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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 3.10 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 I W 0.257
Clashscore N 0 I 18

Ramachandran outliers N I W 0.6%
Sidechain outliers D 17.4%
RSRZ outliers I W 4 .8%

RNA backbone IS 0 I (.45

Worse Better

0 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))

R ree 91344 1114 (3.14-3.06)

Clashscore 102246 1222 (3.14-3.06)

Ramachandran outliers 100387 1174 (3.14-3.06)

Sidechain outliers 100360 1174 (3.14-3.06)

RSRZ outliers 91569 1119 (3.14-3.06)

RNA backbone 2183 1010 (3.52-2.68)

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 AA 1522 = 23% 45% 24% - .
1 CA 1522 = 23% 45% 23% —
2 AB 256 = 37% 40% 13% 10%
2 CB 256 = 35% 41% 13% 1%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
20/0
3 AC 239 - 44% 33% 9% 14%
7%
3 CC 239 39% 41% 6% v 14%
3°/°
4 AD 209 - 54% 39% 6%
%
4 CD 209 = 53% 40% 6%
5 AE 162 43% 40% e 9%
%
5 CE 162 40% 43% Towew%
°/°
6 AF 101 : 56% a7% 6% -
°/°
6 CF 101 . 52% 38% on .
4%
I T
7 AG 156 43% 44% 12%
6%
I — ——
7 CG 156 37% 46% 17% .
0/0
8 AH 138 . 49% 45% 6%
4%
8 CH 138 - 51% 43% %
57%
.
9 Al 128 38% 49% 1%
55%
e ym—
9 CI 128 45% 42% 1%
35%
L
10 Al 105 38% 40% 12% 9%
0%
L ———
10 CJ 105 37% 45% 10% 9%
%
11 AK 129 . 55% 26% B AT
4°/°
11 CK 129 54% 29% B 12%
°/°
12 AL 132 . 55% 329% o 8%
12 CL 132 58% 30% B 7
28%
13 AM 126 39% 40% BT AT 7
35%
13 CM 126 43% 35% 10% = 10%
3%
14 AN 61 43% 43% 13%
5%
14 CN 61 33% 49% 16%
15 AO 89 54% 35% 9%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
0/0
15 CcO 89 . 51% 39% B T
1%
16 AP 88 43% 4% Tow T
5%
16 CP 88 39% 43% 1% 7%
°/O
17 AQ 105 : 44% 44% 7% 6%
0/0
17 CcQ 105 . 43% 45% % 6%
%
18 AR 88 52% 22% 23%
°/°
18 CR 88 : 53% 20% 23%
0%
-
19 AS 93 48% 20% 17% 13%
8%
T y—
19 CS 93 45% 34% 8% 13%
20 AT 106 41% 36% 6% 18%
20 CcT 106 42% 42% A e
56%
F
21 AU 27 22% 48% 15% 15%
57%
—
21 CU 27 19% 44% 2% 15%
5%
22 AX 101 - 62% 23% %% 6%
9%
22 CX 101 —— 66% 24% 6%
%
23 BA 2913 = 28% 41% 21% 6%
3%
23 DA 2913 - 31% 40% 20% 5% -
24 BB 122 28% 39% 27%
°/°
24 DB 122 . 28% 51% 15% 5% o
25 BD 276 63% 33% o
25 DD 276 61% 34% -
26 BE 206 61% 31% 7% -
26 DE 206 59% 32% 6% ot
27 BF 210 60% 29% A
27 DF 210 55% 33% T
Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
28 BG 182 = 46% 46% “e% .
15%

28 DG 182 46% 48% 5% «
29 BH 180 64% 29% T
29 DH 180 = 60% 33% R
30 BI 148 : 48% 43% T
30 DI 148 : 57% 34% 7% .
31 BN 140 59% 32% T
31 DN 140 : 56% 36% o
32 BO 122 65% 30% o
32 DO 122 64% 30% “6%
33 BP 150 71% 21% “e% .
33 DP 150 2 67% 23% o -
34 BQ 141 55% 38% Te%
34 DQ 141 51% 43% Te%
35 BR 118 58% 36% Te%
35 DR 118 53% 39% Te%
36 BS 112 49% 43% “6% -
36 DS 112 = 49% 42% % .
37 BT 146 54% 30% 5% 10%
37 | pr | s |* = ™ O
38 BU 118 62% 32% -
38 DU 118 62% 34% o
39 BV 101 = 67% 24% T
39 DV 101 62% 29% T
40 BW 113 68% 27% -

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
40 DW 113 59% 35% 5% -
41 BX 96 65% 31% o
41 DX 96 : 63% 34% .
42 BY 110 65% 25% 7% .
42 DY 110 = 64% 25% T
43 BZ 206 58% 33% % .
43 DZ 206 = 51% 38% o .
44 BO 85 64% 22% PrERE T
w | o | s | B = e
45 B1 98 65% 26% T6% .-
45 | DI o5 | % = = e
46 B2 72 61% 35% o
46 D2 72 56% 40% o
47 B3 60 73% 7% 8% .
47 D3 60 = 65% 25% Te% -
48 B4 71 = 32% 24% 7% - 35%
0%

48 D4 71 30% 28% 6% - 35%

49 B5 60 65% 27% 7% .
49 D5 60 62% 30% 7% .
50 B6 54 48% 37% T

2%

50 D6 54 48% 39% T e
o1 B7 49 57% 31% e e
o1 D7 49 57% 29% BT 7
52 B8 65 55% 38% e
52 D8 65 55% 35% 8%

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

Mol | Chain | Length Quality of chain
53 B9 37 62% 329%
5%
53 D9 37 - 62% 32%

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-

rla:

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
54 MG AA 1610 - - X
54 MG AA 1612 - - X
54 MG AA 1618 - - X
54 MG AA 1619 - - X
54 MG AA 1624 - - X
54 MG AA 1629 - - X
54 MG AA 1633 - - X
54 MG AA 1639 - - X
54 MG AA 1650 - - X
54 MG AA 1659 - - X
54 MG AA 1660 - - X
54 MG AA 1668 - - X
54 MG AA 1671 - - X
54 MG AA 1672 - - X
54 MG AA 1680 - - X
54 MG AA 1684 - - X
54 MG AA 1711 - - X
54 MG AA 1712 - - X
54 MG AD 302 - - X
54 MG B3 101 - - X
54 MG BA | 3006 - - X
54 MG BA 3011 - - X
54 MG BA | 3015 - - X
54 MG BA | 3019 - - X
54 MG BA | 3026 - - X
54 MG BA | 3031 - - X
54 MG BA | 3037 - - X
54 MG BA | 3040 - - X
54 MG BA | 3042 - - X
54 MG BA | 3046 - - X
54 MG BA | 3050 - - X
54 MG BA | 3061 - - X
54 MG BA | 3064 - - X

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

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
o4 MG BA | 3065 - - - X
54 MG BA | 3069 - - - X
54 MG BA | 3089 - - - X
54 MG BA | 3102 - - - X
04 MG BA | 3103 - - - X
o4 MG BA | 3105 - - - X
o4 MG BA | 3109 - - - X
54 MG BA | 3127 - - - X
54 MG BA | 3129 - - - X
54 MG BA | 3130 - - - X
54 MG BA | 3145 - - - X
54 MG BA | 3154 - - - X
o4 MG BA | 3157 - - - X
o4 MG BA | 3159 - - - X
54 MG BA | 3167 - - - X
54 MG BA | 3170 - - - X
54 MG BA | 3172 - - - X
54 MG BA | 3188 - - - X
54 MG BA | 3189 - - - X
54 MG BA | 3194 - - - X
54 MG BA | 3212 - - - X
54 MG BA | 3226 - - - X
54 MG BA | 3245 - - - X
54 MG BA | 3246 - - - X
54 MG BA | 3247 - - - X
54 MG BA | 3248 - - - X
54 MG BA | 3249 - - - X
o4 MG BA | 3250 - - - X
54 MG BA | 3251 - - - X
54 MG BA | 3252 - - - X
54 MG BA | 3253 - - - X
54 MG BA | 3255 - - - X
o4 MG BA | 3256 - - - X
o4 MG BA | 3257 - - - X
o4 MG BA | 3259 - - - X
54 MG BA | 3262 - - - X
54 MG BA | 3264 - - - X
54 MG BA | 3265 - - - X
54 MG BA | 3270 - - - X
o4 MG BA | 3273 - - - X
o4 MG BA | 3278 - - - X
54 MG BA | 3279 - - - X

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

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
54 MG BA | 3282 - - - X
54 MG BA | 3284 - - - X
54 MG BA | 3333 - - - X
54 MG BA | 3337 - - - X
04 MG BA | 3368 - - - X
o4 MG BA | 3397 - - - X
54 MG BA | 3419 - - - X
54 MG BA | 3424 - - - X
54 MG BA | 3451 - - - X
54 MG BA | 3455 - - - X
54 MG BA | 3456 - - - X
54 MG BA | 3467 - - - X
o4 MG BA | 3473 - - - X
54 MG BA | 3484 - - - X
54 MG BA | 3492 - - - X
54 MG BA | 3502 - - - X
54 MG BA | 3574 - - - X
54 MG BA | 3590 - - - X
54 MG BA | 3595 - - - X
54 MG BB 206 - - - X
54 MG BB 212 - - - X
54 MG BB 220 - - - X
54 MG BD 301 - - - X
54 MG BE 301 - - - X
o4 MG CA 1607 - - - X
o4 MG CA 1611 - - - X
o4 MG CA 1613 - - - X
o4 MG CA 1619 - - - X
54 MG CA 1645 - - - X
54 MG CA 1685 - - - X
54 MG CA 1689 - - - X
54 MG CA 1690 - - - X
o4 MG CA 1741 - - - X
o4 MG CA 1749 - - - X
o4 MG CA 1751 - - - X
54 MG CQ 201 - - - X
54 MG DA | 3006 - - - X
54 MG DA | 3008 - - - X
54 MG DA | 3010 - - - X
54 MG DA | 3011 - - - X
54 MG DA | 3014 - - - X
54 MG DA | 3017 - - - X

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

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
o4 MG DA | 3029 - - - X
54 MG DA | 3039 - - - X
54 MG DA | 3040 - - - X
54 MG DA | 3041 - - - X
o4 MG DA | 3042 - - - X
54 MG DA | 3044 - - - X
o4 MG DA | 3052 - - - X
o4 MG DA | 3063 - - - X
54 MG DA | 3069 - - - X
54 MG DA | 3083 - - - X
54 MG DA | 3091 - - - X
54 MG DA | 3092 - - - X
o4 MG DA | 3096 - - - X
o4 MG DA | 3100 - - - X
54 MG DA | 3123 - - - X
54 MG DA | 3125 - - - X
54 MG DA | 3128 - - - X
54 MG DA | 3130 - - - X
54 MG DA | 3131 - - - X
o4 MG DA | 3133 - - - X
54 MG DA | 3146 - - - X
54 MG DA | 3150 - - - X
54 MG DA | 3156 - - - X
54 MG DA | 3157 - - - X
54 MG DA | 3162 - - - X
o4 MG DA | 3163 - - - X
54 MG DA | 3164 - - - X
o4 MG DA | 3167 - - - X
54 MG DA | 3178 - - - X
54 MG DA | 3182 - - - X
54 MG DA | 3183 - - - X
54 MG DA | 3196 - - - X
o4 MG DA | 3197 - - - X
o4 MG DA | 3203 - - - X
o4 MG DA | 3205 - - - X
54 MG DA | 3209 - - - X
54 MG DA | 3219 - - - X
54 MG DA | 3221 - - - X
54 MG DA | 3224 - - - X
54 MG DA | 3229 - - - X
o4 MG DA | 3230 - - - X
54 MG DA | 3231 - - - X

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

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
54 MG DA | 3232 - - - X
54 MG DA | 3241 - - - X
54 MG DA | 3242 - - - X
54 MG DA | 3244 - - - X
o4 MG DA | 3247 - - - X
o4 MG DA | 3257 - - - X
o4 MG DA | 3266 - - - X
o4 MG DA | 3269 - - - X
54 MG DA | 3272 - - - X
54 MG DA | 3276 - - - X
54 MG DA | 3284 - - - X
54 MG DA | 3293 - - - X
o4 MG DA | 3302 - - - X
o4 MG DA | 3303 - - - X
54 MG DA | 3304 - - - X
54 MG DA | 3305 - - - X
54 MG DA | 3307 - - - X
54 MG DA | 3308 - - - X
54 MG DA | 3309 - - - X
54 MG DA | 3311 - - - X
54 MG DA | 3321 - - - X
54 MG DA | 3337 - - - X
54 MG DA | 3338 - - - X
54 MG DA | 3345 - - - X
o4 MG DA | 3353 - - - X
o4 MG DA | 3366 - - - X
o4 MG DA | 3373 - - - X
o4 MG DA | 3374 - - - X
54 MG DA | 3382 - - - X
54 MG DA | 3414 - - - X
54 MG DA | 3420 - - - X
54 MG DA | 3441 - - - X
54 MG DA | 3449 - - - X
o4 MG DA | 3473 - - - X
54 MG DA | 3491 - - - X
54 MG DA | 3514 - - - X
54 MG DA | 3549 - - - X
54 MG DA | 3570 - - - X
54 MG DA | 3573 - - - X
o4 MG DA | 3578 - - - X
54 MG DB 201 - - - X
54 MG DD 302 - - - X

Continued on next page...
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Continued from previous page...
Mol | Type | Chain | Res | Chirality

Geometry | Clashes | Electron density
o4 MG DF 301 - - - X
54 MG DR 202 - - - X
54 MG DR 203 - - - X
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2  Entry composition (i)

There are 56 unique types of molecules in this entry. The entry contains 286308 atoms, of which
0 are hydrogens and 0 are deuteriums.

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

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N Q) P
1 AA 1501 32270 14362 5983 10424 1501 0 0 0

Total C N O P
1 CA 1497 32185 14324 5968 10396 1497 0 0 0

e Molecule 2 is a protein called 30S Ribosomal Protein S2.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 AB 230 ?%3%1 11041 31119 3(2)2 § 0 0 0
2 CB 229 ?(;t%l 11032 31118 3(2)0 § 0 0 0
e Molecule 3 is a protein called 30S Ribosomal Protein S3.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IR Y HEEEEE
IR Y HEEEEE
e Molecule 4 is a protein called 30S Ribosomal Protein S4.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
4 AD 208 ?gt;él 923 2213 2(7)4 2 0 0 0
4 cb 208 ?gt;él 923 223 2(7)4 g 0 0 0

e Molecule 5 is a protein called 30S Ribosomal Protein Sb.


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 AB 148 1105 699 204 198 4 0 0 0
Total C N O S
g CE 148 1105 699 204 198 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 | AF 100 77T 493 137 144 3 0 0 0
Total C N O S
6 | CF 100 77T 493 137 144 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 AG 155 1164 726 224 208 6 0 0 0
Total C N O S
7 CG 155 1164 726 224 208 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 AH 138 1045 665 188 190 2 0 0 0
Total C N O S
8 CH 138 1045 665 188 190 2 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
) Al 125 852 533 163 156 0 0
Total C N O
) Cl 12 852 533 163 156 0 0
e Molecule 10 is a protein called 30S Ribosomal Protein S10.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
10 Al 96 663 410 132 121 0 0
Continued on next page...
gPDB
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

10 ©J %6 T606t§ l 4(1]0 1§2 1(2)1 0 0
e Molecule 11 is a protein called 30S Ribosomal Protein S11.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 AK 14 1;502t§ 1 5clj6 11;]5 1(;4 g 0 0 0
1 CK 14 1;%02t§ 1 5clj6 11;]5 1(;4 g 0 0 0

e Molecule 12 is a protein called 30S Ribosomal Protein S12.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
12 AL 122 1;)00? 1 5(6?7 11;18 1(5?9 ? 0 0 0
12 CL 122 goot; 1 5(637 11;18 1(5?9 ? 0 0 0

e Molecule 13 is a protein called 30S Ribosomal Protein S13.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
R B i L L .
R B i L B .

e Molecule 14 is a protein called 30S Ribosomal Protein S14.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

14 | AN 60 Zo;gl 333 91\; ;)2 i 0 0 0
e Molecule 15 is a protein called 30S Ribosomal Protein S15.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
15 AO 88 T702tj l 423 1113 1(2)6 g 0 0 0
15 cO 88 T702tj l 4?3 1113 1(2)6 g 0 0 0

O RLDWIDE
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e Molecule 16 is a protein called 30S Ribosomal Protein S16.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
16 AP 82 T605t 1al 4(1]6 1153 1C1)1 ? 0 0 0
16 cP 82 T605t 1al 4?6 11;3 1C1)1 ? 0 0 0

e Molecule 17 is a protein called 30S Ribosomal Protein S17.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
17 AQ 9 T802t§ 1 528 11211 1(22 2 0 0 0
17 ©Q 9 T802t§ l 528 11211 122 2 0 0 0

e Molecule 18 is a protein called 30S Ribosomal Protein S18.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
18 | AR 68 goltjl 329 9N8 57 0 0 0
18 | CR 68 1;031 329 91\; 57 0 0 0

e Molecule 19 is a protein called 30S Ribosomal Protein S19.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
o | a5 |8 ) S s a | 0 | 0 |0
] es | s | S s a | 0 | 0 |0

e Molecule 20 is a protein called 30S Ribosomal Protein S20.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
20 AT 87 TGOfitE? 1 4(130 114\112 1(]__)1 3 0 0 0
20 CT o7 1?1? 1 4?8 115\)12 121 3 0 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 AU 23 199 122 48 29 0 0 0
Total C N O
21 Cu 23 199 122 48 29 0 0 0
e Molecule 22 is a protein called Probable sigma(54) modulation protein.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
22 AX % 631 396 116 118 1 0 0 0
Total C N O S
22 CX % 601 378 108 114 1 0 0 0
There are 12 discrepancies between the modelled and reference sequences:
Chain | Residue | Modelled | Actual Comment Reference
AX 96 HIS - EXPRESSION TAG | UNP POAFX0
AX 97 HIS - EXPRESSION TAG | UNP POAFX0
AX 98 HIS - EXPRESSION TAG | UNP POAFX0
AX 99 HIS - EXPRESSION TAG | UNP POAFXO0
AX 100 HIS - EXPRESSION TAG | UNP POAFXO0
AX 101 HIS - EXPRESSION TAG | UNP POAFXO0
CX 96 HIS - EXPRESSION TAG | UNP POAFX0
CX 97 HIS - EXPRESSION TAG | UNP POAFX0
CX 98 HIS - EXPRESSION TAG | UNP POAFX0
CX 99 HIS - EXPRESSION TAG | UNP POAFXO0
CX 100 HIS - EXPRESSION TAG | UNP POAFXO0
CX 101 HIS - EXPRESSION TAG | UNP POAFXO0
e Molecule 23 is a RNA chain called 23S Ribosomal RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
23 BA 2837 61112 27197 11440 19639 2836 0 0 0
Total C N O P
23 DA 2814 60621 26978 11351 19479 2813 0 0 0

There are 4 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
BA ? - U DELETION | GB AP008226.1
BA ? - U DELETION | GB AP008226.1
DA ? - U DELETION | GB AP008226.1

Continued on next page...
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Continued from previous page...
Chain | Residue | Modelled | Actual | Comment Reference
DA ? - U DELETION | GB AP008226.1
e Molecule 24 is a RNA chain called 5S Ribosomal RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N 0O P
24 BB 120 2573 1146 476 832 119 0 0 0
Total C N O P
24 bB 120 2573 1146 476 832 119 0 0 0
e Molecule 25 is a protein called 50S Ribosomal Protein L2.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
25 BD 275 2135 1349 422 361 3 0 0 0
Total C N O S
25 DD 275 2136 1349 423 361 3 0 0 0
e Molecule 26 is a protein called 50S Ribosomal Protein L3.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
26 BE 204 1555 982 297 270 6 0 0 0
Total C N O S
26 DE 204 1555 982 297 270 6 0 0 0
e Molecule 27 is a protein called 50S Ribosomal Protein L4.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
21 BF 203 1580 1007 298 273 2 0 0 1
Total C N O S
27 DF 203 1580 1007 298 273 2 0 0 1
e Molecule 28 is a protein called 50S Ribosomal Protein L5.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
28 BG 181 1368 879 242 244 3 0 0 0
Total C N O S
28 DG 181 1368 879 242 244 3 0 0 0
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e Molecule 29 is a protein called 50S Ribosomal Protein L6.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
29 BH 1 Tgtla%l 8?’)]7 2123 2(;6 ? 0 0 0
29 bH 1 Tgtla%l 837 2123 2(?36 ? 0 0 0

e Molecule 30 is a protein called 50S Ribosomal Protein L.9.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
3 Bl 146 nga%l 6%]6 11;;0 1(30 ? 0 0 0
3 bl 146 T905t ; 1 6%]8 11(\318 1(7)6 ? 0 0 0

e Molecule 31 is a protein called 50S Ribosomal Protein L13.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
31 BN 140 1;(135321 7clj7 21§7 1(534 ZSL 0 0 0
31 DN 140 1;(135321 7clj7 21§7 1(524 ZSL 0 0 0

e Molecule 32 is a protein called 50S Ribosomal Protein L14.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
32 BO 122 1;)02? 1 5(53 1128 1(6?8 i 0 0 0
32 Do 122 1;)0;; 1 5(;3 12]8 1(38 ZSL 0 0 0

e Molecule 33 is a protein called 50S Ribosomal Protein L15.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
33 BP 149 1;(1);8{1 7(033 21;9 186 g 0 0 0
33 bP 149 1;(1);8{1 733 21;9 186 g 0 0 0

e Molecule 34 is a protein called 50S Ribosomal Protein L16.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
34 BQ 141 1122 715 212 188 7 0 0 0
Total C N O S
34 DQ 141 1122 715 212 188 7 0 0 0
e Molecule 35 is a protein called 50S Ribosomal Protein L17.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
35 BR 118 968 604 203 160 1 0 0 0
Total C N O S
35 DR 118 968 604 203 160 1 0 0 0
e Molecule 36 is a protein called 50S Ribosomal Protein L18.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
30 BS 10 865 H44 172 149 0 0 0
Total C N O
30 DS 10 865 H44 172 149 0 0 0
e Molecule 37 is a protein called 50S Ribosomal Protein L19.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
37 BT 131 1063 666 213 183 1 0 0 0
Total C N O S
37 DT 131 1063 666 213 183 1 0 0 0
e Molecule 38 is a protein called 50S Ribosomal Protein L20.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
38 | BU 116 059 608 201 149 1 0 0 0
Total C N O S
38 bU 16 959 608 201 149 1 0 0 0
e Molecule 39 is a protein called 50S Ribosomal Protein L21.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
39 BV 101 771 495 140 135 1 0 0 0
Continued on next page...
gPDB
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
A I L
e Molecule 40 is a protein called 50S Ribosomal Protein 1.22.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
o | m O NS o
W o | e SN0 0 | o |
e Molecule 41 is a protein called 50S Ribosomal Protein L23.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
L i L L I
L I L L
e Molecule 42 is a protein called 50S Ribosomal Protein L.24.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
12 BY 107 1;)8t§1 5(033 114\1]5 121 E 0 0 0
12 bY 107 1;)8t§1 5(53 114\1]5 121 E 0 0 0
e Molecule 43 is a protein called 50S Ribosomal Protein L25.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
9 B2 | 2| s am o s | 0 | 0 |0
43 bz 198 r{gt;;l 9(7}2 2129 2(7)9 g 0 0 0
e Molecule 44 is a protein called 50S Ribosomal Protein L27.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
44 BO 0 o1 aes 125 100 1 0 0 0
| 0o ||l s s w1 | 0 | 0 |0

WO RLDWIDE
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e Molecule 45 is a protein called 50S Ribosomal Protein L28.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
15 Bl o7 T;)éf;l 4(6]9 114\114 1(;1 ? 0 0 0
15 b1 o7 T;)éf;l 429 114\114 1(;1 ? 0 0 0

e Molecule 46 is a protein called 50S Ribosomal Protein 1.29.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
L L L
A L L

e Molecule 47 is a protein called 50S Ribosomal Protein 1.30.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

A7 | B3 59 ngl 233 81\; 708 0 0

47 | D3 59 ngl 233 81\; 708 0 0

e Molecule 48 is a protein called 50S Ribosomal Protein L31.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
48 | B4 16 20531 2(233 é\; éi § 0 0 0

48 | D4 16 20531 2(233 é\; (21 § 0 0 0

e Molecule 49 is a protein called 50S Ribosomal Protein L32.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
19 | B5 59 ng‘l 226 é\é 7(1 § 0 0 0

19 | D5 59 ng‘l 236 é\é 7(1 § 0 0 0

e Molecule 50 is a protein called 50S Ribosomal Protein L33.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
50 B6 53 449 278 90 77 4 0 0 0
Total C N O S
50 D6 53 449 278 90 77 4 0 0 0
e Molecule 51 is a protein called 50S Ribosomal Protein L34.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o1 BT 48 418 257 104 55 2 0 0 0
Total C N O S
o1 b7 48 418 257 104 55 2 0 0 0
e Molecule 52 is a protein called 50S Ribosomal Protein L35.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o2 B8 64 509 326 99 82 2 0 0 0
Total C N O S
o2 D8 64 509 326 99 82 2 0 0 0
e Molecule 53 is a protein called 50S Ribosomal Protein L36.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o3 B9 30 297 182 66 46 3 0 0 0
Total C N O S
o3 D9 36 297 182 66 46 3 0 0 0

e Molecule 54 is MAGNESIUM ION (three-letter code: MG) (formula: Mg).

