0
20 XT 763 0 861 28 0
21 QU 217 0 234 9 0
21 XU 217 0 234 14 0
22 QV 1640 0 837 9 0
22 QW 1640 0 837 o6 0
22 XV 1640 0 837 6 0
22 XW 1640 0 837 25 0
23 QX 399 0 196 11 0
23 XX 399 0 196 16 0
24 QY 756 0 749 19 0
24 XY 756 0 749 19 0
25 RA 62269 0 31391 631 0
25 YA 61924 0 31215 613 0
26 RB 2617 0 1328 25 0
26 YB 2617 0 1328 30 0
27 RD 2115 0 2195 65 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
27 YD 2115 0 2195 75 0
28 RE 1568 0 1634 93 0
28 YE 1568 0 1634 71 0
29 RF 1627 0 1680 a7 0
29 YF 1627 0 1680 o7 0
30 RG 1474 0 1535 48 0
30 YG 1474 0 1535 44 0
31 RH 1307 0 1382 76 0
31 YH 1307 0 1382 68 0
32 RI 1136 0 1223 39 0
32 YI 1136 0 1223 67 0
33 RN 1104 0 1180 14 0
33 YN 1104 0 1180 22 0
34 RO 933 0 996 35 0
34 YO 933 0 996 24 0
35 RP 1145 0 1228 86 0
35 YP 1145 0 1228 83 0
36 RQ 1112 0 1170 32 0
36 YQ 1107 0 1165 38 0
37 RR 960 0 1021 15 0
37 YR 960 0 1021 24 0
38 RS 882 0 943 27 0
38 YS 882 0 943 32 0
39 RT 1141 0 1202 45 0
39 YT 1141 0 1202 36 0
40 RU 964 0 1022 36 0
40 YU 964 0 1022 29 0
41 RV 779 0 852 53 0
41 YV 779 0 852 o7 0
42 RW 900 0 964 26 0
42 YW 900 0 964 23 0
43 RX 725 0 778 13 0
43 YX 725 0 778 20 0
44 RY 785 0 878 66 0
44 YY 785 0 878 o1 0
45 RZ 1404 0 1437 93 0
45 YZ 1461 0 1493 47 0
46 RO 657 0 683 19 0
46 YO0 657 0 683 25 0
47 R1 763 0 848 29 0
47 Y1 763 0 848 25 0
48 R2 581 0 629 19 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
48 Y2 581 0 629 16 0
49 R3 469 0 018 10 0
49 Y3 469 0 018 10 0
20 R4 573 0 065 21 0
20 Y4 573 0 565 37 0
o1 R5 459 0 480 9 0
o1 Y5 442 0 465 21 0
52 R6 417 0 441 26 0
52 Y6 417 0 441 40 0
53 R7 430 0 480 6 0
53 Y7 430 0 480 10 0
54 R8 517 0 082 37 0
54 Y8 017 0 082 32 0
35 R9 307 0 338 13 0
95 Y9 298 0 326 8 0
o6 QA 140 0 0 0 0
o6 QE 1 0 0 0 0
o6 QL 1 0 0 0 0
26 QV D 0 0 0 0
26 RO 2 0 0 0 0
26 R2 1 0 0 0 0
o6 R5 3 0 0 0 0
o6 RA 413 0 0 0 0
o6 RB 4 0 0 0 0
o6 RD 2 0 0 0 0
26 RE 1 0 0 0 0
26 RF 1 0 0 0 0
26 RP 2 0 0 0 0
o6 RQ 2 0 0 0 0
o6 RR 1 0 0 0 0
o6 RU 1 0 0 0 0
o6 RY 1 0 0 0 0
26 XA 160 0 0 0 0
26 XD 1 0 0 0 0
26 XF 1 0 0 0 0
o6 XL 1 0 0 0 0
o6 XN 1 0 0 0 0
o6 XV 4 0 0 0 0
26 YO0 3 0 0 0 0
26 Y1 1 0 0 0 0
26 Y5 2 0 0 0 0
o6 Y7 1 0 0 0 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
26 YA 464 0 0 0 0
26 YB 5 0 0 0 0
o6 YD 1 0 0 0 0
o6 YE 2 0 0 0 0
26 YG 1 0 0 0 0
26 YH 1 0 0 0 0
26 YN 1 0 0 0 0
26 YO 1 0 0 0 0
o6 YP 2 0 0 0 0
o6 YQ 2 0 0 0 0
o6 YR 1 0 0 0 0
o6 YU 1 0 0 0 0
26 YV 1 0 0 0 0
26 YY 1 0 0 0 0
o7 QD 1 0 0 0 0
D7 QN 1 0 0 0 0
D7 XD 1 0 0 0 0
o7 XN 1 0 0 0 0
All All 297400 0 201477 4861 0

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 10.

The worst 5 of 4861 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)
28:RE:51:PHE:O 28:RE:74:PRO:HB3 1.29 1.31
13:XM:8:GLU:O 13: XM:9:ILE:HG22 1.09 1.26
5:QE:11:ILE:O 5:QE:12:LEU:HG 1.07 1.21
32:YI:78: THR:H 32:Y1:142:VAL:CG2 1.54 1.19
45:RZ:163:LEU:HD11 | 45:RZ:165:VAL:CG1 1.72 1.19

There are no symmetry-related clashes.

5.3 Torsion angles (i)

5.3.1 Protein backbone (3)

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.
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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 234/256 (91%) 186 (80%) 29 (12%) 19 (8%)
2 XB 234/256 (91%) 189 (81%) 27 (12%) 18 (8%)
3 QC 204/239 (85%) 162 (79%) 26 (13%) 16 (8%)
3 XC 204/239 (85%) 160 (78%) 31 (15%) 13 (6%)
4 QD 206/209 (99%) 169 (82%) 26 (13%) 11 (5%)
4 XD 206/209 (99%) 168 (82%) 22 (11%) 16 (8%)
5 QE 152/162 (94%) 136 (90%) 11 (7%) 5 (3%)
5 XE 152/162 (94%) 137 (90%) 9 (6%) 6 (4%)
6 QF 99/101 (98%) 89 (90%) 10 (10%) 0
6 XF 99/101 (98%) 95 (96%) 4 (4%) 0
7 QG 153/156 (98%) 136 (89%) 13 (8%) 4 (3%)
7 XG 153/156 (98%) 133 (87%) 15 (10%) 5 (3%)
8 QH 136/138 (99%) 126 (93%) 7 (5%) 3 (2%)
8 XH 136/138 (99%) 123 (90%) 10 (7%) 3 (2%)
9 QI 126/128 (98%) 4 (75%) 24 (19%) 8 (6%)
9 XI 126/128 (98%) 96 (76%) 23 (18%) 7 (6%)
10 QJ 97/105 (92%) 80 (82%) 13 (13%) 4 (4%)
10 XJ 97/105 (92%) 1 (84%) 11 (11%) 5 (5%)
11 QK 119/129 (92%) 101 (85%) 13 (11%) 5 (4%)
11 XK 119/129 (92%) 105 (88%) 10 (8%) 4 (3%)
12 QL 123/132 (93%) 99 (80%) 16 (13%) 8 (6%)
12 XL 123/132 (93%) 97 (79%) 18 (15%) 8 (6%)
13 QM 116/126 (92%) 88 (76%) 17 (15%) | 11 (10%)
13 XM 116/126 (92%) 88 (76%) 17 (15%) | 11 (10%)
14 QN 58/61 (95%) 51 (88%) 4 (7%) 3 (5%)
14 XN 58/61 (95%) 50 (86%) 5 (9%) 3 (5%)
15 QO 86,/89 (97%) 81 (94%) 5 (6%) 0
15 X0 86,/89 (97%) 79 (92%) 7 (8%) 0
16 QP 82/88 (93%) 72 (88%) 10 (12%) 0
16 XP 82/88 (93%) 76 (93%) 6 (%) 0
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
17 QQ 98/105 (93%) 90 (92%) 7 (7%) 1 (1%) 19 58
17 XQ 98/105 (93%) 89 (91%) 7 (7%) 2 (2%)
18 QR 69/88 (78%) 61 (88%) 8 (12%)
18 XR 69/88 (78%) 62 (90%) 6 (9%)
19 QS 80/93 (86%) 52 (65%) 18 (22%)
19 XS 80/93 (86%) 52 (65%) 18 (22%)
20 QT 97/106 (92%) 79 (81%) 15 (16%)
20 XT 97/106 (92%) 80 (82%) 14 (14%)
21 QU 23/25 (92%) 16 (70%) 6 (26%)
21 XU 23/25 (92%) 18 (78%) 3 (13%)
24 QY 90/118 (76%) 82 (91%) 8 (9%)
24 XY 90/118 (76%) 81 (90%) 9 (10%)
27 RD 270/276 (98%) 224 (83%) 38 (14%)
27 YD 270/276 (98%) 228 (84%) 32 (12%)
28 RE 203/206 (98%) 137 (68%) 37 (18%)
28 YE 203/206 (98%) 134 (66%) 40 (20%)
29 RF 206/210 (98%) 167 (81%) 26 (13%)
29 YF 206/210 (98%) 168 (82%) 22 (11%)
30 RG 179/182 (98%) 141 (79%) 26 (14%)
30 YG 179/182 (98%) 147 (82%) 21 (12%)
31 RH 168/180 (93%) 104 (62%) 37 (22%)
31 YH 168/180 (93%) 98 (58%) 42 (25%)
32 RI 144/148 (97%) 109 (76%) 29 (20%)
32 Y1 144/148 (97%) 116 (81%) 24 (17%)
33 RN 136/140 (97%) 116 (85%) 13 (10%)
33 YN 136/140 (97%) 110 (81%) 19 (14%)
34 RO 120/122 (98%) 111 (92%) 8 (%)
34 YO 120/122 (98%) 109 (91%) 10 (8%)
35 RP 148/150 (99%) 99 (67%) 24 (16%)
35 YP 148/150 (99%) 102 (69%) 25 (17%)
36 RQ 138/141 (98%) 110 (80%) 17 (12%)
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
36 YQ 137/141 (97%) 111 (81%) 5 (11%) 11 (8%)
37 RR 115/118 (98%) 107 (93%) 4 (4%) 4 (4%)
37 YR 115/118 (98%) 109 (95%) 3 (3%) 3 (3%)
38 RS 109/112 (97%) 84 (77%) 17 (16%) 8 (7%)
38 YS 109/112 (97%) 85 (78%) 13 (12%) | 11 (10%)
39 RT 135/146 (92%) 109 (81%) 24 (18%) 2 (2%)
39 YT 135/146 (92%) 113 (84%) 17 (13%) 5 (4%)
40 RU 115/118 (98%) 107 (93%) 6 (5%) 2 (2%)
40 YU 115/118 (98%) 103 (90%) 9 (8%) 3 (3%)
41 RV 99/101 (98%) 73 (74%) 12 (12%) | 14 (14%)
41 YV 99/101 (98%) 71 (72%) 14 (14%) | 14 (14%)
42 RW 111/113 (98%) 107 (96%) 1 (1%) 3 (3%)
42 YW 111/113 (98%) 104 (94%) 3 (3%) 4 (4%)
43 RX 90/96 (94%) (86%) 11 (12%) 2 (2%)
43 YX 90/96 (94%) 77 (86%) 11 (12%) 2 (2%)
44 RY 100/110 (91%) 56 (56%) 27 (27%) | 17 (17%)
44 YY 100/110 (91%) 7 (57%) 27 (27%) | 16 (16%)
45 RZ 174/206 (84%) 116 (67%) 36 (21%) | 22 (13%)
45 YZ 181/206 (88%) 122 (67%) 42 (23%) 17 (9%)
46 RO 81/85 (95%) 73 (90%) 5 (6%) 3 (4%)
46 YO0 81/85 (95%) 67 (83%) 11 (14%) 3 (4%)
47 R1 95/98 (97%) 71 (75%) 12 (13%) | 12 (13%)
47 Y1 95/98 (97%) 76 (80%) 13 (14%) 6 (6%)
48 R2 67/72 (93%) 54 (81%) 8 (12%) 5 (8%)
48 Y2 67/72 (93%) 56 (84%) 5 (8%) 6 (9%)
49 R3 57/60 (95%) 51 (90%) 6 (10%) 0
49 Y3 57/60 (95%) 51 (90%) 6 (10%) 0
50 R4 68/71 (96%) 43 (63%) 12 (18%) | 13 (19%)
50 Y4 68/71 (96%) 38 (56%) 15 (22%) | 15 (22%)
51 R5 57/60 (95%) 46 (81%) 9 (16%) 2 (4%)
51 Y5 55/60 (92%) 48 (87%) 4 (7%) 3 (6%)
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
52 R6 46/54 (85%) 22 (48%) 15 (33%) 9 (20%)
52 Y6 46/54 (85%) 16 (35%) 18 (39%) | 12 (26%)
53 R7 47/49 (96%) 47 (100%) 0 0 |
53 | Y7 47/49 (96%) 44 (94%) | 3 (6%) 0 (100 [ 100]
o4 R8 62/65 (95%) 48 (77%) 7 (11%) 7 (11%)
54 Y8 62/65 (95%) 49 (79%) 6 (10%) 7 (11%)
5%5) R9 35/37 (95%) 34 (97%) 0 1 (3%)
55 Y9 34/37 (92%) 33 (97%) 1 (3%) 0
All All 11649/12360 (94%) | 9394 (81%) | 1496 (13%) | 759 (6%)

5 of 759 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
2 QB 29 ALA
2 QB 165 VAL
2 QB 195 ASP
2 QB 238 LEU
3 QC 64 VAL

5.3.2 Protein sidechains (1)

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

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

Mol | Chain Analysed Rotameric | Outliers | Percentiles
2 QB 204/220 (93%) 174 (85%) 30 (15%)
2 XB 204/220 (93%) 176 (86%) 28 (14%)
3 QC 160/188 (85%) 142 (89%) 18 (11%)
3 XC 160/188 (85%) 142 (89%) 18 (11%)
4 QD 180/181 (99%) 157 (87%) 23 (13%)
4 XD 180/181 (99%) 155 (86%) 25 (14%)
5 QE 119/123 (97%) 103 (87%) 16 (13%)
5 XE 119/123 (97%) 106 (89%) 13 (11%)

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
6 QF 90/90 (100%) 85 (94%) 5 (6%) 26 65
6 XF 90,/90 (100%) 77 (86%) 13 (14%) 19
7 QG 126/127 (99%) | 112 (89%) | 14 (11%) 8] 31
7 XG 126/127 (99%) | 110 (87%) | 16 (13%) 50 24
8 QH | 119/119 (100%) | 109 (92%) | 10 (8%) 14 46
8 XH | 119/119 (100%) | 106 (89%) | 13 (11%)

9 QI 99/99 (100%) 78 (79%) | 21 (21%)
9 XI 99/99 (100%) 80 (81%) | 19 (19%)

10 QJ 89/92 (97%) 77 (86%) | 12 (14%)

10 XJ 89/92 (97%) 75 (84%) | 14 (16%)

11 | QK 92/99 (93%) 81 (88%) | 11 (12%) 6|
11 | XK 92/99 (93%) 83 (90%) 9 (10%)

12 | QL 104/109 (95%) 89 (86%) | 15 (14%)

12 | XL 104/109 (95%) 87 (84%) | 17 (16%)

13 | QM 94/101 (93%) 80 (85%) | 14 (15%)

13 | XM 94/101 (93%) 82 (87%) | 12 (13%) 5
14 | QN 19/50 (98%) 48 (98%) | 1.(2%) 63 ]_r
14 | XN 49/50 (98%) 44 (90%) 5 (10%) 191 35
15 | QO 79/80 (99%) 74 (94%) 5 (6%) 221 60
15 | XO 79/80 (99%) 74 (94%) 5 (6%) 221 60
16 | Qp 72/74 (97%) 64 (89%) | 8 (11%) 31
16 | XP 72/74 (97%) 64 (89%) 8 (11%) 8] 31
17 | QQ 95/97 (98%) 90 (95%)

17 | XQ 95/97 (98%) 88 (93%)

18 | QR 62/77 (80%) 56 (90%)

18 | XR 62/77 (80%) 54 (87%)

19 | QS 71/80 (89%) 54 (76%)

19 | XS 71/80 (89%) 58 (82%)

20 | QT 76/82 (93%) 62 (82%)

20 | XT 76/82 (93%) 66 (87%)

21 | QU 20/20 (100%) 18 (90%)
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
21 XU 20/20 (100%) 18 (90%) 2 (10%) m 36
24 | QY 79/103 (77%) 73 (92%) 6 (8%) 16| 51
24 | XY 79/103 (77%) 74 (94%) 5 (6%) 60
27 | RD 214/218 (98%) 178 (83%) | 36 (17%) 13
27 | YD 214/218 (98%) 179 (84%) | 35 (16%) 14
28 RE 165,166 (99%) 138 (84%) | 27 (16%) 14
28 YE 165/166 (99%) 138 (84%) | 27 (16%) 14
29 RF 165/166 (99%) 139 (84%) | 26 (16%) 15
29 YF 165/166 (99%) 142 (86%) | 23 (14%) 20
30 RG 155/156 (99%) 147 (95%) 8 (5%) 67
30 | YG 155/156 (99%) 138 (89%) | 17 (11%)