Mol | Chain | Residues Atoms ZeroOcc | AltConf

Total Mg

54 BA 660 660 660 0 0
Total Mg

54 CA 162 162 162 0 0

54 DQ 5 Total Mg 0 0

2 2
54 | DF 1 Tofal l\ﬁg 0 0
54 | BS p TO;al ng 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf

54 | BE 5 Total - Mg 0 0
5 5

54 B1 1 Total - Mg 0 0
1 1

54 | BP 1 Tofal l\ﬁg 0 0

54 B5 9 Total -~ Mg 0 0
9 9
Total Mg

54 | BB 23 05 93 0 0

54 | BT 9 Total - Mg 0 0
9 9

54 DS 9 Total - Mg 0 0
9 9

54 BY 1 Total - Mg 0 0
1 1

54 | BF 9 Total -~ Mg 0 0
9 9

54 | DR 3 Total -~ Mg 0 0
3 3

54 B2 1 Total - Mg 0 0
1 1
Total Mg

54 | AA 135 e 13 0 0
Total Mg

54 | BQ 4 P 0 0

54 | CQ 1 Toltal N{g 0 0

54 | AD 1 Toltal N{g 0 0

54 | DD 2 Total - Mg 0 0
9 9

54 DO 9 Total - Mg 0 0
9 9

54 | BG 1 Toltal hqg 0 0

54 | B3 1 Total - Mg 0 0
1 1

54 | BR 1 Toltal l\qg 0 0
Total Mg

54 | DA 598 A 0 0

Continued on next page...



Page 25

wwPDB X-ray Structure Validation Summary Report

4V8H

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf

54 | DP 1 Tofal l\qg 0 0

54 | BV 1 Tofal l\qg 0 0

54 | DO 9 Total - Mg 0 0
9 9
Total Mg

54 | DE 4 P 0 0

54 | AQ 1 Tofal Bﬁg 0 0

54 D1 1 Total - Mg 0 0
1 1

54 BZ 1 Total - Mg 0 0
1 1

54 | AC 1 Toltal l\gg 0 0

54 | BS 1 Total - Mg 0 0
1 1

54 D5 1 Total - Mg 0 0
1 1

54 | BD 3 Total = Mg 0 0
3 3

54 B0 3 Total = Mg 0 0
3 3

54 | CE 1 Toltal N{g 0 0

54 | BW 2 Total - Mg 0 0
9 9

54 | AF 1 Toltal N{g 0 0

54 | DB 8 Togal Nég 0 0

e Molecule 55 is ZINC ION (three-letter code: ZN) (formula: Zn).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
55 B5 1 Total Zn 0 0
1 1
55 B4 1 Total Zn 0 0
1 1
55 | AD 1 Toltal Zln 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
55 D 1 Total Zn 0 0
1 1
55 B9 1 Total Zn 0 0
1 1
55 BY 1 Total Zn 0 0
1 1
55 DY 1 Total Zn 0 0
1 1
55 D5 1 Total Zn 0 0
1 1
55 D4 1 Total Zn 0 0
1 1
55 AN 1 Total Zn 0 0
1 1
55 ON 1 Total Zn 0 0
1 1
55 D6 1 Total Zn 0 0
1 1
55 DY 1 Total Zn 0 0
1 1
55 B6 1 Total Zn 0 0
1 1
e Molecule 56 is water.
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O
56 AA 268 %68 268 0 0
56 | AE 1 Total - O 0 0
1 1
56 | AL 1 Total - O 0 0
1 1
56 | AO 1 Total O 0 0
1 1
56 | AP 1 Total - O 0 0
1 1
56 | AT 1 Total O 0 0
1 1
56 | AX 1 Total = O 0 0
1 1
Total O
56 BA 1694 1694 1694 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O

56 BB 57 57 57 0 0
Total O

56 BD 20 50 20 0 0
Total O

56 BE 11 1 1 0 0
Total O

56 BF 6 6 6 0 0

56 | BH 1 Total - O 0 0
1 1
Total O

56 BN 2 5 5 0 0
Total O

56 BO 2 5 5 0 0
Total O

56 BP 11 1 1 0 0
Total O

56 BQ 5 5 5 0 0
Total O

56 BR 6 6 6 0 0

56 | BT 1 Total - O 0 0
1 1
Total O

56 BU 3 3 3 0 0
Total O

56 BV 3 3 3 0 0

56 | BW 3 Total - O 0 0
3 3

56 | BX p Total - O 0 0
2 2
Total O

56 BY 4 4 4 0 0
Total O

56 BO 8 2 g 0 0
Total O

56 B1 2 5 5 0 0

56 | B3 1 Total O 0 0
1 1
Total O

56 B5 3 3 3 0 0

56 | B6 1 Toltal (1) 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O
56 B7 5 A 0 0
Total O
56 BS 10 0 10 0 0
56 BY 1 Total O 0 0
1 1
Total O
56 | CA 265 A 0 0
56 | CC 1 Total O 0 0
1 1
56 | CD 1 Total - O 0 0
11
Total O
56 | CE 9 oy 0 0
56 | CK 1 Total = O 0 0
11
Total O
56 CL 9 ) 0 0
56 | CN 1 Total O 0 0
11
56 CP 1 Total O 0 0
11
56 | CQ 1 Toltal (1) 0 0
56 | CT 1 Total O 0 0
11
56 | CX 1 Total O 0 0
11
Total O
56 | DA 1174 Lt 11 0 0
Total O
56 | DB 17 S 0 0
Total O
56 | DD 8 A 0 0
Total O
56 | DE 11 0 0 0
Total O
56 | DF 7 A 0 0
56 | DN 1 Total - O 0 0
11
56 | DO 5 TO;al (5) 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O

56 | DP 10 0 10 0 0
Total O

56 | DQ 3 A 0 0

5 | DR 9 Total O 0 0
2 9
Total O

56 | DT 9 S 0 0

5 | DU 5 Total - O 0 0
5 5

5 | DV 9 Total O 0 0
2 9

5 | DW 9 Total O 0 0
9 9

56 | DX 1 Total = O 0 0
11

56 | DY 9 Total O 0 0
9 9

56 DO 1 Total O 0 0
11
Total O

56 D1 5 s 0 0

56 D3 1 Total O 0 0
11

56 D4 1 Total O 0 0
11
Total O

56 D7 3 A 0 0

56 D8 1 Toltal (1) 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

28%

40/0

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 Ribosomal RNA

Page 30
Chain AA:

1 1679 I 6990 9799
YETY 0670 I L Q190
— 1 £8%0 BI9V
6879 [ | 9%99 1
0ETY | 16819 0870 9550 119V
830 V621D H68TD | 6LED 55D 0799
199 | | b6ty LY | epe0
930 1219 9.9 T%9D
. gav | ooz 29y LN L oTeed
%30 gzIn 1920 [ | 0%gD
| oesy 241 1 ZLHY 6EGY %099
(45 £210 £090

L82H
681D 9gzn
8810

LESD 09V
199V 9€9D T09D
QESY 009D

670

1119 1810 $EGN 6690
I diee
981V | 9eL
£%0 7110 81D 9990 9630 agLD
(4] €119 | e8| | | @699 | weLy
%9 { 2810 [4321 6299 %699 £ELY
0%0 1 [ | 8290 €699
G 60TV LLTD 6%%0 1299 1820 |
8¢9 9.1 8y 923D F
Le0 } SL10 7 LvD | ezen 1899 2
98D 501D 2499 9830
g9 | w01 I | I e
€0 £010 (e 1299
£eY 2019 | ogen | | oesv £8GY
[ ey | 0TV 6780 | zsan
) ® 0010 6910 8190 1899
— | een 8919 L L1ed
1919 | 1ge 884D 9160 129
129 9919 lgen 1 [ |
| oev 8910 | 6zen 9850 £190 9499 LTLO
920 %970 8TTy | gewo | (41 I 9TLY
| wen I Jrad) vEDN 1190 G
£20 922D €650 HTLD
[44) 197V | ggen

1

0TLd
604D

1220 | ozEh 804D
931D — EI32) L0LD
g1 | &gy 240} [ |
710 089 %910 112D 42 ¢m=
42 . | ozewv I 8699
119 0zH0 | 690
o1V 9.0 | BTE0 9697
i B
119D 769V
e 1D [ oted
oo | STHY
699 L%ED CBTRY
€19
umi
€610 BLTY £ven L0%9
° z6T0 1 [4250) 90%9

680 %2To

zzen LT%0

©
-
(3]

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W


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

wwPDB X-ray Structure Validation Summary Report 4V8H

Page 31

1

728D
0zsn
618V

L180

ST8Y

2180
T18D

608D

L08Y

208V
7080

96.L0
S6.L0
v6LY
£€6.0

T6LD

L8LY

g98.Ld

8Ly

T9LD

094D

8G.LD
LSL0

G9LD

9680

€680

888D

788D
0880

818D
L180

.89

TL8Y
T80

698D
8980

9980
S98Y

£980

798D
098Y

848D
L8680
9680

va8d

TS89

6%80
8%80

8€8D

€80

TE8D
TE8N
0€8D
628D

9280
ST8H
T80

8T6D

ST6D

€26V
(4455
Tz6en
0zen
616V
816V

9169

i
I

896V
1,960

(4%

@ 6C11D

81110

91110

YITTO

L]
CITTD
TITTV
OTTTY
60TTD

SOTTY

€0TTD
COTTY
TOTTV

660TD
860TD
L60TD
96010

601D
€601V

16010

1
*

L80TD

T0TTV
00TTD

96110

76710
€6TTH
CT6TTD

68110
88TTV

S8TTH

E8TTV

18T1D
08TTV
6LTTV
8LTTH

E€LTTD
TLITD
TLT1D
OLTTV

89TTV
99TT1H
SOTTO

09TTH
6STT0

18TTV

LSTTN

GSTTO
$4&TTO
€G6TTD
[4st44
TSIV

8%TTV

FiZ441

9ETTY
SETIN
YETTO

TETIN
TETTH
0ETTO

YCTTID

(444 5]

61210
81CTD
L1TTD
91CTD
S1TTD
4542

i
=
L

]

TTETD

LIETD

STETN
PIETD
ETETN

TIETD

962TD

€6CTD
(41491

68CTY
88TTY

¥8CTD

9.TTH

TLTTD

69CTV

%9210
€9CTD
291D

SLETY

€LETD

TOETH

L

6GETD
8GETN

9GETD

® P8EId

TGETD

8%ETN

PPETO

LEETD

9CTETD

€TETD

£9%10

991D

09%TV

831D

9EYTN

(4545

TEYTD

8TYTV
LTI

44
£TYTH
[444%)
0Z%10

61%1D
8I¥TV

EIPTV

CI%10

80%TV

€0%10

00%10
66ETD
86ETY

96ETV

L

e Molecule 1

0€GTH
mmmﬁu
%2910
€241H
[44:4 1)
12919
0TSTH
6TGTV

T0STD

96%T0
S6%T0
Y6910

161D
06%10
68%1D

98%1H
LL%TD
SLPTD
0L%TD
69%1D

8971V
LO%TD

16S Ribosomal RNA

7%

23%

45%

© N 0 O I~ O mmN <+ 10 ©
- N o ™ m m m
(5] B O < o o < [SHC NS

23%

4%

Chain CA:

€90

2on

68V

LS9
98n

%80

[4hl
T8V

670

9%D
svn
izl
€%0
[44]
T¥D

©
™
[

L10

O

R LDWIDE
PROTEIN DATA BANK

W



4V8H

wwPDB X-ray Structure Validation Summary Report

©
~
o

Page 32

- . T
€810 7610 9829
TETD €670 | gggh |

. TETD 2610 82D
0ETY 1619 €820

¥6219 0670 1

| | 16810 6.2V
1219 %6810 | 8Ly
9219 6819 112D
qzIn
%219
£210
(441

€010 9410 | ggen
. o1y Q.10 zaen
10TV $L1D ﬁmmu
129

I
o)
(&
~
©
-
©

©
©
-
w

o
o
=]

89D 9%1D
SPID

99D

EPIV

08ed

L%ED

el Aoh)]
44341
£%en
Tved

LEED
9€ED
SEED

€EED

T€ED

6CEY

LTEY
9TED

91€d

01D
60€D

L0€D

3

€0EY

00V
662D

L6TH

S620

£6TH

0620

7474
£T¥D

1147°

61%0

LT%D

STHY

(45414

3

80%Y
L0O%D
90%D
Sovn
70%0

TO%D

96€D

£6EY

T6ED

8.LeD
LLED

Slen
YLEY

TLED
TLED

69€0
89€N
L9€eN
99€D

T9€D
09eY

€090

T0SD
005D
667V
86%0

v6%0

T6%D
T6%D
06%D
68%0

L8%Y

9L%D
SL%D

TLYY

0L%D
TOPY

LSG%D

98%0
¥3%0

[454)

0S%H

8YvY
LY%D
4t

¥P%0
£¥%0

3444

9E€HD

vEWN
€EVD

(574

LTP0

9THH
STHD

999)
999N

€99V
2990

L89D
9890
49690
%990

{42401}

089D
6790
8¥%9D

9%9D
feiAh)
%950

eta=h]
%2sd

129D
0TSV

8190
L19D
9180

%190
€190
TSN

L19D
919D

vIov

i

019D
609V

9099
000
%099

€LSV

TL80
049D
6990

604D
804D
L0LD
904V

woLY

690

£69D

L%90
ovon

Tyov
8€9D

L€9D
9€90

LLLY
9LLD

9.0
€919

09.9

894D
LSL0

GSLD

€G.LY
TGLD

0G.D

998D
va8d

TS89

6%80
8%80

8€8D

€80

2TE€8D

0€8d

628D

9280

€T8D
2280

0z8n
618V

L180

v18Y

2180
T80

608D

L08Y
908D

7080

208y

96.L0
S96.L0

T6LD

L8LY

S8.LD
¥8L0

ST6D

DO ®
N ® m @
D 0 0 =)
B O O (2]

£86V

0zen
616V

L1
e

£06D

To6Y

196D

@ 9s6n

176D

Se6v
€60

8%0TH

£%070

THOTY

[44u %)
12019
0Z010
61010

STOTV

€10TD
c10170

TO0TV

S660
ve6Y

LSTTV
9811H

€4110

L6070

16010

RLDWIDE

080TV
6L0TH
8L0T0
LLOTH

SL0TD
v.019
€L070
TLOTD

0L070
69070

69TTV

¥911D

LY1T0
OYTTV

EYITH
[4743%)

® 0%11D
6ETTH
L]

9ETTN
SETTN

CETTD

OETTV
@ 62110
8CT1TD

E€CTITV

0Z11H

81110

L]
® STITI

€TTT0

TITTY

0O
PROTEIN DATA BANK

erpBe

W



wwPDB X-ray Structure Validation Summary Report 4V8H

Page 33

62CIV

[444%)]
12219

81CTD
L1210

ST1TTH

60CTD
80TTD

S0TTN
v0TTY
€010

00Z1d
66110
86T1D
LBTTD
96110

€6TTD

1671V

98T1H

18119

6LITY

SLTTD
YLD
ELTTD
CTLITD

® 6%ETV

SYETN
YHETD

6EETY

3

LEETD

6ZETV

LIETD
91ETH
ST1ETN

® 7IEWD
@ EIgmn
® CIETD

@ O0T€TD

60€TH

@ 96CTD

CI%10

0T%TD
60%T0

SO%TH

20%TD

66ETD

LBETD

T6€T0
06€T0
68ETD
88ETD

9LETN
SLETY

L

6671V

96%10
S6%10
Y6910

16910
06%10

98%1H

0L%1D
69%1D
8971V
LO%TD

S¥P10

LEVTD

9EVIN

[452%)]
€910
0E%TO
62710
8THIV
LTvIn

[442%)

0Z%10

0€S9TH

D
o
[re)
—
©

L2810

STSTH
%TSTID

cTseIn
12S19H

6TGTY
8TGTY
L19TD
918T1H
STST0

E€IGTY

30S Ribosomal Prote

11819

10%

13%

40%

52

11

37%

4%
-

e Molecule 2
Chain AB

0.4

L9L

vou

09a

861

9G4

<+
I
=]

[4sic

[osic

*

b

Al

ThI

O%H
6€1
8€D
LEN

[4)

62V
8C4d

9zd

re}
N
=

0za
6TH

(4%t

9¥Th
P11

evTa
(47291
134%S
0%TH

8ETT

9ETA
® GgeTd
ETE

® CETX

+

7CTS

® 1TT1

L1173

STT1

E€ITH
TITA
TTTY

CoT1
TOTH
007D
66D
86T
L6M

S60

[48
16d

68D
88Y

v8d

3

8Lb
LLY

(4141}
TIeI
01Zs

8021

€02H
cocd
T0TI
0021
66TA
861a

9611
g961a
761d

6810
881V

¥8TA

0871
6.LTY
8.L74

9L14

YLIA
ELTV

TLIV
0L12

L91d

® S9TA

[419)

6G1d
8411

€974

6711

PAAS S

11%

13%

<+ 10
0 1O
[

41%

S2

mn

35%

30S Ribosomal Prote

5%

e Molecule 2
Chain CB

L9L

o
E9N

791
09a
693
8G1

oGy

o
re)
(=]

Q
rel
(=]

©
<
..II = II

A

(4729

O%H
6€1

LEN

{4

62y
8cTd

9¢d
ferdl

€Y

0za

)
=
)

9TH

8€TT

9ETA

verx
€eTH
TETH

0ETYH

+

iZ45

L14%)
0z1v

STT11

ETTH

T17d

L

YOIN

c0T1
TOTH
0019
® 66D

L6M

G60

(4328
16d

68D
88Y

v8d

8Lh
LLY

31

® 0.4

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V8H

Page 34

£0TH
cocd
1021
0021
66TX
861d

S61a
¥61d

6810
88TV

¥8TA

0871
6LTY
8LTH

9L13
SLTH
YLIA

TLII
TLIV
0L13

L91d

S9TA

T9TI

69Td
8911

SGTT

€GTYH

+

LyTH
e 971D
SYT1

e ¢£¥v1E
(429
e
0%TH

veed

1

0gTA

yXa4:)
ozcH

[4443
12C1

61CA
812V

30S Ribosomal Protein S3

91¢s
§S121
4149
€121
[414)]
TicI
07¢s

e Molecule 3

2%

14%

9%

33%

44%

Chain AC

SGGA

[4:y¢
18D

0gy
6%S

€Y1

LD

[re)
™
(5]

bal i
™ )
£ |

© ~
o
5 M

128

0zZs
612

TH

8I
Ld

0
=1

2!

Ll

LETY
9€T0
SETA

CETH

9TTH
STTd

€2Th
zzTE
12TV
8TTh
$11d

(435

o [ ]
] $ 0O~ oD
o000
- HiH o A A
3 © oo

OTTN

010

LocA

eocd
[4i43

88T1
L8TV
98T4

€810a

08TV
6.T4
8LT1T
LLTL
9LTH

30S Ribosomal Protein S3

7°/D

e Molecule 3

14%

6%

41%

39%

Chain CC

ToTN

TLY
0LA
69H
894
L9L
99A

8GH
LGI

SGA
bt
£38Y

TSD
0SY
6%S

€91

ovd

[
™
it

~
™
=

0
™
(5]

ZATS
€LTA

® 90cd

021
£0cd
o zozl |
TOCTA
00TV
66T
86TA
L6TD
9611
S6TA

€6TA

68TV
88711

9814

Q111

o ©8IL
eITY £81a
(435 811
1111 T8IN
011N o
1 ® 6.4
907A 8LTT
S018 ® LLIL

woth 9,18

€0TA [eu11 |

30S Ribosomal Protein S4

e Molecule 4

6%

39%

54%

3%
L

Chain AD

9.4

L4
LA

0LI

89L&

994

Sy
©
=

1

41}
193

Saqv

€4a
Tss

S¥h

6ed

[
o oo e ©
™ Mmoo )
O < = | >

o
@
55

62d

LTR

e}
3
<

o N
a o
£l i

811

w14

11

o
-
o~

6974

LSTT
991d
G911

8YTA

9%1I
Sv1a

6ETYH

® SE11

EETA

8CTTA
LTTL
9T1I

€CTH
[4axs
TZIA
® 0TT11

LITY
9t1Th

TV
@® OT1d

8071
LOTH

Y0TA

201a

*

864
161

4969
61

68L
88A

€8S

8.1

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V8H

Page 35

2911
TOTN

30S Ribosomal Protein S4

e Molecule 4

20/ il

6%

40%

53%

Chain CD:

€9a

i)

6€d

©
™
-

SeY

L
i

EEN
TED
(028
® 62d

LTR

eta 4
vca

i
+

+

0LTA

€973
C9T1
T9TN

66T

L]
LSTT
98T1d
SST1

9YTI
SvTa

6ETYH

LETS

SETT

EETA

62T
8TTA
LTTL
9TTI
STTH

E€CTTH

1CTA
0211

91Tl

3

CITA
TITY
® 0174

80T1
LOTYH

Y0TA

cota
1071
00TYd

L6T

S6D

165

68L
88A

LOTA

0TI

2021

9611

Y611

681d

L8714

e Molecule 5

4814

081D

LL1a

PL11
ELTM

30S Ribosomal Protein S5

9%

8%

40%

43%

Chain AE

2%

3

0Ld
694
893
L9A

£9Y

T9%
09&

84y
L8%

SGA

€41

0ga

L9Y

€Y1

8eh

9€a

vEA

Qo
® o
A=

0
3
<
@
o)
©

<+
I3
[

6T

L¥1a

PPIL

(449
j3al]

8ETY
LETH

SETL

€ETA

0171

3

901d

P01V

(404

007A

L6D

08I

~ oo
N~
[ =]

SLL

2STYd

8¥IA

30S Ribosomal Protein S5

e Molecule 5

20/0
n

9%

™
©
~

9%

N~ © o
10 1 ©
Mo >

43%

40%

3

Chain CE

69A
893
LOA

TOk

GGA

€41

083

6%d

Shd

€%

8eb
LEY
9€a

YEA

CTEA
TET
0EV
44

141

6TH

€11

T1I
OTH

83
L3
94

3

90Td

Y01V

{434

00TA
669

L6D

3

£6d

06A

188

€838

o
©
it

6.3

LLd

SLL

0Ld

44"}

8YTA
Lv1a

TPIL

(47491
j541]
07 Td

30S Ribosomal Protein S6

e Molecule 6

°/O
B

6% -

37%

56%

Chain AF

H

760

(4o
T6A

681

L84
984

[4:1

3

vla
ELN

T4
0La

89d
LOW

9l

(4L
191
094
634

L8b
94d
efelol

6%V
8%

%D

(4

ovA

9gY

9TI
SeI

+

TIN

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V8H

Page 36

© N~ ©
D o O
[ |

e Molecule 6

30S Ribosomal Protein S6

9%

2
%
®

52%

°/0
B

Chain CF

T6H

b=
[
=

681

L84
984

84
18I

3

vla
ELN

o
©
=

b
©
=

81

iagl

ovA

oY

9TI
Scl

30S Ribosomal Protein S7

e Molecule 7

12%

44%

44%
43%

Chain AG

® 794

-
©
=

6971

LgI

(448

[ X ) 00
) © I~ o
- bl
o as =

[
o m QN0 o
< < <t >

0ETD

@ STIN

€eTE
® ITIH

6174
8TTA
L1TY
® 911V

€114

TT1Y

@ 601N
@ 80TV

901D
@ SOTA

® <T0Td
TOT1
® 0071V

88d

~
©
=

08A

o o000
-
~
o

69A

S9v

99T
® vSIk

® <281V

® 6914

® S¥Iv
[
e €1
[44%
e T¥IA
0%1a

SETA

30S Ribosomal Protein S7

e Molecule 7

R

~

—

32

«©

<
2
©
<

R

~

™

o

]

o

<

)

&)

89d

9sh

€831

]
e 18b

0 ©
& &
a =

® £vd
(4729
e T¥d

©
2!
|

SeN
£€a
® TEN

® OfI
@ 62

e lLtI

[
0 © N~ © -
oo o o
aas > >4

<
=
o

o
N © -

91TV
STTH
431

o000 o000
@
o
-
=

e P6Y
€6d
[ ] 268

062
681
88d
L8A

£8Y

D O -
© K~
Y

©
©
=

® S§4T1Y

°
® £9TH

TSTY
® T1STX
°
o 6%TH

8HTIN
o BTV

30S Ribosomal Protein S8

SYIV

0¥1a
6€TH
8ETH

e Molecule 8

6%

45%

49%

°/ o

Chain AH: ®

Ttld

894

S9%

691
88K
L8d
983

¥9a

[4:{dl
TSA

€%D

6€1
8€1

9€1
SEI
vea

[4%'8
1ed
0ogyd
6TS

L2d
9TA

114’}
0ZTA

[
7
a

814

<
-
[

0 <+ ~ ©
~ Q @Q © ©
o m 4 [

[4x:

mm_ o
s © o
a =1 = A

o
|

8ETM

€ETT

0E€TH

8TTH
L2111

£€2Td

121a

6111

ST1S

€118
CIT1
TTTI

60TI

SOTYH

L6A

0
[
=

@
[
=

LLA

S.¥

€La

O

R LDWIDE
PROTEIN DATA BANK

W



4V8H

6%

43%

51%

wwPDB X-ray Structure Validation Summary Report

4%

Chain CH: -

e Molecule 8&: 30S Ribosomal Protein S8

Page 37

192 ® €94

09¥ o ToH

9Ld ® oL
S.Y @ €9I

IR
==~
=Y
.
.
-
.

9%
9%
I o -
© ©
[==s]

09a 695
[ | 654 $ZTh
894 8GH | ggrd L8%
[ | * 1 [ 4431 B [4431 9GH
G9% - a5y | oTeTe pa | oTeTH . e £ad I
| wsa 0gTY 0z Ty [4°F) 2
£GA 6TTV R 194 S £9d
1 8TTH Q 081 | een
09T LITH - 6% 194
69T 1 Loty 081
86k qT19 6w
[55) I 8¥L
BETI oY (233 o lbd
%90 €ETT SHY [4354 LTIy
T L eerE oA s e o113 °
Taa e TETD €9V 0TTE o P 7
TG 019 Th [ ] Q £pY
| ogu e 62IA ® T7A o L0TH < I 421
6v8 8219 2 [ oovT ® 90TV o e Tbd
8k Ak ® 68D e 9010 R b 091
| | e oM | votd = ¥ e 6ed
gpI €218 ° ® £0TL e 88I
| A ° e zoTT Led
6€1 121a ® 1014 | 9gn
8€1 | ogtL BEN o ® 00TL o ges ® 00Tl
v 6111 £ed ° = ° st o wEA oI
9e1 8TTA o | zea ° o)) o wn ° wn e cggb °
geI 1 o e 1eb wn ° ° 163
vex g118 o o o0gn 961 - P = = | esr |
| eed (4351 = 62N = ° 3, ) ° g6d
zeN 1111 Lw 8zA oi Labb PY m m 8zy
s w3 o 5 . 2 2 .
ogy 60TT = 9z o 7160 = n, a, ° T6L
6cs - Wsol  oMosaN (- o - - . Toa
q0TY — 2D o 68N — e 2 < < #TA
+ = [, e S g 724 g g . .
° = 12d g v 2 oy 3 3 °
ey o | ozy €8y o o eflEFN R R R R ° °
0Zk L6 195 * e 611 ® T8y 175! ~ e 81l Q 3 o Sf IR e ozY
G/ [T ] S e 8u s < o LA 28y N 2 YRS e 618 °
8TYH ® G6A = o oI 089 = 9T 181 el o [ |
[ | Bwesl o R e 2 ® &1V 089 91T e 8L
fan €61 Y e SIv 8.3 o WIA e W [P} STL 083
L oemr n o A LL1 n e €I e 8.l ) ] 6.4
z1d % £TY oLy % o zim ot ™ o
[ o aLq o Imi| e 9 . o i °
01T 68d 7 e oO1d ° ot o e 019
e 883 2 ° b 2 o 6 ° — — 64 o cliA
8a 188 < . 89 < . I ° < . < .. e 81 o 1T |
Loow 981 = — LL = — ° ° = = = ) o i oLy
o1 [lewy O < [ e | o O e ° o <1 o O e o 69
sd 8y < a ® Sk 699 L o ® Sk ° < a < o ° ® 89H
E o) g e u 899 o) g3 e B o) = o = o loL
° 199 g o 99
z1 8Lh = -~ ® 99 = = I o = = = ] e 991
oW 128 ° O e o ° @ ° ° O ° o o om

D E

gPDB

R

O
PROTEIN DATA BANK

W



4V8H

12%

7%

26%

55%

wwPDB X-ray Structure Validation Summary Report

°/ o

Chain AK: .

e Molecule 11: 30S Ribosomal Protein S11

Page 38

| ggu #8A LOTY 0TTA o .93
$8A [ | wmz_ 1 I
| e8I 18a LOTY
T8A | osh zoTY 907a o ©oM
1 6.8 0 TOTA 1 . I
6.8 o [ | N 0071 N Z0TY PN
1 Q e Gli | e6H i T0TA - 1938
SLE - 7 86X 0071 | 09n
A €10 2 168 . | 66H 664
€21 e © ] 864 . | sa@ |
T m/“ TN €67 164 S 194
1L [ | z6a 1 - 991
1 89y [ | 98y agy
89V 19a 98y 981 1
19a [ | 681 %81 zed
| 99T 64 581 £8A
qoy [] . g8 g I °
: - ¥ i ? :
05k EN @ 08H °
— N 08H 6.8
9%9 mE 1
9%D | ogwn 0LI o b
GO w5S 0LI 1 N e &bl £1Td
7S | oews 1 991 < 444 1
| ebs zH 991 1 e OITY
v 321 T 298 ® 60T
9L 071 $9K ° e 80TH
0v1 | 6ed | g9 L0T¥
. eed — 8EN ~ 298 ~ o ° 907N
8EN — | — — 8sA et eV SOTL
N vea N N | N 7074
- geL o - eqy o o €0TL
| eer . sqy e coTH
e T €L T . ee1 T — T 82y —
m 0£A % 18V m 93 m oz °
bt I bt 0ss part [ oewd | part 92D L6d
n, 8zl ° n, 69N n, L n, az1 ® 961
82L . o Len — o 1 . g e — o W | e
LT < < 9zN 121d < B HHL < jrst THL < ® £k °
| g 0 | 0z 1Y = © 7S g | g ze1 °
€Ty 3 (41 L 6TI0 5 THL ) 9 5 2R Z6H
| zem ) | TeE 8119 % | %% @ S Lozl e T6M
121 o 121 1 o 6€A o o 5] 611 ® 061
1 = 1 = 8eL = zed = 1 e 68
918 o 918 60TA o SeTd o 1 o & 91a . g8y
G - 1 245 62 N STA e I8k
BIA n e PIA SOTA wn zed €21 [@p] 823 wn 2t e 98
o e ¢1b 501D = [ | | zeil ] 121 ] £ ® 989
™ 1 o e 62D 121 g | ooy o o zIN %8I
. .. 8z 0ZTA gzd Lo
— W- 660 o 121 AN ¥z 1219 o 01d
— . = el — i e~ 0 e
i) P < azd LITYH i) o 45t 61T i) M 8% aLy
= N = — 72A = — TIA 811S = LA ol
S @) 2 < ] g @) Ia L1178 e < [ e | £Ld
2 z6d < 451 < 6 I < e SV ® oLV
S .m g o m o .m | 3 .m o 1 .I
0TTA 9L PITY °
= -~ 989 = -~ 6079 = -~ I £114 = -~ 693
° o [ssEn o @) [ T2 AR ) o | ° O e 899

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W



Page 39 wwPDB X-ray Structure Validation Summary Report

4V8H

e Molecule 13: 30S Ribosomal Protein S13
35%

. ...
Chain CM: 43% 35%

o o o 00000 O o °
0 ] <0 EE© O N ~ -

~ =l - AN AN oM ) <+

> | > < S H o <wm < 3 A

[N J [} 00 000000000000 0000
) <+ ~ 0 ) o
© ~ ~ @© @© o @ o
= = = © © o

e Molecule 14: 30S Ribosomal Protein S14

13%

. [
Chain AN: 43% 43%

178
R108

~
=
a

V98

[ ] o000 [ ] (]
- <4 10 © N~ 0o o 10 o o &+ N OGO NS
m O~ oo sl <ibs] aaa ® m I R DT T
[--SN R [N S = o> < = > (SRR SRS -

e Molecule 14: 30S Ribosomal Protein S14
15%

. e
Chain CN: 33% 49%

(] o o060 o [ ] (]
©N~®OOHNm © N O oo o |0 © o-a®

o < oo A o aaa 2] o™ | m SN

<@ X BN D@ o mOoma A O mHO

e Molecule 15: 30S Ribosomal Protein S15

Chain AO: 54%

N ™ O O ® (S O EEnO mud mus 0 © N~ 0 O dAmm OmEud® O
N~ © — — o N @ [} <+ = 0 (o Te T To R To ] © © © © © ~
(S H o o a © =] ~ = =] ] AL I = o m oA >

© ©
© «Q
(] [

e Molecule 15: 30S Ribosomal Protein S15
%

Chain CO: ® ST

- ]

N~ o

M| A (2]
o
oo~ ©
@ @ © ©
MaoH

e Molecule 16: 30S Ribosomal Protein S16
11%

. —_—
Chain AP: 43% 4%

Q13
F15

©
-
<

D21
E26
R35
K44

o
<
=

e o e o [ ] (X )
OHNMIIWONODO AN ® © N~ © oo o

o Nm R e R Rl P R A e I I s M) g aAq o 0 ® 5 3

= B M- mond b= R H > > A m oo > QA

V53

(X ]
(]
<
3

R110 ©®
G112 ©®

K111

N ®© o
RS
=

ommo o MY DON0DO
< 0 10 01010 1010 1) 0O ©
= oo Heddds=50

10%

G51
Q52
153

(]
- ©
wn
o X

16%

P54
G55

D74
R77
Y78
|
182

| E83 |

9%

V56
R57
K58

10%

(] [ ] (]

7] ® & o <+

0 10 10 © ©
Iﬁlﬂl>f=l

13%

7%

(] (]
o s 0 ) v-1+N © R
o S < 1810 © © ©
IMIH.'—.‘I> >1“‘.‘“'

1

182



wwPDB X-ray Structure Validation Summary Report 4V8H

Page 40

TLY

e Molecule 16: 30S Ribosomal Protein S16

7%

1%

[ ]
-
0
Ibi

43%

39%

5%

Chain CP: .

o
2
I“=

@
©
|2

0 ©
© ©
[

(4

671
8¥M

Tvd

@® 6gx

ved
€EI
CTER

3

8cH
Led
ocH

g€ca

814
LIK
9TH

PN
€TH
(45

64

I

A
™

084
6LA

oLb
SLH

LT
(A

e Molecule 17: 30S Ribosomal Protein S17

0/ o

Chain AQ:

6%

7%

44%

44%

E€LA

Il
~
~

0Ly
6934
894

99S
%9d

€94
29S

091
661

LGA

SSa

TSGR

8va
Lyd

€91
(428

ovd
6€ES

veR
€€D
TEX
TET

e Molecule 17: 30S Ribosomal Protein S17

6CH

©0
~
|

©
)
|

)
)
=

]
2
5

=3
)
=1

o o
~ ®
v o

<
~
x|

6%

7%

45%

43%

%o

Chain CQ: "

66S

©
@
]

e Molecule 18: 30S Ribosomal Protein S18

96L

089
6.5

20/ il

Chain AR: =

23%

22%

52%

%o

e Molecule 18: 30S Ribosomal Protein S18
. B
Chain CR:

28%

20%

53%

6.1
8LT

9LT

69L

e Molecule 19: 30S Ribosomal Protein S19

40%

. 13%

17%

48% 20%

Chain AS:

R LDWIDE

erbDeBe

O
PROTEIN DATA BANK

W



Page 41 wwPDB X-ray Structure Validation Summary Report 4V8H

(]
© ©0 N (=) [ + o m 0
@ & oSS 0 18| R RR N~
%] (L0 L=l Bl © © M -

o0 o000
© o
~ @©
o >

e Molecule 19: 30S Ribosomal Protein S19

S35
R36
V45
K55

48%
. e C ee—
Chain CS: 45% 34% 8% 13%
00000 [ ] 0000 [ ] [ N ] [ X X ] 000000 000000 [ ]

0000000 000 o
10 © ~ o= o
N~~~ © @ ©
- 2] - ©

e Molecule 20: 30S Ribosomal Protein S20

H69

Il
~
©

E73

Chain AT: 41% 36% 6% 18%

wolleorBoB. «mo cmo o mo BB e e Bl o B s v o [l e © [l
T TR -
0 O M~ (<] ~ o [ O mmm
e Molecule 20: 30S Ribosomal Protein S20

. P E—

Chain CT: 42% 42% 6% = 8%

oo onBoB. «mo omomo il o o BBl momollo o~ BoB. 8l B
S TR T
Iﬁl::l&l; slglgls = g-a-ls g Sm3 §I

= - ~ X 0 =1 " B N= = A H [
e Molecule 21: 30S Ribosomal Protein THX
56%
Chain AU: 22% 48% 15% 15%
00000 [ N J 00000 [ X ]
e Molecule 21: 30S Ribosomal Protein THX
67%

Chain CU: 19% 44% 22% 15%

(]

- © &~ ©

M WO~ © - =R R
MoAmeB © [N

)
-
>

e Molecule 22: Probable sigma(54) modulation protein

WO RLDWIDE

PROTEIN DATA BANK



wwPDB X-ray Structure Validation Summary Report 4V8H

Page 42

5%

6%

9%

23%

62%

Chain AX

760
£63%

06a

88H
L83

S81

6.0

TLA

1,99

£9Y

L

689

LEA

0EX
620

LTT

STy

(44

LTY4

v1a

2\

m

10n prote

(54) modulati

igma

Probable s

e Molecule 22

19%

6%

24%

66%

it

Chain CX

®

o
~
a

[
© A w0
© N ~
o = ©

993

[
..II‘n Q‘II
© ©
=71

%91
€4L

8EL

23S Ribosomal RNA

0EX

® 0TA

L14

) ©
| 2]

e Molecule 23

2%

6%

21%

o N~ 0 O
0 0 10 1O 10
< © SRS

41%

28%

Chain BA

&
Ll

L0

0LD

S9D
wov
£€9n

099

0 N~ ©
S
(SRS

=
53
(&)

6€D

3

SE€D

€en
[4>0)
1€0

62n
8Ty
LT

) —
- o
(3] <

L19D
919D

™
—
<

019
60
8y
LD

6ETD

SETD

3

0ETD
6210
8TTD
LTTV

STTH
{44 %]
€219
(445

0Z10

ST1D
710
€T1D

601D
8010
LOTD

S0TD

660
86D

96D

Y769

[434

68D

18D

§89

£8D
[4:0)

08D

LLD

SLD

(444
1144

612D
812V

c1ed
144
0120
6020

9020

{o )
cocn

66TV
861D
L6TV

v61D
€610

16TV

06TV
681D

081D
6L1D
81D

TL1D

LGT10

T1.20

HT.LTD

41.20
arLen
arLed

H-

8920
192D

€920
414 4

F

L8ey
9gey
et )

[4:14:)

L%TH

k

£ven

6€2TN

LETO
9€Td
seen
¥€2o

8TV

9TTH

%2Td

£eey

62€D

yX4%)

€T€D

682V
882D
182D

[4:14 4
1829
082D
® LLTD

SLTH

£TLTD

DTLTD

HqTLTH
agled

2.9
o vzlzn

%0%D

96€D

v6ev
£6€0

16€D

68€D

+

L8EN

S8€0

18€D

6.L€D

9L€0

TLEY

%9€D
AE9EY

aeoed
0E9€D

VEOEY

19€D

96€d

£8€D
T8ed
19€D

YHED

TveED

6L%V

9L¥%D
SL¥0

3

LYY

69%D
89%H
L9%D
99%V
S9%H
wovn

09%V
6970
88¥%D
LGPV
98%D

vavy

{4575

08%D

LY%Y
el
S¥%0
a4l

*

8E¥D

SEVD

3
1

255711

L2970

475
i£470]

134741

S46Sn

+

€999
T49S8H

gzan

i

918D

¥0sn

0089
6670
86%D

96%D
S6%D

£6%D

+

88%D

98%D
S8%D
78%0
8%V

£€29D

ST19D
OvI9Y

Y¥1o0n

190

019D

269D
169D
0689V

1890
0890

6980

3
i

LS8Sn
969D

9499

@® STS9)

dgs9d

vesov

0590

vPov

i

6€£90

LEQY

O

R LDWIDE
PROTEIN DATA BANK

W



4V8H

=
—_
@)
o
Q
a'at
s
—
<
g
=
=
n
]
Q
=
<
=
I
=
5]
o
=
+~
<O
=
—
+—
N
=
D
>~
as)
A
[al
E
=

Page 43

veLY
€ELD
TELD
TELD

LTLY
9TLD
STLD

€TLD

LOLD

SOLY
Y0LD

ToLD
TOLD
004D

8690
L1690

1

£690

T69D

689V
889N
1890

989V
789D

289D

6.90
8190
LLOV

S6.L0
764D
£6.LY

06.L0

9810

€LL0

€919

TOLY

6G.4D
83940

9G.L0

$8L0

08.LY

898N

€480

0680

gk
3

9%80
S¥8D
%80

1987

LEBD

SEBY

£€80

628V

Lz8N

iz}

[44:11)

L7180

S180

2180

608D

9080

Ll

7260

czen
126D
026D

9169
S160
¥160

116V

606V

7060
€060

1680

7680

188V

£88D

0889

£66D

6869
886V

786V

2860

186V

6,69

9969

€960
2969
196D

796D
€36V
TS6D
156D

6%60
8%6D

96D
£v60
{440

076D
6€6D

9€60D

ve6D

YEOTD

0€0TH
620TV

67070
81070

91071

11019
0T0TV

90070

70070

STTTD
Y1710
€1T10

TITTY

98T1D
S8TTD

L

18110

69T1D

99110
SOTIN
%9710
€9T1D
(4%

9GTTV
SGTTV

€STTD

1ST1D

SPTT0

8ETTH
LETTD
9E€TTH

€ETIN

8%C1D
LYTTY
Eiz4a)
S¥T1D

£%21D
(44441

H
ik

SETTD

€ETTD

TETTD
0ETTD
62CTD

LTT1D
l444
{44 1]

[444 1]
[ 1144%)

LITTO
91CTD

25421
€1TTy

801D

86110

S6TTD
Y611V
€6T1D

8TETD

9T€TN
STETD

80ETY
LOETY
90€TD
G0ETD
YOETD
€0ETD

86CTD

962TD
S62TD

€6CTD

16210
062TD

8821N
L8TTY

498TTH

78TTY

LLTTD
9.TTY

8GTTD

8LETY
LLETD
9LETD

ELETY

i
F

69E€TH

LOETV
99ETV

€9€TD

09ETV

LSETN
9GETH

0SETD

EYETD
TYETY

0vETN
6EETH

LEETD

SEETN

L

€EETD

STETH

0971V

H

£9¥%10
(455724

Y0S%10
0S%1H

L

SYPIV

£Y%1D
[442%)]
15443

9EVTD
SEVTD

€EVIN
CTEVTD

9THIH
STHIH
iz42%)
4%
[442%)

8T¥TD

9T¥ID
STPIN
i2454%)

60%1D
80%1D

Y0V 10

86E£TD

S6ETV
vee1n
E6ETY

T6€10

88ETH

62STH

8TSTY

9TSTH
STSTH

0ZSTH

81910
L1GTD

v1910
€1810
21810
11810

g60STV

@® 60STD

90STD
S0STD
%0STD

C0STd

86%10
L6710
9671V
S6%TV
Y61V
€6%10

L8%1D

S8%TH
¥8%1D
[4:A%)]

6L%1D
8L%1D

YLD
€L%1D
TLPTY

1

89%10

SO%TH

€9%10

665910
865710
LB6STY
96GTV

¥6S1D

L8SGTY

28910

08GTY

94810

€LSTH

TLSTY

R LDWIDE

erbDeBe

69GTY

L9GTY

S9G6T1D
%9510

63GGTH

LSSTD

eisied )
baqry
€481V

19319

CESTD

T991D

-

99910

19919

6%91D

99919

€791D
Th91D

LEITY

SE9TH
YEITY
€€9TD

VIEQTY

62910

991D
SToTD
¥T9TD

2ToTH
12910

619TD
8T9TY

9191V

Y191V
€191D
21910
T1910

L09TD
9091D
S09TD
70910
€09TY
2097n

O
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V8H

Page 44

PGLTD

TGLTD

67LTY

V.%L1D

9%LTD

+
&

SYLTO

E€%LTD
THLID
TvLTV
0%LTD

TTLIY

1

8TLID

08910

LL9TY
9.9TV
SL9TD

€910
TLITD

0L9TD

8991V

S99TY
Y991V

818110
L18TD

71810
€18TD

0T8TV

8081N

€08TY
08TV

68.LTY

L8LTY

08LTY
6LL10

LLLTO
9LLTD
SLLTN

69.TD

0947V
6GLTY
8GLTD
LSLT0

GSLTY

906D

T06TYV

668TD

16819

888TH

¥88TY
£88TH

8.8TH
LL8TY
9L8TV

v981N

+

8Y8TV
Ly8TV
9%81H

Tv8TH
%810

8€8TD

9€8TD

veESTIN
€€8TN
CEBTD

0€8TD

72810

[44:3%)

7L6TD

896TH
L96TD
9961V

29610

84610

99670
96610
%9610
E£S6TV

19670

6%61D

LY610

[4410)
%610

SE6TH
YE6TD

T€610

8T6TY
LTETY

ST6TO

6161V

9161V

0T67D

80670
L06TD

6€£0T0
8€0TH

SE0TH

L20cTH
9202T)
$S20T)

[44v41)

8T02TH
L1020
91020
STOTY

£10CY

11020

6002H
8002)

S00CY
%0029
£002TH
T00TH
1002V
0002ZH

866TH

96610

¥661D

88610

£8670

1861V
0867D
6L6T0
8LETY

|

%6020

16020
0602H

i

8802H
1802H
98020

%8020

T80TV
18020
080ZH

L

vL02n
€L0TD

%9020
£90T0
[4° 4

[4:{04]

60720

Tv0zn
0%02D

912D
07120

@ ceren

°
® 08720

® §T1TH
®

[A3t4]

17120

L0TZD

S0TZO

LETTH

)

£eeeTn
(43441

0€TTH
62220
82TTH

92TT)

€eeed

6122H

S0TTO
£02zn
20TT)

961CD

i

¥612H

C61TH

06T1CH
68120
88120
L81TH

¥812H
€810

8L12D

@® 8912D
® Lot2n
® 9912)

T0€TD
00€TH
662TH

€620

062TH

¥82TH

T8TTH

LLTTH
9.TTH

j2x44 1]

clLeen
T.TTH

L9zey

%9220

(4144

092T)
652TH

PAst440)

¥9ced

sveen
v¥een
gveen
[444)
152441

6€TTH

£9€TH
T9ETH

09€TY

€8€TH
[4:134)

8veTN
L¥€TO
9vETY

vveen

8EETH
LEETH

EEETY

62E€TH

vTeTD

LTET)

j4334Y)

€0€TH
C0€TH

9THTV

1292
0Z%T0

8THTY

ST%TH
j4544))

(45441

60%CH
80%2N

¥0%2D
€0%20

00%2H

86€cN
L6ETH

¥6€2D

68€TH
88ETY
L8€TN

€8ETH
28ETH
18€20

6LETH
8LETY

SLETH

L6%TY

S6%TH
£6¥%2n
z6%Tn

68%CH
88%CY

98%¢H
98%cH

28%eH

8L%TV

LL%T)
9L%TY

YL%T0
€L%2n

TL%2CD

99%2D

£9%20
zoven
T9%20

SS%TH
vS¥Th
£5%TY
TS%To
TSTTY

6v¥%2n
8vHTY
L¥%TH
9v¥TH
SY¥TH

£%%20

0%%20

L

TEVTY
TevTn

S95TV

£€952n
¢9sTn
Tosey

8GS8TD
LGSTH
9G682D
eiefetd]

[4cietd

L

ovsTn
eideta]

chaeTy
TSV

6€5TD

Lgszn

S€9TH
veSTY
€E€9TY

6282D

9282H
t4ci4)]

€2S8TH
zesTn

0ZS8TO
61520

9182H
S1820

€182D

01820
60829

L0820

voszn
£08TY

T0S2D

66%20

929TH

£29TH

114541

61920

£1920

9092D
S092n
70920

669CD

692D
96920

%6920

2682H
16520

685CY

L88STY
98520

¥8azn

i
L

089zn
6.92D
8.92H

9,829
91820

TLSTD
0.4S2H

89520

€04TD
20.2n

8692N

%6929

26920
16920

S89TH
892N
£892D
892N
18920
08920

91920
S.92V

69929

£9929

99TV

6592D

baocy

6%92n

8%9¢D
L%92n

2%92H
T%92H

6E£9TY
8€£92H
LE9TN

£€E9TH
TEQTY

O

R LDWIDE
PROTEIN DATA BANK

W



4V8H

=
—_
@)
o
Q
a'at
s
—
<
g
=
=
n
]
Q
=
<
=
I
=
5]
o
=
+~
<O
=
—
+—
N
=
D
>~
as)
A
[al
E
=

Page 45

€LLTD

69420
89420
L9420
99429

09420

8G.LTY

L%LTD

ovLzn
S%.LTO
Y¥LTD
€%.L2D
[427%ed)

[i7ka )
6g€.Lzn

0ELTD

8zT.LTNn
LTLTD
ogLTn
sgLTy

91.20

9%8TH
S%8TH

Z%8TH

0%82D
6€8TD

8€8TH

9€82N

2e8TN

628TH

oT8TY

818¢D

T182H

3

0829

208TH

498.20

F

8LV

6..20

LLLTD

SL.LTY
bLL2D

168D

88820
882N

882N

88TV

S.8TD
.820

TL82D
04820
698¢D
898¢CY
1,98¢H

499820

£982D

L,G82H
948TD
S468TH
7498TH

068TY

23S Ribosomal RNA

e Molecule 23

5%

20%

40%

31%

3%

Chain DA: ™

89D

S9D
7oV

(40
19D
09D

89D
18D

£3Y

+

L7D

%0

%0

VERTO

H

CTETD
TETD
0€TD
6210

{4 1]

[44 1]
1219
01N

81TV
LT1D
911D
ST1D
P1I0
€110

901D
G010

001D

L

869

81TV

S12H

[434]