31 RH 142/148 (96%) 124 (87%) | 18 (13%)
31 YH 142/148 (96%) 116 (82%) | 26 (18%)
32 RI 122/124 (98%) 98 (80%) | 24 (20%)
32 Y1 122/124 (98%) 99 (81%) | 23 (19%)
33 RN 117/119 (98%) 107 (92%) 10 (8%)
33 | YN 117/119 (98%) 104 (89%) | 13 (11%)
34 RO 100/100 (100%) | 91 (91%) 9 (9%)
34 | YO 100/100 (100%) | 90 (90%) 10 (10%)
35 RP 116/116 (100%) | 82 (71%) | 34 (29%)
35 YP 116/116 (100%) | 85 (73%) | 31 (27%)
36 RQ 110,111 (99%) 93 (84%) 17 (16%)
36 | YQ 110/111 (99%) 93 (84%) 17 (16%)
37 | RR 100,101 (99%) 82 (82%) 18 (18%)
37 | YR 100,101 (99%) 87 (87%) 13 (13%)
38 RS 87/88 (99%) 80 (92%) 7 (8%)
38 YS 87/88 (99%) 73 (84%) 14 (16%) 3014
39 RT 120/127 (94%) 100 (83%) | 20 (17%) 13
39 | YT 120/127 (94%) 98 (82%) | 22 (18%) 9
40 RU 93/94 (99%) 85 (91%) 8 (9%) 13] 45
40 | YU 93/94 (99%) 85 (91%) 8 (9%) 13] 45
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
41 RV 82/82 (100%) 66 (80%) 16 (20%) |
41 YV 82/82 (100%) 63 (77%) 19 (23%)
42 RW 92/92 (100%) 82 (89%) 10 (11%)
42 YW 92/92 (100%) 79 (86%) 13 (14%)
43 RX 74/78 (95%) 65 (88%) 9 (12%)
43 YX 74/78 (95%) 68 (92%) 6 (8%)
44 RY 85/91 (93%) 63 (74%) 22 (26%)
44 YY 85/91 (93%) 61 (72%) 24 (28%)
45 RZ 155/179 (87%) 127 (82%) 28 (18%)
45 Y7Z 162/179 (90%) 134 (83%) 28 (17%)
46 RO 66/67 (98%) 62 (94%) 4 (6%)
46 YO 66/67 (98%) 58 (88%) 8 (12%)
47 R1 82/83 (99%) 68 (83%) 14 (17%)
47 Y1 82/83 (99%) 72 (88%) 10 (12%)
48 R2 64/67 (96%) 52 (81%) 12 (19%)
48 Y2 64/67 (96%) 57 (89%) 7 (11%)
49 R3 51/52 (98%) 44 (86%) 7 (14%)
49 Y3 51/52 (98%) 47 (92%) 4 (8%)
50 R4 62/63 (98%) 47 (76%) 15 (24%)
50 Y4 62/63 (98%) 44 (71%) 18 (29%)
51 R5 51/52 (98%) 40 (78%) 11 (22%)
51 Y5 49/52 (94%) 42 (86%) 7 (14%)
52 R6 47/52 (90%) 32 (68%) 15 (32%)
52 Y6 47/52 (90%) 30 (64%) 17 (36%)
53 R7 42/42 (100%) 35 (83%) 7 (17%)
53 Y7 42/42 (100%) 35 (83%) 7 (17%)
o4 R8 54/55 (98%) 44 (82%) 10 (18%)
54 Y8 54/55 (98%) 44 (82%) 10 (18%)
55 R9 34/34 (100%) 32 (94%) 2 (6%)
55 Y9 33/34 (97%) 33 (100%) 0
All All 9856,/10268 (96%) | 8442 (86%) | 1414 (14%)
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5 of 1414 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
50 R4 16 CYS
6 XF 83 ASP
45 Y7Z 71 VAL
51 R5 36 CYS
2 XB 185 ILE

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 9 such

sidechains are listed below:

Mol | Chain | Res | Type
45 RZ 118 GLN
50 Y4 6 HIS
7 XG 97 GLN
7 QG 86 GLN
3 XC 108 ASN

5.3.3 RNA (D)

Mol | Chain Analysed Backbone Outliers | Pucker Outliers
1 QA | 1509/1522 (99%) 303 (20%) 42 (2%)
1 XA | 1506/1522 (98%) 291 (19%) 37 (2%)
22 QV 76/77 (98%) 15 (19%) 0
22 QW 76/77 (98%) 21 (27%) 2 (2%)
22 XV 76/77 (98%) 10 (13%) 1 (1%)
22 XW 76/77 (98%) 18 (23%) 0
23 QX 16/20 (80%) 6 (37%) 2 (12%)
23 XX 16/20 (80%) 6 (37%) 0
25 RA | 2888/2916 (99%) 575 (19%) 52 (1%)
25 YA | 2872/2916 (98%) 560 (19%) 39 (1%)
26 RB 121/124 (97%) 23 (19%) 1 (0%)
26 | YB | 121/124 (97%) 20 (16%) 2 (1%)
All All 9353/9472 (98%) 1848 (19%) 178 (1%)

5 of 1848 RNA backbone outliers are listed below:

Mol | Chain | Res | Type
1 QA 4 U
1 QA 5 U
1 QA 9 G
1 QA 22 G
1 QA 32 A
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5 of 178 RNA pucker outliers are listed below:

Mol | Chain | Res | Type
25 RA | 2092 U
1 XA 5 U
25 YA 2191 G
25 RA | 2166 G
25 RA | 2518 A

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

2 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 | ' RMSZ | 47| > 2| Counts | RMSZ | #]Z] > 2
23 | AP | QX | 20 | 23 |21,2829| 1.08 | 1(4%) | 23,4245 | 1.81 | 4 (17%)
23 | A3P | XX | 20 | 23 |212829| 101 | 1(4%) |234245| 1.91 | 3 (13%)

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. ’-

no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
23 | A3P | QX | 20 | 23 - 0/8/30/31 | 0/3/3/3
23 | A3P | XX | 20 | 23 - 0/8/30/31 | 0/3/3/3
All (2) bond length outliers are listed below:
Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
23 XX 20 A3P | C5-C4 | 3.11 1.47 1.40
23 QX 20 A3P | C5-C4 | 3.22 1.47 1.40

The worst 5 of 7 bond angle outliers are listed below:

means
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Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(°)
23 XX 20 A3P N3-C2-N1 | -7.16 123.25 128.87
23 QX 20 | A3P | N3-C2-N1 | -6.77 123.55 128.87
23 QX 20 A3P | C4-04-C1’ | 2.15 111.93 109.64
23 XX 20 A3P | C4-04’-C1’ | 2.25 112.02 109.64
23 QX 20 | A3P | C3-C2’-C1’ | 2.41 105.30 100.06

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

2 monomers are involved in 3 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
23 QX 20 | A3P 1 0
23 XX 20 | A3P 2 0

5.5 Carbohydrates (i)

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

Of 1244 ligands modelled in this entry, 1244 are monoatomic - leaving 0 for Mogul analysis.

There are no bond length outliers.

There are no bond angle outliers.

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

No monomer is involved in short contacts.

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 1511/1522 (99%) 0.11 48 (3%) 51 44 47, 90, 193, 346 0
1 XA 1508/1522 (99%) 0.11 57 (3%) 44 37 42, 85, 179, 385 0
2 | QB 236,/256 (92%) 0.41 22 (9%) L1119 | 95, 145, 216, 283 0
2 XB 236/256 (92%) 0.33 16 (6%) 20 7 17 80, 127, 194, 248 0
3 | QC 206,/239 (86%) 0.56 18 (8%) | 131 | 10] | 86, 129, 209,279 | 0
3 | XC 206/239 (86%) 0.31 12 (5%) 26 21 | 73, 111,176,256 | 0
4 | QD 208/209 (99%) 20.00 3 (1%) | 78| 73 58, 81, 132, 231 0
4 XD 208/209 (99%) -0.00 4 (1%) 70 63 63, 92, 153, 186 0
5 | QE 154/162 (95%) 20.05 3 (1%) 70 63 57, 83, 141, 207 0
5 | XE 154/162 (95%) 0.13 6 (3%) 43 36 56, 83, 145, 244 0
6 | QF | 101/101 (100%) 0.65 8 (7%) 115 112 | 92,138, 183,203 | 0
6 | XF | 101/101 (100%) 0.02 1 (0%) 80 60, 90, 119, 171 0
7 | QG 155,156 (99%) 0.68 17 (10%) |70 [6] | 96, 144, 192,282 | 0
7 | XG 155/156 (99%) 0.37 11 (7%) |19 |15 | 87, 115,173,226 | 0
8 | QH 138/138 (100%) -0.16 59, 91, 128, 188 0
8 | XH | 138/138 (100%) -0.04 64, 88, 121, 174 0
9 QI 128,/128 (100%) 1.02 88, 168, 229, 293 0
9 XI 128/128 (100%) 0.64 83, 136, 203, 246 0
10 QJ 99/105 (94%) 0.96 92, 168, 228, 284 0
10 | XJ 99/105 (94%) 0.92 78, 141, 219, 279 0
11 | QK 121/129 (93%) 0.75 66, 117, 191, 242 | 0
11 XK 121/129 (93%) 0.19 4 (3%) 50 43 52, 84, 161, 197 0
12 QL 125/132 (94%) 0.02 1 (0%) |87f 184 53, 71, 115, 232 0
12 XL 125/132 (94%) 0.01 3(2%) 62 55 52, 71, 105, 204 0

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
13 | QM 118/126 (93%) 0.56 10 (8%) | 131 [10] | 93, 148, 218, 278 0
13 | XM 118/126 (93%) 0.38 5 (4%) 40 33 82, 126, 181, 267 0
14 | QN 60/61 (98%) 0.63 7 (11%) 08, 127, 180,208 | 0
14 | XN 60/61 (98%) 0.43 3(5%) 32 26 81, 102, 132, 248 0
15 | QO 88/89 (98%) 0.13 0100 | 100 63, 89, 143, 153 0
15 | XO 88/89 (98%) -0.02 1(1%) [ 82] 78 54, 80, 125, 147 0
16 | QP 84/88 (95%) 0.01 2 (2%) 62 55 61, 77, 115, 213 0
16 | XP 84/88 (95%) 0.03 2 (2%) 62 55 75, 98, 139, 217 0
17 | QQ 100/105 (95%) 0.13 2 (2%) 68 62 60, 85, 113, 137 0
17 | XQ 100/105 (95%) 0.02 1 (1%) 80 58, 85, 117, 209 0
18 | QR 71/88 (80%) 0.44 79%) 19] 18 92, 124, 204, 224 0
18 | XR 71/88 (80%) 0.21 5(7%) 19 |16 63, 86, 179, 224 0
19 QS 82/93 (88%) 0.82 13 (15%) [ 3] ]2 96, 159, 239, 270 0
19 | XS 82/93 (88%) 0.54 8 (9%) 1 10| |8 91, 129, 221, 278 0
20 | QT 99/106 (93%) 0.39 5(5%) 32 25 65, 99, 158, 210 0
20 | XT 99/106 (93%) 0.25 2 (2%) 68 62 79, 113, 174, 201 0
21 QU 25/25 (100%) 1.83 7 (28%) | 109, 136, 171, 253 0
21 | XU 25/25 (100%) 1.28 4 (16%) 95, 118, 171, 181 0
22 | QV 77/77 (100%) 0.35 2 (2%) 59 53 47, 91, 145, 216 0
2 | Qw | 77/77 (100%) 1.92 29 (37%) 60, 203, 273,298 | 0
22 | XV 77/77 (100%) 0.18 2 (2%) 59 53 47, 90, 138, 204 0
22 | XW 77/77 (100%) 2.05 37 (48%) 71, 225, 299, 354 0
23 | QX 17/20 (85%) 2.07 9 (52%) 59, 207, 269, 270 0
23 | XX 17/20 (85%) 2.02 7 (41%) 52, 200, 283, 301 0
24 | QY 92/118 (77%) 0.74 8 (8%) | 13 66, 123, 158, 177 0
24 | XY 92/118 (77%) 1.88 36 (39%) | 79, 160, 201, 212 0
25 | RA | 2891/2916 (99%) 0.12 133 (4%) 36 30 | 35,64, 209, 371 0
25 | YA | 2875/2916 (98%) 0.11 148 (5%) 32 25 | 33,60, 231, 360 0
26 | RB 122/124 (98%) 0.12 2 (1%) 74 69 67, 110, 153, 202 0
26 | YB 122/124 (98%) 0.14 2 (1%) 74 69 74, 102, 152, 201 0
27 | RD 272/276 (98%) -0.07 4 (1%) 76 71 37, 65, 112, 185 0

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
27 YD 272/276 (98%) -0.17 1(0%) 193192 32, 48, 92, 192 0
28 RE 205/206 (99%) 0.13 7 (3%) 49 42 41,79, 169, 273 0
28 YE 205/206 (99%) 0.23 8 ( 40, 78, 163, 260 0
29 RF 208/210 (99%) 0.04 9 ( 35, 60, 170, 262 0
29 YF 208/210 (99%) 0.08 35, 73, 173, 250 0
30 RG 181/182 (99%) 0.35 85, 125, 168, 187 0
30 YG 181/182 (99%) 0.48 85, 122, 183, 239 0
31 RH 170/180 (94%) 1.51 99, 169, 244, 283 0
31 YH 170/180 (94%) 1.14 75, 147, 231, 277 0
32 RI 146/148 (98%) 0.77 70, 125, 186, 284 0
32 Y1 146/148 (98%) 0.28 5(3%) 49 42 47, 100, 178, 253 0
33 RN 138/140 (98%) -0.10 49, 78, 131, 230 0
33 YN 138/140 (98%) -0.04 53, 85, 143, 177 0
34 RO 122/122 (100%) -0.16 48, 68, 105, 143 0
34 YO 122/122 (100%) -0.29 46, 64, 92, 136 0
35 RP 150/150 (100%) 0.10 37, 78, 157, 260 0
35 YP 150/150 (100%) 0.19 40, 75, 139, 253 0
36 RQ 140/141 (99%) -0.03 ( 47,77, 136, 200 0
36 YQ 139/141 (98%) 0.03 ( 50, 79, 131, 251 0
37 RR 117/118 (99%) -0.19 0 50, 73, 111, 146 0
37 YR 117/118 (99%) -0.15 0 48, 68, 101, 145 0
38 RS 111/112 (99%) 0.26 5 (4%) 37 30 82, 114, 162, 217 0
38 YS 111/112 (99%) 0.37 8 (7%) 18|15 78, 102, 155, 196 0
39 RT 137/146 (93%) 0.11 3(2%) 65 59 58, 83, 174, 271 0
39 YT 137/146 (93%) 0.18 7 (%) 32 25 55, 79, 183, 256 0
40 RU 117/118 (99%) -0.23 2 (1%) 73 67 40, 63, 130, 251 0
40 YU 117/118 (99%) -0.02 2 (1%) 73 67 47,76, 150, 184 0
41 RV 101/101 (100%) 0.05 3(2%) b4 47 40, 83, 148, 267 0
41 YV 101/101 (100%) 0.36 4 (3%) 42 34 46, 103, 153, 191 0
42 RW 113/113 (100%) -0.05 2 (1%) 71 65 40, 61, 127, 192 0
42 YW 113/113 (100%) 0.02 4 (3%) 48 40 42, 64, 112, 207 0

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
43 RX 92/96 (95%) -0.12 o7, 77, 114, 151 0
43 YX 92/96 (95%) -0.14 43, 62, 99, 124 0
44 RY 102/110 (92%) 0.86 57, 88, 196, 277 0
44 YY 102/110 (92%) 0.78 63, 102, 218, 267 0
45 RZ 176 /206 (85%) 0.48 76, 116, 207, 274 0
45 Y7 183/206 (88%) 0.42 75, 120, 186, 245 0
46 RO 83/85 (97%) 0.16 46, 72, 159, 246 0
46 YO 83/85 (97%) 0.21 46, 76, 141, 197 0
47 R1 97/98 (98%) 0.42 44,73, 173, 231 0
47 Y1 97/98 (98%) 0.34 36, 57, 166, 259 0
48 R2 69/72 (95%) 0.10 66, 99, 165, 209 0
48 Y2 69/72 (95%) 0.04 52, 76, 141, 198 0
49 R3 59/60 (98%) 0.05 54, 68, 118, 154 0
49 Y3 59/60 (98%) 0.07 59, 86, 131, 188 0
50 R4 70/71 (98%) 1.24 100, 181, 261, 319 0
50 Y4 70/71 (98%) 1.23 108, 173, 248, 312 0
51 R5 59/60 (98%) 0.55 32, 68, 183, 221 0
o1 Y5 57/60 (95%) 0.44 31, 77, 168, 220 0
52 R6 48 /54 (88%) 2.04 80, 144, 220, 264 0
52 Y6 48 /54 (88%) 1.88 84, 123, 179, 225 0
53 R7 49/49 (100%) -0.22 1( 29, 46, 128, 207 0
53 Y7 49/49 (100%) -0.08 4 ( 20, 42, 117, 204 0
o4 R8 64/65 (98%) 0.15 3( 36, 60, 143, 194 0
54 Y8 64/65 (98%) 0.18 3(4%) 35 29 29, 59, 98, 237 0
55 R9 37/37 (100%) 2.75 26 (70%) mlm 97, 141, 178, 209 0
55 Y9 36/37 (97%) 2.83 26 (72%) 84, 133, 171, 215 0
All All 21220/21832 (97%) 0.24 1258 (5%) 26 20 20, 85, 198, 385 0

The worst 5 of 1258 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
25 RA 1075 C 14.9
25 RA 1057 A 12.9

Continued on next page...




Page 80

wwPDB X-ray Structure Validation Summary Report

AWAG

Continued from previous page...