€020
2020

00zn
66TV

LBTY

2610

L81D
981D

810

(4344

6.L1D

TL1D

LSTN

TLTH

LT.LZD

L

072D

120

HT.LZD

dTLT0
q1LT0
arLed

6920
892D

992D

€920

T92H
092D

849TH
LSTY

elot4 )
a&Td

vETO
€ETY

0€TN

8zeNn
LTED

Sszed
beey
€ced
[444
TTED

61€0

PIEY

Z1ED

60€D
80€D
L0€D

TOED

662V

862D

2620

68TV
88T0

DTLTO

qTLTD

acLTd
[

0T¥d
60%0

S0%N

£0%0
1494

66€D

L6€D
96€D

3

T6€D

Hi

£8eN

SLE0

0L€D

499€0
¥9€0

agoed
0€9€H

98%0
S8%0
78%0

(4354

08%Y
6.L%Y
8LYY

9L%H

LGPV
96%D
SG%0

£4%0

+

67HY

PA4A

1544

Twhn
(V45

9THd

cThY
j3471)
0Z%0

8T¥D
LT%D

STPY
Y190

%990

199D
0990
699D

€89D
[4°i°p)]

679D

9ESY

vean

L1980
9190
STSY
YISV

1180

809D
LOSY

{4y
008D
6670
86%D

S6%D
¥6%D
£6%D
[ 454

€90

TEQV
TEOY

629D

ST9D

98SY
989D

9,80
SLSY

TLSY
045D
6990
899N
L9SY

8L90

%90

L

0L9V

$990

dcGe9d

6%9D
8%9D

T%9D

0%90
6€90

S€90

£vLD
(475

6ELD

TELD
TELD
0€LD

8TLD

9TLd
STLD

€TLD

0ZLd
6TLD

€TLD

TOLD

i

969D
S69D

€690
2690
169D

689V
8890

S89V

289D

089D
6.L90

O

R LDWIDE
PROTEIN DATA BANK

W



4V8H

wwPDB X-ray Structure Validation Summary Report

Page 46

1

£€8LY
T8LY
T8LY

TLLD

8G.LD

9G6.L0

SPLD
¥PLD

998Y

98D

0980

L1780

S180

2180
T80

608D

eV
076D

9€60

%€6D

0g6N

LT6D
96V

€260
(4411}

616D
816V

916D
ST60

116V

606V

L060

S06n
%060
£06D

1680

%680
£680

088D

9007D

€007D
200TH

|

8660
166D

9660

£66D

1660

886V
186D

616D
816D
1169

.69
e£L6Y
TL6D
TL6D

6960

L

S960

i

096V
6396V
8360

£386Y
286D
TS6D

8%6D
L%6D

¥v6D

[4:{0 )
18019

0€0TH

8C0TV

£2070

0Z0TV
61070
81070

8TTTV

9TTTV

HCTID

12110

L
F

LITTD
9TTTD
STTTD
Y1119

TTTTY

60770

10210
002TD
66110

TETTD
T611D

6811V

L8T1D

69T11D

99110
99110
voT1D
€9T1D

19110
09T1D
6770

9GTTY

YSTID

0%110
6E€TTH
8ETTH
LETTD
9ETTD

CTETTY
TETTD
0ETTN

LLTTD
9LTTV

€LTI0

S9TTY
v9T1D

19210

8410

8%C1D
LYTTY

4447
€%21D

1574414
ovzIn
6€£TTH
8ETTD
LETTY

L

T€TTD
0€TTD

9TTTY

j£44 1]

[£44 1]

0zeTY

80TTD
L0210

il
5
3

Bl
L

80ETY

S0ETD
Y0€TD
€0€TD

L6210
9621D

821D
0821D
6.21D
8.LTTY

b
F

v8ETY
€8ETD

+

9LETD

SLETD

0LETD

Y9ETD

09€TY

8GETD
LGETN

0SETD

8¥ETD

S67TV
v6VTIV
6710

68710

L

S8%TH

(45345
8710

LLYTY

TLYTY

0L%TD

SO%TH

S9%T1H

4323

0S%1H

8Y¥1D

SYPIV

[4744%)
%910

6EVTV

YEVTY

CEYTO
1255491
0€%TD
671D

oTYTH
STYTD

L9GTV

¥9STD

F

6GSTH

L8810

F

€441V

L%G8T10

TPSTV

R LDWIDE

0%S10

8EGTH

628T1H

F

mwmﬂu
0ZSTH
61STD
wﬁmﬂ:
71910
€1970
cI8T0
11910

46081V

60810

90870
S0ST0
70STD
€080
C0STD

L6710
9671V

TPOTV

8€9TD

CEOTY

62910
8291H
L29o1dH

€291H
{4421 %]

679TD
8191V

9191V

P91V
€191H
21910
11910
0197V

E
L

L0910
9091H

€091V
20910
T091D

86STD

96GTV

¥6STD
€6GTH

889TD
L8GTY

£8GTY

SLSTO

8TLID
LTLTD

€TLI0
CTLID

0TL1D
60L10

%0LTD
€0L1H

I
+

00LTY
6697D

L69TD

£6910
26910

6891V

8910

LLOTY
9L9TV
SL910
¥.L91D

TL910

8991V

€9910

639910

L8910
98910

0S971H

99910
SP91D

(4225

S08TN
%0810

2081V

86.10
LB6LTD
96.10

¥6.L10

CT6LTH

88410
L8LTY
98LTV
S8LTV

T8L10
0841V
6LL10
8LL10

9LLTD

¥LLID
ELLTY
TLLTD

F

99.10

%9L1D

0947V

8GLTH

9GL1H
SGLTY

6881V

881V
£881D

881D
LL8TY
981V

€981H

0S8TH
6%81D
8¥8TV
LY8TY

%810
m«mﬂo
0%81D
6€81D

LEBTD

SE€8TH
ve8IN
€810

0€8TD

8T8TH

9Z8TH

134:234

L1819

V181D

T1819
0T8TV

80810
L08TH

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V8H

Page 47

839610

vv610
£%610
Zh610
T¥610
0v670
6E670

9E6TY
SE6TD
YE6TO

2EBTY
TE610

661D

L
3

ST670

11610
0161D

9061D
S061D

£6810

0zoTy
670CY

L1020
91020
ST0TY
10Ty
€102V

90020

L

00TV
000ZD

866TD

S66T0
76610

06610
6861D
88610
L861D

98619

£€8610

i

1861V

6.610

LLETY

SL61D
v.L610

TLETY

0961V

£60TD
26020

%8020

2802y

LL0TY

§.020

902D

£€902D

0902y
650TY
850CY

80Ty

280TH

8%0TH
%020

(44441

0%02D
6€02D
8€0TH
LEOTD

veozNn
€E0TY

0g0TY
620TD

LT0TH
920Td

zzozn
12020

vS1Td
€G7TH

6%12D

0%12d
6£120

LETTO

SETTY

@ <Zgizn
0gTZN

62120
821TD

(44141

02129

42141

[4514]

[
@ 60120
@ 8012d
® L0T12d
[
@ 9§012d

TOTCH

86020
L6020

L

£2TTH

6122D

§02Td
£0cen

{44

861CY

96120

612D

261TH

0672D
68120
881¢D
L871TH

i
L

¥812H
€8120
281TH

@® 8.1%D
LLTTO

SL120

891¢H
L9t2n
9912H
9912H
¥9120
£9120

0972H

@ 8sITy

L]
®
@ S§91TH

28TTH
6.2TH

8.LcTy
L.TTH

j2X441

TLTTH

99Ty
s9zgTn
%9220

z9zTn
192D
0922d

et 4 4]
144
£482TH

8%2TO
LyTTY

sveen
vbTen
£bcen

13144
0%2Td

LETTD
9€TTI

ceTen

82TTH
LTTTY

sgeey

L%ETO
oveTy
SvETH
vbecn

L

0%€TH

B
L

TEETN

0EETD
62€TH

[44%4)

LT%TD

4544
£1%2H

S6ETO

£6€TY

T6ETH

68€TH

8LETY
LLETY
9.LETY
SLETD

65€TH

€GETD
2GeTy

L6%CV

S6%CH
¥6%CD
£6%2n

£.L%20

£9%20
coven

|

99%CH

[4ei4)

6%¥2N

LY%TH
ov¥TH
SY¥TH
baa7a]

9E%TH

vEYTY

125741
574

8T¥TH

¥THTo

998TV
S98CV

€9920
[4ktn

caszn

8%9TH
L9820

S%9TH
bagst4]

6€G20
8€49T)
Legen
9€4TH
§€49TH

[0} 3:t4 )
62492H
8z4zN

92S8TH

€249TH
[44:141)
12520
02820
61520

S1620

€182H

10520
00820

82920
L292H
92920

%29TD
€292H
22920

61920
8192H

91920

9092)

%0920

10920

6692H
868CTY
L68TH
96820

T6S9TH

06STY
689CY

¥892N

LLGTY
9.82H
SLSTO
¥4STD
€L8T)

TLS2D
0LSTH

€04T0
c0oLzTn

86920

96920
§6920
%6920

16920

88920
18920

S89TH
892N
£8920
892N
18920
08920
6,92V
8920
LL9TH
9,920

6992H
S99¢TV
%9920
£99TH
[4°c14 )
199¢H
L8992V
v99cy

6%92N
8%9¢0

¥%92D

992D

i

L€92Nn

89470

S9.LTY

€9.2D

6G.2H
8G.LTY

962N

£48.LTY

67.LTY

LYLTD
obLzn
SH.LTO

ThLTd
15241

6g€.Lzn

3

TELTD
T€LTH

62LTH
8T.LTN

ozLTn
STLTY
YTLTO

TTLTd

6T.LTD
8T.LTH

ST.LTD

crLTn

0TLTD
60429
804TH

9042D

6E8TH

LEBTD
9€8TN

ze|TN

L28Td

818TH
L18TD

S18TO

£18TY
218TH
T182H

082D
§08¢H
® %082D

2082H

€6.4TD
26.TD

68.L20

L8.LTD
98.Lzn
498.20
¥8.20

11:7%4

6..20

LLLTD

YLLTD
€LLTD

18820

v88Tn

81820

9.8t¢H

£%82H

5S Ribosomal RNA

e Molecule 24

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V8H

Page 48

27%

39%

28%

Chain BB

790

290

LSY

79D
089
6%0
8YY

©
<
<

© 10
] <
(3] <

(40
T€D
0€D
(14

0 © N~
S
- o

N
o
=]

(=]
=
B O

81D

<0
(&

e Molecule 24

811D

+

1IN
TT1D

6070
8070

SOTV

(493

00TV
669

960

06V

880

80

78D

6.0

~ ©
N~
IIIII=’<

ELY

5S Ribosomal RNA

5%

15%

51%

28%

~ o oo
e
LWL O

50S Ribosomal Prote

%
B

Chain DB:

%90

[
¥
(&

©
)
(&

~
0
(&

10
™
(=1

[4>0)
1€0
0€D
62V

L2d
9Ty

o m
o N
(=3

10

(4%

©
(&

M
[SHS]

STTD
Y110

(4991
111D

601D
8070

SOTV

COoTY

00TV
66D

L2

16D
96N

€69

o -
Q0N
< O O

88D
18D

S8

£8D

18D

6LD
8.LY
L0

0LD
69D

© mm
©
<

1n

e Molecule 25

33%

63%

Chain BD

86TN

€6TA

6810

LTTA

STTD

(4311}

SLTH

E€LTH

TLCI
0421

£92H

oy
09zcH
6GTL

LGTT

vacl

T92d

50S Ribosomal Protein L2

6€TH
8ETH

veTH

TECH

€eeTh
[444°s
j344\

81cH
LicH

(4143

+

80T

9021

00z2a

e Molecule 25

34%

61%

Chain DD

)

CTOTH
1012

L6X

LS9

TSA

SPN

6€1

€1

Tex

8CH

oTH

eI

o
-
0

-
B

+

mmo

E6TA

06TX

6810

98TH
98TA

081D

SLT1

ELTA
TLIX

1911

83TV

S9T1

€41V
{43 %]
TSTH
08T

+i

8¥vTa
LyT1
ovTa
SYTA

E€¥TH
{4291
THPTA
8ETA
LETd
9€TI
CETd

0TV
62TN

9zTh
§ZTI

8TTA

STTh

(434

80Td

LOTV
90TI

T8¢
T¥2d
6€cH

8€TH
LgegH

LTTN
9TTH

[444:S

*

50S Ribosomal Prote

81cH
LicH

€1cy
{4143

012d

80TY

9021

20Ty

e Molecule 26

00za

i L3

-"|-

7%

31%

61%

Chain BE

98d

LLT
9.4
SLA

L4

6931

29d
194

£4d

@ o
< 0
aw

oY

(4749

8EL
LEY
9EY

<+ 0 ~
— Il ]
=l = =

CIL
TIH
019

61

ST
PI

(4}

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V8H

Page 49

T02L
00cE

96TA

L

BTN

S8TY

6.13
8.L1d
LL1d

SLTA
iZA1s

LOTA

¥91¥

09Tk
6STH

SGTH
¥eTA

SYTA

EYIN

SETH
YETI

CETH

6CTH

*

0TTH

+

9TTA

[43%]

+

86d
L6Y

S61

€6A

06L

voTy
£0cy
cocyH

50S Ribosomal Protein L3

e Molecule 26

6%

=3 ®
© N~

32%

59%

Chain DE

6,4

LLI
9LY¥

1,94

29d
o8

£48d

TSd

671

LYA
id

{4744

0ova

LEY
9gY
ged

ced

cTd

4

¥TI

CTL
TTH

o
B

< 10
H A

o
B

78TA

8.13
LL1d

SLTA
vL1a

L7A%S
0LT1

LOTA

7oTH

097X
6STH

SGTH
PSTH

SHTH

EYIN

8€Td
LETH

SETH

CETH

6CTH

+

0ZTH

8TTH

9TTA

(435

+

S61

£6A

06L
680

98d

voTy
g0y
cocH
T0TL
ooca

96TA

in L4

50S Ribosomal Prote

e Molecule 27

7%

29%

+

60%

Chain BF

LLA

0
~
)

cLe

3

89%

SOM
%91

6L

LSGA

99D

€91

+

obY
Shy

528

-
<+
=

6EM

Se€d
vEM

™
@ ®
P

8TI

3
3

(44}

50S Ribosomal Prote

021

8T

919

3

TTA

LR

E8TA

6.13
8L1d

Ll

TLIM

0L11
691N

1

voTY
€9TA

0S1D

Ll

LETH

+

6214

9TTIA

€211

6114

L1714
911d

0TT1

SOTA
€014
cot1d
1071

S64
¥6d

169

TOoTA

L61a
9611

Y6TH

L8TA

e Molecule 27

G81d
811

m L4

8%

33%

55%

Chain DF

LLA

0
N~
£

<+
~
"

o
~
[

—
~
©

893

SOM
Y9I

[4e1

4 ~
T} 0
] =

[
0
=

—
0
=

67V

Eig

42
528

]
o
<

~ ©
— -
"o

- o
— -
=4

~
>

ELTA

TLId

691N

L9TV

voTd
€9TA

1914
09TN

0%11

LETH

0ETY
6214

9TTA

€211

6174

L17d
911a

[
~
©

S0cH

cocd
ToCTA

L61a

Y6TH

50S Ribosomal Prote

L8TA
9871
4981a
¥8TL
€8TA

811

o
@D
-
©

e Molecule 28

8.L1d

in L5

46%

46%

4%
L

Chain BG

R LDWIDE

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V8H

Page 50

STV
09Ta

SPTIL
e vyl

8ETH

%ETD
€ETT
CTETN
TETA

621D

9z1a
qgTd
iZ48

(441,

911d

PITI

Z11d
T
OTTV

80TN

9071
SO
0132

1071

6610

L60a

€6L

06T
68D

[
0
Pt

®
98I
S8D

e Molecule 28

€84

0874

50S Ribosomal Protein L5

8LT4

3

fZA %)

eLT1

TLT1

69TV

991d

1911
09TA

88TV
LSTI
99Ta
SST

€9TY

.

2

n

I

©

<

X

«©

<
R
o)
©

]

o

<

=

@)

® Tl

8TA

1

€24
[44
114

61T

® Lid

STA
v1a

o
bl
>

e TIX

=
=
&

SPIL
442}

6€T11
® 8e1d

® ©EID
€ETT
CEIN
TETA

621D
8CTY

9T1a
aTTd
1S

c1d
911d
CTid

TITT
01TV

@ 80IN

9071
SOTH
o012

TOTI

LLI

0874
8LT4

® 9LIT

50S Ribosomal Protein L6

i ZA%
E€LTT
CTLTT
69TV

991a

COTL
T9TL

8GTV
@ LST1I

® SSTW

€97

STV
08Ta
67TA

e Molecule 29

29%

64%

Chain BH
[ 2] H O x Y

L9T

S9H
791

09y

893

9Gd
At

TS

iz

4728

TV
0vE

8€S
LEA

SEA

10
€T
cTd

LT
0L7d
69TA
€9TX
09Ty
%914
8Y1I

PIA

(5251
6ETD

LETA

YETS

CETH
i£4 %!
€14
TTIL
L11d
E€TTA

861

50S Ribosomal Protein L6

e Molecule 29

33%

60%

5%
Chain DH:

184
08s

eLY

TLT
0LL

89L
19T

%91

T9H
094

8GH

98§

194

ek

478

TP
0va

8€S
LEA
9€d
SEA

LTH

3

£€cy
[44)

ozy
STA
2%
€11

8d

b

® T.L11
0LTd

L9173

€9TX
[4219)

097

¥91d

6714
811
LYIN

227
€710

(2%
6£Th

111

LETA

CETY

vera

2TIL

L11d

€TTA

861

1

e Molecule 30

063

881
181
983

€81

L9

50S Ribosomal Prote

0/0
B

7%

43%

48%

Chain BI

{428

68V

L8Y

$s0

TSI

+

P91

(443

0L
6EY
8€1

[ ] 0 ~
® M o %)
A = =4

(4o

) -
= o
=4 =4

L10
919

cT1

™ & 10
= H A

50S Ribosomal Protein L9

e Molecule 30

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V8H

Page 51

%

Chain DI

—
7% -

34%

—
57%

TCA

#

6TA

(4%}

0T
61

0™
|

™
=

SPIA
4470

LETd
9ETA
GeTd
PETd

-

62TL

9CTA

441

e Molecule 31: 50S Ribosomal Protein L13

[44%:s

0t11a
6071
80TL

SOTH
%010

2018

9%

32%

59%

Chain BN:

993

0%IA

LETH

SE€Td

CTETY
TETD

e Molecule 31: 50S Ribosomal Protein L13

8CTH

STId

(449
TTIA

81TY

S1TY

Ll

S0TH

€0TA

%

Chain DN: .

9%

36%

56%

S8I

(48

E€LL

891

194
09I

84a

98N
SGA

[4:1

0sa

8l
LvY
oA
SYN

7a

6€Y

9€D
SeY

€ET

0€I

8TL
LTY

+

e Molecule 32: 50S Ribosomal Protein .14

Eiat
44
€21

81V

STT
7IA
ETM

i23

TH

® 0%IA

8€TT
LETH

SETd

CETY

8CTH

STTH

2TIA
11458

90TH
S0TH

€0TA
2oty

Ll

963

883
18T

30%

65%

Chain BO:

70TY
0TV

3

L6Y

v6d
€6d

18I

T80

6.4

LLI

9TH

YA
€y
(44

e Molecule 32: 50S Ribosomal Protein L14

1CTA

8TTV
L1TT

STTA

ETTH

L0TH
9071

—
6%

30%

64%

3

Chain DO:

® ¢ 10
oo

€07V

TeN

62N

9TH

a4

-
—
<

D
(5]

~
>

e Molecule 33: 50S Ribosomal Protein L15

TTIA

L1111

STTA

€TTY

LOTH
9071

voTH

8%

21%

71%

Chain BP:

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V8H

Page 52

*

€TTY
(429}

+

20TH

cLd

1

999

7420

f4cty
T84
0gY

2!

+

%S
Tve

6%

LYTT

e Molecule 33: 50S Ribosomal Protein L15

SP1d

8ETT

LTTV
9TTA

20/ il

Chain DP: =

9%

23%

67%

8N

[4:h]

8.Ld
LLY

cLd

L

99D

o
€9d

+

e Molecule 34: 50S Ribosomal Protein L16

L911

S¥Td

8ETT

LTTV
9TTA

+

L1138

€1TH

OTTX

LOTYH

+

T0TA

—
6%

38%

55%

Chain BQ:

€Ld

9TA

44

0 mm
— o
a =

©
—
~

- o
) o=
= M oom

0
~

-
= A

SETA

€ETH

0ETH

e Molecule 34: 50S Ribosomal Protein L16

8CTA

qzTl

{49 %]

LITY

€110

1118

€0TH

2O0TA

T0TYH

L6A

76A

88D

€8I

(41
181

—
6%
. 8
B

43%

51%

Chain DQ:

TLY

0Ld

991

T9D
09y

844
LSH

GGA
gl

LYI
9%l

€hL
(449

6€d
8€d
LET

SEA
Y1

0€D

8TV
LTA
9TA

{4

{448

811

©
=
~

»1Y
341]
[41]
1354

61

e Molecule 35: 50S Ribosomal Protein L17

—
6%

36%

58%

Chain BR:

©
b
A

9TH
S18
1S

{414
TIN

61
84

9§

1

8TTd

*

YITA
€111

e Molecule 35: 50S Ribosomal Protein L17

TITT
0T1d

8%

39%

53%

Chain DR:

cTLa

3

99A
991

€94
(424

091

44)]

0Z1T

©
b
e}

0 ©
-
(0]

1S

o
-
~

TIN

84

9§

71

R LDWIDE

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V8H

Page 53

8114

9111

237
€111

TT11
0T1d

e Molecule 36: 50S Ribosomal Protein L18

801D

—
6% -

43%

49%

Chain BS:

081

LLY

S.3
DLV

TLY

69A

194

{428

099
693

L83
991

2GS

08s
6%A

3

SEI

€ex
CET

ogy

LTS

e Molecule 36: 50S Ribosomal Protein L18

4°/ o

Chain DS: -

7%

42%

49%

08T

L

80T

SOTV

€073

e Molecule 37: 50S Ribosomal Protein 119

1071

6631

L6Y4

10%

5%

30%

54%

Chain BT:

€L8

e Molecule 37: 50S Ribosomal Protein L19

oTTV

€T

0ZTd
6TTH

*

ETTH

T
0TTI
6013

Lota
901§
SOTT

€0TYH

1074

© o
@ O
& A

O/ o

Chain DT:

10%

5%

3

31%

53%

o -~
© @
= ~

98I

€8I
281

LLd

€L3

+

09L
691

PASES
98D
SGN

e Molecule 38: 50S Ribosomal Protein L20

€94

194

0cTY
6TTY

L

ETTY

TTIY
0T7I
6073

L01a
9018
G071

€0TY

863

964

£6Y

32%

62%

Chain BU:

S61

(4

98

€8T
28D

08I

9LK

€11V

0TTA
6071
8072

9074

01D

R LDWIDE

erbDeBe

O
PROTEIN DATA BANK

W



4V8H

34%

62%

wwPDB X-ray Structure Validation Summary Report

e Molecule 38: 50S Ribosomal Protein 1.20

Page 54
Chain DU:

99N

E9A

TOM
091

894

poax
€94

T8
0sy
6%H

PPN
€%
(444

04
6€T
8EL

veR

[4
T€S
01

8cH

(28

<
N-I-n-w-ﬂ-
Ry B3 - o

9%

24%

3

67%

3

%o

Chain BV:

e Molecule 39: 50S Ribosomal Protein [L21

L6%

T6L

68b

8%

8y
T84

9.3
GLd

0.1

4999

i

TOA
093

9GS

SSY

TSA

GET

€EA
CTEL

8cd

14

611

+

e Molecule 39: 50S Ribosomal Protein L21

(499

LL

3

29%

62%

Chain DV:

L6X

T6L
161

3

8%

[4:1
18K

8.L)

9LM
Sid

S99

3

oA
093

3

98s

27%

68%

e Molecule 40: 50S Ribosomal Protein L22

Chain BW:

90TI

€0TI

8631

961

064
68Y

981

8y

28T

6.
8LH

9LA

221

TLA

2200

TON

191

9€T

LTH

[re}
3
~

€21

611
814

198
STY
¥1d
€18

T
0TA

91

5%

35%

59%

e Molecule 40: 50S Ribosomal Protein .22

Chain DW:

664

qgH

€21

8T
LTA
911

¥1d
€18

e Molecule 41: 50S Ribosomal Protein L23

T
0TA

[
B4

9I

2!

31%

R LDWIDE
PROTEIN DATA BANK

w_ 0

65%

Chain BX:



wwPDB X-ray Structure Validation Summary Report 4V8H

Page 55

e Molecule 41: 50S Ribosomal Protein L23

34%

63%

0/ ol

Chain DX: B

S9Y

e Molecule 42: 50S Ribosomal Protein L.24

7%

25%

65%

Chain BY:

L0t1a

%079

T0TH
00TV

L6Y

961

€69

984
S8A
78y

8%

Lld
9.0

TLA

0LS

89H

9Gx

TSA

67A

ShA

ZhA

ova

8

Ll

<+ 10
-
-

R

e Molecule 42: 50S Ribosomal Protein LL.24

8%

25%

64%

5%

Chain DY: T

o
~

TOTH
00TV

L6Y4

® €6D

1

©
@
~

8y

8%

©
~
o

0LS

89H

S99V

€934

191

GG

6%A

ShA
421

ThA

ova

8¢y

Ll

[
—
>

~
=

L0tTa

01D

e Molecule 43: 50S Ribosomal Protein .25

7%

33%

58%

Chain BZ:

3

T6T
06A

98A

TLA
0L1
69L
998
79T
9GA

€81

4

674
8%d
LYA

Sva
vvd
£vd

91

6EA

LEA

™ 0
) @
= ~

Ted

8CTH
LTA
9¢H

o

ST

€871
[4:1%5

08TA

LL1d

PLIA

TLTI

8974

3

o1V

3

097D
69Td
89Td

¥91a
€418
[4:13)

0871

i44%)

8€TH
LETI

¥eTd

8TTA

lay
%211

8TTh

TTTA
(3%

80Td

20T1
T01d
00TA

861
L63

S6d
63

6614

6TV
T6TA

9813
g81d

e Molecule 43: 50S Ribosomal Protein .25

6%

-
=~
> m

38%

51%

2%

Chain DZ: &

F

98A
S8H
78a

9LT
SLN

69L

998

191

9GA

79H
€91

L

674

LYA

Sva
vvd
£vd

ova

[
I
=

~
®
=

[t}
2!
~

[v)
©
-

TeY

8T
LTA
929

¥T1
g€

#+

o
ST

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V8H

Page 56

o1V

3

097D

89Td

¥91Q
€618
[4:13)

0871

11

Tvis

8€TH
LETI

¥eTd

0€Td

8TTA

STT1
¥C1I
£21a

e Molecule 44: 50S Ribosomal Protein L27

1CTH

8TTD

ETTV

® TIlY

TTTA
0TTH

80Td

907D

[0 %)
101d
00TA

L6

62
€60

® T6S

06A

6TV
T6TA

L

9813
S81d

€811
[4:19'8

08TA

LL1d

2270

TLTI

8913

L91d
9918

1%

22%

64%

Chain BO:

€8N

e Molecule 44: 50S Ribosomal Protein L27

1378

42!
529

o%h

620

~
o
5]

et4s

o &
[l
)

2%

1%

25%

62%

Chain DO:

€8d

LLY

N
~
5

89H

29T

66T

96a

™
0
&=

TSA

e Molecule 45: 50S Ribosomal Protein L28

6931

42
5528

0%b

8EA

.22

gqcH

€TA

3

611

4%

OTL

6%

26%

65%

Chain B1:

L6T

e
6% oo

S61
761

684

3

S8

9.L¥

wLA

194

8GI

9gh

[4e1

e Molecule 45: 50S Ribosomal Protein L28

0gY

L%h

2%

26%

3

66%

Chain D1:

861
16T

961
61

684

4981

bLA

198

691
8G1

950

vav

[4ct]

e Molecule 46: 50S Ribosomal Protein L29

0sY

Ly0

Yvd

THh

(4%}

35%

61%

Chain B2:

e Molecule 46: 50S Ribosomal Protein L29

40%

56%

Chain D2:

e Molecule 47: 50S Ribosomal Protein L30

8%

17%

73%

Chain B3:

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Page 57 wwPDB X-ray Structure Validation Summary Report 4V8H

- 0 <m0 © mm©
< ~ el 3 23 S 0 )
| X > = H @ m = =

e Molecule 47: 50S Ribosomal Protein L30

K10

2%
. . . I
Chain D3: 65% 25% 8%
[ ]
(=3 Te) o <+ 0 N~ oM ©0 0 O O mmm

e Molecule 48: 50S Ribosomal Protein L31
3%
Chain B4: - 32% 24% 7% - 35%

(] (]
- . ® 3O =N - o0 ©
4 © o =S AN ™ @ 0 <
= m A OB =B H H B o

¥ 10 © OO O
NN ™ M [
B w0 = O O oo

e Molecule 48: 50S Ribosomal Protein L31
10%
Chain D4: 30% 28% 6% » 35%

[ ] (] [ ] o (X )
- . ] ® @ O = @0 - m ) ©
- w0 (=} o - N o o ™ [l [ =y
= m 4 < O == - o E e 3] o

e Molecule 49: 50S Ribosomal Protein L32

T24
Y25
526
T27
V35
C36
H40

Chain B5: 65% 27% 7%

O @ o
] ~ oo = - N ®
- A M =] 2] (]

e Molecule 49: 50S Ribosomal Protein L32

=) O HmmY 10
N + <+ &+ &
~ M oA B>

Chain D5: 62% 30% 7%

© © o <
IS ™ d‘d‘-d‘
o (5] XA 3]

e Molecule 50: 50S Ribosomal Protein L33

R20
V45
C46

c49
Y52
A53

- o N~
o © N~ © O -
- R =]

. T ———
Chain B6: 48% 37% 1% ..

- © O < 10 < =1
® 0 © o — — - a i3] ™ )
v = Mo = o ~ [ IS ~ = =

e Molecule 50: 50S Ribosomal Protein L33

A22
N29
K38
P41
R44
T47
V48
H49



Page 58 wwPDB X-ray Structure Validation Summary Report

4V8H

4%

. ! e —
Chain D6: 48% 39% % .

o © mm O R O <& O 0 <N 00
™ 0 QO = - - N A ™ 3] s ] < & [t}
©v = e G G | (3] o i e = | & =0 @ B> =]

e Molecule 51: 50S Ribosomal Protein .34

Y21
154

Chain BT: 57% 31% 8% .+

- o & - N O OEEO o [
= <« — - N o o M0 ®0 0 & < &
= 3] o X B 3] = Mool = oo

e Molecule 51: 50S Ribosomal Protein .34

. s E——
Chain DT: 57% 29% 10% ..

© SEEN QBN O Y OO O ©
o S = N N M m o0 0 o3« <
B [ 2] o [ o ox E mEM £

e Molecule 52: 50S Ribosomal Protein L35

Chain BR: 55% 38% o oo

I41

o O mES EE e M 0
<+ <+ <+ 0 rel © © © ©
~ £ =4 (=] = oA A =}

o - oNm O oM 0 O R
0 ~ © R BB al M m om0 ™ M ®
B3 oo < MMM e o X £

e Molecule 52: 50S Ribosomal Protein L35

Chain DS: 55% 35% 8% »
o - [ 0o (] 0 © — O N~ et e O N M 0

Ia'l; :glz ;'.g 2.2'3@ zlz: §I; BTa3 332'3

e Molecule 53: 50S Ribosomal Protein .36

Chain B9: 62% 32% A

I10

- 0 ~ © = o < 10
o < R ] STETE 8 ™ M
B o = o X =l H X om om

e Molecule 53: 50S Ribosomal Protein .36

5%

. — —
Chain D9: 62% 32% A

110
034

o
- <+ 10 @ = © [t}
o < © N~ = - N @™ ]
= o [z O X o H = -

WO RLDWIDE

er

PROTEIN DATA BANK



Page 59

wwPDB X-ray Structure Validation Summary Report

4 Data and refinement statistics (i)

Property Value Source
Space group P 212121 Depositor
Cell constants 208.97A  447.24A 617.67A .
Depositor
a, b, c, a, B,y 90.00° 90.00° 90.00°
. 4998 — 3.10 Depositor
Resolution (4) 49.98 — 3.10 EDS
% Data completeness 96.0 (49.98-3.10) Depositor
(in resolution range) 96.0 (49.98-3.10) EDS
Rinerge 0.23 Depositor
Raym (Not available) Depositor
<I/o(I)>" 1.39 (at 3.12A) Xtriage
Refinement program PHENIX (phenix.refine: 1.7.2_869) | Depositor
R R 0.216 , 0.258 Depositor
» Hhfree 0.214 , 0.257 DCC
Rfree test set 49855 reflections (5.02%) DCC
Wilson B-factor (A?) 65.0 Xtriage
Anisotropy 0.263 Xtriage
Bulk solvent kyo(e/A?), By (A?) 0.26 , 54.9 EDS
Estimated twinning fraction No twinning to report. Xtriage
L-test for twinning? <|L|>=042, < L?>=10.25 Xtriage
Outliers 1 of 993194 reflections (0.000%) Xtriage
F,,F. correlation 0.92 EDS
Total number of atoms 286308 wwPDB-VP
Average B, all atoms (A?) 74.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 1.51% 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,

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 | ¢\ (g7 #\% >5 RMSZ #ygzy >5

1 | AA | 114 | 57/36123 (0.2%) | L.54 | 760/56379 (1.3%)
1 CA | 1.1l | 53/36028 (0.1%) | 155 | 750/56231 (1.3%)
5 | AB | 0.69 0/1822 0.79 1/2468 (0.0%)
2 | CB | 0.75 0,/1809 0.79 1/2450 (0.0%)
3 AC 0.80 0/1474 0.88 0/2003

3 | CC | 078 0/1474 0.86 272003 (0.1%)
1 | AD | 068 | 2/1556 (0.1%) 0.87 3/2113 (0.1%)
1 | CD | 072 | 2/1556 (0.1%) 0.87 3/2113 (0.1%)
5 | AE | 0.6l 0/1121 0.80 1/1517 (0.1%)
5 CE | 0.63 0/1121 0.82 1/1517 (0.1%)
6 AF 0.59 0/790 0.73 0/1077

6 CF 0.62 0/790 0.73 0/1077

7 | AG | 104 0/1183 0.98 271599 (0.1%)
7 CG 0.96 0/1183 0.90 0/1599

8 AH 0.57 0/1065 0.73 0/1445

8 CH 0.58 0/1065 0.75 0/1445

9 Al 0.92 0/867 0.92 0/1180

9 CI | 1.00 0/867 0.91 1/1180 (0.1%)
10 | AJ | 083 0/676 0.91 17924 (0.1%)
10 CJ 0.90 0/676 0.97 0/924

11 | AK | 062 0/843 0.75 1/1144 (0.1%)
11 | CK | 061 0/843 0.75 1/1144 (0.1%)
12 AL 0.63 0/921 0.78 0/1247

12 CL 0.64 0/921 0.80 0/1247
13 AM 1.02 0/814 1.00 0/1107
13 | CM | 103 0/814 1.03 271107 (0.2%)
14 | AN | 0.76 0/487 0.90 0,/649

14 | CN | 07 17487 (0.2%) 0.87 17649 (0.2%)
15 AO 0.62 0/735 0.84 0/981

15 CO 0.66 0/735 0.85 0/981

16 AP 0.63 0/667 0.82 0/905

16 CP 0.56 0/667 0.82 0/905
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. Bond lengths Bond angles

Mol | Chain | /a7 #|Z| >5 RMSZ #4Z| =5

17 AQ 0.66 0/836 0.84 0/1117

17 CQ 0.69 1/836 (0.1%) 0.85 0/1117

18 AR 0.59 0/519 0.76 1/699 (0.1%)
18 CR 0.63 0/519 0.76 1/699 (0.1%)
19 AS 0.96 0/574 0.87 0/781

19 CS 0.98 0/574 0.93 0/781

20 AT 0.63 0/666 0.79 0/880

20 CT 0.62 0/715 0.84 1/947 (0.1%)
21 AU 0.82 0/203 0.92 0/266

21 CU 0.91 0/203 0.97 0/266

22 AX 0.69 0/637 0.84 1/864 (0.1%)
22 CX 0.77 0/606 0.82 0/828

23 BA 1.58 | 572/68445 (0.8%) 1.72 | 2187/106848 (2.0%)
23 DA 1.21 155/67893 (0.2%) 1.65 | 1848/105980 (1.7%)
24 BB 1.13 6,/2878 (0.2%) 1.53 60/4490 (1.3%)
24 DB 1.13 2/2878 (0.1%) 1.52 49/4490 (1.1%)
25 BD 0.90 1/2185 (0.0%) 0.91 4/2942 (0.1%)
25 DD 0.82 0/2186 0.91 2/2944 (0.1%)
26 BE 0.90 0/1588 0.92 0/2145

26 DE 0.78 0/1588 0.92 3/2145 (0.1%)
27 BF 0.91 0/1615 0.95 3/2188 (0.1%)
27 DF 0.74 0/1615 0.92 2/2188 (0.1%)
28 BG 0.61 0/1393 0.79 0/1892

28 DG 0.72 0/1393 0.81 0/1892

29 BH 0.72 0/1343 0.82 1/1820 (0.1%)
29 DH 0.66 0/1343 0.81 0/1820

30 BI 0.64 0/1052 0.87 1/1441 (0.1%)
30 DI 0.63 0/967 0.84 1/1334 (0.1%)
31 BN 0.87 0/1139 0.87 0/1538

31 DN 0.71 0/1139 0.89 1/1538 (0.1%)
32 BO 0.87 1/933 (0.1%) 0.88 1/1257 (0.1%)
32 DO 0.73 0/933 0.83 1/1257 (0.1%)
33 BP 0.84 0/1148 0.91 1/1529 (0.1%)
33 DP 0.73 0/1148 0.89 1/1529 (0.1%)
34 BQ 0.84 0/1143 0.87 1/1527 (0.1%)
34 DQ 0.74 0/1143 0.86 0/1527

35 BR 0.80 0/982 0.92 0/1312

35 DR 0.75 0/982 0.92 1/1312 (0.1%)
36 BS 0.67 0/875 0.88 1/1168 (0.1%)
36 DS 0.69 0/875 0.87 1/1168 (0.1%)
37 BT 0.83 0/1077 0.92 0/1444

37 DT 0.73 0/1077 0.90 0/1444

38 BU 1.00 1/977 (0.1%) 0.87 1/1301 (0.1%)

grDe
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. Bond lengths Bond angles

Mol | Chain | p\ o7 #|Z| >5 RMSZ #Z| >5

38 DU 0.79 0/977 0.86 0/1301

39 BV 0.85 0/782 0.92 0/1049

39 DV 0.77 0/782 0.85 0/1049

40 BW 1.02 0/891 0.91 0/1197

40 DW 0.87 0/891 0.91 1/1197 (0.1%)

41 BX 0.91 0/756 0.88 2/1016 (0.2%)

41 DX 0.78 0/756 0.86 1/1016 (0.1%)

42 BY 0.80 1/798 (0.1%) 0.88 0/1073

42 DY 0.73 1/798 (0.1%) 0.89 0/1073

43 BZ 0.70 0/1569 0.82 1/2137 (0.0%)

43 DZ 0.72 0/1555 0.81 1/2118 (0.0%)

44 BO 0.85 0/602 0.92 1/804 (0.1%)

44 DO 0.78 0/602 0.92 0/804

45 B1 0.85 0/752 0.90 2/1003 (0.2%)

45 D1 0.80 0/752 0.89 1/1003 (0.1%)

46 B2 0.82 0/590 0.86 0/781

46 D2 0.79 0/590 0.86 0/781

47 B3 0.76 0/463 0.84 1/623 (0.2%)

47 D3 0.69 0/463 0.81 0/623

48 B4 0.68 0/358 0.84 1/487 (0.2%)

48 D4 0.85 0/358 0.83 1/487 (0.2%)

49 B5 0.93 1/469 (0.2%) 1.00 0/634

49 D5 0.86 1/469 (0.2%) 0.96 0/634

50 B6 0.93 2/456 (0.4%) 0.84 0/609

50 D6 0.75 0/456 0.87 2/609 (0.3%)

51 B7 1.03 1/426 (0.2%) 1.12 1/561 (0.2%)

o1 D7 0.88 0/426 1.01 1/561 (0.2%)

52 B8 0.96 0/516 0.94 1/679 (0.1%)

52 D8 0.76 0/516 0.90 0/679

53 B9 0.79 0/300 0.95 0/395

53 D9 0.71 0/300 0.90 0/395

All All 1.18 | 861/305420 (0.3%) | 1.47 | 5724/457343 (1.3%)

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

Mol | Chain | #Chirality outliers | #Planarity outliers
2 AB 0 3
2 CB 0 4
3 AC 0 3

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

Mol | Chain | #Chirality outliers | #Planarity outliers
3 CcC 0 1
4 AD 0 1
4 CD 0 1
7 CG 0 2
9 Al 0 1
9 CI 0 1

10 Al 0 2
10 CJ 0 2
13 AM 0 4
13 CM 0 2
14 AN 0 1
15 AO 0 1
15 CO 0 1
17 AQ 0 1
17 CQ 0 1
19 AS 0 1
19 CS 0 1
20 AT 0 1
20 CT 0 1
23 BA 0 1
23 DA 0 1
26 BE 0 1
26 DE 0 1
27 DF 0 1
30 DI 0 1
34 BQ 0 1
34 DQ 0 1
36 BS 0 1
36 DS 0 1
41 BX 0 1
41 DX 0 1
43 BZ 0 3
43 DZ 0 1
45 B1 0 1
45 D1 0 1
48 B4 0 1
48 D4 0 1
All All 0 56

The worst 5 of 861 bond length outliers are listed below:
Continued on next page...
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Continued from previous page...

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

Mol | Chain | Res | Type | Atoms| Z | Observed(A) | Ideal(A)
1 CA 1442(A) G N9-C4 | 17.19 1.51 1.38
1 | AA | 1442(A)| G | N9-C4 | 15.23 1.50 1.38
1 AA 1442(A) G C2-N3 | 15.04 1.44 1.32
1 CA 1442(A) G C2-N3 | 14.30 1.44 1.32
1 AA 1442(A) G N3-C4 | 13.24 1.44 1.35

The worst 5 of 5724 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(°)
1 CA 1442(A) G N3-C4-C5 | -26.14 115.53 128.60
23 DA 2296 U N3-C4-04 | -25.95 101.23 119.40
1 | AA |1442(A)| G | N3-C4-C5 | -25.64 115.78 128.60
1 CA 1442(A) G N3-C4-N9 | 25.18 141.10 126.00
1 AA 1442(A) G N3-C4-N9 | 25.11 141.07 126.00

There are no chirality outliers.

5 of 56 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
2 AB 129 | GLU | Peptide
2 AB 14 | GLY | Peptide
2 AB 71 | VAL | Peptide
3 AC 19 | GLU | Peptide
3 AC 51 | GLY | Peptide

5.2 Too-close contacts (i)

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 AA 32270 0 16286 1214 0
1 CA 32185 0 16244 1267 1
2 AB 1787 0 1752 122 0
2 CB 1775 0 1743 121 0
3 AC 1450 0 1314 92 0
3 CC 1450 0 1314 123 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
4 AD 1526 0 1415 71 0
4 CD 1526 0 1415 85 0
> AE 1105 0 1130 o6 0
3 CE 1105 0 1130 60 0
6 AF 7T 0 737 31 0
6 CF T 0 737 35 0
7 AG 1164 0 1106 87 0
7 CG 1164 0 1106 99 0
8 AH 1045 0 1033 48 0
8 CH 1045 0 1033 o1 0
9 Al 852 0 742 83 0
9 CI 852 0 742 79 0
10 Al 663 0 958 26 0
10 CJ 663 0 958 70 0
11 AK 828 0 822 29 0
11 CK 828 0 822 28 0
12 AL 905 0 916 41 0
12 CL 905 0 916 32 0
13 AM 804 0 752 o8 0
13 CM 804 0 752 60 0
14 AN 478 0 497 33 0
14 CN 478 0 496 o8 0
15 AO 724 0 749 34 0
15 CO 724 0 749 31 0
16 AP 651 0 638 31 0
16 CP 651 0 638 36 0
17 AQ 823 0 891 43 0
17 CQ 823 0 891 47 0
18 AR 514 0 530 25 0
18 CR 514 0 530 21 0
19 AS 560 0 466 46 0
19 CS 560 0 466 40 0
20 AT 665 0 731 34 0
20 CT 713 0 766 39 0
21 AU 199 0 208 31 0
21 CU 199 0 208 23 0
22 AX 631 0 540 20 0
22 CX 601 0 485 16 0
23 BA 61112 0 30809 1210 1
23 DA 60621 0 30566 1219 0
24 BB 2573 0 1306 o6 0
24 DB 2573 0 1306 95 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
25 BD 2135 0 2214 73 0
25 DD 2136 0 2218 79 0
26 BE 1555 0 1607 52 0
26 DE 1555 0 1607 o6 0
27 BF 1580 0 1621 63 0
27 DF 1580 0 1621 63 0
28 BG 1368 0 1324 74 0
28 DG 1368 0 1324 86 0
29 BH 1317 0 1376 35 0
29 DH 1317 0 1376 36 0
30 BI 1037 0 1036 24 1
30 DI 953 0 858 38 0
31 BN 1112 0 1180 33 0
31 DN 1112 0 1180 44 0
32 BO 923 0 981 26 0
32 DO 923 0 981 28 0
33 BP 1131 0 1201 45 0
33 DP 1131 0 1201 95 0
34 BQ 1122 0 1179 46 0
34 DQ 1122 0 1179 49 0
35 BR 968 0 1033 32 0
35 DR 968 0 1033 36 0
36 BS 865 0 905 50 0
36 DS 865 0 905 50 0
37 BT 1063 0 1103 42 0
37 DT 1063 0 1103 43 0
38 BU 959 0 1019 34 0
38 DU 959 0 1019 35 0
39 BV 771 0 830 23 0
39 DV 771 0 830 25 0
40 BW 881 0 935 21 0
40 DW 881 0 935 31 0
41 BX 742 0 799 23 0
41 DX 742 0 799 26 0
42 BY 785 0 828 23 0
42 DY 785 0 828 23 0
43 BZ 1536 0 1518 52 0
43 DZ 1522 0 1511 65 0
44 BO 594 0 604 16 0
44 DO 094 0 604 17 0
45 B1 745 0 804 21 0
45 D1 745 0 804 24 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
46 B2 088 0 643 16 0
46 D2 588 0 643 19 0
47 B3 458 0 503 8 0
47 D3 458 0 003 13 0
48 B4 349 0 336 23 0
48 D4 349 0 336 28 0
49 B5 455 0 472 13 0
49 D5 455 0 472 14 0
50 B6 449 0 462 18 0
50 D6 449 0 462 15 0
o1 B7 418 0 467 14 0
o1 D7 418 0 467 18 0
52 B8 509 0 065 18 0
52 D8 209 0 265 22 0
53 B9 297 0 316 9 0
53 D9 297 0 316 9 0
24 AA 135 0 0 0 0
o4 AC 1 0 0 0 0
54 AD 1 0 0 0 0
54 AF 1 0 0 0 0
52 | AQ 1 0 0 0 0
o4 BO 3 0 0 0 0
24 B1 1 0 0 0 0
24 B2 1 0 0 0 0
o4 B3 1 0 0 0 0
54 B5 2 0 0 0 0
54 B8 2 0 0 0 0
54 B9 1 0 0 0 0
o4 BA 660 0 0 0 0
24 BB 23 0 0 0 0
24 BD 3 0 0 0 0
54 BE D 0 0 0 0
54 BF 2 0 0 0 0
54 BG 1 0 0 0 0
54 BP 1 0 0 0 0
o4 BQ 4 0 0 0 0
24 BR 1 0 0 0 0
o4 BS 1 0 0 0 0
o4 BT 2 0 0 0 0
54 BV 1 0 0 0 0
54 BW 2 0 0 0 0
o4 BZ 1 0 0 0 0

Continued on next page...
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Symm-Clashes

32

H(added) | Clashes

162

298

268

Chain | Non-H | H(model)

CA
CE

CQ
DO

D1

D5

D8

DA
DB

DD

DE

DF

DO
DP

DQ
DR
AD

AN

B4

B5

B6

B9

BY
CD
CN
D4

D5

D6

D9

DY
AA
AE

AL

AO

AP

AT

AX

BO

B1

B3

B5

B6

Mol

54
o4
24
o4
o4
54
54
54
o4
24
o4
54
54
54
54
24
95
25
95
35
95

95
25
95
25
95
35
95
95
95
o6
26
96
96
26
o6
o6
o6
26

96
26
26
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Symm-Clashes

169

25

171

H(added) | Clashes

0

10

1694
57
20
11

11

265

1174
17

11

Chain | Non-H | H(model)

B7

B8

B9

BA
BB

BD
BE

BF

BH
BN
BO
BP

BQ
BR
BT
BU
BV
BW
BX
BY
CA
CC
CD
CE

CK
CL

CN
CP

CcQ
CT
CX
DO

D1

D3

D4

D7

D8

DA
DB

DD

DE

DF

Mol

26
26
o6
o6
26
26
96
26
o6
o6
o6
26
96
96
26
o6
o6
o6
26
96
26
26
o6
o6
26
26
96
26
o6
o6
o6
26
96
96
26
o6
o6
o6
26
96
26
26
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
26 DN 1 0 0 0 0
26 DO 5 0 0 1 0
o6 DP 10 0 0 1 0
o6 DQ 3 0 0 0 0
26 DR 2 0 0 1 0
26 DT 2 0 0 0 0
26 DU 5 0 0 0 0
26 DV 2 0 0 1 0
o6 DW 2 0 0 0 0
o6 DX 1 0 0 1 0
o6 DY 2 0 0 0 0
All All 286308 0 187082 8298 2

The all-atom clashscore is defined as the number of clashes found per 1000 atoms (including
hydrogen atoms). The all-atom clashscore for this structure is 18.