Mol | Chain | Res | Type | RSRZ
1 XA 1026 G 12.7
28 YE 204 | ALA 12.1
44 RY 48 | ALA 11.9

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

In the following table, the Atoms column lists the number of modelled atoms in the group and the
number defined in the chemical component dictionary. LLDF column lists the quality of electron
density of the group with respect to its neighbouring residues in protein, DNA or RNA chains.
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 | LLDF | B-factors(A?) | Q<0.9
23 A3P QX 20 26/27 0.85 0.23 - 175,175,175,175 0
23 A3P XX 20 26,/27 0.76 0.44 - 222,222,222,222 0

6.3 Carbohydrates (i)

There are no carbohydrates 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. LLDF column lists the quality of electron
density of the group with respect to its neighbouring residues in protein, DNA or RNA chains.
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 | LLDF | B-factors(A?) | Q<0.9
56 MG XA 1653 1/1 0.88 0.76 54.59 60,60,60,60 0
56 MG RA 3272 1/1 0.76 0.89 52.12 49,49,49,49 0
o6 MG YA 3255 1/1 0.91 0.77 | 46.49 43,43,43,43 0
56 MG RA 3373 1/1 0.86 0.79 | 41.69 26,26,26,26 0
56 MG RA 3081 1/1 0.98 0.50 | 40.94 17,17,17,17 0
56 MG QA 1706 1/1 0.66 0.77 | 39.57 50,50,50,50 0
56 MG RA 3314 1/1 0.78 0.73 | 38.48 60,60,60,60 0
56 MG RA 3352 1/1 0.81 0.87 | 36.87 67,67,67,67 0
56 MG YA 3191 1/1 0.87 0.79 | 35.79 32,32,32,32 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
56 MG XA | 1605 1/1 0.97 0.34 | 33.75 23,23,23,23 0
56 MG QA | 1609 1/1 0.95 0.42 | 33.71 50,50,50,50 0
56 MG RA | 3001 1/1 0.56 0.64 | 32.65 73,73,73,73 0
56 MG RA | 3261 1/1 0.85 0.76 | 32.58 45,45,45,45 0
56 MG YA | 3061 1/1 0.98 0.43 | 32.44 15,15,15,15 0
56 MG YA 3003 1/1 0.94 0.52 32.04 22,22,22.22 0
56 MG XA 1754 1/1 0.62 0.69 31.78 | 119,119,119,119 0
56 MG RA | 3147 1/1 0.99 0.64 | 31.70 15,15,15,15 0
56 MG RA | 3021 1/1 0.97 0.37 | 31.54 23,23,23,23 0
56 MG YA | 3077 1/1 0.99 0.48 | 31.44 17,17,17,17 0
56 MG YA | 3446 1/1 0.69 0.70 | 31.08 68,68,68,68 0
56 MG YA | 3079 1/1 0.97 0.55 | 30.92 33,33,33,33 0
56 MG YA 3327 1/1 0.92 0.52 29.48 24.24.24 24 0
56 MG QA | 1601 1/1 0.94 0.50 | 29.06 44,44 44 44 0
56 MG YA | 3193 1/1 0.93 0.60 | 28.66 35,35,35,35 0
56 | MG | YA |3436]| 1/1 0.85 | 0.64 | 2814 | 52,52,52,52 0
56 MG YA 3048 1/1 0.99 0.50 26.87 12,12,12,12 0
56 MG YA | 3332 1/1 0.88 0.68 | 26.65 43,43,43,43 0
56 MG YA | 3133 1/1 0.93 0.37 | 26.33 40,40,40,40 0
56 MG XA | 1637 1/1 0.57 0.40 | 25.86 48,48,48,48 0
56 MG XA ] 1693 1/1 0.97 043 | 23.85 59,59,59,59 0
56 MG YA | 3291 1/1 0.72 0.60 | 23.21 63,63,63,63 0
56 MG QA | 1608 1/1 0.95 0.48 | 22.52 35,35,35,35 0
56 MG YA | 3277 1/1 0.88 0.50 | 22.47 59,59,59,59 0
56 MG XA | 1665 1/1 0.95 0.38 | 22.18 37,37,37,37 0
56 MG YA 3024 1/1 0.94 0.46 22.04 21,21,21,21 0
56 | MG | QA | 1612 1,1 0.82 | 0.36 | 21.90 | 51,51,51,51 0
56 | MG | YA 3080 | 1/1 0.97 | 0.44 | 21.70 12,12,12,12 0
56 | MG | RA |3172| 1/1 0.97 | 0.45 | 21.49 16,16,16,16 0
56 MG YA | 3439 1/1 0.86 0.29 | 21.36 32,32,32,32 0
56 MG YA | 3006 1/1 0.98 0.40 | 21.36 23,23,23,23 0
56 MG RA | 3358 1/1 0.97 0.54 | 21.06 33,33,33,33 0
56 MG YA | 3053 1/1 0.94 0.47 | 20.70 31,31,31,31 0
56 MG RA | 3025 1/1 0.97 0.51 | 20.32 34,34,34,34 0
56 MG YU | 3400 1/1 0.82 041 | 20.01 47474747 0
56 MG YA | 3192 1/1 0.98 0.60 | 19.89 25,25,25,25 0
56 MG RA | 3064 1/1 0.96 0.47 | 19.70 18,18,18,18 0
56 MG RU 201 1/1 0.67 0.52 | 19.24 63,63,63,63 0
56 MG YA | 3012 1/1 0.97 0.34 | 19.15 20,20,20,20 0
56 MG QA | 1732 1/1 0.76 0.51 | 18.94 63,63,63,63 0
56 MG YA 3394 1/1 0.95 0.42 18.50 21,21,21,21 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
56 MG YA 3102 1/1 0.98 0.36 18.44 12,12,12,12 0
56 MG RA | 3364 1/1 0.96 0.38 | 18.14 17,17,17,17 0
56 MG XA | 1696 1/1 0.78 0.30 | 18.13 56,56,56,56 0
56 MG QA | 1654 1/1 0.95 0.40 | 17.88 43,43,43,43 0
56 MG RA | 3102 1/1 0.84 0.39 | 17.86 54,54,54,54 0
56 MG YA | 3054 1/1 0.98 0.32 | 17.80 19,19,19,19 0
56 MG YA | 3172 1/1 0.99 040 | 17.57 15,15,15,15 0
56 MG YA 3202 1/1 0.90 0.40 17.37 42,42,42.42 0
56 MG QA | 1678 1/1 0.88 0.74 | 17.16 51,51,51,51 0
56 MG RA | 3019 1/1 0.95 0.38 | 16.93 13,13,13,13 0
56 MG RA | 3107 1/1 0.96 0.49 | 16.66 50,50,50,50 0
56 MG RA | 3197 1/1 0.93 0.54 | 16.57 28,28,28,28 0
56 MG YA 3072 1/1 0.94 0.42 16.39 42.42.42 49 0
56 MG YA | 3026 1/1 0.98 0.38 | 16.26 10,10,10,10 0
56 MG YA | 3070 1/1 0.96 0.33 | 16.00 39,39,39,39 0
56 | MG | RA |3011]| 1,1 0.96 | 0.45 | 15.92 44,44 0
56 MG RA | 3400 1/1 0.77 0.37 | 15.85 59,59,59,59 0
56 MG RA | 3207 1/1 0.86 0.46 | 15.78 24,24,24,24 0
56 MG YA | 3330 1/1 0.97 0.50 | 15.73 20,20,20,20 0
56 | MG | RA | 3047 | 1/1 0.97 | 0.45 | 15.50 | 24,24,24.24 0
56 | MG | YA 3071 1/1 0.98 | 0.34 | 15.08 | 24242424 0
56 | MG | YA |3164| 1/1 0.86 | 0.52 | 15.06 A1,41,41,41 0
56 MG YA | 3148 1/1 0.96 0.69 | 14.87 18,18,18,18 0
56 MG RA 3109 1/1 0.94 0.51 14.49 21,21,21,21 0
o6 MG YA 3011 1/1 0.98 0.64 14.12 26,26,26,26 0
56 MG YA | 3091 1/1 0.93 0.57 | 14.01 29,29,29,29 0
56 MG RA | 3070 1/1 0.93 0.35 | 13.46 27,27,27,27 0
56 MG YA | 3037 1/1 0.93 0.44 | 13.45 33,33,33,33 0
56 | MG | YA |3187| 1/1 0.97 | 0.44 | 13.20 26,26,26,26 0
56 MG RA | 3233 1/1 0.68 0.45 | 12.79 50,50,50,50 0
56 MG YA | 3100 1/1 0.86 0.45 | 12.70 33,33,33,33 0
o6 MG YA 3030 1/1 0.88 0.38 12.62 21,21,21,21 0
56 MG RA | 3094 1/1 0.96 0.47 | 12.55 46,46,46,46 0
56 MG QA | 1607 1/1 0.97 0.31 | 12.41 33,33,33,33 0
56 MG RA | 3078 1/1 0.99 0.34 | 12.40 13,13,13,13 0
56 MG RA | 3014 1/1 0.96 0.45 | 12.33 36,36,36,36 0
56 MG YA 3108 1/1 0.91 0.47 12.29 25,25,25,25 0
56 MG YA | 3063 1/1 0.98 0.40 | 12.19 29,29,29,29 0
56 | MG | RA |3062| 1/1 0.97 | 0.34 | 12.11 11,11,11,11 0
56 MG RA | 3031 1/1 0.98 0.28 | 12.10 15,15,15,15 0
56 MG RA | 3042 1/1 0.97 0.59 | 12.10 48,48,48,48 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
56 | MG | RA | 3157 | 1/1 0.96 | 043 | 12.05 14,14,14,14 0
56 MG QA 1677 1/1 0.95 0.47 12.01 42.42.42 49 0
56 MG YA | 3441 1/1 0.89 0.33 | 11.96 54,54,54,54 0
56 MG XA | 1607 1/1 0.97 0.33 | 11.88 37,37,37,37 0
56 MG RA | 3033 1/1 0.98 0.40 | 11.75 32,32,32,32 0
56 MG RA 3054 1/1 0.98 0.46 11.65 21,21,21,21 0
56 MG YA | 3055 1/1 0.98 0.54 | 11.52 18,18,18,18 0
56 MG YA | 3098 1/1 0.85 042 | 11.47 66,66,66,66 0
56 MG XA 1618 1/1 0.88 0.62 11.45 34,34,34,34 0
56 MG RA 3027 1/1 0.94 0.43 11.37 24,24.,24 .24 0
56 MG RA | 3056 1/1 0.97 0.50 | 11.36 13,13,13,13 0
56 MG RA | 3071 1/1 0.97 0.31 | 11.21 50,50,50,50 0
56 MG RA | 3065 1/1 0.91 0.36 | 11.19 39,39,39,39 0
56 MG YA | 3367 1/1 0.94 0.32 | 11.08 43,43,43,43 0
56 | MG | RA |3006| 1/1 0.97 | 028 | 11.06 1L11,11,11 0
56 MG RA | 3072 1/1 0.99 0.35 | 10.99 6,6,6,6 0
56 MG YA | 3328 1/1 0.96 0.37 | 10.96 27,27,27,27 0
56 MG RA | 3293 1/1 0.93 0.30 | 10.93 38,38,38,38 0
56 MG RA | 3093 1/1 0.85 0.43 | 10.83 26,26,26,26 0
56 MG YA | 3014 1/1 0.96 0.32 | 10.70 25,25,25,25 0
56 MG RA | 3245 1/1 0.74 0.48 | 10.64 41,41,41,41 0
56 MG XA ] 1640 1/1 0.82 0.33 | 10.63 54,54,54,54 0
56 MG YA | 3069 1/1 0.96 0.33 | 10.61 17,17,17,17 0
56 MG RA | 3013 1/1 0.96 0.37 | 10.59 10,10,10,10 0
56 MG RA | 3280 1/1 0.92 0.32 | 10.40 43,43,43,43 0
56 MG XA | 1746 1/1 0.76 0.34 | 10.35 67,67,67,67 0
56 MG XA 1668 1/1 0.92 0.33 10.26 44.44.44 44 0
56 MG RA | 3066 1/1 0.97 0.44 9.93 38,38,38,38 0
56 MG YA | 3378 1/1 0.97 0.29 9.76 34,34,34,34 0
56 MG XA | 1660 1/1 0.79 0.62 9.69 60,60,60,60 0
56 MG YA | 3215 1/1 0.93 0.31 9.67 60,60,60,60 0
56 MG YA | 3025 1/1 0.96 0.29 9.66 13,13,13,13 0
56 MG RA | 3365 1/1 0.97 0.39 9.60 43,43,43,43 0
56 MG XA | 1644 1/1 0.98 0.35 9.58 34,34,34,34 0
56 MG RA | 3276 1/1 0.87 0.31 9.53 46,46,46,46 0
56 MG YA 3129 1/1 0.85 0.29 9.28 41,41,41,41 0
56 | MG | RA |3203] 1/1 0.84 | 0.36 | 9.25 42,42.42.42 0
56 MG XA | 1639 1/1 0.91 0.49 8.92 63,63,63,63 0
56 MG YA | 3458 1/1 0.93 0.23 8.86 45,45,45,45 0
56 MG YA | 3225 1/1 0.92 0.28 8.62 38,38,38,38 0
56 MG QA | 1666 1/1 0.91 0.28 8.61 63,63,63,63 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
56 MG YE 301 1/1 0.87 0.53 8.60 50,50,50,50 0
56 MG YA 3105 1/1 0.89 0.45 8.51 42.42.42 49 0
56 MG YA | 3249 1/1 0.86 0.53 8.50 40,40,40,40 0
56 | MG | YA |3147| 1/1 092 | 0.31 | 8.45 13,43,43,43 0
56 MG RA | 3032 1/1 0.97 0.43 8.40 25,25,25,25 0
56 MG RA | 3303 1/1 0.82 0.68 8.38 55,55,55,55 0
56 MG QA | 1690 1/1 0.76 0.41 8.35 80,80,80,80 0
56 MG YA 3211 1/1 0.95 0.32 8.18 22,22,22.22 0
56 MG YA | 3456 1/1 0.94 0.28 8.04 50,50,50,50 0
56 MG RA | 3080 1/1 0.98 0.27 8.01 18,18,18,18 0
56 MG RA | 3120 1/1 0.97 0.29 7.98 20,20,20,20 0
56 MG RA | 3237 1/1 0.97 0.27 7.94 70,70,70,70 0
56 | MG | YA |3043] 1,1 0.97 | 0.28 | 7.89 21,21,21,21 0
56 MG YA | 3301 1/1 0.88 0.38 7.86 30,30,30,30 0
56 MG RA | 3226 1/1 0.92 0.33 7.81 25,25,25,25 0
56 MG QA | 1605 1/1 0.98 0.29 7.79 36,36,36,36 0
56 MG RA | 3392 1/1 0.98 0.36 7.78 16,16,16,16 0
56 MG RA | 3106 1/1 0.96 0.30 7.75 23,23,23,23 0
56 | MG | YA 3021 1/1 0.96 | 035 | 7.72 24,24,24,24 0
56 MG RA | 3188 1/1 0.94 0.35 7.68 8,8,8,8 0
56 MG XA ] 1601 1/1 0.96 0.29 7.54 43,43,43,43 0
56 | MG | YA |3045| 1/1 0.94 | 032 | 7.44 22,22,22.22 0
56 MG RA | 3393 1/1 0.94 0.24 7.29 28,28,28,28 0
56 | MG | RA |3098| 1,1 0.88 | 0.27 | 7.28 22,22,22,22 0
56 MG YA | 3279 1/1 0.55 0.30 7.17 66,66,66,66 0
56 MG RA | 3038 1/1 0.96 0.29 7.15 47,47,47 .47 0
56 MG RA | 3192 1/1 0.98 0.32 7.12 16,16,16,16 0
56 | MG | RA |3012| 1/1 0.97 | 028 | 7.12 12,12,12,12 0
56 MG QA | 1631 1/1 0.92 0.44 7.06 56,56,56,56 0
56 MG YA | 3331 1/1 0.73 0.32 7.04 56,56,56,56 0
56 MG YA | 3097 1/1 0.82 0.29 6.99 78,78,78,78 0
56 MG YA | 3210 1/1 0.99 0.23 6.87 4444 0
56 MG RA | 3155 1/1 0.68 0.28 6.71 55,55,55,55 0
56 MG XA | 1604 1/1 0.97 0.33 6.64 25,25,25,25 0
56 MG RA | 3338 1/1 0.94 0.33 6.63 51,51,51,51 0
56 MG YA 3123 1/1 0.91 0.22 6.62 34,34,34,34 0
56 MG YA | 3430 1/1 0.92 0.46 6.62 17,17,17,17 0
56 | MG | RA | 3138 1,1 0.95 | 0.32 | 6.60 21,21,21,21 0
56 MG YA | 3403 1/1 0.89 0.22 6.52 36,36,36,36 0
56 MG QA | 1635 1/1 0.94 0.39 6.45 64,64,64,64 0
56 MG YA | 3420 1/1 0.93 0.23 6.38 63,63,63,63 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
56 MG YA | 3239 1/1 0.93 0.30 6.37 26,26,26,26 0
56 MG XA | 1625 1/1 0.53 0.31 6.35 87,87,87,87 0
56 | MG | YA |3096| 1,1 0.95 | 0.32 | 6.34 24,24,24,24 0
56 MG RA | 3238 1/1 0.88 0.27 6.33 44,4444 44 0
56 MG YA | 3065 1/1 0.93 0.36 6.32 52,52,52,52 0
56 MG RA | 3052 1/1 0.93 0.21 6.26 34,34,34,34 0
56 MG RA | 3236 1/1 0.88 0.28 6.26 48,48,48,48 0
56 MG XA | 1685 1/1 0.92 0.76 6.25 65,65,65,65 0
56 MG RA | 3357 1/1 0.93 0.31 6.24 47,47 47 47 0
56 | MG | RA |3146| 1,1 0.94 | 031 | 6.22 98,28,28,28 0
56 MG RA | 3123 1/1 0.92 0.30 6.14 39,39,39,39 0
56 MG RA | 3292 1/1 0.95 0.21 6.11 38,38,38,38 0
56 MG RA | 3073 1/1 0.99 0.35 6.09 31,31,31,31 0
56 MG XA | 1739 1/1 0.82 0.26 6.07 69,69,69,69 0
56 MG RA | 3165 1/1 0.80 0.25 5.88 52,52,52,52 0
56 MG YA | 3229 1/1 0.94 0.27 5.83 32,32,32,32 0
56 | MG | YA |3137| 1,1 0.95 | 0.27 | 5.76 21,21,21,21 0
56 MG Y5 102 1/1 0.90 0.40 5.70 39,39,39,39 0
56 MG RA | 3153 1/1 0.97 0.21 5.68 31,31,31,31 0
56 MG RA | 3164 1/1 0.95 0.41 5.64 30,30,30,30 0
56 MG YA | 3228 1/1 0.89 0.30 5.61 51,51,51,51 0
56 MG YA | 3355 1/1 0.94 0.24 5.58 34,34,34,34 0
56 MG RQ 202 1/1 0.88 0.36 5.51 53,53,53,53 0
56 MG YA | 3031 1/1 0.94 0.30 5.43 29,29,29,29 0
56 MG QA | 1664 1/1 0.90 0.26 5.36 39,39,39,39 0
56 | MG | YA |3413| 1/1 0.83 | 026 | 5.35 42,42,42,42 0
56 MG QA | 1637 1/1 0.91 0.33 5.21 59,59,59,59 0
56 MG RA | 3104 1/1 0.94 0.28 5.17 40,40,40,40 0
56 MG RA | 3389 1/1 0.84 0.41 5.09 57,57,57,57 0
56 MG YA | 3154 1/1 0.98 0.30 5.04 25,25,25,25 0
56 MG XA | 1710 1/1 0.98 0.33 4.96 63,63,63,63 0
56 MG YA | 3081 1/1 0.79 0.23 4.92 35,35,35,35 0
56 MG RA | 3231 1/1 0.94 0.27 4.90 40,40,40,40 0
56 | MG | YA |3235] 1/1 0.83 | 022 | 4.84 54,5454 54 0
56 MG YA | 3078 1/1 0.93 0.30 4.77 36,36,36,36 0
56 MG RA | 3060 1/1 0.95 0.23 4.75 26,26,26,26 0
56 | MG | QA | 1618 1,1 0.99 | 0.39 | 4.75 24,24,24.24 0
56 MG XA | 1611 1/1 0.95 0.28 4.62 38,38,38,38 0
56 MG YA | 3087 1/1 0.97 0.25 4.50 14,14,14,14 0
56 | MG | RA |3218| 1/1 091 | 0.24 | 4.50 45,4545 45 0
56 | MG | RD | 302 | 1/1 0.92 | 0.37 | 4.44 27,27,27.27 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
56 MG YA 3410 1/1 0.87 0.36 4.42 61,61,61,61 0
56 MG RA | 3204 1/1 0.87 0.32 4.41 33,33,33,33 0
56 MG RA | 3185 1/1 0.90 0.26 4.40 36,36,36,36 0
56 MG RA | 3044 1/1 0.97 0.29 4.29 13,13,13,13 0
56 MG QA | 1639 1/1 0.96 0.33 4.18 52,52,52,52 0
56 MG XA | 1697 1/1 0.97 0.32 4.08 50,50,50,50 0
56 MG YA | 3005 1/1 0.97 0.31 4.00 6,6,6,6 0
56 MG RA | 3334 1/1 0.51 0.31 3.92 55,55,55,55 0
56 MG QA | 1673 1/1 0.94 0.31 3.82 62,62,62,62 0
56 MG YA | 3234 1/1 0.82 0.24 3.77 33,33,33,33 0
56 MG RA | 3018 1/1 0.99 0.27 3.76 16,16,16,16 0
56 MG YA 3281 1/1 0.92 0.24 3.74 34,34,34,34 0
56 MG QV 104 1/1 0.96 0.26 3.73 68,68,68,68 0
56 MG RA | 3082 1/1 0.77 0.24 3.62 15,15,15,15 0
56 MG YA | 3017 1/1 0.94 0.33 3.57 10,10,10,10 0
56 MG YA | 3157 1/1 0.91 0.37 3.54 16,16,16,16 0
56 MG RR 201 1/1 0.91 0.42 3.48 44,4444 44 0
56 MG YA | 3010 1/1 0.98 0.23 3.48 3,3,3,3 0
56 MG RA | 3136 1/1 0.90 0.26 3.47 41,41,41,41 0
56 MG QA | 1683 1/1 0.83 0.29 3.45 64,64,64,64 0
56 MG YA | 3449 1/1 0.89 0.35 3.40 60,60,60,60 0
56 MG YA | 3274 1/1 0.90 0.35 3.37 28,28,28,28 0
56 MG QA | 1642 1/1 0.95 0.26 3.26 28,28,28,28 0
56 MG RA | 3329 1/1 0.79 0.24 3.24 60,60,60,60 0
56 MG YA | 3059 1/1 0.97 0.23 3.23 23,23,23,23 0
56 MG RA | 3173 1/1 0.85 0.21 3.17 52,52,52,52 0
56 MG RA | 3235 1/1 0.91 0.26 2.93 25,25,25,25 0
56 MG YA 3013 1/1 0.92 0.22 2.92 11,11,11,11 0
56 MG YV 201 1/1 0.92 0.38 2.85 22,22.22.22 0
56 MG RA | 3296 1/1 0.88 0.30 2.79 46,46,46,46 0
56 MG RA | 3017 1/1 0.98 0.28 2.75 9,9,9,9 0
56 MG QA | 1662 1/1 0.92 0.33 2.69 51,51,51,51 0
56 MG RA | 3003 1/1 0.98 0.26 2.67 10,10,10,10 0
56 MG YA | 3221 1/1 0.83 0.18 2.62 37,37,37,37 0
56 | MG | YA |3156| 1/1 0.80 | 0.18 | 2.57 42,42 42,42 0
56 MG XA | 1751 1/1 0.96 0.58 2.50 58,58,58,58 0
56 MG RA | 3079 1/1 0.96 0.21 2.45 37,37,37,37 0
56 MG RA 3046 1/1 0.95 0.22 2.42 14,14,14,14 0
o6 MG RA 3211 1/1 0.97 0.23 2.40 16,16,16,16 0
56 MG YA | 3032 1/1 0.97 0.21 2.39 8,8,8,8 0
56 MG YA 3461 1/1 0.88 0.39 2.35 44.44.44 44 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
56 MG RA | 3055 1/1 0.95 0.20 2.34 15,15,15,15 0
56 | MG | RA |3026]| 1/1 098 | 025 | 2.24 13,13,13,13 0
56 MG YQ 201 1/1 0.95 0.28 2.15 35,35,35,35 0
56 MG QA | 1730 1/1 0.91 0.21 2.13 55,55,55,55 0
56 | MG | RA |3049| 1/1 0.92 | 022 | 2.12 44,44 0
56 | MG | XA | 1645]| 1/1 0.95 | 022 | 2.09 AT AT AT AT 0
56 | MG | YA 3250 | 1/1 0.99 | 022 | 2.08 24,24,24,24 0
56 MG RA | 3034 1/1 0.98 0.19 2.06 33,33,33,33 0
56 MG RA | 3331 1/1 0.65 0.20 2.05 74,74,74,74 0
56 MG XA 1673 1/1 0.94 0.21 2.03 49,49,49,49 0
56 MG RA | 3241 1/1 0.95 0.22 2.02 68,68,68,68 0
56 | MG | RA |3163| 1/1 0.94 | 025 | 2.02 51,51,51,51 0
56 MG XA | 1657 1/1 0.55 0.22 1.98 59,59,59,59 0
56 MG RA | 3126 1/1 0.92 0.20 1.89 53,53,53,53 0
56 MG XA | 1636 1/1 0.94 0.37 1.79 54,54,54,54 0
56 MG YA 3238 1/1 0.87 0.21 1.72 45,45,45,45 0
56 MG RA | 3139 1/1 0.94 0.16 1.69 35,35,35,35 0
56 MG RA | 3227 1/1 0.93 0.22 1.68 43,43,43,43 0
56 MG YA | 3335 1/1 0.91 0.21 1.62 66,66,66,66 0
56 MG XV 101 1/1 0.97 0.26 1.59 51,51,51,51 0
56 MG YA | 3165 1/1 0.78 0.22 1.58 50,50,50,50 0
56 MG YA | 3409 1/1 0.94 0.20 1.57 47474747 0
56 MG RA | 3029 1/1 0.93 0.23 1.54 17,17,17,17 0
56 MG YA 3462 1/1 0.92 0.24 1.53 25,25,25,25 0
56 MG YA | 3245 1/1 0.90 0.21 1.52 57,57,57,57 0
56 MG RA | 3385 1/1 0.94 0.19 1.49 44,44.,44,44 0
57 ZN QD 301 1/1 0.92 0.32 1.47 58,58,58,58 0
56 MG XA 1613 1/1 0.84 0.21 1.39 43,43,43,43 0
56 MG RA | 3160 1/1 0.80 0.20 1.36 36,36,36,36 0
56 MG Y1 101 1/1 0.89 0.31 1.31 26,26,26,26 0
56 MG RA | 3151 1/1 0.88 0.19 1.28 35,35,35,35 0
56 MG RA 3129 1/1 0.88 0.19 1.27 41,41,41,41 0
56 MG QA | 1733 1/1 0.53 0.27 1.27 65,65,65,65 0
56 MG YA 3392 1/1 0.92 0.32 1.24 20,20,20,20 0
56 MG XN 102 1/1 0.86 0.34 1.12 62,62,62,62 0
56 | MG | YD | 301 | 1,1 097 | 032 | 1.10 20,20,20,20 0
56 | MG | YA |3152]| 1/1 091 | 0.18 | 1.07 97,27,27.27 0
56 MG QA | 1641 1/1 0.79 0.20 1.00 50,50,50,50 0
56 MG YA | 3283 1/1 0.96 0.19 0.93 31,31,31,31 0
56 MG YA | 3290 1/1 0.85 0.20 0.86 78,78,78,78 0
56 MG XA | 1747 1/1 0.93 0.21 0.85 88,88,88,88 0
56 MG YA | 3130 1/1 0.94 0.18 0.75 18,18,18,18 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
56 MG RA | 3183 1/1 0.90 0.17 0.75 56,56,56,56 0
56 MG XA 1683 1/1 0.92 0.21 0.72 44,44 .44 44 0
56 MG RA | 3345 1/1 0.84 0.18 0.72 61,61,61,61 0
56 MG RA | 3284 1/1 0.97 0.21 0.70 35,35,35,35 0
56 MG YP 202 1/1 0.86 0.30 0.57 50,50,50,50 0
57 ZN XD 301 1/1 0.96 0.33 0.55 69,69,69,69 0
56 MG YA | 3251 1/1 0.89 0.19 0.53 82,82,82,82 0
56 MG RA | 3410 1/1 0.90 0.19 0.52 26,26,26,26 0
56 MG YA | 3119 1/1 0.96 0.18 0.50 71,71,71,71 0
56 MG QA | 1649 1/1 0.98 0.17 0.49 32,32,32,32 0
56 MG YA | 3103 1/1 0.88 0.21 0.46 62,62,62,62 0
56 MG RA | 3408 1/1 0.96 0.21 0.35 28,28,28,28 0
56 MG XA | 1635 1/1 0.79 0.19 0.31 45,45,45,45 0
56 MG XA ] 1680 1/1 0.88 0.16 0.24 38,38,38,38 0
56 MG QA 1680 1/1 0.99 0.21 0.20 24.24.24 24 0
56 MG YA 3213 1/1 0.87 0.16 0.19 42.42.42 49 0
56 MG XA ] 1603 1/1 0.96 0.18 0.09 19,19,19,19 0
56 MG XA | 1701 1/1 0.95 0.23 0.09 53,53,53,53 0
56 | MG | YA |3405| 1/1 089 | 0.19 | 0.07 22,22,22.22 0
56 MG YA | 3294 1/1 0.88 0.18 0.06 35,35,35,35 0
56 MG XA | 1738 1/1 0.89 0.21 | -0.02 30,30,30,30 0
56 | MG | QA | 1659 | 1,1 0.83 | 0.16 | -0.02 41,41,41,41 0
56 MG YA | 3201 1/1 0.94 0.20 | -0.03 32,32,32,32 0
56 MG RA | 3294 1/1 0.80 0.15 | -0.08 53,53,53,53 0
56 MG RA | 3409 1/1 0.89 0.19 | -0.09 39,39,39,39 0
56 MG XA | 1615 1/1 0.84 0.23 | -0.18 39,39,39,39 0
56 MG XA | 1654 1/1 0.98 0.16 | -0.18 48,48,48,48 0
56 | MG | QA | 1720 1/1 0.98 | 0.17 | -0.24 49,49,49,49 0
56 MG RA | 3119 1/1 0.88 0.16 | -0.31 33,33,33,33 0
56 MG QA | 1676 1/1 0.95 0.19 | -0.32 56,56,56,56 0
56 MG QA | 1615 1/1 0.98 0.19 | -0.37 44,4444, 44 0
56 | MG | XA | 1736 | 1/1 0.93 | 0.17 | -0.39 24,24,24,24 0
56 MG XA | 1627 1/1 0.88 0.17 | -0.45 44,44,44,44 0
56 | MG | YA |3107| 1/1 0.97 | 0.18 | -0.46 22,22,22.22 0
56 MG RA | 3252 1/1 0.89 0.17 | -0.46 43,43,43,43 0
56 MG XA | 1614 1/1 0.92 0.18 | -0.48 37,37,37,37 0
56 MG RA | 3010 1/1 0.98 0.16 | -0.51 16,16,16,16 0
56 MG QA | 1604 1/1 0.97 0.17 | -0.53 33,33,33,33 0
56 MG RA | 3257 1/1 0.93 0.16 | -0.55 A7.47,47,47 0
56 MG RA | 3411 1/1 0.90 0.18 | -0.58 35,35,35,35 0
56 MG YA | 3463 1/1 0.91 0.18 | -0.61 46,46,46,46 0
56 MG YN 201 1/1 0.96 0.22 | -0.61 30,30,30,30 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
56 MG QA | 1614 1/1 0.92 0.14 | -0.64 55,55,55,55 0
56 MG QV 105 1/1 0.85 0.17 | -0.70 56,56,56,56 0
56 MG YA | 3417 1/1 0.92 0.15 | -0.72 53,53,53,53 0
56 MG XA | 1624 1/1 0.91 0.17 | -0.76 53,53,53,53 0
56 MG YP 201 1/1 0.97 0.20 | -0.80 25,25,25,25 0
56 MG QA | 1681 1/1 0.95 0.16 | -0.86 35,35,35,35 0
56 MG QA | 1624 1/1 0.88 0.17 | -0.96 72,72,72,72 0
56 MG YH 201 1/1 0.70 0.16 | -0.97 | 105,105,105,105 0
56 MG QA 1627 1/1 0.88 0.17 -1.03 | 104,104,104,104 0
56 MG RA | 3008 1/1 0.97 0.16 | -1.05 17,17,17,17 0
56 MG RD 301 1/1 0.88 0.17 | -1.08 34,34,34,34 0
56 MG YA | 3219 1/1 0.78 0.11 | -1.10 38,38,38,38 0
56 MG YA 3162 1/1 0.90 0.16 -1.11 48,48,48,48 0
56 MG QA 1740 1/1 0.94 0.17 -1.12 43,43,43,43 0
56 MG YA 3207 1/1 0.94 0.16 -1.15 29,29,29,29 0
56 MG RA | 3249 1/1 0.95 0.14 | -1.17 39,39,39,39 0
56 | MG | YA |3058| 1/1 091 | 0.14 | -1.23 29,29,29.29 0
56 MG RA | 3196 1/1 0.93 0.13 | -1.26 40,40,40,40 0