The worst 5 of 8298 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)
1:AA:1441:G:H2 | 1:AA:1459:C:N4 1.20 1.46
1:AA:1459:C:C5 | 1:AA:1460:A:N6 1.79 1.44
1:AA:1441:G:C2" | 1:AA:1459:C:N4 1.88 1.36
1:AA:1441:G:C2’ | 1:AA:1459:C:H41 1.44 1.29
1:CA:1441:G:H2 | 1:CA:1459:C:N4 1.50 1.25

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

Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)
23:BA:1594:G:OP1 | 56:BB:323:HOH:O|1 _455] 2.18 0.02
30:BI:91:SER:OG | 1:CA:368:U:OP1[3_654] 2.19 0.01

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.


http://wwpdb.org/validation/2016/XrayValidationReportHelp#torsion_angles
http://wwpdb.org/validation/2016/XrayValidationReportHelp#protein_backbone

Page 71

wwPDB X-ray Structure Validation Summary Report

4V8H

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 AB 228/256 (89%) 199 (87%) | 28 (12%) | 1 (0%) 39 75
2 CB 227/256 (89%) 197 (87%) | 29 (13%) | 1 (0%) 39 75
3 AC 204/239 (85%) 175 (86%) | 28 (14%) | 1 (0%) 34 72
3 CcC 204/239 (85%) 177 (87%) | 27 (13%) 0
4 AD 206/209 (99%) 190 (92%) | 16 (8%) 0 |
4 CD 206,/209 (99%) 190 (92%) | 16 (8%) 0 |
5 | AE 146/162 (90%) | 134 (92%) | 12 (8%) 0 100 ] [100]
5 CE 146/162 (90%) 135 (92%) | 10 (7%) | 1 (1%) 2 65
6 AF 98/101 (97%) 97 (99%) 1 (1%) 0 100 | | 100
6 CF 98/101 (97%) 96 (98%) 2 (2%) 0 100 |
7 AG 153/156 (98%) 138 (90%) | 13 (8%) | 2 (1%) 151 50
7 CG 153/156 (98%) 132 (86%) | 20 (13%) | 1 (1%) 26 65
8 AH 136/138 (99%) 131 (96%) | 5 (4%) 0 100 |
8 CH 136,/138 (99%) 131 (96%) | 5 (4%) 0 |
9 Al 123/128 (96%) 112 (91%) | 10 (8%) | 1 (1%) 24 63
9 CI 123/128 (96%) 111 (90%) | 11 (9%) | 1 (1%)

10 AJ 94/105 (90%) 78 (83%) | 13 (14%) | 3 (3%)

10 CJ 94 /105 (90%) 76 (81%) | 16 (17%) | 2 (2%)

11 AK 112/129 (87%) 106 (95%) | 6 (5%) 0

11 CK 112/129 (87%) 106 (95%) | 6 (5%) 0

12 AL 120/132 (91%) 110 (92%) | 9 (8%) | 1 (1%)

12 CL 120/132 (91%) 109 (91%) | 10 (8%) | 1 (1%) 63
13 | AM 112/126 (89%) 89 (80%) |21 (19%) | 2 (2%) 42
13 | M 112/126 (89%) 87 (78%) | 21 (19%) | 4 (4%) 24
14 | AN 58/61 (95%) A7 (81%) | 9 (16%) | 2 (3%) 25
14 | CON 58/61 (95%) 52 (90%) | 6 (10%) 0 (100] |
15 | AO 86/89 (97%) 75 (87%) | 9 (10%) | 2 (2%) 35
15 CO 86/89 (97%) 75 (87%) | 9 (10%) | 2 (2%) 35
16 AP 80/88 (91%) 75 (94%) 4 (5%) | 1(1%) 50
16 CP 80/88 (91%) 74 (92%) 5(6%) | 1(1%) 150 50
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
17 | AQ 97/105 (92%) 90 (93%) | T (7%) [100] [ 100
17 | oq 97/105 (92%) 89 (92%) | 8 (8%) 100 ] [100]
18 | AR 66,/88 (75%) 63 (96%) | 3 (4%) [100] [ 100
18 | CR 66,/88 (75%) 63 (96%) | 3 (4%) (100 ] [100]
19 | AS 79/93 (85%) 67 (85%) | 11 (14%)

19 | cs 79/93 (35%) 65 (32%) | 13 (16%)

20 | AT 85,/106 (30%) 78 (92%) | 7 (8%)

20 | CT 95,106 (90%) 84 (38%) | 8 (8%)

21 | AU 21/27 (78%) 19 (90%) | 2 (10%) (100 ] [100]
21 | cU 21/27 (78%) 20 (95%) | 1 (5%) 100 ] [100]
22 | AX 93/101 (92%) 79 (85%) | 13 (14%) | 1 (1%) | |17 55
2 | X 93,101 (92%) 84 (90%) | 9 (10%) 0 100] [200]
25 | BD 273/276 (99%) | 260 (95%) | 12 (4%) | 1(0%) | 39 |75
25 | DD | 273/276 (99%) | 259 (95%) | 13 (5%) | 1(0%) | 39 75
2% | BE 202/206 (98%) | 190 (94%) | 10 (53%) | 2 (1%) | |19 58
26 | DE | 202/206 (98%) | 188 (93%) | 12 (6%) | 2 (1%) | |19 58
27 | BF 201/210 (96%) | 195 (97%) | 6 (3%) 0 100] [Loo
27 | DF 201/210 (96%) | 193 (96%) | 7 (4%) | 1(0%) | 34 72
28 | BQ 179/182 (98%) | 150 (84%) | 28 (16%) | 1 (1%) | 30 68
28 | DG | 179/182 (98%) | 150 (84%) | 29 (16%) 0 100 ] [ro0] |
29 | BH 172/180 (96%) | 163 (95%) | 8 (5%) | 1 (%) | 30 68
29 | DH 172/180 (96%) | 162 (94%) | 9 (5%) | 1(1%) | 30 68
30 | BI 144/148 (97%) | 121 (84%) |21 (15%) | 2 (1%) | [14] 48
30 | DI 144/148 (97%) | 123 (85%) | 19 (13%) | 2 (1%)

31 | BN 138/140 (99%) | 129 (94%) | 6 (4%) | 3 (2%)

31 | DN 138/140 (99%) | 128 (93%) | 7 (%) | 3 (2%)

32 | BO 120/122 (98%) | 117 (98%) | 3 (2%) 0

32 | DO 120/122 (98%) | 118 (98%) | 2 (2%) 0

33 | BP 147/150 (98%) | 137 (93%) | 10 (7%) 0

33 | DP 147/150 (98%) | 136 (92%) | 11 (8%) 0

34 | BQ 139/141 (99%) | 130 (94%) | 8 (6%) | 1 (1%)

WWWWWWW
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
34 | DQ 139/141 (99%) 130 (94%) | 8 (6%) | 1 (1%) 26 65
35 | BR 116/118 (98%) | 111 (96%) | 5 (4%) 0 (100 ] [200]
35 | DR 116/118 (98%) | 110 (95%) | 6 (5%) 0 [100] [ 100
36 | BS 108/112 (96%) | 101 (94%) | 7 (6%) 0 (100 ] [100]
36 | DS 108/112 (96%) | 101 (94%) | 7 (6%) 0 100 ] [100]
37 BT 129/146 (88%) 127 (98%) | 2 (2%) 0 |
37 DT 129/146 (88%) 126 (98%) | 3 (2%) 0 |
38 | BU 114/118 (97%) | 114 (100%) 0 0 [100] [ 100
38 | DU 114/118 (97%) | 114 (100%) 0 0 100 ] [ 100]
39 BV 99/101 (98%) 93 (94%) 6 (6%) 0 |
39 DV 99/101 (98%) 94 (95%) 5 (5%) 0 |
40 | BW 110/113 (97%) 108 (98%) | 1 (1%) (1%)

40 | DW 110/113 (97%) 107 (97%) | 3 (3%) 0
41 | BX 93/96 (97%) 95%) | 5 (5%) 0
41 | DX 93/96 (97%) 8 (95%) | 5 (5%) 0
12 | BY 105/110 (96%) 4(90%) | 10 (10%) | 1 (1%)
2 | DY 105/110 (96%) 4(90%) | 10 (10%) | 1 (1%) 19 58
43 | BZ 199/206 (97%) 183 (92%) | 14 (7%) | 2 (1%) 19 58
43 | Dz 196,/206 (95%) 180 (92%) | 14 (7%) | 2 (1%) 19 58
44 | BO 74/85 (87%) 72 (97%) | 2 (3%) 0 100 | | 100
44 DO 74/85 (87%) 73 (99%) 1 (1%) 0 |
45 B1 95/98 (97%) 93 (98%) 1 (1%)
45 | D1 95/98 (97%) 93 (98%) 1 (1%)
46 | B2 68/72 (94%) 64 (04%) | 4 (6%) (100 ] [100]
46 D2 68/72 (94%) 63 (93%) 5 (7%) |
47 | B3 57/60 (95%) 55 (96%) | 2 (4%) 100 ] [ 100]
47 | D3 57/60 (95%) 55 (96%) | 2 (4%) [100] [ 100
48 B4 44 /71 (62%) 36 (82%) | 8 (18%) |
48 | D4 44/71 (62%) 36 (32%) | 8 (18%) 100 ] [100]
19 | Bs 57/60 (95%) 52 (91%) | 5 (9%) [100] [ 100
49 | Db 57/60 (95%) 52 (91%) | 5 (9%)

gPDB
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
50 B6 51/54 (94%) 48 (94%)
50 D6 51/54 (94%) 48 (94%)
51 B7 46/49 (94%) 43 (94%)
51 D7 46/49 (94%) 43 (94%)
52 B8 62/65 (95%) 59 (95%)
52 D8 62/65 (95%) 59 (95%)
23 B9 34/37 (92%) 34 (100%)
53 D9 34/37 (92%) 33 (97%)
All All 11552/12330 (94%) | 10628 (92%)

5 of 69 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
20 CcT 100 ILE
12 AL 28 LYS
14 AN 15 LYS
16 AP 79 VAL
12 CL 28 LYS

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 AB 178/220 (81%) 133 (75%) 45 (25%) |
2 CB 177/220 (80%) 133 (75%) 44 (25%)

3 AC 114/188 (61%) 79 (69%) 35 (31%)
3 CC 114/188 (61%) 92 (81%) 22 (19%)
4 AD 141/181 (78%) 118 (84%) 23 (16%)
4 CD 141/181 (78%) 119 (84%) 22 (16%)
5 AE 108/123 (88%) 87 (81%) 21 (19%)
5 CE 108/123 (88%) 87 (81%) 21 (19%)

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
6 | AF 76/90 (84%) | 61 (80%) | 15 (20%) |
6 CF 76/90 (84%) 58 (76%) 18 (24%)
7 AG 103/127 (81%) 73 (71%) 30 (29%)
7 CG 103/127 (81%) 68 (66%) 35 (34%)
8 AH 103/119 (87%) 82 (80%) 21 (20%)
8 CH 103/119 (87%) 83 (81%) 20 (19%)
9 Al 62/99 (63%) 47 (76%) 15 (24%)
9 CI 62/99 (63%) 47 (76%) 15 (24%)
10 Al 53/92 (58%) 38 (72%) 15 (28%)
10 CJ 53/92 (58%) 39 (74%) 14 (26%)
11 AK 81/99 (82%) 71 (88%) 10 (12%)
11 CK 81/99 (82%) 70 (86%) 11 (14%)
12 AL 91/109 (84%) 80 (88%) 11 (12%)
12 CL 91/109 (84%) 81 (89%) 10 (11%)
13 AM 64/101 (63%) 48 (75%) 16 (25%)
13 CM 64/101 (63%) 49 (77%) 15 (23%)
14 AN 46/50 (92%) 36 (78%) 10 (22%)
14 CN 46/50 (92%) 32 (70%) 14 (30%)
15 AO 77/80 (96%) 68 (88%) 9 (12%)
15 CO 77/80 (96%) 68 (88%) 9 (12%)
16 AP 63/74 (85%) 46 (73%) 17 (27%)
16 CP 63/74 (85%) 44 (70%) 19 (30%)
17 AQ 94/97 (97%) 80 (85%) 14 (15%)
17 CQ 94/97 (97%) 81 (86%) 13 (14%)
18 AR 49/77 (64%) 44 (90%) 5 (10%)
18 CR 49/77 (64%) 44 (90%) 5 (10%)
19 AS 43/80 (54%) 26 (60%) 17 (40%)
19 CS 43/80 (54%) 32 (74%) 11 (26%)
20 AT 64/82 (78%) 55 (86%) 9 (14%)
20 CT 65/82 (79%) 55 (85%) 10 (15%)
21 AU 18/22 (82%) 13 (72%) 5 (28%)
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
21 | CU 18/22 (82%) 11(61%) | 7 (39%) |
22 AX 45/87 (52%) 34 (76%) 11 (24%)
22 CX 38/87 (44%) 29 (76%) 9 (24%)
25 BD 215/218 (99%) 182 (85%) 33 (15%)
25 DD 215/218 (99%) 183 (85%) 32 (15%)
26 BE 163/166 (98%) 135 (83%) 28 (17%)
26 DE 163/166 (98%) 137 (84%) 26 (16%)
27 BF 159/166 (96%) 135 (85%) 24 (15%)
27 DF 159/166 (96%) 134 (84%) 25 (16%)
28 BG 128/156 (82%) 109 (85%) 19 (15%)
28 DG 128/156 (82%) 109 (85%) 19 (15%)
29 BH 141/148 (95%) 123 (87%) 18 (13%)
29 DH 141/148 (95%) 123 (87%) 18 (13%)
30 BI 98/124 (79%) 81 (83%) 17 (17%)
30 DI 74/124 (60%) 60 (81%) 14 (19%)
31 BN 117/119 (98%) 98 (84%) 19 (16%)
31 DN 117/119 (98%) 98 (84%) 19 (16%)
32 BO 98/100 (98%) 82 (84%) 16 (16%)
32 DO 98/100 (98%) 83 (85%) 15 (15%)
33 BP 114/116 (98%) 99 (87%) 15 (13%)
33 DP 114/116 (98%) 99 (87%) 15 (13%)
34 BQ 111/111 (100%) 96 (86%) 15 (14%)
34 DQ 111/111 (100%) 96 (86%) 15 (14%)
35 BR 101/101 (100%) 79 (78%) 22 (22%)
35 DR 101/101 (100%) 77 (76%) 24 (24%)
36 BS 84/88 (96%) 67 (80%) 17 (20%)
36 DS 84 /88 (96%) 68 (81%) 16 (19%)
37 BT 110/127 (87%) 98 (89%) 12 (11%)
37 DT 110/127 (87%) 95 (86%) 15 (14%)
38 BU 93/94 (99%) 82 (88%) 11 (12%)
38 DU 93/94 (99%) 83 (89%) 10 (11%)

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
39 BV 80/82 (98%) 63 (79%) 17 (21%) |
39 DV 80/82 (98%) 63 (79%) 17 (21%)
40 BW 89/92 (97%) 81 (91%) 8 (9%)
40 DW 89/92 (97%) 78 (88%) 11 (12%)
41 BX 75/78 (96%) 71 (95%) 4 (5%)
41 DX 75/78 (96%) 70 (93%) 5 (7%)
42 BY 80/91 (88%) 64 (80%) 16 (20%)
42 DY 80/91 (88%) 63 (79%) 17 (21%)
43 BZ 159/179 (89%) 137 (86%) 22 (14%)
43 DZ 159/179 (89%) 139 (87%) 20 (13%)
44 BO 59/67 (88%) 51 (86%) 8 (14%)
44 DO 59/67 (88%) 50 (85%) 9 (15%)
45 B1 78/83 (94%) 63 (81%) 15 (19%)
45 D1 78/83 (94%) 66 (85%) 12 (15%)
46 B2 65/67 (97%) 54 (83%) 11 (17%)
46 D2 65/67 (97%) 55 (85%) 10 (15%)
47 B3 49/52 (94%) 44 (90%) 5 (10%)
47 D3 49/52 (94%) 44 (90%) 5 (10%)
48 B4 39/63 (62%) 33 (85%) 6 (15%)
48 D4 39/63 (62%) 33 (85%) 6 (15%)
49 B5 50/52 (96%) 42 (84%) 8 (16%)
49 D5 50/52 (96%) 41 (82%) 9 (18%)
50 B6 50/52 (96%) 39 (78%) 11 (22%)
50 D6 50/52 (96%) 40 (80%) 10 (20%)
51 B7 41/42 (98%) 34 (83%) 7 (17%)
51 D7 41/42 (98%) 34 (83%) 7 (17%)
52 B8 52/55 (94%) 42 (81%) 10 (19%)
52 D8 52/55 (94%) 42 (81%) 10 (19%)
53 B9 32/34 (94%) 28 (88%) 4 (12%)
53 D9 32/34 (94%) 28 (88%) 4 (12%)
All All 8775/10240 (86%) | 7244 (83%) | 1531 (17%)
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5 of 1531 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
44 BO 74 ARG
4 CD 158 ILE
42 DY 6 HIS
46 B2 32 LEU

2 CB 51 LEU

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 108 such

sidechains are listed below:

Mol | Chain | Res | Type
38 BU 49 HIS
2 CB 140 HIS
33 DPp 84 ASN
39 BV 80 GLN
46 B2 9 GLN

5.3.3 RNA (D)

Mol | Chain Analysed Backbone Outliers | Pucker Outliers
1 AA | 1499/1522 (98%) 385 (25%) 33 (2%)
1 CA | 1495/1522 (98%) 396 (26%) 34 (2%)
23 BA | 2833/2913 (97%) 609 (21%) 60 (2%)
23 DA | 2807/2913 (96%) 600 (21%) 56 (1%)
24 BB 119/122 (97%) 25 (21%) 0
24 DB 119/122 (97%) 26 (21%) 0
All All 8872/9114 (97%) 2041 (23%) 183 (2%)

5 of 2041 RNA backbone outliers are listed below:

Mol | Chain | Res | Type
1 AA 5 U
1 AA 6 G
1 AA 7 G
1 AA 9 G
1 AA 32 A

5 of 183 RNA pucker outliers are listed below:

Mol

Chain

Res

Type

23

BA

2126

A

Continued on next page...
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Mol | Chain | Res | Type
1 CA 495
23 DA 1819
23 BA | 2318
23 BA | 2802

Q| Q| | =

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

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

5.5 Carbohydrates (i)

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

Of 1662 ligands modelled in this entry, 1662 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 | AA | 1501/1522 (98%) 0.04 61 (4%) 41 19| | 47, 95, 155, 169 0
1 | CA | 1497/1522 (98%) 0.02 68 (4%) 37 | 17| | 50, 96, 158, 171 0
2 | AB 230/256 (89%) -0.06 0 (3%) 43 21 | 87,114,134, 148 | 0
2 | CB 929/256 (89%) 0.34 13 (5%) 27 |11] | 92, 116, 136, 149 | 0
3 | AC 206,239 (86%) 0.09 5(2%) 62 39 | 85,109,127, 136 | 0
3 | CC 206/239 (86%) 0.37 16 (7%) 1 16| |5 | 94, 120, 143, 158 | 0
4 | ap 208/209 (99%) 20.02 75, 94, 114, 125 0
4 | D 208/209 (99%) 0.06 76, 93, 114, 124 0
5 AE 148/162 (91%) -0.19 66, 86, 103, 125 0
d CE 148/162 (91%) -0.04 69, 88, 104, 127 0
6 AF 100/101 (99%) -0.29 67, 82, 100, 116 0
6 CF 100/101 (99%) -0.29 70, 86, 103, 117 0
7 AG 155/156 (99%) 2.02 113, 139, 153, 159 0
7 | CG 155/156 (99%) 2.00 122, 137, 149, 159 | 0
8 AH 138/138 (100%) 0.12 71, 90, 100, 110 0
8 CH 138/138 (100%) -0.02 71,92, 103, 113 0
9 Al 125/128 (97%) 1.22 110, 137, 149, 154 | 0
9 CI 125/128 (97%) 2.67 115, 139, 152, 163 | 0
10 | AJ 96,105 (91%) 1.61 92, 126, 141, 147 0
10 CJ 96/105 (91%) 2.00 108, 134, 150, 160 0
11 AK 114/129 (88%) -0.03 60, 86, 108, 120 0
11 CK 114/129 (88%) 0.10 63, 89, 107, 126 0
12 | AL 122/132 (92%) 20.10 62, 77, 95, 112 0
12 CL 122/132 (92%) -0.01 63, 77, 96, 109 0

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
13 AM 114/126 (90%) 1.53 35 (30%) 112, 139, 150, 153 0
13 CM 114/126 (90%) 1.93 44 (38%) 116, 140, 151, 160 0
14 AN 60/61 (98%) 0.75 8 (13%) 93, 118, 131, 144 0
14 CN 60/61 (98%) 0.85 9 (15%) 103, 122, 134, 139 0
15 AO 88,/89 (98%) -0.09 0 63, 85, 103, 113 0
15 CO 88/89 (98%) 0.04 1 (1%) [82] 66 63, 85, 105, 111 0
16 AP 82/88 (93%) 0.60 10 (12%) 76, 88, 110, 120 0
16 CP 82/88 (93%) 0.37 4 (4%) 33 |14 73, 85, 105, 117 0
17 AQ 99/105 (94%) 0.01 1 (1%) [ 841 69 68, 82, 102, 106 0
17 CQ 99/105 (94%) 0.11 L( 69, 83, 101, 108 0
18 | AR 68/88 (77%) -0.08 2 ( 71, 82, 105, 112 0
18 CR 68,/88 (7T7%) 0.20 1 ( 75, 85, 105, 117 0
19 AS 81/93 (87%) 2.43 113, 138, 147, 152 0
19 CS 81/93 (87%) 2.91 114, 140, 150, 153 0
20 AT 87/106 (82%) 0.34 75, 88, 103, 111 0
20 CT 97/106 (91%) 0.09 72, 86, 105, 115 0
21 AU 23/27 (85%) 3.40 128, 136, 145, 154 0
21 CU 23/27 (85%) 4.34 129, 137, 148, 150 0
22 AX 95/101 (94%) 0.22 5 (5%) 30 |13 69, 94, 115, 123 0
22 | ox 05/101 (94%) 1.14 19 (20%) 88, 106, 129, 145 | 0
23 BA 2837/2913 (97%) -0.24 51 (1%) 71 50 26, 47, 132, 176 0
23 DA 2814/2913 (96%) -0.40 81 (2%) 55 31 28, 50, 133, 176 0
24 BB 120/122 (98%) -0.36 0§ 100 43, 72, 93, 110 0
24 DB 120/122 (98%) -0.12 1 (0%) 48, 81, 106, 117 0
25 BD 275/276 (99%) -0.43 0 | 29, 45, 63, 113 0
25 DD 275/276 (99%) -0.43 1 (0%) 30, 47, 66, 116 0
26 BE 204,/206 (99%) -0.38 1 (0%) 28, 49, 72, 95 0
26 DE 204/206 (99%) -0.41 0§ 100 I 100 29, 50, 76, 95 0
27 BF 203/210 (96%) -0.39 0 29, 54, 88, 111 0
27 DF 203/210 (96%) -0.34 0 31, 59, 90, 112 0
28 BG 181/182 (99%) -0.00 8 (4%) 38 |17 76, 110, 133, 144 0
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
28 | DG 181/182 (99%) 0.86 27 (14%) | 86, 117, 138, 148 0
29 BH 174/180 (96%) -0.28 0§100§ 100 54, 73, 94, 110 0
29 DH 174/180 (96%) 0.35 9 (5%) 31 |13 65, 82, 101, 119 0
30 BI 146/148 (98%) -0.37 1 (0%) f89] 78 b4, 81, 99, 115 0
30 DI 146/148 (98%) -0.02 2 (1%) 1 78 60 56, 89, 108, 120 0
31 BN 140/140 (100%) -0.36 38, 49, 78, 92 0
31 DN 140/140 (100%) -0.26 40, 54, 82, 96 0
32 BO 122/122 (100%) -0.40 35, 50, 69, 77 0
32 DO 122/122 (100%) -0.56 36, 52, 69, 77 0
33 BP 149/150 (99%) -0.29 30, 58, 89, 105 0
33 DP 149/150 (99%) -0.16 31, 62, 92, 112 0
34 BQ 141/141 (100%) -0.31 39, 54, 71, 83 0
34 DQ 141/141 (100%) -0.34 41, 58, 77, 88 0
35 BR 118/118 (100%) -0.30 34, 44, 58, 77 0
35 DR 118/118 (100%) -0.31 36, 47, 62, 78 0
36 BS 110/112 (98%) -0.08 50, 69, 89, 96 0
36 DS 110/112 (98%) 0.34 55, 74, 94, 102 0
37 BT 131/146 (89%) -0.43 43, 55, 92, 119 0
37 DT 131/146 (89%) -0.35 46, 57, 93, 128 0
38 BU 116/118 (98%) -0.41 32, 44, 62, 71 0
38 DU 116/118 (98%) -0.49 34, 48, 66, 73 0
39 BV 101/101 (100%) -0.33 29, 56, 79, 103 0
39 DV 101/101 (100%) -0.21 32, 62, 85, 103 0
40 BW 112/113 (99%) -0.41 33, 40, 62, 103 0
40 DW 112/113 (99%) -0.48 35, 42, 67, 105 0
41 BX 95/96 (98%) -0.26 38, 49, 72, 88 0
41 DX 95/96 (98%) -0.29 1 (1%) [ 821 66 41, 52, 77, 90 0
42 BY 107/110 (97%) -0.27 0 §100§ 100 47, 61, 85, 108 0
42 DY 107/110 (97%) 0.20 6 (5%) 28 |11 52, 65, 89, 113 0
43 BZ 201/206 (97%) -0.41 0 I 100 53, 76, 99, 122 0
43 DZ 198/206 (96%) 0.05 5(2%) 61 37 62, 81, 102, 121 0
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Mol | Chain Analysed <RSRZ> OWAB(A?) Q<0.9
44 BO 76/85 (89%) -0.28 39, 48, 64, 91 0
44 DO 76/85 (89%) 0.07 43, 52, 66, 92 0
45 | BI1 97/98 (98%) 20.21 36, 48, 82, 97 0
45 D1 97/98 (98%) -0.16 36, 51, 83, 98 0
46 | B2 70/72 (97%) 20.24 46, 60, 76, 107 0
46 D2 70/72 (97%) -0.20 20, 64, 81, 103 0
47 | B3 59/60 (98%) 20.22 38, 49, 86, 97 0
47 D3 59/60 (98%) 0.17 41, 53, 93, 102 0
18 | B4 46/71 (64%) 20.29 101, 129, 144, 148 | 0
48 | D4 4671 (64%) 0.49 113, 133, 144, 152 | 0
49 B5 59/60 (98%) -0.53 30, 45, 66, 80 0
49 | D5 59/60 (98%) 2053 32, 47, 68, 81 0
20 B6 53/54 (98%) -0.54 42, 51, 70, 79 0
50 | D6 53/54 (98%) 20.25 43, 54, 72, 82 0
51 | BT 48/49 (97%) 20.29 30, 34, 55, 80 0
o1 D7 48 /49 (97%) -0.19 32, 35, 58, 84 0
52 | BS 61/65 (98%) 20.25 38, 43, 52, 70 0
52 D8 64/65 (98%) -0.19 40, 45, 55, 70 0
53 | B9 36/37 (97%) 0.28 44, 55, 62, 73 0
53 | D9 36/37 (97%) 0.45 2 (5%) 28 |11 47, 59, 68, 75 0
All All 20641/21444 (96%) -0.02 999 (4%) 34 |15 26, 71, 144, 176 0