56 MG XA | 1733 1/1 0.97 0.14 | -1.31 33,33,33,33 0
56 MG YA 3126 1/1 0.94 0.14 -1.32 51,51,51,51 0
56 MG RA 3412 1/1 0.89 0.15 -1.40 34,34,34,34 0
56 MG YA 3342 1/1 0.95 0.15 -1.43 54,54,54,54 0
56 MG YA 3248 1/1 0.81 0.13 -1.44 43,43,43,43 0
56 MG XD 302 1/1 0.85 0.08 | -1.52 86,86,86,86 0
56 MG RA | 3133 1/1 0.90 0.14 | -1.54 38,38,38,38 0
57 ZN QN 100 1/1 0.72 0.15 | -1.54 | 100,100,100,100 0
56 MG RA | 3382 1/1 0.91 0.18 | -1.60 49,49,49,49 0
56 MG R5 103 1/1 0.81 0.13 | -1.62 60,60,60,60 0
56 MG YA | 3412 1/1 0.96 0.16 | -1.63 38,38,38,38 0
56 MG RA | 3278 1/1 0.81 0.12 | -1.63 67,67,67,67 0
56 MG XA | 1743 1/1 0.77 0.14 | -1.63 39,39,39,39 0
56 MG YA | 3433 1/1 0.97 0.15 | -1.71 31,31,31,31 0
56 MG RP 201 1/1 0.96 0.12 | -1.74 38,38,38,38 0
56 MG RA | 3340 1/1 0.94 0.12 | -1.78 79,79,79,79 0
56 MG YA 3173 1/1 0.79 0.13 -1.84 41,41,41,41 0
56 MG RA | 3059 1/1 0.90 0.13 | -1.88 15,15,15,15 0
56 MG QA | 1684 1/1 0.94 0.13 | -1.90 46,46,46,46 0
56 MG QA | 1739 1/1 0.91 0.08 | -1.93 49,49,49,49 0
56 MG YG 201 1/1 0.86 0.13 | -2.00 63,63,63,63 0
56 MG XA | 1760 1/1 0.91 0.08 | -2.13 79,79,79,79 0
57 ZN XN 101 1/1 0.94 0.11 | -2.31 67,67,67,67 0
56 MG QA | 1625 1/1 0.91 0.11 | -2.31 35,35,35,35 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
56 MG YA 3028 1/1 0.97 0.12 -2.32 17,17,17,17 0
56 MG YA | 3411 1/1 0.89 0.12 | -2.42 53,53,53,53 0
56 MG RA | 3016 1/1 0.98 0.13 | -2.44 6,6,6,6 0
56 MG XA ] 1609 1/1 0.92 0.11 | -2.45 70,70,70,70 0
56 MG RA | 3343 1/1 0.90 0.10 | -2.51 57,57,57,57 0
56 MG QA | 1723 1/1 0.98 0.12 | -2.57 98,98,98,98 0
56 MG XA | 1643 1/1 0.97 0.09 | -2.66 51,51,51,51 0
56 | MG | RB | 204 | 1/1 0.92 | 0.10 | -2.78 61,61,61,61 0
56 MG YA 3415 1/1 0.97 0.09 -2.83 41,41,41,41 0
56 MG YA 3205 1/1 0.98 0.11 -2.83 22,22.22.22 0
56 MG XA | 1734 1/1 0.97 0.07 | -3.13 44,44,44. 44 0
56 MG YA | 3008 1/1 0.96 0.12 | -3.22 8,8,8,8 0
56 | MG | RP | 202 | 1/1 099 | 0.14 | -3.32 31,31,31,31 0
56 MG YA | 3057 1/1 0.94 0.13 | -3.32 37,37,37,37 0
56 MG QA | 1623 1/1 0.96 0.10 | -3.43 52,52,52,52 0
56 MG YA | 3049 1/1 0.94 0.15 | -3.65 29,29,29,29 0
56 MG RA | 3374 1/1 0.96 0.10 | -3.66 34,34,34,34 0
56 MG RA | 3201 1/1 0.87 0.09 | -3.84 19,19,19,19 0
56 MG RA | 3084 1/1 0.94 0.08 | -3.92 23,23,23,23 0
56 MG RA | 3005 1/1 0.92 0.13 | -4.01 15,15,15,15 0
56 MG XA ] 1623 1/1 0.95 0.07 | -4.20 36,36,36,36 0
56 MG QA | 1725 1/1 0.81 0.10 | -4.33 65,65,65,65 0
56 MG YA | 3406 1/1 0.89 0.06 | -4.39 74,74,74,74 0
56 MG RA | 3058 1/1 0.96 0.14 | -4.46 41,41,41,41 0
56 MG YA | 3138 1/1 0.92 0.08 | -4.88 26,26,26,26 0
56 MG YA | 3127 1/1 0.97 0.09 | -5.65 20,20,20,20 0
56 MG RA | 3130 1/1 0.98 0.09 | -5.73 27,27,27,27 0
56 MG YA | 3083 1/1 0.95 0.09 | -6.37 30,30,30,30 0
56 MG RA | 3127 1/1 0.96 0.07 | -8.97 23,23,23,23 0
56 MG YA | 3016 1/1 0.96 0.10 | -12.98 18,18,18,18 0
56 MG QA | 1632 1/1 0.86 0.65 - 36,36,36,36 0
56 MG RA | 3174 1/1 0.73 0.25 - 64,64,64,64 0
56 MG XA | 1688 1/1 0.80 0.23 - 39,39,39,39 0
56 MG RA | 3092 1/1 0.97 0.27 - 31,31,31,31 0
56 MG RO 101 1/1 0.96 0.27 - 43,43,43,43 0
56 MG QV 102 1/1 0.84 0.28 - 38,38,38,38 0
56 MG XA | 1740 1/1 0.77 0.34 - 50,50,50,50 0
56 MG QV 103 1/1 0.74 0.45 - 55,55,55,55 0
56 MG YA | 3321 1/1 0.89 0.34 - 71,71,71,71 0
56 MG YA | 3299 1/1 0.84 0.33 - 67,67,67,67 0
56 MG YA | 3320 1/1 0.92 0.48 - 39,39,39,39 0
56 MG YA | 3001 1/1 0.66 0.77 - 70,70,70,70 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
56 MG RA | 3320 1/1 0.83 0.52 - 63,63,63,63 0
56 MG RA | 3020 1/1 0.98 0.25 - 15,15,15,15 0
56 MG XA | 1720 1/1 0.82 0.35 - 53,53,53,53 0
56 MG YA | 3204 1/1 0.92 0.39 - 39,39,39,39 0
56 | MG | XA | 1721 1/1 0.97 | 0.22 ; 16,46,46,46 0
56 MG RA | 3333 1/1 0.75 0.23 - 52,52,52,52 0
56 MG YA | 3194 1/1 0.94 0.14 - 39,39,39,39 0
56 MG YA | 3099 1/1 0.89 0.26 - 51,51,51,51 0
56 MG RA | 3096 1/1 0.87 0.47 - 74,74,74,74 0
56 MG XA | 1616 1/1 0.98 0.26 - 36,36,36,36 0
56 MG YA | 3244 1/1 0.93 0.32 - 76,76,76,76 0
56 MG XA | 1626 1/1 0.90 0.51 - 51,51,51,51 0
56 MG RA | 3346 1/1 0.81 0.46 - 43,43,43,43 0
56 MG RA | 3263 1/1 0.92 0.26 - 62,62,62,62 0
56 MG YA | 3206 1/1 0.96 0.40 - 38,38,38,38 0
56 MG RA | 3390 1/1 0.90 0.30 - 53,53,53,53 0
56 | MG | RA |3159| 1/1 0.93 | 0.26 _ 44,44,44.44 0
56 MG YO0 102 1/1 0.93 0.25 - 46,46,46,46 0
56 | MG | RA | 3141 1/1 0.88 | 0.21 ; 64,64,64,64 0
56 MG YA | 3145 1/1 0.90 0.40 - 46,46,46,46 0
56 MG YA 3246 1/1 0.92 0.44 - 61,61,61,61 0
56 MG RA | 3256 1/1 0.95 0.15 - 59,59,59,59 0
56 MG YA | 3270 1/1 0.87 0.54 - 45,45,45,45 0
56 MG YA | 3303 1/1 0.83 0.44 - 60,60,60,60 0
56 MG YA | 3183 1/1 0.88 0.28 - 35,35,35,35 0
56 MG YA | 3160 1/1 0.90 0.26 - 50,50,50,50 0
56 MG RA | 3101 1/1 0.90 0.35 - 31,31,31,31 0
56 MG QA | 1672 1/1 0.77 0.19 - 49,49,49,49 0
56 MG YA | 3200 1/1 0.87 0.28 - 60,60,60,60 0
56 MG RA | 3313 1/1 0.87 0.35 - 50,50,50,50 0
56 MG RA | 3161 1/1 0.64 0.57 - 71,71,71,71 0
56 MG QA | 1643 1/1 0.96 0.12 - A7.47,47,47 0
56 MG YA | 3293 1/1 0.94 0.47 - 48,48,48,48 0
56 MG RA | 3002 1/1 0.94 0.16 - 15,15,15,15 0
56 MG QA 1692 1/1 0.94 0.32 - 42.42.42 49 0
56 MG YA | 3427 1/1 0.42 0.28 - 99,99,99,99 0
56 MG XA | 1729 1/1 0.97 0.39 - 37,37,37,37 0
56 | MG | YA | 3217 1/1 0.95 | 027 ; 24,24,24,24 0
56 | MG | QA | 1689 | 1/1 0.82 | 0.22 ; 61,61,61,61 0
56 MG RA | 3229 1/1 0.98 0.14 - 31,31,31,31 0
56 MG RA | 3015 1/1 0.96 0.32 - 30,30,30,30 0
56 | MG | YA |3195| 1,1 0.98 | 0.23 _ 21,21,21,21 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
56 MG RA | 3181 1/1 0.89 0.30 - 67,67,67,67 0
56 MG RA | 3035 1/1 0.83 0.27 - 40,40,40,40 0
56 MG YA | 3002 1/1 0.98 0.12 - 6,6,6,6 0
56 | MG | YY | 201 | 1/1 0.85 | 0.33 _ 42,42,42,42 0
56 MG XA | 1757 1/1 0.89 0.62 - 58,58,58,58 0
56 MG YA 3404 1/1 0.84 0.24 - 28,28,28,28 0
56 MG RA | 3198 1/1 0.90 0.53 - 45,45,45,45 0
56 MG XA | 1677 1/1 0.89 0.38 - 49,49,49,49 0
56 MG RA | 3113 1/1 0.91 0.53 - 74,74,74,74 0
56 MG QA | 1696 1/1 0.95 0.65 - 33,33,33,33 0
56 | MG | XA | 1708 | 1/1 0.90 | 0.34 ; 41,4141 41 0
56 MG XL 201 1/1 0.77 0.19 - 60,60,60,60 0
56 MG YA | 3134 1/1 0.93 0.18 - 56,56,56,56 0
56 MG YA | 3437 1/1 0.85 0.26 - 56,56,56,56 0
56 MG RA | 3085 1/1 0.99 0.33 - 16,16,16,16 0
56 MG XA | 1748 1/1 0.94 0.15 - 57,57,57,57 0
56 MG YA | 3451 1/1 0.87 0.41 - 50,50,50,50 0
56 MG YA | 3155 1/1 0.87 0.10 - 29,29,29,29 0
56 MG QA | 1679 1/1 0.88 0.54 - 61,61,61,61 0
56 MG QA | 1634 1/1 0.96 0.44 - 33,33,33,33 0
56 MG QA | 1603 1/1 0.89 0.23 - 83,83,83,83 0
56 | MG | QA | 1703 | 1,1 0.84 | 0.22 _ 43,4343 43 0
56 MG YA | 3362 1/1 0.88 0.44 - 48,48,48,48 0
56 MG YA | 3124 1/1 0.97 0.36 - 33,33,33,33 0
56 MG RA | 3140 1/1 0.98 0.17 - 30,30,30,30 0
56 MG RA | 3371 1/1 0.94 0.64 - 57,57,57,57 0
56 MG RA | 3323 1/1 0.92 0.28 - 43,43,43,43 0
56 MG YA | 3310 1/1 0.98 0.14 - 56,56,56,56 0
56 MG XA 1642 1/1 0.89 0.14 - 54,54,54,54 0
56 MG RA | 3090 1/1 0.72 0.24 - 61,61,61,61 0
56 MG YA | 3273 1/1 0.82 0.26 - 50,50,50,50 0
56 MG RA | 3189 1/1 0.93 0.42 - 25,25,25,25 0
56 MG QA | 1728 1/1 0.92 0.13 - 61,61,61,61 0
56 MG YA | 3236 1/1 0.94 0.43 - 30,30,30,30 0
56 MG YA | 3351 1/1 0.69 0.58 - 74,74,74,74 0
56 MG XA | 1706 1/1 0.30 0.86 - 81,81,81,81 0
56 MG QA | 1633 1/1 0.95 0.37 - 68,68,68,68 0
56 MG YA | 3447 1/1 0.96 0.44 - 97,97,97,97 0
56 MG RA | 3378 1/1 0.89 0.19 - 18,18,18,18 0
56 MG RA | 3068 1/1 0.89 0.33 - 39,39,39,39 0
56 MG XA | 1687 1/1 0.83 0.65 - 49,49,49,49 0
56 MG YA 3110 1/1 0.93 0.12 - 10,10,10,10 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
56 MG YA | 3261 1/1 0.95 0.53 - 67,67,67,67 0
56 MG YA | 3153 1/1 0.95 0.16 - 19,19,19,19 0
56 MG RA | 3281 1/1 0.95 0.29 - 39,39,39,39 0
56 MG XA | 1725 1/1 0.66 0.27 - 51,51,51,51 0
56 MG YA | 3029 1/1 0.99 0.32 - 15,15,15,15 0
56 MG RA | 3007 1/1 0.69 0.97 - 40,40,40,40 0
56 MG RA | 3335 1/1 0.97 0.16 - 18,18,18,18 0
56 | MG | YA |3088| 1,1 0.94 | 0.50 _ 21,21,21,21 0
56 MG RA | 3004 1/1 0.96 0.38 - 10,10,10,10 0
56 MG RA | 3326 1/1 0.65 0.51 - 52,52,52,52 0
56 MG YA | 3076 1/1 0.92 0.27 - 43,43,43,43 0
56 | MG | YA | 3242 1/1 0.97 | 0.24 ; A1,41,41,41 0
56 MG RA | 3367 1/1 0.96 0.16 - 39,39,39,39 0
56 MG RB 201 1/1 0.96 0.32 - 26,26,26,26 0
56 MG RA | 3074 1/1 0.59 0.43 - 33,33,33,33 0
56 | MG | RA |3206]| 1,1 0.94 | 0.45 _ 44,4444, 44 0
56 MG RA | 3285 1/1 0.94 0.28 - 60,60,60,60 0
56 MG XA | 1608 1/1 0.87 0.53 - 52,52,52,52 0
56 | MG | YA 3038 1/1 0.98 | 0.54 ; 12,12,12,12 0
56 | MG | QA 1698 | 1/1 0.72 | 0.34 ; 101,101,101,101 | 0
56 | MG | YA |3040| 1,1 0.98 | 0.25 _ 21,21,21,21 0
56 | MG | XA | I714| 1/1 0.67 | 0.16 _ 81,81,81,81 0
56 MG XA ]1633 1/1 0.97 0.26 - 50,50,50,50 0
56 MG YA | 3350 1/1 0.92 0.39 - 58,58,58,58 0
56 MG XA | 1713 1/1 0.96 0.29 - 27,27,27,27 0
56 | MG | YA 3317 1/1 0.92 | 0.20 ; 41,4141 41 0
56 MG XA | 1742 1/1 0.82 0.27 - 63,63,63,63 0
56 MG YA | 3353 1/1 0.93 0.49 - 53,53,53,53 0
56 MG RA | 3208 1/1 0.82 0.36 - 48,48,48.,48 0
56 MG YA | 3101 1/1 0.93 0.39 - 36,36,36,36 0
56 MG RA | 3299 1/1 0.96 0.09 - 44,44,44 44 0
56 MG QA | 1606 1/1 0.86 0.35 - 27,27,27,27 0
56 MG RA | 3028 1/1 0.98 0.25 - 24,24,24,24 0
56 MG RA | 3380 1/1 0.93 0.46 - 40,40,40,40 0
56 MG YA | 3259 1/1 0.95 0.30 - 50,50,50,50 0
56 MG YA | 3125 1/1 0.92 0.39 - 48,48,48.48 0
56 MG YA | 3434 1/1 0.74 0.50 - 67,67,67,67 0
56 MG QA | 1731 1/1 0.93 0.41 - 37,37,37,37 0
56 MG RA | 3050 1/1 0.80 0.70 - 57,57,57,57 0
56 MG YA | 3074 1/1 0.98 0.42 - 34,34,34,34 0
56 MG XA 1622 1/1 0.94 0.53 - 44.,44.44 .44 0
56 MG RA | 3277 1/1 0.97 0.11 - 18,18,18,18 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
56 MG RA | 3270 1/1 0.99 0.38 - 49,49,49,49 0
56 | MG | RA |3341| 1/1 0.79 | 0.46 _ 41,41,41,41 0
56 MG RA | 3332 1/1 0.92 0.43 - 87,87,87,87 0
56 | MG | RA | 3212 1/1 0.94 | 0.25 _ 14,44 44,44 0
56 MG RA | 3344 1/1 0.96 0.05 - 43,43,43,43 0
56 MG QA | 1737 1/1 0.98 0.25 - 93,93,93,93 0
56 MG QA | 1688 1/1 0.99 0.41 - 26,26,26,26 0
56 MG QA | 1717 1/1 0.88 0.24 - D7,57,57,57 0
56 MG YA | 3414 1/1 0.92 0.21 - 87,87,87,87 0
56 MG YA | 3448 1/1 0.96 0.16 - 51,51,51,51 0
56 MG RA | 3259 1/1 0.78 0.38 - 57,57,57,57 0
56 MG QA | 1668 1/1 0.86 0.41 - 68,68,68,68 0
56 MG YA | 3004 1/1 0.99 0.35 - 5,9,5,5 0
56 MG XA ] 1691 1/1 0.91 0.27 - 53,53,53,53 0
56 MG QA | 1738 1/1 0.82 0.19 - 67,67,67,67 0
56 MG YA | 3325 1/1 0.97 0.40 - 39,39,39,39 0
56 MG YA | 3292 1/1 0.89 0.13 - 45,45,45,45 0
56 MG QA | 1694 1/1 0.71 0.21 - 86,86,86,86 0
56 MG QA | 1716 1/1 0.90 0.41 - 68,68,68,68 0
56 MG YA | 3268 1/1 0.89 0.17 - 53,53,53,53 0
56 MG QV 101 1/1 0.82 0.29 - 35,35,35,35 0
56 MG RA | 3288 1/1 0.96 0.33 - 39,39,39,39 0
56 MG XA ] 1670 1/1 0.93 0.42 - 36,36,36,36 0
56 MG XA | 1661 1/1 0.92 0.50 - 39,39,39,39 0
56 MG QA | 1657 1/1 0.89 0.27 - 36,36,36,36 0
56 MG YA | 3372 1/1 0.90 0.32 - 45,45,45,45 0
56 MG YA | 3364 1/1 0.84 0.21 - 44,44,44,44 0
56 MG XA | 1707 1/1 0.99 0.68 - 31,31,31,31 0
56 MG YA | 3393 1/1 0.81 0.36 - 62,62,62,62 0
56 | MG | YA |a3l12]| 1/1 0.88 | 0.26 _ 32,32,32,32 0
56 MG YA | 3034 1/1 0.96 0.10 - 31,31,31,31 0
56 MG XA | 1664 1/1 0.91 0.38 - 59,59,59,59 0
56 MG YA | 3269 1/1 0.92 0.20 - 43,43,43,43 0
56 MG RA | 3091 1/1 0.88 0.28 - 48,48,48,48 0
56 MG YA 3247 1/1 0.89 0.24 - 42.42.42 49 0
56 MG YA | 3007 1/1 0.91 1.19 - 39,39,39,39 0
56 MG RA | 3388 1/1 0.72 0.40 - 84,84,84,84 0
56 MG RA | 3384 1/1 0.81 0.51 - 61,61,61,61 0
56 MG XA | 1606 1/1 0.98 0.34 - 31,31,31,31 0
56 MG YA | 3151 1/1 0.75 0.45 - 26,26,26,26 0
56 MG YA | 3263 1/1 0.93 0.26 - 57,57,57,57 0
56 MG XV 103 1/1 0.93 0.36 - 40,40,40,40 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
56 MG RA | 3362 1/1 0.89 0.16 - 72,72,72,72 0
56 MG XA | 1739 1/1 0.70 0.15 - D7,57,57,57 0
56 MG YA | 3109 1/1 0.86 0.32 - 39,39,39,39 0
56 MG RA | 3022 1/1 0.83 0.31 - 56,56,56,56 0
56 MG RA | 3397 1/1 0.94 0.46 - 55,55,55,55 0
56 MG YA | 3111 1/1 0.95 0.28 - 36,36,36,36 0
56 MG RA | 3351 1/1 0.72 0.50 - 54,54,54,54 0
56 MG XA | 1686 1/1 0.96 0.11 - 40,40,40,40 0
56 MG RA | 3394 1/1 0.94 0.23 - D7,57,57,57 0
56 MG RA | 3170 1/1 0.87 0.54 - 49,49,49,49 0
56 MG XA | 1753 1/1 0.92 0.23 - 100,100,100,100 0
56 MG RA | 3361 1/1 0.94 0.36 - 40,40,40,40 0
56 MG YA | 3209 1/1 0.96 0.55 - 25,25,25,25 0
56 MG RA | 3311 1/1 0.82 0.55 - 55,55,55,55 0
56 MG YA | 3258 1/1 0.80 0.36 - 60,60,60,60 0
56 MG RA | 3376 1/1 0.91 0.41 - 26,26,26,26 0
56 MG RA | 3337 1/1 0.91 0.44 - 54,54,54,54 0
56 MG YA | 3275 1/1 0.93 0.17 - 50,50,50,50 0
56 MG YA | 3377 1/1 0.98 0.21 - 31,31,31,31 0
56 MG XA | 1652 1/1 0.82 0.21 - 38,38,38,38 0
56 MG YA | 3324 1/1 0.87 0.45 - 33,33,33,33 0
56 MG RA | 3089 1/1 0.96 0.55 - 16,16,16,16 0
56 MG YA | 3361 1/1 0.91 0.32 - 45,45,45,45 0
56 MG XA | 1728 1/1 0.74 0.88 - 73,73,73,73 0
56 MG YA | 3036 1/1 0.97 0.33 - 45,45,45,45 0
56 MG RA | 3225 1/1 0.98 0.09 - 51,51,51,51 0
56 MG RA | 3305 1/1 0.94 0.21 - 68,68,68,68 0
56 MG QA | 1708 1/1 0.94 0.30 - 50,50,50,50 0
56 MG QA | 1724 1/1 0.89 0.11 - 50,50,50,50 0
56 | MG | RA |3386| 1,1 0.86 | 0.25 _ 44,44,44.44 0
56 MG RA | 3282 1/1 0.83 0.39 - 40,40,40,40 0
56 MG QA | 1705 1/1 0.89 0.69 - 48,48,48,48 0
56 MG RA | 3253 1/1 0.93 0.26 - A7.47,47,47 0
56 | MG | YB | 201 | 1/1 0.86 | 0.32 ; 42,42 42,42 0
56 MG RA | 3260 1/1 0.92 0.16 - D7,57,57,57 0
56 MG QA | 1655 1/1 0.93 0.26 - 39,39,39,39 0
56 MG YA | 3455 1/1 0.84 0.18 - 68,68,68,68 0
56 | MG | RA | 3121 1/1 0.97 | 0.32 ; 14,14,14,14 0
56 MG YB 203 1/1 0.84 0.34 - 52,52,52,52 0
56 MG YA | 3199 1/1 0.97 0.13 - 28,28,28,28 0
56 MG XA | 1632 1/1 0.91 0.55 - 39,39,39,39 0
56 MG YA 3141 1/1 0.96 0.34 - 41,41,41,41 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
56 MG RA | 3112 1/1 0.91 0.26 - 38,38,38,38 0
56 MG RA | 3215 1/1 0.91 0.14 - 36,36,36,36 0
56 MG QA | 1686 1/1 0.92 0.31 - 49,49,49,49 0
56 MG RA | 3220 1/1 0.88 0.50 - 54,54,54,54 0
56 MG RA | 3083 1/1 0.90 0.31 - 49,49,49,49 0
56 MG YA | 3296 1/1 0.94 0.34 - 66,66,66,66 0
56 MG RA | 3132 1/1 0.46 1.34 - 58,58,58,58 0
56 | MG | RY | 201 | 1,1 0.87 | 0.34 _ 21,21,21,21 0
56 MG RA | 3191 1/1 0.96 0.33 - 18,18,18,18 0
56 MG YA | 3382 1/1 0.89 0.50 - 47,4747 .47 0
56 MG RA | 3125 1/1 0.90 0.72 - 68,68,68,68 0
56 MG RA | 3336 1/1 0.80 0.23 - 39,39,39,39 0
56 MG RA | 3097 1/1 0.94 0.41 - 54,54,54,54 0
56 MG RA | 3168 1/1 0.92 0.48 - 79,79,79,79 0
56 MG XA | 1711 1/1 0.96 0.17 - 53,53,53,53 0
56 MG QA | 1736 1/1 0.83 0.36 - 52,52,52,52 0
56 MG QA | 1671 1/1 0.98 0.22 - 36,36,36,36 0
56 MG YA | 3370 1/1 0.85 0.28 - 62,62,62,62 0
56 MG RA | 3309 1/1 0.73 0.70 - 69,69,69,69 0
56 MG YA | 3390 1/1 0.77 0.29 - 92,92,92,92 0
56 MG XA | 1745 1/1 0.62 0.38 - 99,99,99,99 0
56 MG YA | 3015 1/1 0.98 0.26 - 16,16,16,16 0
56 MG YA | 3340 1/1 0.84 0.57 - 48,48,48,48 0
56 MG XA | 1700 1/1 0.94 0.16 - 87,87,87,87 0
56 MG QA | 1719 1/1 0.95 0.17 - 38,38,38,38 0
56 | MG | YA | 3161 1/1 0.98 | 0.17 ; 41,4141 41 0
56 MG RA | 3403 1/1 0.87 0.18 - 52,52,52,52 0
56 MG YA | 3450 1/1 0.89 0.26 - 40,40,40,40 0
56 MG QA | 1651 1/1 0.92 0.24 - 30,30,30,30 0
56 MG YA 3144 1/1 0.97 0.12 - 21,21,21,21 0
56 | MG | RA | 3048 | 1/1 0.77 | 0.40 _ 21,21,21,21 0
56 MG Y7 101 1/1 0.94 0.22 - 51,51,51,51 0
56 MG QA | 1621 1/1 0.83 0.16 - 38,38,38,38 0
56 MG YA | 3060 1/1 0.97 0.44 - 13,13,13,13 0
56 MG RA | 3075 1/1 0.92 0.29 - 18,18,18,18 0
56 MG YA | 3086 1/1 0.98 0.27 - 37,37,37,37 0
56 MG YA | 3033 1/1 0.98 0.27 - 19,19,19,19 0
56 MG RA | 3099 1/1 0.86 0.30 - 68,68,68,68 0
56 MG RA | 3184 1/1 0.85 0.47 - 71,71,71,71 0
56 MG RA | 3379 1/1 0.91 0.39 - 44,44,44,44 0
56 MG RA | 3405 1/1 0.64 0.62 - 74,74,74,74 0
56 MG RA | 3339 1/1 0.91 0.62 - 55,55,55,55 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
56 MG RA | 3301 1/1 0.90 0.42 - 53,53,53,53 0
56 MG YA | 3177 1/1 0.95 0.09 - D7,57,57,57 0
56 MG RA | 3202 1/1 0.92 0.29 - 32,32,32,32 0
56 | MG | RA | 3057 | 1/1 0.99 | 0.33 _ 92,22,22.22 0
56 MG YA | 3093 1/1 0.93 0.10 - 51,51,51,51 0
56 MG YA | 3264 1/1 0.82 0.31 - 66,66,66,66 0
o6 MG XA 1672 1/1 0.95 0.18 - 12,12,12,12 0
56 MG YA | 3349 1/1 0.78 0.54 - 58,58,58,58 0
56 MG YA | 3395 1/1 0.95 0.38 - 25,25,25,25 0
56 MG XF 201 1/1 0.94 0.27 - 35,35,35,35 0
56 MG YA | 3442 1/1 0.78 0.30 - 70T 0
56 MG YA | 3226 1/1 0.95 0.36 - 39,39,39,39 0
56 MG RA | 3088 1/1 0.97 0.34 - 24,24,24,24 0
56 MG RA | 3330 1/1 0.98 0.19 - 45,45,45,45 0
56 MG QA | 1721 1/1 0.88 0.27 - 62,62,62,62 0
56 MG RA 3244 1/1 0.95 0.34 - 42.42.42 49 0
56 | MG | YA |3243| 1/1 0.94 | 045 _ 48,4848 48 0
56 MG YA | 3306 1/1 0.85 0.59 - 56,56,56,56 0
56 MG YA | 3356 1/1 0.96 0.42 - 48,48,48,48 0
56 MG RA | 3287 1/1 0.98 0.13 - 64,64,64,64 0
56 | MG | YA |3373| 1/1 0.75 | 0.26 _ 41,41,41,41 0
56 MG QA | 1735 1/1 0.79 0.51 - 75,75,75,75 0
56 MG YA | 3227 1/1 0.84 0.33 - 54,54,54,54 0
56 MG RA | 3243 1/1 0.49 0.31 - 54,54,54,54 0
56 MG XA | 1629 1/1 0.88 0.17 - 83,83,83,83 0
56 MG XA | 1718 1/1 0.90 0.53 - 48,48,48,48 0
56 MG RA | 3214 1/1 0.96 0.25 - 40,40,40,40 0
56 MG YA | 3203 1/1 0.94 0.40 - 39,39,39,39 0
56 | MG | QA | 1617 | 1,1 0.90 | 0.31 _ 42,42 42,42 0
56 MG QA | 1656 1/1 0.90 0.34 - 38,38,38,38 0
56 MG YA | 3339 1/1 0.90 0.27 - 40,40,40,40 0
56 MG YA | 3198 1/1 0.96 0.26 - 27,27,27,27 0
56 MG RA | 3145 1/1 0.92 0.28 - 54,54,54,54 0
56 MG RA | 3111 1/1 0.98 0.13 - 39,39,39,39 0
56 MG XA | 1752 1/1 0.94 0.23 - 83,83,83,83 0
56 | MG | YA |3035| 1,1 0.97 | 0.41 _ 24,24,24.24 0
56 MG YA | 3067 1/1 0.82 0.30 - 40,40,40,40 0
56 MG XA ] 1631 1/1 0.88 0.32 - 57,57,57,57 0
56 MG RA | 3370 1/1 0.97 0.31 - 41,41,41,41 0
56 MG QA | 1718 1/1 0.86 1.01 - 72,72,72,72 0
56 MG YA | 3344 1/1 0.84 0.26 - 66,66,66,66 0
56 MG RA | 3398 1/1 0.89 0.26 - 55,55,55,55 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
56 MG YA | 3453 1/1 0.94 0.23 - 35,35,35,35 0
56 MG XA | 1641 1/1 0.95 0.38 - D7,57,57,57 0
56 MG YA | 3131 1/1 0.76 0.35 - 48,48,48,48 0
56 MG YA | 3363 1/1 0.92 0.23 - 69,69,69,69 0
56 MG YA | 3309 1/1 0.92 0.15 - 76,76,76,76 0
56 MG YA | 3178 1/1 0.90 0.51 - 40,40,40,40 0
56 MG YA | 3286 1/1 0.90 0.60 - 64,64,64,64 0
56 MG RA | 3312 1/1 0.96 0.51 - 39,39,39,39 0
56 MG RA | 3154 1/1 0.94 0.09 - 35,35,35,35 0
56 MG RA | 3381 1/1 0.97 0.23 - 37,37,37,37 0
56 MG YA | 3115 1/1 0.94 0.41 - 33,33,33,33 0
56 MG XA | 1634 1/1 0.96 0.28 - 39,39,39,39 0
56 | MG | YA | 3418 1/1 0.72 | 0.52 ; 52,52,52,52 0
56 MG RA | 3108 1/1 0.98 0.47 - 10,10,10,10 0
56 MG RA | 3377 1/1 0.86 0.12 - 32,32,32,32 0
56 MG RA | 3148 1/1 0.93 0.21 - 43,43,43,43 0
56 MG XA | 1758 1/1 0.75 0.37 - 60,60,60,60 0
56 MG XA ] 1651 1/1 0.98 0.40 - 30,30,30,30 0
56 MG RA | 3349 1/1 0.94 0.15 - 80,80,80,80 0
56 MG RA | 3283 1/1 0.80 0.37 - 40,40,40,40 0
56 MG RQ 201 1/1 0.78 0.45 - 52,52,52,52 0
56 MG XA | 1689 1/1 0.76 0.70 - 55,55,55,55 0
56 MG YA | 3272 1/1 0.95 0.31 - 49,49,49,49 0
56 MG XA | 1716 1/1 0.74 0.34 - 58,58,58,58 0
56 | MG | XA | 1722 1/1 0.90 | 0.29 ; 61,61,61,61 0
56 MG XV 102 1/1 0.92 0.35 - 36,36,36,36 0
56 MG YA | 3384 1/1 0.84 0.28 - 58,58,58,58 0
56 MG YA | 3464 1/1 0.97 0.37 - 31,31,31,31 0
56 MG RA | 3030 1/1 0.98 0.23 - 35,35,35,35 0
56 MG QA | 1660 1/1 0.96 0.21 - 40,40,40,40 0
56 MG QA | 1709 1/1 0.57 0.44 - 59,59,59,59 0
56 MG QA | 1707 1/1 0.92 0.11 - A7.47,47,47 0
56 MG YA | 3308 1/1 0.94 0.48 - 31,31,31,31 0
56 MG RA | 3190 1/1 0.92 0.30 - 38,38,38,38 0
56 MG YA | 3431 1/1 0.93 0.18 - 36,36,36,36 0
56 MG RA | 3258 1/1 0.94 0.40 - 46,46,46,46 0
56 MG YA | 3262 1/1 0.92 0.43 - 39,39,39,39 0
56 MG RA | 3347 1/1 0.89 0.45 - 52,52,52,52 0
56 MG XA ]1610 1/1 0.97 0.18 - 46,46,46,46 0
56 MG YA | 3009 1/1 0.99 0.33 - 14,14,14,14 0
56 MG XA | 1669 1/1 0.92 0.57 - 35,35,35,35 0
56 | MG | YA |3240| 1,1 0.94 | 0.26 _ AT AT AT AT 0