The worst 5 of 999 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
21 CuU 11 GLY 12.2
19 CS 69 HIS 11.1
21 CuU 12 LYS 10.6
19 CS 4 SER 10.1
19 AS 33 | THR 9.7

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

There are no non-standard protein/DNA /RNA residues in this entry.
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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
54 MG DA 3276 1/1 0.86 0.86 | 73.60 60,60,60,60
54 MG DA 3231 1/1 0.89 0.29 | 42.16 36,36,36,36
o4 MG CA 1645 1/1 0.85 0.93 | 38.10 60,60,60,60
o4 MG BA 3419 1/1 0.98 0.40 | 36.54 21,21,21,21
54 MG AA 1659 1/1 0.73 0.86 | 34.62 70,70,70,70
54 | MG | BA | 3248 1/1 0.97 | 0.41 | 3356 | 27.27.27,27
54 MG DA 3162 1/1 0.92 0.36 | 32.54 35,35,35,35
54 | MG | BE | 301 | 1/1 0.91 | 0.43 | 3235 | 34,34.34.34
54 | MG | BA |3061| 1/1 0.83 | 047 | 29.24 | 54,54,54,54
o4 MG DA 3224 1/1 0.94 0.37 | 25.92 32,32,32,32
o4 MG BA 3257 1/1 0.93 0.41 24.73 23,23,23,23
54 MG DA 3302 1/1 0.96 0.51 24.51 21,21,21,21
54 MG DA 3242 1/1 0.98 0.56 24.45 34,34,34,34
o4 MG AA 1639 1/1 0.95 0.45 | 23.79 67,67,67,67
54 MG BA 3105 1/1 0.93 0.36 23.11 28,28,28,28
54 MG DA 3244 1/1 0.92 0.52 | 22.96 33,33,33,33
54 | MG | BA |3270] 1/1 0.99 | 045 | 2293 | 25.25,25.25
54 | MG | BA |3172| 1/1 0.94 | 038 | 22.88 | 47474747
54 MG DA 3164 1/1 0.66 0.39 | 2248 56,56,56,56
o4 MG AA 1668 1/1 0.94 0.57 | 22.20 62,62,62,62
o4 MG DA 3196 1/1 0.79 0.39 | 22.19 58,58,58,58
54 MG DA 3125 1/1 0.89 0.30 | 22.07 50,50,50,50
54 MG BA 3129 1/1 0.94 0.37 | 21.26 37,37,37,37
o4 MG DA 3157 1/1 0.96 0.35 20.74 44,44 44 44
54 | MG | BA | 3233 1/1 0.95 | 0.44 | 2069 | 19,19,19,19
24 MG DA 3096 1/1 0.78 0.53 | 20.46 99,59,59,59
o4 MG DA 3266 1/1 0.92 0.32 20.04 A47,47,47 47
54 MG BA 3167 1/1 0.96 0.45 | 18.93 31,31,31,31
54 MG DA 3008 1/1 0.91 0.45 | 18.67 58,58,58,58 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
54 MG DA | 3303 1/1 0.96 0.48 | 18.49 34,34,34,34 0
54 MG BA | 3246 1/1 0.95 0.47 | 18.15 20,20,20,20 0
54 MG BA | 3109 1/1 0.79 0.41 | 18.00 62,62,62,62 0
54 MG DA | 3272 1/1 0.93 0.38 | 17.80 30,30,30,30 0
54 MG DA | 3183 1/1 0.96 0.46 | 17.16 26,26,26,26 0
o4 MG DA 3069 1/1 0.94 0.39 15.99 42.42.42 49 0
54 MG BA | 3279 1/1 0.86 0.49 | 15.69 27,27,27,27 0
54 MG DA | 3373 1/1 0.97 0.27 | 15.67 32,32,32,32 0
54 MG DA | 3133 1/1 0.93 0.38 | 15.60 36,36,36,36 0
54 MG BA 3284 1/1 0.97 0.37 15.52 24,24.,24 .24 0
54 MG DA | 3221 1/1 0.87 047 | 15.47 51,51,51,51 0
54 MG CA 1689 1/1 0.96 0.38 | 15.32 61,61,61,61 0
54 MG AA ] 1660 1/1 0.92 0.52 | 14.78 80,80,80,80 0
54 MG BA | 3590 1/1 0.90 0.31 | 14.58 31,31,31,31 0
54 MG AA ] 1650 1/1 0.98 0.55 | 14.34 53,53,53,53 0
54 MG DA | 3041 1/1 0.96 0.51 | 14.14 36,36,36,36 0
54 MG AA | 1671 1/1 0.81 0.35 | 14.07 67,67,67,67 0
54 | MG | BA 3069 | 1/1 0.96 | 0.36 | 13.83 | 42424242 0
54 MG DA | 3205 1/1 0.96 0.28 | 13.48 47,47,47 .47 0
54 MG BA | 3247 1/1 0.96 0.47 | 12.80 26,26,26,26 0
54 MG BA | 3250 1/1 0.93 040 | 12.73 26,26,26,26 0
54 MG AA 1672 1/1 0.96 0.42 12.71 46,46,46,46 0
o4 MG DA 3092 1/1 0.89 0.32 12.47 41,41,41,41 0
54 | MG | DA |3311| 1,1 0.95 | 0.36 | 12.29 | 26,26,26,26 0
54 MG DA 3345 1/1 0.98 0.31 12.19 54,54,54,54 0
54 MG BA | 3127 1/1 0.96 0.28 | 12.17 38,38,38,38 0
54 MG BA | 3157 1/1 0.95 0.30 | 12.13 48,48,48,48 0
54 MG DA | 3131 1/1 0.95 0.32 | 11.92 56,56,56,56 0
54 MG BA | 3262 1/1 0.91 0.37 | 11.86 27,27,27,27 0
o4 MG DA 3309 1/1 0.84 0.40 11.84 28,28,28,28 0
54 MG DA | 3130 1/1 0.85 0.33 | 11.84 47,4747 .47 0
54 | MG | BA 3282 1/1 097 | 0.34 | 11.64 27.27,27.27 0
54 MG DA 3150 1/1 0.96 0.33 11.48 42,42,42.42 0
54 | MG | DA |3197| 1/1 0.84 | 0.34 | 11.37 | 49,49,49,49 0
54 MG DA 3304 1/1 0.94 0.42 11.29 29,29,29,29 0
54 MG AA ] 1610 1/1 0.96 041 | 11.17 56,56,56,56 0
o4 MG DA 3029 1/1 0.88 0.31 11.16 40,40,40,40 0
54 MG DA | 3178 1/1 0.95 0.33 | 10.96 32,32,32,32 0
54 MG BA | 3249 1/1 0.94 0.35 | 10.93 25,25,25,25 0
54 MG BA | 3256 1/1 0.93 0.34 | 10.91 23,23,23,23 0
54 MG DA | 3163 1/1 0.89 0.39 | 10.83 30,30,30,30 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
54 MG DR 202 1/1 0.92 0.37 | 10.78 34,34,34,34 0
54 MG BD 301 1/1 0.93 0.45 | 10.75 49,49,49,49 0
54 MG DA | 3321 1/1 0.90 0.42 | 10.70 51,51,51,51 0
54 MG DA | 3232 1/1 0.96 0.32 | 10.52 57,57,57,57 0
54 MG BA 3102 1/1 0.80 0.34 10.40 44.,44,44.44 0
54 MG DA | 3305 1/1 0.92 0.23 | 10.25 35,35,35,35 0
54 MG BA | 3255 1/1 0.95 0.31 | 10.16 25,25,25,25 0
54 MG DA | 3337 1/1 0.97 0.29 | 10.00 30,30,30,30 0
54 MG DA | 3257 1/1 0.84 0.32 9.76 56,56,56,56 0
54 MG BA | 3011 1/1 0.91 0.29 9.69 26,26,26,26 0
54 MG BA | 3278 1/1 0.96 0.38 9.69 30,30,30,30 0
54 MG BA | 3188 1/1 0.99 0.27 9.66 39,39,39,39 0
54 MG AA | 1684 1/1 0.87 0.83 9.61 60,60,60,60 0
54 MG BB 212 1/1 0.91 0.27 9.60 60,60,60,60 0
54 MG BA | 3259 1/1 0.97 0.34 9.42 27,27,27,27 0
54 MG BA | 3064 1/1 0.97 0.24 9.32 34,34,34,34 0
54 MG CA 1685 1/1 0.94 0.34 9.29 71,71,71,71 0
54 MG DA | 3293 1/1 0.94 0.25 9.22 33,33,33,33 0
54 | MG | AA | 1618 | 1/1 074 | 1.13 | 9.18 94,94,94,94 0
54 MG BA | 3473 1/1 0.94 0.23 9.07 30,30,30,30 0
54 MG DA | 3006 1/1 0.96 0.29 8.83 38,38,38,38 0
54 MG BA | 3574 1/1 0.93 0.31 8.67 33,33,33,33 0
54 MG DA | 3042 1/1 0.93 0.23 8.35 33,33,33,33 0
54 MG CA 1749 1/1 0.97 0.23 8.32 61,61,61,61 0
54 MG AA | 1712 1/1 0.85 0.34 8.30 86,86,86,86 0
54 | MG | CA |1611| 1/1 093 | 0.22 | 825 43,43,43.43 0
54 | MG | AA | I711]| 1/1 0.96 | 0.24 | 8.06 46,46,46,46 0
54 MG DA | 3308 1/1 0.86 0.31 7.93 33,33,33,33 0
54 MG AA ] 1633 1/1 0.92 0.28 7.93 62,62,62,62 0
o4 MG BA 3189 1/1 0.94 0.32 7.92 41,41,41,41 0
54 MG BA 3264 1/1 0.77 0.38 7.91 41,41,41,41 0
54 MG CA 1741 1/1 0.97 0.32 7.80 79,79,79,79 0
54 MG DA | 3307 1/1 0.96 0.22 7.64 35,35,35,35 0
54 MG DR 203 1/1 0.86 0.51 7.57 51,51,51,51 0
54 MG BA | 3273 1/1 0.94 0.40 7.37 37,37,37,37 0
54 | MG | DA 3229 1/1 0.90 | 0.30 | 7.16 44,44,44,44 0
54 MG BA | 3245 1/1 0.95 0.34 7.08 23,23,23,23 0
54 MG DA | 3269 1/1 0.95 0.29 7.03 AT,47 47,47 0
54 MG DA | 3374 1/1 0.98 0.21 7.00 37,37,37,37 0
54 MG BA | 3042 1/1 0.96 0.28 6.81 40,40,40,40 0
54 MG AA | 1624 1/1 0.90 0.37 6.72 70,70,70,70 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
54 MG DA | 3284 1/1 0.79 0.22 6.69 55,55,55,55 0
54 MG DA | 3203 1/1 0.98 0.41 6.52 33,33,33,33 0
54 MG BA | 3467 1/1 0.97 0.24 6.52 30,30,30,30 0
54 MG DA | 3382 1/1 0.92 0.23 6.46 53,53,53,53 0
54 MG AA | 1612 1/1 0.88 0.31 6.44 86,86,86,86 0
54 MG DD 302 1/1 0.96 0.41 6.40 38,38,38,38 0
54 MG BA | 3265 1/1 0.95 0.39 6.39 29,29,29,29 0
54 MG DA | 3209 1/1 0.85 0.26 6.37 51,51,51,51 0
o4 MG DA 3011 1/1 0.94 0.27 9.95 42.42.42 49 0
54 | MG | DA |a3182]| 1,1 0.94 | 031 | 5.82 46,46,46,46 0
54 MG BA | 3050 1/1 0.93 0.23 5.76 35,35,35,35 0
54 MG BA | 3154 1/1 0.91 0.38 5.71 50,50,50,50 0
54 MG DA | 3063 1/1 0.83 0.32 5.71 60,60,60,60 0
54 MG BA | 3089 1/1 0.97 0.33 5.68 41,41,41,41 0
54 | MG | DA 3338 1/1 0.97 | 022 | 5.65 42,42,42,42 0
54 MG DA | 3230 1/1 0.90 0.21 5.62 45,45,45,45 0
54 MG BA | 3040 1/1 0.92 0.34 5.59 30,30,30,30 0
54 MG DA | 3420 1/1 0.97 0.22 5.55 37,37,37,37 0
54 MG DA | 3044 1/1 0.94 0.19 5.50 46,46,46,46 0
o4 MG BA 3065 1/1 0.88 0.24 0.41 41,41,41,41 0
54 MG BA | 3194 1/1 0.87 0.20 5.38 63,63,63,63 0
54 MG DA 3146 1/1 0.89 0.18 5.29 44,44,44,44 0
54 MG DA | 3039 1/1 0.96 0.20 5.14 28,28,28,28 0
54 MG CQ 201 1/1 0.91 0.35 5.13 62,62,62,62 0
54 MG AA ] 1680 1/1 0.98 0.25 5.08 72,72,72,72 0
54 MG BA | 3424 1/1 0.85 0.21 5.06 72,72,72,72 0
54 MG DA | 3128 1/1 0.90 0.24 5.06 45,45,45,45 0
54 MG BA 3455 1/1 0.85 0.23 5.01 22.22.22.22 0
54 MG DA | 3040 1/1 0.93 0.26 4.96 48,48,48,48 0
54 MG BA | 3397 1/1 0.88 0.17 4.92 86,86,86,86 0
54 MG DA | 3578 1/1 0.97 0.22 4.86 29,29,29,29 0
54 MG DA | 3441 1/1 0.95 0.26 4.84 48,48,48,48 0
54 MG DA 3573 1/1 0.97 0.24 4.84 31,31,31,31 0
54 MG B3 101 1/1 0.94 0.35 4.80 51,51,51,51 0
54 MG DA | 3353 1/1 0.85 0.21 4.65 61,61,61,61 0
54 MG BA | 3252 1/1 0.93 0.33 4.64 36,36,36,36 0
o4 MG AA 1629 1/1 0.81 0.29 4.54 44,44 44 44 0
54 MG AD 302 1/1 0.84 0.29 4.53 7T 0
54 MG DA | 3017 1/1 0.89 0.20 4.46 50,50,50,50 0
54 MG BA 3103 1/1 0.92 0.20 4.45 29,29,29,29 0
54 MG DA | 3091 1/1 0.93 0.18 4.41 55,55,55,55 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
54 MG DA 3366 1/1 0.91 0.20 4.41 31,31,31,31 0
54 MG BA | 3026 1/1 0.89 0.19 4.38 52,52,52,52 0
54 MG BA | 3159 1/1 0.88 0.23 4.36 46,46,46,46 0
54 MG DA | 3156 1/1 0.95 0.20 4.32 35,35,35,35 0
54 MG BA | 3484 1/1 0.97 0.18 4.29 27,27,27,27 0
54 MG AA | 1619 1/1 0.74 0.27 4.18 86,86,86,86 0
54 MG CA 1607 1/1 0.89 0.21 4.17 50,50,50,50 0
54 MG CA 1751 1/1 0.88 0.26 4.04 61,61,61,61 0
54 | MG | BA | 3451 1/1 097 | 021 | 4.03 28,28,28,28 0
54 MG BB 206 1/1 0.83 0.20 4.00 57,57,57,57 0
54 MG DA | 3247 1/1 0.83 0.33 3.95 67,67,67,67 0
54 MG BA | 3492 1/1 0.93 0.21 3.89 27,27,27,27 0
54 MG BA | 3502 1/1 0.98 0.24 3.86 34,34,34,34 0
54 MG DA 3449 1/1 0.98 0.21 3.82 42,42,42.42 0
54 MG BA | 3337 1/1 0.60 0.21 3.76 49,49,49,49 0
o4 MG BA 3145 1/1 0.96 0.20 3.72 44.44.44 44 0
54 MG DA | 3167 1/1 0.83 0.21 3.45 51,51,51,51 0
54 | MG | DA 3549 1/1 098 | 0.20 | 3.41 45.45,45.45 0
54 MG BA | 3456 1/1 0.90 0.22 3.40 32,32,32,32 0
54 MG BA | 3170 1/1 0.93 0.22 3.33 29,29,29,29 0
54 MG DA 3514 1/1 0.94 0.19 3.33 42,42,42 42 0
54 MG DA | 3100 1/1 0.92 0.22 3.27 38,38,38,38 0
o4 MG DA 3010 1/1 0.95 0.18 3.10 42.42.42 49 0
o4 MG BA 3031 1/1 0.94 0.17 3.10 44,4444 44 0
54 MG BA | 3333 1/1 0.87 0.19 3.01 40,40,40,40 0
54 MG DA | 3083 1/1 0.97 0.23 2.98 37,37,37,37 0
54 MG BA | 3037 1/1 0.86 0.20 2.97 75,75,75,75 0
54 MG DA | 3052 1/1 0.97 0.37 2.95 52,52,52,52 0
54 MG BA | 3226 1/1 0.96 0.22 277 50,50,50,50 0
54 MG BB 220 1/1 0.97 0.18 2.75 60,60,60,60 0
54 MG DA | 3570 1/1 0.98 0.18 2.71 28,28,28,28 0
54 MG CA 1613 1/1 0.90 0.34 2.63 66,66,66,66 0
54 MG CA 1619 1/1 0.96 0.16 2.59 50,50,50,50 0
54 MG BA | 3006 1/1 0.97 0.19 2.57 25,25,25,25 0
54 MG BA | 3212 1/1 0.90 0.21 2.55 68,68,68,68 0
54 MG DA | 3123 1/1 0.91 0.23 2.55 53,53,53,53 0
54 MG BA | 3595 1/1 0.97 0.29 2.52 27,27,27,27 0
54 MG DA | 3241 1/1 0.95 0.27 2.49 35,35,35,35 0
54 | MG | BA 3019 1/1 092 | 0.18 | 247 34,34,34,34 0
54 MG CA 1690 1/1 0.96 0.25 2.46 64,64,64,64 0
54 MG DB 201 1/1 0.98 0.14 2.41 43,43,43,43 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
54 | MG | BA | 3130 | 1/1 0.96 | 0.23 | 2.40 43,43,43.43 0
54 MG BA | 3251 1/1 0.95 0.25 2.35 27,27,27,27 0
54 MG DA | 3014 1/1 0.97 0.19 2.33 31,31,31,31 0
54 | MG | DA 3491 1/1 0.94 | 0.19 | 2.31 44,4444 44 0
54 MG DF 301 1/1 0.90 0.30 2.26 50,50,50,50 0
54 MG BA | 3046 1/1 0.90 0.18 2.25 36,36,36,36 0
54 MG DA | 3219 1/1 0.95 0.16 2.14 38,38,38,38 0
54 MG DA | 3473 1/1 0.94 0.21 2.12 38,38,38,38 0
54 MG BA | 3368 1/1 0.78 0.21 2.09 53,53,53,53 0
54 | MG | DA |3414| 1/1 0.94 | 0.17 | 2.08 51,51,51,51 0
54 | MG | BA |3015| 1/1 0.89 | 0.18 | 2.04 18,48,48,48 0
54 MG DA | 3397 1/1 0.85 0.19 1.98 34,34,34,34 0
54 | MG | DA |3243| 1/1 097 | 022 | 1.98 98,28,28,28 0
54 MG BA | 3389 1/1 0.95 0.18 1.93 46,46,46,46 0
54 MG DA | 3396 1/1 0.96 0.17 1.93 52,52,52,52 0
54 MG DA | 3496 1/1 0.97 0.20 1.90 66,66,66,66 0
54 MG CA 1665 1/1 0.88 0.22 1.87 84,84,84,84 0
54 MG BA | 3328 1/1 0.98 0.20 1.87 30,30,30,30 0
54 MG BA | 3482 1/1 0.90 0.19 1.85 27,27,27,27 0
o4 MG BA 3500 1/1 0.98 0.17 1.84 44,4444 44 0
54 MG DA 3022 1/1 0.92 0.16 1.81 34,34,34,34 0
54 MG BA 3001 1/1 0.91 0.21 1.79 43,43,43,43 0
54 MG BA | 3083 1/1 0.92 0.18 1.77 43,43,43,43 0
54 MG DA 3248 1/1 0.90 0.18 1.75 42,42,42,42 0
54 MG CA 1680 1/1 0.90 0.23 1.74 78,78,78,78 0
54 MG BA | 3010 1/1 0.90 0.22 1.62 39,39,39,39 0
54 MG BA | 3558 1/1 0.98 0.19 1.58 28,28,28,28 0
54 MG CA 1729 1/1 0.90 0.17 1.56 81,81,81,81 0
54 | MG | DA |3471| 1/1 0.97 | 0.19 | 1.54 31,31,31,31 0
54 MG BA 3225 1/1 0.84 0.18 1.50 44,44,44,44 0
54 MG BA | 3161 1/1 0.93 0.18 1.50 40,40,40,40 0
54 MG BA | 3360 1/1 0.97 0.23 1.46 35,35,35,35 0
54 MG DA 3007 1/1 0.95 0.14 1.43 48,48,48,48 0
54 MG DA | 3223 1/1 0.86 0.18 1.37 54,54,54,54 0
54 MG BA 3155 1/1 0.94 0.19 1.34 41,41,41,41 0
54 MG DA 3216 1/1 0.94 0.15 1.32 51,51,51,51 0
54 MG BA | 3384 1/1 0.95 0.14 1.32 88,88,88,88 0
54 MG D1 101 1/1 0.98 0.22 1.24 38,38,38,38 0
54 MG DE 301 1/1 0.88 0.22 1.21 41,41,41,41 0
54 | MG | CA | 1726] 1/1 097 | 0.18 | 1.15 52,52,52.52 0
54 MG AA | 1607 1/1 0.76 0.18 1.14 78,78,78,78 0
54 MG BA | 3030 1/1 0.89 0.20 1.09 48,48,48,48 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
54 MG BA | 3052 1/1 0.95 0.17 1.07 52,52,52,52 0
54 MG BA | 3039 1/1 0.91 0.20 0.97 32,32,32,32 0
54 MG BA | 3471 1/1 0.89 0.18 0.94 27,27,27,27 0
54 MG AA | 1725 1/1 0.95 0.20 0.85 56,56,56,56 0
54 MG BA | 3200 1/1 0.98 0.18 0.80 31,31,31,31 0
54 MG BA | 3378 1/1 0.95 0.16 0.74 25,25,25,25 0
54 MG DA | 3417 1/1 0.87 0.16 0.69 31,31,31,31 0
54 MG BA | 3583 1/1 0.93 0.15 0.58 34,34,34,34 0
54 MG DA | 3363 1/1 0.98 0.18 0.52 26,26,26,26 0
54 MG BA | 3067 1/1 0.92 0.18 0.51 43,43,43,43 0
54 MG CA 1703 1/1 0.94 0.18 0.50 56,56,56,56 0
54 MG D8 102 1/1 0.85 0.28 0.49 45,45,45,45 0
54 MG BA | 3338 1/1 0.77 0.15 0.40 62,62,62,62 0
54 MG DA | 3169 1/1 0.91 0.16 0.32 45,45,45,45 0
54 MG DA | 3487 1/1 0.89 0.17 0.31 48,48,48,48 0
o4 MG BA 3468 1/1 0.91 0.18 0.31 24.24.24 24 0
54 MG CA 1728 1/1 0.97 0.16 0.15 60,60,60,60 0
54 MG BA | 3314 1/1 0.95 0.17 0.14 37,37,37,37 0
54 MG BG 201 1/1 0.85 0.21 0.07 60,60,60,60 0
54 MG CA 1612 1/1 0.88 0.14 0.05 65,65,65,65 0
54 MG BA | 3385 1/1 0.85 0.15 0.03 63,63,63,63 0
54 | MG | B8 | 101 | 1,1 0.99 | 0.21 | 0.02 51,51,51,51 0
54 MG BA | 3190 1/1 0.99 0.17 | -0.02 27,27,27,27 0
54 MG DA | 3555 1/1 0.93 0.14 | -0.03 56,56,56,56 0
54 MG DA | 3563 1/1 0.87 0.15 | -0.03 70,70,70,70 0
54 | MG | BB | 202 | 1/1 092 | 0.12 | -0.04 13,43,43.43 0
54 MG DA | 3477 1/1 0.94 0.15 | -0.06 53,53,53,53 0
54 MG BA | 3457 1/1 0.95 0.19 | -0.06 27,27,27,27 0
55 ZN AD 301 1/1 0.96 0.28 | -0.06 74,74,74,74 0
54 MG BA | 3323 1/1 0.90 0.17 | -0.07 23,23,23,23 0
54 MG BA | 3027 1/1 0.93 0.15 | -0.08 38,38,38,38 0
54 MG BA | 3205 1/1 0.89 0.12 | -0.09 54,54,54,54 0
54 MG DA | 3404 1/1 0.98 0.14 | -0.09 36,36,36,36 0
54 MG DA | 3562 1/1 0.97 0.14 | -0.12 58,58,58,58 0
54 MG CA 1737 1/1 0.93 0.13 | -0.15 89,89,89,89 0