Continued on next page...



Page 99 wwPDB X-ray Structure Validation Summary Report AWA4G

Continued from previous page...

Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
56 MG YA | 3180 1/1 0.81 0.27 - 61,61,61,61 0
56 MG RA | 3308 1/1 0.96 0.43 - 38,38,38,38 0
56 MG YA | 3185 1/1 0.91 0.28 - 36,36,36,36 0
56 MG QA | 1734 1/1 0.83 0.19 - 61,61,61,61 0
56 MG RA | 3317 1/1 0.95 0.22 - 33,33,33,33 0
56 MG YA | 3383 1/1 0.88 0.25 - A7.47,47,47 0
56 | MG | YA | 3452 1/1 0.92 | 0.18 ; 71,71,71,71 0
56 MG YA | 3297 1/1 0.97 0.48 - 37,37,37,37 0
56 MG YA | 3085 1/1 0.98 0.18 - 33,33,33,33 0
56 MG RA | 3134 1/1 0.91 0.24 - 50,50,50,50 0
56 | MG | YA | 3041 1/1 0.97 | 0.33 ; 14,14,14,14 0
56 MG YA | 3051 1/1 0.95 0.27 - 15,15,15,15 0
56 MG RA | 3328 1/1 0.91 0.21 - 61,61,61,61 0
56 | MG | XV | 104 | 1/1 0.85 | 0.26 _ 44,44,44,44 0
56 MG XA | 1602 1/1 0.99 0.38 - 13,13,13,13 0
56 MG QA | 1616 1/1 0.99 0.20 - 46,46,46,46 0
56 | MG | RA |al77| 1/1 0.93 | 0.20 _ 42,42.42.42 0
56 MG XA | 1705 1/1 0.83 0.51 - 53,53,53,53 0
56 | MG | YA 3023 1/1 0.97 | 0.29 ; 12,12,12,12 0
56 MG YA | 3389 1/1 0.80 0.69 - 59,59,59,59 0
56 MG QA | 1658 1/1 0.83 0.33 - 46,46,46,46 0
56 | MG | XA | 1650 | 1,1 0.97 | 0.27 _ 21,21,21,21 0
56 MG RA | 3354 1/1 0.87 0.19 - 71,71,71,71 0
56 MG YA | 3352 1/1 0.90 0.29 - 53,53,53,53 0
56 MG QA | 1711 1/1 0.97 0.30 - 33,33,33,33 0
56 MG YA | 3444 1/1 0.75 0.27 - 56,56,56,56 0
56 MG XA | 1717 1/1 0.94 0.38 - 39,39,39,39 0
56 MG XA | 1671 1/1 0.91 0.51 - 56,56,56,56 0
56 MG YA | 3116 1/1 0.97 0.32 - 58,58,58,58 0
56 MG YA | 3220 1/1 0.97 0.36 - 48,48,48,48 0
56 MG RA | 3205 1/1 0.92 0.40 - 44,44,44 44 0
56 MG XA | 1666 1/1 0.97 0.33 - 28,28,28,28 0
56 MG YA | 3360 1/1 0.86 0.16 - 57,57,57,57 0
56 MG XA | 1726 1/1 0.84 0.37 - 55,55,55,55 0
56 MG QA | 1629 1/1 0.89 0.15 - 56,56,56,56 0
56 | MG | RA |3372| 1/1 0.97 | 0.14 _ 21,21,21,21 0
56 MG YA | 3380 1/1 0.77 0.21 - 65,65,65,65 0
56 MG YA | 3334 1/1 0.76 0.36 - 65,65,65,65 0
56 MG RA | 3077 1/1 0.96 0.36 - 36,36,36,36 0
56 MG YA | 3181 1/1 0.67 0.55 - 64,64,64,64 0
56 MG RA | 3144 1/1 0.72 0.33 - 51,51,51,51 0
56 MG RA | 3363 1/1 0.84 0.62 - 45,45,45,45 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
56 MG RA | 3166 1/1 0.89 0.23 - 59,59,59,59 0
56 MG YA | 3064 1/1 0.97 0.27 - 15,15,15,15 0
56 MG RA | 3069 1/1 0.93 0.29 - 30,30,30,30 0
56 | MG | YA | 3282 1/1 0.97 | 0.29 _ 44,44,44 44 0
56 | MG | YA | 3149 1/1 0.91 | 0.22 ; 34,34,34,34 0
56 MG RA | 3200 1/1 0.95 0.11 - 65,65,65,65 0
56 MG RA | 3383 1/1 0.90 0.21 - 53,53,53,53 0
56 MG QA | 1602 1/1 0.93 0.41 - 33,33,33,33 0
56 MG QA | 1669 1/1 0.93 0.59 - 52,52,52,52 0
56 MG XA | 1617 1/1 0.75 0.26 - 50,50,50,50 0
56 | MG | YA |3169| 1/1 0.95 | 0.31 ; 42,42,42,42 0
56 MG YA | 3424 1/1 0.90 0.24 - 56,56,56,56 0
56 MG YA | 3397 1/1 0.65 0.25 - 58,58,58,58 0
56 MG RA | 3254 1/1 0.88 0.58 - 74,74,74,74 0
56 MG RA | 3169 1/1 0.85 0.41 - 53,53,53,53 0
56 MG XA | 1646 1/1 0.97 0.46 - 50,50,50,50 0
56 MG RA | 3143 1/1 0.95 0.24 - 23,23,23,23 0
56 MG YA | 3163 1/1 0.91 0.23 - 33,33,33,33 0
56 MG QA | 1702 1/1 0.89 0.50 - 60,60,60,60 0
56 MG YA | 3426 1/1 0.91 0.29 - 66,66,66,66 0
56 MG RA | 3404 1/1 0.84 0.62 - 58,58,58,58 0
56 MG YB 205 1/1 0.77 0.28 - 62,62,62,62 0
56 MG YA | 3326 1/1 0.88 0.62 - 52,52,52,52 0
56 MG YA | 3399 1/1 0.85 0.26 - 61,61,61,61 0
56 MG XA | 1658 1/1 0.96 0.27 - 40,40,40,40 0
56 MG RA | 3348 1/1 0.91 0.57 - 58,58,58,58 0
56 MG YA | 3357 1/1 0.89 0.34 - 27,27,27,27 0
56 | MG | XA | 1737| 1/1 0.93 | 0.66 _ 41,41,41,41 0
56 MG RA | 3295 1/1 0.35 0.66 - 58,58,58,58 0
56 | MG | QA | 1653 | 1/1 0.94 | 0.37 _ 41,41,41,41 0
56 MG XA | 1749 1/1 0.88 0.83 - 74,74,74,74 0
56 | MG | YA | 3044 1/1 0.92 | 0.33 ; 14,14,14,14 0
56 MG RA | 3039 1/1 0.98 0.55 - 14,14,14,14 0
o6 MG YA 3114 1/1 0.96 0.29 - 22222222 0
56 | MG | RA | 3402 1/1 0.72 | 041 _ 61,61,61,61 0
56 MG QA | 1622 1/1 0.96 0.68 - 39,39,39,39 0
56 | MG | RA |3310] 1,1 0.90 | 0.23 _ 12,12,12,12 0
56 MG QA | 1665 1/1 0.89 0.20 - 58,58,58,58 0
56 | MG | RE | 301 | 1/1 0.95 | 0.35 ; 21,21,21,21 0
56 | MG | XA | 1724 1/1 0.81 | 0.62 ; 64,64,64,64 0
56 MG YA | 3253 1/1 0.87 0.49 - 60,60,60,60 0
56 MG XA | 1663 1/1 0.90 0.24 - 46,46,46,46 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
56 MG XA | 1674 1/1 0.95 0.11 - 50,50,50,50 0
56 MG XA | 1699 1/1 0.95 0.13 - 84,84,84,84 0
56 MG YA 3407 1/1 0.62 0.15 - 44,44 44 44 0
56 MG YA | 3388 1/1 0.91 0.12 - 49,49,49,49 0
56 MG YA | 3333 1/1 0.94 0.30 - 63,63,63,63 0
56 | MG | RA | 3247 | 1/1 0.93 | 0.24 ; A1,41,41,41 0
56 MG RA | 3321 1/1 0.88 0.48 - 78,78,78,78 0
56 MG XA | 1681 1/1 0.93 0.30 - 39,39,39,39 0
56 MG RA | 3239 1/1 0.79 0.47 - 52,52,52,52 0
56 MG YA | 3354 1/1 0.85 0.55 - 79,79,79,79 0
56 MG QA | 1714 1/1 0.95 0.32 - 33,33,33,33 0
56 MG RA | 3053 1/1 0.95 0.34 - 35,35,35,35 0
56 MG RA | 3103 1/1 0.98 0.27 - 44,44,44,44 0
56 MG XA | 1648 1/1 0.95 0.17 - 71,71,71,71 0
56 | MG | YA |3376]| 1,1 0.90 | 0.45 _ 41,41,41,41 0
56 MG YA 3188 1/1 0.94 0.21 - 24.24.24 24 0
56 MG YA | 3184 1/1 0.93 0.23 - 83,83,83,83 0
56 MG XA | 1638 1/1 0.94 0.13 - 76,76,76,76 0
56 | MG | YE | 302 | 1/I 0.97 | 0.19 ; 12,12,12,12 0
56 | MG | YA 3341 1/1 0.89 | 0.32 ; 41,41 41 41 0
56 | MG | RA |3387| 1/1 0.92 | 0.37 _ 41,41,41,41 0
56 MG XA 1712 1/1 0.89 0.36 - 41,41,41,41 0
56 MG XA ] 1690 1/1 0.98 0.38 - 40,40,40,40 0
56 MG YA | 3121 1/1 0.96 0.57 - 40,40,40,40 0
56 MG RA | 3275 1/1 0.95 0.34 - 44,44.,44,44 0
56 MG RA | 3167 1/1 0.86 0.34 - 52,52,52,52 0
56 MG YA | 3056 1/1 0.99 0.31 - 15,15,15,15 0
56 MG YA | 3073 1/1 0.95 0.51 - 36,36,36,36 0
56 MG RA | 3193 1/1 0.89 0.40 - 33,33,33,33 0
56 MG YA | 3428 1/1 0.93 0.23 - 50,50,50,50 0
56 MG YA | 3368 1/1 0.79 0.28 - 53,53,53,53 0
56 MG QA | 1722 1/1 0.94 0.21 - 39,39,39,39 0
56 MG YA | 3391 1/1 0.97 0.41 - 26,26,26,26 0
56 MG QA | 1729 1/1 0.91 0.25 - 48,48,48,48 0
56 | MG | QA | 1619 1,1 0.79 | 0.22 _ 97,27,27,27 0
56 MG YA | 3120 1/1 0.96 0.39 - 32,32,32,32 0
56 MG QA | 1713 1/1 0.93 0.73 - 46,46,46,46 0
56 MG YA | 3323 1/1 0.91 0.38 - 39,39,39,39 0
56 MG QA | 1687 1/1 0.97 0.14 - 33,33,33,33 0
56 | MG | YA | 3408 | 1/1 091 | 0.31 ; 41,4141 41 0
56 MG YA | 3208 1/1 0.92 0.15 - 31,31,31,31 0
56 MG YA | 3252 1/1 0.85 0.50 - 93,93,93,93 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
56 MG YA | 3118 1/1 0.86 0.58 - 56,56,56,56 0
56 MG YA | 3276 1/1 0.79 0.46 - 61,61,61,61 0
56 | MG | RA |3023| 1/1 0.98 | 0.49 _ 12,12,12,12 0
56 MG RB 203 1/1 0.86 0.38 - 52,52,52,52 0
56 MG YO 201 1/1 0.80 0.37 - 63,63,63,63 0
56 | MG | YA 3002 1/1 0.95 | 027 ; 22,22,22.22 0
56 MG RA | 3273 1/1 0.87 0.17 - 51,51,51,51 0
56 MG YA | 3419 1/1 0.83 0.45 - 59,59,59,59 0
56 | MG | YA |3166]| 1,1 0.96 | 0.23 _ 41,41,41,41 0
56 MG RA | 3264 1/1 0.93 0.26 - 28,28,28,28 0
56 MG YA | 3020 1/1 0.96 0.24 - 32,32,32,32 0
56 MG QA | 1704 1/1 0.78 0.41 - 60,60,60,60 0
56 MG XA | 1756 1/1 0.91 0.48 - 50,50,50,50 0
56 | MG | R2 | 101 | 1/1 0.72 | 051 _ T4,74,74,74 0
56 MG YA 3425 1/1 0.77 0.24 - 43,43,43,43 0
56 MG QA | 1675 1/1 0.84 0.46 - 50,50,50,50 0
56 | MG | RA |3399| 1/1 0.91 | 0.19 _ 42,42.42.42 0
56 MG XA | 1684 1/1 0.83 0.39 - 48,48,48,48 0
56 MG RA | 3223 1/1 0.79 0.38 - 67,67,67,67 0
56 MG RA | 3262 1/1 0.74 0.19 - 38,38,38,38 0
56 MG QA | 1644 1/1 0.97 0.52 - 58,58,58,58 0
56 | MG | RA |3186]| 1,1 0.94 | 0.32 _ 44,44,44.44 0
56 MG RA | 3327 1/1 0.72 0.53 - 69,69,69,69 0
56 MG XA | 1698 1/1 0.85 0.22 - 66,66,66,66 0
56 MG RA | 3267 1/1 0.60 0.90 - 63,63,63,63 0
56 MG XA ]1630 1/1 0.79 0.36 - 35,35,35,35 0
56 | MG | XA 1621 1/1 0.96 | 0.21 ; A7 A7 47 AT 0
56 MG YA | 3289 1/1 0.94 0.28 - 43,43,43,43 0
56 MG RA | 3222 1/1 0.96 0.30 - 19,19,19,19 0
56 MG RA | 3269 1/1 0.81 0.27 - 75,75,75,75 0
56 MG YA | 3042 1/1 0.98 0.35 - 30,30,30,30 0
56 MG RA | 3213 1/1 0.97 0.26 - 31,31,31,31 0
56 MG QA | 1663 1/1 0.98 0.22 - 38,38,38,38 0
56 MG YA | 3046 1/1 0.92 0.54 - 32,32,32,32 0
56 MG YA | 3233 1/1 0.90 0.43 - 45,45,45,45 0
56 MG YA | 3304 1/1 0.87 0.25 - 38,38,38,38 0
56 MG YA | 3345 1/1 0.96 0.35 - 34,34,34,34 0
56 | MG | YA | 3443 1/1 091 | 0.27 ; 54,54,54,54 0
56 MG YA | 3385 1/1 0.97 0.44 - 67,67,67,67 0
56 MG YA | 3075 1/1 0.96 0.31 - 23,23,23,23 0
56 MG RA | 3322 1/1 0.87 0.18 - 61,61,61,61 0
56 MG YA | 3018 1/1 0.98 0.26 - 18,18,18,18 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
56 MG YA | 3280 1/1 0.86 0.07 - 38,38,38,38 0
56 MG YA | 3313 1/1 0.81 0.19 - 54,54,54,54 0
56 MG YA | 3022 1/1 0.98 0.56 - 23,23,23,23 0
56 MG RA | 3325 1/1 0.76 0.25 - 56,56,56,56 0
56 MG YA | 3438 1/1 0.89 0.64 - 91,91,91,91 0
56 MG RA | 3156 1/1 0.94 0.15 - 63,63,63,63 0
56 MG XA | 1703 1/1 0.94 0.53 - 50,50,50,50 0
56 MG YA 3315 1/1 0.94 0.24 - A7,47,47.47 0
56 MG XA | 1732 1/1 0.85 0.17 - 40,40,40,40 0
56 MG RA | 3298 1/1 0.93 0.12 - 63,63,63,63 0
56 MG RO 102 1/1 0.81 0.78 - 53,53,53,53 0
56 MG RA | 3176 1/1 0.98 0.24 - 25,25,25,25 0
56 MG YA | 3150 1/1 0.70 0.40 - 69,69,69,69 0
56 MG XA | 1744 1/1 0.90 0.54 - 50,50,50,50 0
56 MG QA 1712 1/1 0.94 0.29 - 34,34,34,34 0
56 | MG | YA |3400| 1,1 0.97 | 0.07 _ 11,11,11,11 0
56 MG XA 1702 1/1 0.38 0.72 - 101,101,101,101 0
56 MG YA | 3278 1/1 0.85 0.28 - 75,75,75,75 0
56 MG YO0 101 1/1 0.92 0.17 - 30,30,30,30 0
56 MG RA | 3366 1/1 0.92 0.46 - 33,33,33,33 0
56 MG RA | 3041 1/1 0.95 0.19 - 31,31,31,31 0
56 MG YA | 3182 1/1 0.88 0.38 - 55,55,55,55 0
56 MG RA | 3315 1/1 0.78 0.40 - 62,62,62,62 0
56 MG YA | 3374 1/1 0.90 0.18 - 62,62,62,62 0
56 MG RA | 3150 1/1 0.94 0.56 - 37,37,37,37 0
56 MG YA | 3287 1/1 0.81 0.34 - 62,62,62,62 0
56 MG YA | 3432 1/1 0.96 0.39 - 53,53,53,53 0
56 MG XA | 1704 1/1 0.85 0.22 - 55,55,55,55 0
56 MG YA | 3319 1/1 0.82 0.48 - 54,54,54,54 0
56 MG YA | 3106 1/1 0.96 0.38 - 17,17,17,17 0
56 MG RA | 3122 1/1 0.91 0.30 - 36,36,36,36 0
56 MG YA | 3416 1/1 0.88 0.24 - 79,79,79,79 0
56 MG RA | 3246 1/1 0.88 0.42 - A7.47,47,47 0
56 | MG | XA 1628 1/1 0.98 | 0.42 ; 18,48,48,48 0
56 MG YA | 3113 1/1 0.95 0.35 - 56,56,56,56 0
56 MG RA | 3137 1/1 0.97 0.20 - AT,47 47 47 0
56 MG YA | 3216 1/1 0.85 0.28 - 51,51,51,51 0
56 MG XA | 1727 1/1 0.82 0.94 - 59,59,59,59 0
56 MG RA | 3289 1/1 0.98 0.59 - 27,27,27,27 0
56 MG RA | 3240 1/1 0.93 0.17 - 34,34,34,34 0
56 MG YA | 3267 1/1 0.88 0.54 - 48,48,48.,48 0
56 MG RA | 3353 1/1 0.83 0.10 - 85,85,85,85 0

Continued on next page...



Page 104 wwPDB X-ray Structure Validation Summary Report AWA4G

Continued from previous page...

Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
56 MG QA | 1652 1/1 0.93 0.19 - 60,60,60,60 0
56 MG RA | 3086 1/1 0.98 0.17 - 23,23,23,23 0
56 | MG | YA |3039| 1,1 0.93 | 0.41 _ 22,22,22,22 0
56 MG YA | 3423 1/1 0.89 0.20 - 47,47,47 .47 0
56 MG YA | 3224 1/1 0.68 0.33 - 63,63,63,63 0
56 MG YA | 3457 1/1 0.94 0.36 - 44,44,44,44 0
56 MG QA | 1636 1/1 0.89 0.22 - 62,62,62,62 0
56 MG YA | 3401 1/1 0.68 0.24 - 166,166,166,166 0
56 MG RA | 3131 1/1 0.76 0.39 - 65,65,65,65 0
56 | MG | QA | 1691 | 1,1 0.90 | 0.19 _ 44,44,44.44 0
56 MG RA | 3279 1/1 0.87 0.14 - 55,55,55,55 0
56 MG YA | 3359 1/1 0.91 0.37 - 39,39,39,39 0
56 MG YA | 3190 1/1 0.88 0.47 - 39,39,39,39 0
56 MG YA | 3295 1/1 0.84 0.64 - 56,56,56,56 0
56 | MG | RA |3l15]| 1,1 0.95 | 0.35 _ 42,42 42,42 0
56 MG YA | 3196 1/1 0.93 0.10 - 57,57,57,57 0
56 MG RA | 3110 1/1 0.93 0.31 - 25,25,25,25 0
56 MG QA | 1613 1/1 0.85 0.23 - 56,56,56,56 0
56 | MG | XA | 1715 1/1 0.94 | 0.16 ; 13,43,43,43 0
56 MG QA | 1648 1/1 0.92 0.63 - 43,43,43,43 0
56 MG YA | 3050 1/1 0.94 0.75 - 52,52,52,52 0
56 MG YR 201 1/1 0.92 0.32 - 39,39,39,39 0
56 MG XA | 1647 1/1 0.71 0.48 - 67,67,67,67 0
56 MG YA | 3062 1/1 0.94 0.15 - 38,38,38,38 0
56 MG YA | 3232 1/1 0.49 0.26 - 57,57,57,57 0
56 MG QA | 1646 1/1 0.84 0.17 - 52,52,52,52 0
56 MG YA | 3094 1/1 0.93 0.42 - 58,58,58,58 0
56 MG RA | 3290 1/1 0.91 0.21 - 59,59,59,59 0
56 MG RA | 3116 1/1 0.92 0.33 - 45,45,45,45 0
56 MG YA | 3186 1/1 0.93 0.22 - 58,58,58,58 0
56 MG RA | 3063 1/1 0.94 0.25 - 33,33,33,33 0
56 MG RA | 3180 1/1 0.84 0.28 - 74,74,74,74 0
56 MG YA | 3337 1/1 0.79 0.30 - 46,46,46,46 0
56 | MG | XA |1612| 1/1 0.86 | 0.18 ; 16,46,46,46 0
56 MG RA | 3187 1/1 0.85 0.43 - 59,59,59,59 0
56 MG YA | 3375 1/1 0.68 0.44 - 68,68,68,68 0
56 MG YA | 3218 1/1 0.93 0.22 - 30,30,30,30 0
56 | MG | RA | 3142 1/1 0.92 | 0.33 ; 44,4444 44 0
56 MG YA | 3066 1/1 0.97 0.58 - 25,25,25,25 0
56 MG YA | 3068 1/1 0.91 0.20 - 30,30,30,30 0
56 MG RA | 3024 1/1 0.99 0.28 - 28,28,28,28 0
56 MG YA | 3318 1/1 0.92 0.39 - 19,19,19,19 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
56 MG XA | 1678 1/1 0.52 0.22 - 70,70,70,70 0
56 MG YA | 3136 1/1 0.96 0.20 - 31,31,31,31 0
56 MG YA | 3312 1/1 0.78 0.90 - 52,52,52,52 0
56 MG RA | 3009 1/1 0.97 0.48 - 24,24,24,24 0
56 MG RA | 3087 1/1 0.98 0.22 - 19,19,19,19 0
56 MG RA | 3067 1/1 0.89 0.35 - 17,17,17,17 0
56 MG YA | 3089 1/1 0.75 0.34 - 42,42,42 42 0
56 MG YA | 3358 1/1 0.90 0.23 - 60,60,60,60 0
56 | MG | RA |3051| 1,1 0.98 | 0.23 _ 11,11,11,11 0
56 MG YA 3122 1/1 0.94 0.37 - 21,21,21,21 0
56 MG XA | 1649 1/1 0.83 0.31 - 60,60,60,60 0
56 MG RA | 3040 1/1 0.94 0.34 - 24,24,24,24 0
56 MG YA | 3396 1/1 0.96 0.15 - 45,45,45,45 0
56 MG YA | 3104 1/1 0.94 0.13 - 36,36,36,36 0
56 MG YA | 3346 1/1 0.84 0.27 - 34,34,34,34 0
56 MG YA | 3082 1/1 0.96 0.24 - 36,36,36,36 0
56 MG YQ 202 1/1 0.60 0.52 - 66,66,66,66 0
56 MG RA | 3306 1/1 0.99 0.13 - 40,40,40,40 0
56 MG YA | 3158 1/1 0.92 0.32 - 53,53,53,53 0
56 MG RF 301 1/1 0.93 0.18 - 27,27,27,27 0
56 MG RA | 3318 1/1 0.85 0.09 - 40,40,40,40 0
56 MG RA | 3251 1/1 0.68 0.56 - 59,59,59,59 0
56 MG XA 1692 1/1 0.80 0.24 - 102,102,102,102 0
56 MG R5 101 1/1 0.97 0.33 - 27,27,27,27 0
56 MG RA | 3401 1/1 0.86 0.21 - 54,54,54,54 0
56 | MG | RA | 3413 1/1 0.94 | 0.35 ; 24,24,24,24 0
56 MG RA | 3297 1/1 0.53 0.29 - 68,68,68,68 0
56 MG RA | 3307 1/1 0.89 0.94 - 60,60,60,60 0
56 | MG | RA |3209| 1,1 0.85 | 0.22 _ 94.,24,24,24 0
56 MG YA | 3366 1/1 0.84 0.34 - 47,4747 .47 0
56 MG XA | 1719 1/1 0.85 0.20 - 46,46,46,46 0
56 MG QA | 1726 1/1 0.62 0.31 - 56,56,56,56 0
56 MG QA | 1682 1/1 0.93 0.36 - 64,64,64,64 0
56 MG RA | 3194 1/1 0.95 0.37 - 37,37,37,37 0
56 MG YA | 3084 1/1 0.96 0.42 - 33,33,33,33 0
56 MG YA | 3095 1/1 0.83 0.45 - 53,53,53,53 0
56 MG QA | 1661 1/1 0.87 0.12 - 75,75,75,75 0
56 MG YA | 3168 1/1 0.92 0.39 - 52,52,52,52 0
56 MG YA | 3170 1/1 0.90 0.33 - 45,45,45,45 0
56 MG YA | 3454 1/1 0.79 0.23 - 59,59,59,59 0
56 MG YA | 3256 1/1 0.91 0.27 - 58,58,58,58 0
56 MG XA | 1741 1/1 0.92 0.21 - 56,56,56,56 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
56 MG RA | 3350 1/1 0.78 0.97 - 61,61,61,61 0
56 MG RA | 3124 1/1 0.86 0.25 - 29,29,29,29 0
56 MG XA | 1694 1/1 0.90 0.21 - 66,66,66,66 0
56 MG XA ] 1620 1/1 0.84 0.28 - 33,33,33,33 0
56 MG RA | 3216 1/1 0.54 0.41 - 67,67,67,67 0
56 MG QA | 1685 1/1 0.87 0.32 - 38,38,38,38 0
56 MG YA | 3171 1/1 0.89 0.20 - 26,26,26,26 0
56 MG RA | 3043 1/1 0.99 0.51 - 28,28,28,28 0
56 MG YB 204 1/1 0.88 0.12 - 63,63,63,63 0
56 MG RA | 3265 1/1 0.97 0.34 - 38,38,38,38 0
56 MG RA | 3266 1/1 0.84 0.37 - 42,42.42 42 0
56 MG RA | 3228 1/1 0.93 0.41 - 50,50,50,50 0
56 MG XA | 1735 1/1 0.98 0.32 - 27,27,27,27 0
56 MG RA | 3356 1/1 0.94 0.32 - 54,54,54,54 0
56 MG YA | 3336 1/1 0.71 0.67 - 75,75,75,75 0
56 | MG | YB | 202 | 1/1 0.91 | 0.29 _ 49,49,49,49 0
56 MG RA | 3182 1/1 0.78 0.30 - 38,38,38,38 0
56 MG YA | 3314 1/1 0.91 0.17 - 56,56,56,56 0
56 MG RA | 3369 1/1 0.98 0.57 - 19,19,19,19 0
56 | MG | QA | 1611 1/1 0.92 | 0.20 ; 41,41 41 41 0
56 MG YA 3231 1/1 0.96 0.41 - 64,64,64,64 0
56 MG YA | 3300 1/1 0.69 0.36 - 74,74,74,74 0
56 MG YA | 3214 1/1 0.96 0.38 - 34,34,34,34 0
56 MG QA | 1638 1/1 0.95 0.33 - 58,58,58,58 0
56 | MG | RA | 3242 1/1 094 | 0.44 ; 34,34,34,34 0
56 MG YA | 3288 1/1 0.90 0.52 - 39,39,39,39 0
56 MG RA | 3195 1/1 0.95 0.40 - 26,26,26,26 0
56 | MG | RA |3406| 1,1 0.90 | 0.55 _ 42,42 42,42 0
56 MG YA | 3387 1/1 0.91 0.11 - 98,98,98,98 0
56 | MG | RA |3210] 1/1 0.78 | 0.28 _ 41,41,41,41 0
56 MG YA | 3402 1/1 0.97 0.46 - 18,18,18,18 0
56 MG XA | 1723 1/1 0.85 0.18 - A7.47,47,47 0
56 MG RA | 3179 1/1 0.96 0.24 - 61,61,61,61 0
56 MG YA | 3460 1/1 0.66 0.23 - 82,82,82,82 0
56 MG RA 3221 1/1 0.94 0.31 - 40,40,40,40 0
56 MG YA | 3019 1/1 0.95 0.33 - 17,17,17,17 0
56 MG YA | 3429 1/1 0.89 0.19 - 38,38,38,38 0
56 MG RA | 3232 1/1 0.97 0.29 - 39,39,39,39 0
56 | MG | YA | 3176 | 1/1 0.98 | 0.08 ; 12,12,12,12 0
56 MG YA | 3338 1/1 0.64 0.16 - 63,63,63,63 0
56 MG RA | 3217 1/1 0.95 0.14 - 7,7,7,7 0
56 MG QA | 1670 1/1 0.84 0.23 - 62,62,62,62 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
56 MG YA | 3347 1/1 0.78 0.77 - 74,74,74,74 0
56 MG YA | 3047 1/1 0.92 0.38 - 20,20,20,20 0
56 MG QA | 1610 1/1 0.89 0.10 - 64,64,64,64 0
56 MG YA | 3422 1/1 0.69 0.24 - 63,63,63,63 0
56 MG YA | 3139 1/1 0.97 0.18 - 50,50,50,50 0
56 MG RA | 3359 1/1 0.95 0.31 - 56,56,56,56 0
56 MG XA | 1656 1/1 0.86 0.26 - 51,51,51,51 0
56 MG YA | 3090 1/1 0.91 0.28 - 35,35,35,35 0
56 MG YA | 3174 1/1 0.67 0.35 - 66,66,66,66 0
56 MG RA | 3324 1/1 0.60 0.18 - 62,62,62,62 0
56 MG RA | 3355 1/1 0.80 0.24 - 73,73,73,73 0
56 MG XA | 1695 1/1 0.92 0.13 - 46,46,46,46 0
56 MG R5 102 1/1 0.85 0.34 - 63,63,63,63 0
56 MG RA | 3149 1/1 0.90 0.39 - 60,60,60,60 0
56 MG QA | 1650 1/1 0.87 0.14 - 34,34,34,34 0
56 MG RA | 3368 1/1 0.83 0.30 - 51,51,51,51 0
56 MG XA | 1755 1/1 0.93 0.12 - 71,71,71,71 0
56 MG XA ] 1619 1/1 0.90 0.18 - 27,27,27,27 0
56 MG YA | 3316 1/1 0.90 0.39 - 60,60,60,60 0
56 MG YA | 3435 1/1 0.84 0.20 - 57,57,57,57 0
56 MG QA | 1630 1/1 0.85 0.37 - 57,57,57,57 0
56 MG RA | 3319 1/1 0.56 0.55 - 96,96,96,96 0
56 MG XA | 1659 1/1 0.76 0.20 - 76,76,76,76 0
56 MG XA | 1667 1/1 0.88 0.25 - 50,50,50,50 0
56 MG RA | 3152 1/1 0.95 0.25 - 37,37,37,37 0
56 | MG | YA | 3222 1/1 0.90 | 0.35 ; 42,4242 42 0
56 MG RA | 3250 1/1 0.81 0.42 - 55,55,55,55 0
56 MG YO0 103 1/1 0.86 0.44 - 57,57,57,57 0
56 MG RA | 3300 1/1 0.94 0.29 - 49,49,49,49 0
56 MG YA | 3189 1/1 0.93 0.40 - 40,40,40,40 0
56 MG YA | 3175 1/1 0.93 0.18 - 70,70,70,70 0
56 MG YA | 3381 1/1 0.97 0.14 - 58,58,58,58 0
56 MG YA | 3128 1/1 0.91 0.26 - 36,36,36,36 0
56 MG RA | 3407 1/1 0.91 0.50 - 52,52,52,52 0
56 MG YA | 3398 1/1 0.93 0.45 - 34,34,34,34 0
56 MG RA | 3360 1/1 0.97 0.29 - 31,31,31,31 0
56 MG QL 201 1/1 0.92 0.10 - 63,63,63,63 0
56 | MG | YA | 3284 1/1 091 | 0.25 ; 52,52,52,52 0
56 MG QA | 1699 1/1 0.66 0.23 - 60,60,60,60 0
56 MG YA | 3146 1/1 0.91 0.10 - 70,70,70,70 0
56 MG YA | 3365 1/1 0.97 0.22 - 45,45,45,45 0
56 | MG | RA |3230| 1,1 0.96 | 0.30 _ 41,41,41,41 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
56 MG RA | 3255 1/1 0.96 0.32 - 64,64,64,64 0
56 MG RA | 3175 1/1 0.66 0.43 - D7,57,57,57 0
56 MG RA | 3396 1/1 0.76 0.26 - 49,49,49,49 0
56 MG QA | 1626 1/1 0.78 0.53 - 59,59,59,59 0
56 MG RA | 3135 1/1 0.64 0.47 - 86,86,86,86 0
56 MG RA | 3076 1/1 0.91 0.28 - 35,35,35,35 0
56 | MG | RA 3037 | 1/1 0.99 | 0.30 ; 22,22,22.22 0
56 MG RA | 3268 1/1 0.95 0.21 - 48,48,48,48 0
56 MG QA | 1727 1/1 0.88 0.38 - 61,61,61,61 0
56 MG YA | 3329 1/1 0.93 0.16 - 40,40,40,40 0
56 MG XA | 1682 1/1 0.97 0.38 - 33,33,33,33 0
56 MG XA | 1731 1/1 0.77 0.62 - 59,59,59,59 0
56 MG XA ] 1679 1/1 0.99 0.34 - 32,32,32,32 0
56 MG YA | 3311 1/1 0.85 0.39 - 51,51,51,51 0
56 MG RA | 3105 1/1 0.94 0.14 - 36,36,36,36 0
56 MG RA | 3375 1/1 0.93 0.28 - 39,39,39,39 0
56 MG QA | 1693 1/1 0.98 0.36 - 30,30,30,30 0
56 MG YA | 3386 1/1 0.72 0.34 - 48,48,48,48 0
56 MG YA | 3305 1/1 0.82 0.19 - 57,57,57,57 0
56 MG RA | 3045 1/1 0.97 0.39 - 18,18,18,18 0
56 MG YA 3271 1/1 0.99 0.18 - 22,22,22.22 0
56 MG QE 201 1/1 0.91 0.69 - 52,52,52,52 0
56 MG XA | 1675 1/1 0.96 0.21 - 33,33,33,33 0
56 MG QA | 1645 1/1 0.69 0.59 - 75,75,75,75 0
56 MG YA | 3369 1/1 0.66 0.43 - 83,83,83,83 0
56 MG RA | 3158 1/1 0.99 0.10 - 38,38,38,38 0
56 MG YA | 3257 1/1 0.98 0.07 - 44,44,44,44 0
56 MG YA | 3135 1/1 0.98 0.28 - 29,29,29,29 0
56 MG YA 3254 1/1 0.94 0.44 - A7,47,47.47 0
56 MG RA | 3061 1/1 0.97 0.44 - 25,25,25,25 0
56 MG XA 1730 1/1 0.89 0.25 - 50,50,50,50 0
56 MG RA | 3219 1/1 0.94 0.26 - 48,48,48,48 0
56 MG YA | 3371 1/1 0.82 0.31 - 56,56,56,56 0
56 MG YA | 3179 1/1 0.87 0.32 - 45,45,45,45 0
56 MG YA | 3379 1/1 0.74 0.48 - 87,87,87,87 0
56 | MG | RA |3391| 1,1 0.85 | 0.24 _ 113,113,113,113 | 0
56 MG YA | 3285 1/1 0.75 0.51 - 68,68,68,68 0
56 MG QA | 1667 1/1 0.86 0.28 - 52,52,52,52 0
56 MG RA | 3304 1/1 0.82 0.30 - 76,76,76,76 0
56 MG RA | 3100 1/1 0.95 0.58 - 56,56,56,56 0
56 MG YA | 3052 1/1 0.98 0.46 - 40,40,40,40 0
56 MG RA | 3302 1/1 0.83 0.35 - 51,51,51,51 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
56 MG YA | 3322 1/1 0.92 0.22 - 50,50,50,50 0
56 MG RA | 3234 1/1 0.92 0.30 - 38,38,38,38 0
56 MG YA | 3167 1/1 0.85 0.47 - 91,91,91,91 0
56 MG RA | 3316 1/1 0.91 0.23 - 49,49,49,49 0
56 MG QA | 1701 1/1 0.84 0.61 - T 0
56 MG RA | 3271 1/1 0.82 0.38 - 55,55,55,55 0
56 | MG | YA | 3142 1/1 0.95 | 0.48 ; 45.45,45.45 0
56 MG YA | 3027 1/1 0.97 0.29 - 28,28,28,28 0
56 MG YA | 3459 1/1 0.84 0.44 - D7,57,57,57 0
56 MG YA | 3445 1/1 0.90 0.37 - 55,55,55,55 0
56 MG YA | 3260 1/1 0.93 0.23 - 61,61,61,61 0
56 MG QA | 1715 1/1 0.78 0.53 - 74,74,74,74 0
56 MG QA | 1710 1/1 0.80 0.37 - 54,54,54,54 0
56 MG YA | 3132 1/1 0.80 0.53 - 62,62,62,62 0
56 | MG | QA | 1697 | 1,1 0.91 | 0.1 _ 54,54,54,54 0
56 MG RA | 3118 1/1 0.92 1.10 - 63,63,63,63 0
56 MG XA | 1750 1/1 0.88 0.25 - 57,57,57,57 0
56 MG QA | 1628 1/1 0.90 0.59 - 44,44.,44,44 0
56 MG RA | 3036 1/1 0.97 0.34 - 14,14,14,14 0
56 MG RA | 3248 1/1 0.97 0.40 - 35,35,35,35 0
56 | MG | RA | 3342 1/1 0.91 | 0.32 _ 44,44,44,44 0
56 MG RA | 3162 1/1 0.99 0.27 - 43,43,43,43 0
56 MG YA | 3302 1/1 0.97 0.19 - 36,36,36,36 0
56 MG RA | 3224 1/1 0.94 0.36 - 37,37,37,37 0
56 MG YA | 3143 1/1 0.86 0.27 - 80,80,80,80 0
56 MG YA | 3230 1/1 0.89 0.99 - 69,69,69,69 0
56 MG RA | 3291 1/1 0.93 0.22 - 26,26,26,26 0
56 | MG | RA |al1d4]| 1/1 0.98 | 0.33 _ 12,12,12,12 0
56 | MG | YA |3265| 1,1 0.87 | 0.26 _ 41,41,41,41 0
56 MG YA | 3159 1/1 0.96 0.35 - 58,58,58,58 0
56 MG QA | 1647 1/1 0.93 0.24 - 56,56,56,56 0
56 MG YA | 3440 1/1 0.90 0.31 - 59,59,59,59 0
56 MG RB 202 1/1 0.96 0.29 - 35,35,35,35 0
56 | MG | XA |1655| 1/1 0.96 | 0.26 ; 42,42 42,42 0
56 MG RA | 3128 1/1 0.90 0.22 - 33,33,33,33 0
56 MG YA | 3298 1/1 0.72 0.49 - 82,82,82,82 0
56 MG YA | 3237 1/1 0.93 0.53 - 34,34,34,34 0
56 | MG | YA | 3223 1/1 0.91 | 0.40 ; 34,34,34,34 0
56 MG Y5 101 1/1 0.96 0.24 - 20,20,20,20 0
56 MG RA | 3171 1/1 0.95 0.30 - 32,32,32,32 0
56 MG QA | 1640 1/1 0.90 0.22 - 76,76,76,76 0
56 MG YA | 3197 1/1 0.89 0.16 - 15,15,15,15 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
56 MG RA | 3199 1/1 0.97 0.38 - 37,37,37,37 0
56 MG RA | 3286 1/1 0.97 0.32 - 43,43,43,43 0
56 MG YA 3140 1/1 0.95 0.12 - 64,64,64,64 0
56 MG XA | 1709 1/1 0.96 0.61 - 45,45,45,45 0
56 MG YA | 3117 1/1 0.98 0.25 - 36,36,36,36 0
56 MG RA | 3395 1/1 0.90 0.40 - 45,45,45,45 0
56 MG YA | 3421 1/1 0.93 0.51 - 38,38,38,38 0
56 MG QA | 1620 1/1 0.96 0.26 - 52,52,52,52 0
56 | MG | YA |3307| 1,1 0.78 | 0.31 ~ [101,101,101,101 | 0©
56 | MG | YA |3212] 1/1 0.96 | 0.32 _ 1717,17,17 0
56 MG QA | 1674 1/1 0.94 0.45 - 55,55,55,55 0
56 MG RA | 3274 1/1 0.63 0.49 - 64,64,64,64 0
56 MG QA | 1700 1/1 0.97 0.41 - 53,53,53,53 0
56 MG RA | 3095 1/1 0.78 0.15 - 62,62,62,62 0
56 MG YA | 3348 1/1 0.94 0.27 - 35,35,35,35 0
56 MG YA | 3266 1/1 0.79 0.83 - 71,71,71,71 0
56 MG XA | 1662 1/1 0.96 0.28 - 34,34,34,34 0
56 MG XA | 1676 1/1 0.87 0.70 - 42,42,42 .42 0
56 | MG | YA | 3241 1/1 0.90 | 0.48 ; 40,40,40,40 0
56 MG RA | 3117 1/1 0.95 0.30 - 33,33,33,33 0
56 MG QA | 1695 1/1 0.88 0.17 - 61,61,61,61 0
56 MG RA | 3178 1/1 0.91 0.59 - 38,38,38,38 0
56 MG YA | 3343 1/1 0.87 0.29 - 46,46,46,46 0

6.5 Other polymers (i)

There are no such residues in this entry.
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