54 MG DA | 3333 1/1 0.93 0.15 | -0.17 37,37,37,37 0
54 MG DA | 3568 1/1 0.94 0.11 | -0.18 78,78,78,78 0
54 MG BA 3369 1/1 0.71 0.13 -0.22 92,52,52,52 0
54 MG DA | 3418 1/1 0.98 0.15 | -0.25 31,31,31,31 0
55 ZN CD 301 1/1 0.93 0.26 | -0.29 71,71,71,71 0
54 MG DA | 3375 1/1 0.93 0.14 | -0.29 31,31,31,31 0
54 MG BD 303 1/1 0.96 0.18 | -0.32 35,35,35,35 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
54 MG DA | 3090 1/1 0.89 0.11 | -0.34 53,53,53,53 0
54 MG D8 101 1/1 0.94 0.15 | -0.35 48,48,48.,48 0
54 MG BA | 3327 1/1 0.99 0.18 | -0.35 23,23,23,23 0
54 MG BA | 3458 1/1 0.92 0.17 | -0.37 35,35,35,35 0
54 MG DA | 3434 1/1 0.85 0.14 | -0.39 60,60,60,60 0
54 MG DA | 3047 1/1 0.94 0.15 | -0.40 38,38,38,38 0
54 MG CA 1655 1/1 0.93 0.22 | -0.45 98,98,98,98 0
54 MG DA | 3015 1/1 0.93 0.13 | -0.47 38,38,38,38 0
55 ZN BY 201 1/1 0.92 0.11 | -0.52 69,69,69,69 0
54 MG DA | 3558 1/1 0.93 0.15 | -0.55 36,36,36,36 0
54 MG BA | 3599 1/1 0.97 0.17 | -0.55 30,30,30,30 0
54 MG CA 1709 1/1 0.96 0.13 | -0.56 63,63,63,63 0
54 MG BA | 3425 1/1 0.91 0.15 | -0.56 53,53,53,53 0
54 MG DA | 3051 1/1 0.95 0.14 | -0.57 38,38,38,38 0
54 MG BA | 3445 1/1 0.96 0.17 | -0.59 31,31,31,31 0
54 MG BB 215 1/1 0.90 0.17 | -0.62 65,65,65,65 0
54 MG BA 3028 1/1 0.95 0.15 -0.62 22,22.22.22 0
54 MG BA | 3227 1/1 0.97 0.14 | -0.62 32,32,32,32 0
54 MG DA | 3550 1/1 0.93 0.13 | -0.67 58,58,58,58 0
54 MG BA | 3481 1/1 0.94 0.16 | -0.67 25,25,25,25 0
54 MG DA | 3452 1/1 0.87 0.10 | -0.68 90,90,90,90 0
o4 MG DA 3393 1/1 0.95 0.14 -0.77 41,41,41,41 0
55 ZN B6 101 1/1 0.99 0.11 | -0.80 48,48,48,48 0
54 MG CA 1718 1/1 0.91 0.15 | -0.84 83,83,83,83 0
54 MG BA | 3487 1/1 0.96 0.15 | -0.85 20,20,20,20 0
54 MG BA | 3466 1/1 0.98 0.16 | -0.85 39,39,39,39 0
54 MG DA | 3450 1/1 0.93 0.10 | -0.95 67,67,67,67 0
54 MG DA | 3364 1/1 0.87 0.13 | -0.98 32,32,32,32 0
54 MG AA | 1702 1/1 0.76 0.16 | -0.98 68,68,68,68 0
54 MG BA | 3358 1/1 0.81 0.12 | -1.00 55,55,55,55 0
54 MG BA | 3511 1/1 0.97 0.15 | -1.03 32,32,32,32 0
54 MG DA | 3045 1/1 0.95 0.12 | -1.04 38,38,38,38 0
54 | MG | DA |3444| 1/1 092 | 0.14 | -1.07 A1,41,41,41 0
54 MG BA | 3435 1/1 0.94 0.15 | -1.07 48,48,48,48 0
o4 MG AA 1631 1/1 0.95 0.16 -1.08 41,41,41,41 0
54 MG BA | 3366 1/1 0.84 0.15 | -1.12 83,83,83,83 0
55 ZN B4 101 1/1 0.87 0.07 | -1.13 | 199,199,199,199 0
5o ZN AN 101 1/1 0.85 0.12 -1.13 | 117,117,117,117 0
55 ZN D5 102 1/1 0.98 0.08 | -1.15 69,69,69,69 0
54 MG CA 1750 1/1 0.91 0.11 | -1.15 78,78,78,78 0
54 MG DA 3513 1/1 0.92 0.14 -1.16 34,34,34,34 0
55 ZN D6 101 1/1 0.98 0.07 | -1.17 63,63,63,63 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
54 MG DA | 3376 1/1 0.97 0.14 | -1.20 30,30,30,30 0
54 MG DA | 3476 1/1 0.82 0.13 | -1.22 66,66,66,66 0
54 MG DA | 3043 1/1 0.96 0.10 | -1.23 54,54,54,54 0
54 MG DA 3564 1/1 0.95 0.10 -1.24 61,61,61,61 0
54 MG BA | 3271 1/1 0.97 0.14 | -1.26 30,30,30,30 0
54 MG BA | 3218 1/1 0.90 0.15 | -1.29 55,55,55,55 0
55 ZN B5 101 1/1 0.99 0.09 | -1.34 45,45,45,45 0
54 MG BA | 3475 1/1 0.98 0.14 | -1.34 39,39,39,39 0
54 MG BA | 3585 1/1 0.91 0.10 | -1.37 52,52,52,52 0
54 MG BE 303 1/1 0.97 0.13 | -1.38 26,26,26,26 0
54 MG BA | 3331 1/1 0.92 0.15 | -1.39 48,48,48,48 0
54 MG DA 3053 1/1 0.95 0.14 -1.45 40,40,40,40 0
54 MG DA | 3511 1/1 0.95 0.09 | -1.46 49,49,49,49 0
55 ZN D4 101 1/1 0.58 0.08 -1.48 | 214,214,214,214 0
54 MG DA | 3352 1/1 0.92 0.11 | -1.48 33,33,33,33 0
54 MG AA | 1728 1/1 0.96 0.12 | -1.49 53,53,53,53 0
54 MG BA | 3036 1/1 0.94 0.13 | -1.50 36,36,36,36 0
54 MG BA | 3631 1/1 0.99 0.16 | -1.50 26,26,26,26 0
54 MG BA | 3462 1/1 0.84 0.09 | -1.50 43,43,43,43 0
55 ZN B9 101 1/1 0.99 0.08 | -1.53 50,50,50,50 0
54 MG DA | 3540 1/1 0.95 0.10 | -1.54 53,53,53,53 0
54 MG DA | 3378 1/1 0.92 0.15 | -1.59 33,33,33,33 0
o4 MG BA 3380 1/1 0.98 0.14 -1.61 26,26,26,26 0
54 MG BA 3414 1/1 0.86 0.12 -1.61 29,29,29,29 0
54 MG DA 3160 1/1 0.96 0.09 -1.61 42,42,42.42 0
54 MG BA 3514 1/1 0.87 0.12 -1.62 61,61,61,61 0
54 MG BB 201 1/1 0.95 0.12 | -1.63 57,57,57,57 0
54 MG BA | 3433 1/1 0.93 0.09 | -1.70 55,55,55,55 0
54 MG DA | 3370 1/1 0.88 0.10 | -1.70 32,32,32,32 0
54 | MG | BA |3231| 1/1 0.90 | 0.11 | -1.75 AT AT AT AT 0
54 MG BA | 3446 1/1 0.94 0.15 | -1.78 30,30,30,30 0
54 MG BA | 3401 1/1 0.93 0.14 | -1.80 58,58,58,58 0
54 MG BA | 3332 1/1 0.90 0.09 | -1.88 50,50,50,50 0
54 MG DA | 3137 1/1 0.93 0.11 | -1.89 38,38,38,38 0
54 MG BA | 3033 1/1 0.95 0.10 | -1.89 36,36,36,36 0
54 MG BA | 3132 1/1 0.92 0.12 | -1.92 33,33,33,33 0
55 ZN D9 101 1/1 0.95 0.06 | -1.97 65,65,65,65 0
55 ZN CN 101 1/1 0.97 0.08 | -2.00 | 107,107,107,107 0
54 MG BA | 3495 1/1 0.94 0.13 | -2.05 35,35,35,35 0
54 MG BA 3480 1/1 0.97 0.13 -2.14 31,31,31,31 0
54 MG BA | 3444 1/1 0.93 0.11 | -2.20 53,53,53,53 0
54 MG BA | 3158 1/1 0.98 0.09 | -2.20 40,40,40,40 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
54 MG BA | 3448 1/1 0.87 0.15 | -2.20 38,38,38,38 0
o4 MG AA 1709 1/1 0.72 0.15 -2.23 | 101,101,101,101 0
54 MG BA | 3538 1/1 0.93 0.10 | -2.33 66,66,66,66 0
54 MG B8 102 1/1 0.94 0.10 | -2.35 61,61,61,61 0
54 MG DA | 3358 1/1 0.84 0.12 | -2.37 39,39,39,39 0
54 MG DA | 3502 1/1 0.98 0.11 | -2.37 37,37,37,37 0
54 MG CA 1722 1/1 0.98 0.08 | -2.39 71,71,71,71 0
54 MG BA | 3508 1/1 0.96 0.14 | -2.39 29,29,29,29 0
o4 MG DA 3419 1/1 0.91 0.11 -2.40 44.44.44 44 0
54 MG AA | 1634 1/1 0.91 0.10 | -2.48 56,56,56,56 0
54 MG AA 1691 1/1 0.96 0.12 -2.48 43,43,43,43 0
54 MG DA | 3403 1/1 0.99 0.07 | -2.51 34,34,34,34 0
54 | MG B9 | 102 | 1/1 096 | 0.12 | -2.56 28,28,28,28 0
54 MG AA | 1662 1/1 0.94 0.12 | -2.58 58,58,58,58 0
54 MG DA | 3362 1/1 0.96 0.10 | -2.62 26,26,26,26 0
54 MG DA | 3068 1/1 0.98 0.12 | -2.63 33,33,33,33 0
54 MG DA | 3469 1/1 0.93 0.07 | -2.63 56,56,56,56 0
54 MG DA | 3421 1/1 0.90 0.10 | -2.64 93,93,93,93 0
54 | MG | AA | 1701 1/1 096 | 0.12 | -2.72 18,48,48,48 0
54 MG AA | 1694 1/1 0.94 0.08 | -2.73 80,80,80,80 0
54 MG CA 1700 1/1 0.91 0.09 | -2.77 70,70,70,70 0
54 MG BA | 3464 1/1 0.97 0.11 | -2.81 39,39,39,39 0
54 MG DA | 3474 1/1 0.97 0.10 | -2.83 30,30,30,30 0
54 MG BA | 3606 1/1 0.97 0.10 | -2.84 34,34,34,34 0
54 MG BA | 3447 1/1 0.98 0.14 | -2.93 29,29,29,29 0
54 MG DA | 3350 1/1 0.97 0.11 | -2.99 A7.47,47,47 0
54 MG DA | 3361 1/1 0.81 0.10 | -3.08 30,30,30,30 0
o4 MG DA 3456 1/1 0.90 0.08 -3.08 42,42,42 42 0
54 MG DA | 3105 1/1 0.98 0.09 | -3.13 46,46,46,46 0
55 ZN DY 201 1/1 0.96 0.05 | -3.13 94,94,94,94 0
54 MG DA 3151 1/1 0.91 0.11 -3.22 43,43,43,43 0
54 MG BA | 3469 1/1 0.91 0.15 | -3.28 40,40,40,40 0
54 MG BQ 204 1/1 0.85 0.10 | -3.30 43,43,43,43 0
54 MG DA | 3412 1/1 0.89 0.09 | -3.33 58,58,58,58 0
54 MG BA | 3490 1/1 0.94 0.10 | -3.39 28,28,28,28 0
54 MG BA | 3309 1/1 0.98 0.10 | -3.40 31,31,31,31 0
54 | MG | CA | 1724| 1/1 0.97 | 0.11 | -3.40 49,49,49,49 0
54 MG BA | 3483 1/1 0.98 0.13 | -3.42 28,28,28,28 0
54 MG BA | 3498 1/1 0.98 0.08 | -3.50 32,32,32,32 0
54 | MG | BA | 3566 | 1/1 091 | 0.14 | -3.50 44,4444 44 0
54 MG DA | 3454 1/1 0.85 0.08 | -3.54 64,64,64,64 0
54 MG DA | 3431 1/1 0.91 0.10 | -3.55 59,59,59,59 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
54 MG BA | 3601 1/1 0.91 0.14 | -3.59 76,76,76,76 0
o4 MG CA 1732 1/1 0.87 0.12 -3.61 | 110,110,110,110 0
o4 MG BA 3578 1/1 0.91 0.10 -3.69 44,44 44 44 0
54 MG DA | 3023 1/1 0.96 0.06 | -3.73 43,43,43,43 0
54 MG BA | 3355 1/1 0.93 0.14 | -3.74 29,29,29,29 0
54 MG BA | 3485 1/1 0.97 0.10 | -3.76 32,32,32,32 0
54 MG BA | 3560 1/1 0.95 0.08 | -3.77 74,74,74,74 0
54 MG CA 1754 1/1 0.91 0.05 | -3.83 74,74,74,74 0
54 MG CA 1628 1/1 0.93 0.09 | -3.88 75,75,75,75 0
54 MG BA | 3619 1/1 0.96 0.13 | -3.92 64,64,64,64 0
54 MG DA | 3377 1/1 0.99 0.07 | -3.95 33,33,33,33 0
54 MG BA | 3453 1/1 0.95 0.08 | -3.95 46,46,46,46 0
54 MG DA | 3038 1/1 0.99 0.08 | -4.01 37,37,37,37 0
54 MG BA 3541 1/1 0.96 0.09 -4.20 42,42,42 .42 0
o4 MG BA 3517 1/1 0.95 0.11 -4.21 26,26,26,26 0
54 MG BA | 3525 1/1 0.90 0.14 | -4.25 35,35,35,35 0
54 MG BA | 3411 1/1 0.87 0.08 | -4.26 63,63,63,63 0
54 MG BA | 3603 1/1 0.98 0.08 | -4.48 40,40,40,40 0
54 MG BA | 3416 1/1 0.99 0.08 | -4.54 25,25,25,25 0
54 MG AA | 1685 1/1 0.96 0.10 | -4.57 71,71,71,71 0
54 MG DA | 3579 1/1 0.94 0.08 | -4.64 57,57,57,57 0
54 MG BA | 3548 1/1 0.93 0.13 | -4.65 29,29,29,29 0
o4 MG DA 3574 1/1 0.95 0.07 -4.70 41,41,41,41 0
54 MG DA | 3359 1/1 0.95 0.10 | -4.72 33,33,33,33 0
54 MG DA | 3406 1/1 0.95 0.07 | -4.75 58,58,58,58 0
54 MG BA | 3312 1/1 0.98 0.10 | -4.78 51,51,51,51 0
54 MG DA | 3501 1/1 0.96 0.08 | -4.81 58,58,58,58 0
54 MG BA | 3441 1/1 0.95 0.09 | -4.99 56,56,56,56 0
o4 MG BA 3629 1/1 0.96 0.09 -5.05 24,24,24 24 0
54 MG DA | 3389 1/1 0.96 0.07 | -5.08 51,51,51,51 0
54 | MG | DA |3411| 1/1 092 | 0.11 | -5.15 49,49,49,49 0
54 MG BA | 3350 1/1 0.99 0.09 | -5.27 40,40,40,40 0
54 MG DA | 3539 1/1 0.94 0.09 | -5.39 67,67,67,67 0
54 MG BA | 3415 1/1 0.96 0.08 | -5.46 33,33,33,33 0
54 MG DA | 3369 1/1 0.96 0.07 | -5.55 50,50,50,50 0
54 MG DA | 3519 1/1 0.98 0.07 | -5.68 52,52,52,52 0
54 | MG | BA |3655| 1/1 0.94 | 0.12 | -6.01 AT AT AT AT 0
54 MG DA | 3429 1/1 0.95 0.07 | -6.08 56,56,56,56 0
54 MG BA | 3463 1/1 0.99 0.09 | -6.12 28,28,28,28 0
54 MG CA 1747 1/1 0.73 0.11 | -6.23 95,95,95,95 0
54 MG BA | 3336 1/1 0.94 0.11 | -6.35 45,45,45,45 0
54 MG BA | 3635 1/1 0.98 0.08 | -6.89 23,23,23,23 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
54 MG AA | 1715 1/1 0.97 0.10 | -7.07 61,61,61,61 0
54 MG BA | 3591 1/1 0.99 0.10 | -8.74 34,34,34,34 0
54 MG BA | 3348 1/1 0.93 0.08 | -8.76 59,59,59,59 0
54 MG BA 3430 1/1 0.98 0.06 | -12.41 49,49,49,49 0
54 MG CA 1614 1/1 0.94 0.44 - 85,85,85,85 0
54 MG BA | 3617 1/1 0.95 0.07 - 94,94,94,94 0
54 MG DA | 3298 1/1 0.79 0.26 - 49,49,49,49 0
54 MG DA | 3356 1/1 0.94 0.16 - 60,60,60,60 0
54 | MG | DP | 201 | 1/1 0.91 | 0.18 _ 54,5454 54 0
54 MG BA | 3244 1/1 0.95 0.14 - 30,30,30,30 0
54 MG CA 1684 1/1 0.73 0.33 - 91,91,91,91 0
54 MG BA | 3477 1/1 0.80 0.11 - 53,53,53,53 0
54 | MG | DA 3231 1/1 0.97 | 0.18 ; 41,41 41 41 0
54 MG AA 1641 1/1 0.98 0.17 - 42,42,42 .42 0
54 MG DA | 3466 1/1 0.80 0.15 - 68,68,68,68 0
54 | MG | BA |3319| 1/1 0.99 | 0.12 _ 54,5454, 54 0
54 | MG | BA |3016]| 1,1 0.82 | 0.22 _ AT AT AT AT 0
54 MG CA 1735 1/1 0.94 0.28 - 69,69,69,69 0
54 MG DA | 3301 1/1 0.95 0.46 - 50,50,50,50 0
54 MG CA 1760 1/1 0.97 0.09 - 87,87,87,87 0
54 MG CA 1698 1/1 0.88 0.10 - 47,4747 .47 0
54 MG DA | 3024 1/1 0.85 0.35 - 47,47 47,47 0
54 MG DA | 3387 1/1 0.89 0.11 - 60,60,60,60 0
54 | MG | DA |3510| 1/1 0.94 | 0.10 _ 74,74,74,74 0
54 MG DA | 3290 1/1 0.75 0.48 - 58,58,58,58 0
54 MG CA 1707 1/1 0.80 0.19 - 94,94,94,94 0
54 MG BA | 3035 1/1 0.88 0.19 - 45,45,45,45 0
54 MG BA | 3516 1/1 0.92 0.25 - 63,63,63,63 0
54 MG DA | 3516 1/1 0.98 0.20 - 32,32,32,32 0
54 MG DA | 3526 1/1 0.85 0.12 - 98,98,98,98 0
54 | MG | DA |3260| 1/1 0.89 | 0.20 _ A1,41,41 41 0
54 MG BA | 3339 1/1 0.85 0.11 - 70,70,70,70 0
54 MG BA | 3527 1/1 0.98 0.18 - 29,29,29,29 0
54 MG DA | 3073 1/1 0.89 0.52 - 68,68,68,68 0
54 MG DA | 3055 1/1 0.80 0.32 - 56,56,56,56 0
54 MG BO 101 1/1 0.89 0.18 - 39,39,39,39 0
54 MG BA | 3160 1/1 0.96 0.36 - 39,39,39,39 0
54 MG AA | 1615 1/1 0.94 0.36 - 54,54,54,54 0
54 | MG | BA |3115| 1/1 0.93 | 0.12 ; 45.,45,45.45 0
54 MG BA | 3210 1/1 0.90 0.20 - 40,40,40,40 0
54 MG BA 3377 1/1 0.91 0.22 - 32,32,32,32 0
54 MG DA | 3453 1/1 0.96 0.07 - 79,79,79,79 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
54 MG BA | 3609 1/1 0.86 0.10 - 75,75,75,75 0
54 MG BA | 3288 1/1 0.85 0.21 - 66,66,66,66 0
54 MG BA | 3224 1/1 0.94 0.28 - 50,50,50,50 0
54 MG DA | 3278 1/1 0.67 0.07 - 83,83,83,83 0
54 MG BA | 3275 1/1 0.95 0.29 - 26,26,26,26 0
54 MG CA 1695 1/1 0.90 0.35 - 50,50,50,50 0
54 | MG | BA 3025 1/1 0.91 | 0.22 ; 18,48,48,48 0
54 | MG | AA | 1724| 1/1 0.97 | 0.28 _ 74,74,74,74 0
54 MG BA | 3580 1/1 0.87 0.15 - 49,49,49,49 0
54 MG BA | 3274 1/1 0.97 0.29 - 26,26,26,26 0
54 MG BA | 3513 1/1 0.95 0.09 - 86,86,86,86 0
54 MG BA | 3565 1/1 0.93 0.07 - 68,68,68,68 0
54 MG BA | 3174 1/1 0.95 0.18 - 32,32,32,32 0
54 MG CA 1649 1/1 0.86 0.41 - 66,66,66,66 0
o4 MG BA 3197 1/1 0.92 0.35 - 41,41,41,41 0
54 MG DA | 3423 1/1 0.98 0.16 - 32,32,32,32 0
54 MG BB 218 1/1 0.91 0.09 - 45,45,45,45 0
54 MG BA | 3573 1/1 0.97 0.21 - 23,23,23,23 0
54 MG BA 3640 1/1 0.96 0.14 - 116,116,116,116 0
54 MG BA | 3607 1/1 0.94 0.17 - 99,99,99,99 0
54 MG CA 1639 1/1 0.89 0.26 - 76,76,76,76 0
54 MG BA | 3632 1/1 0.95 0.05 - 54,54,54,54 0
54 MG AA | 1661 1/1 0.82 0.26 - 55,55,55,55 0
54 MG CA 1716 1/1 0.90 0.15 - 102,102,102,102 0
54 MG DA | 3383 1/1 0.88 0.10 - 54,54,54,54 0
54 MG AA | 1729 1/1 0.77 0.08 - 80,80,80,80 0
54 | MG | BA 3150 | 1/1 0.92 | 0.12 ; 42,42 42,42 0
54 MG DA | 3238 1/1 0.90 0.45 - 56,56,56,56 0
54 MG DA | 3489 1/1 0.92 0.14 - 79,79,79,79 0
54 MG DA | 3495 1/1 0.90 0.06 - 83,83,83,83 0
54 | MG | DA 3200 1/1 0.92 | 0.25 ; 34,34,34,34 0
54 | MG | BB | 211 | 1/1 0.90 | 0.21 ; A7 A7 47 AT 0
54 MG DA | 3027 1/1 0.91 0.35 - 56,56,56,56 0
54 | MG | DA |3108| 1/1 0.95 | 0.11 ; 42,42 42,42 0
54 MG BA | 3056 1/1 0.89 0.16 - D7,57,57,57 0
54 MG BA | 3657 1/1 0.95 0.46 - 65,65,65,65 0
54 MG BB 207 1/1 0.86 0.20 - 52,52,52,52 0
54 MG BA | 3594 1/1 0.90 0.05 - 86,86,86,86 0
54 MG BA | 3276 1/1 0.96 0.24 - 23,23,23,23 0
54 MG BA | 3413 1/1 0.94 0.12 - 57,57,57,57 0
54 MG BA | 3295 1/1 0.93 0.59 - 54,54,54,54 0
54 MG DA | 3289 1/1 0.85 0.58 - 54,54,54,54 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
54 MG BA | 3596 1/1 0.98 0.07 - 48,48,48,48 0
54 MG BA | 3304 1/1 0.83 0.35 - 54,54,54,54 0
54 | MG | DA |3336]| 1/1 0.99 | 0.17 _ 41,41,41,41 0
54 MG BA | 3003 1/1 0.91 0.30 - 74,74,74,74 0
54 MG CA 1602 1/1 0.91 0.40 - 62,62,62,62 0
54 MG B5 103 1/1 0.92 0.08 - 57,57,57,57 0
54 MG BA | 3023 1/1 0.97 0.14 - 52,52,52,52 0
o4 MG BA 3341 1/1 0.94 0.05 - 44,4444 44 0
o4 MG DA 3445 1/1 0.92 0.17 - 42.42.42 49 0
54 MG DA | 3438 1/1 0.82 0.17 - 90,90,90,90 0
54 MG AA | 1682 1/1 0.90 0.13 - 76,76,76,76 0
54 MG CA 1635 1/1 0.86 0.10 - 60,60,60,60 0
54 MG BA | 3365 1/1 0.97 0.07 - 69,69,69,69 0
54 MG AA | 1718 1/1 0.86 0.05 - 96,96,96,96 0
54 MG CE 201 1/1 0.69 0.57 - NN 0
54 MG DA | 3572 1/1 0.98 0.10 - 71,71,71,71 0
54 MG DA | 3392 1/1 0.96 0.14 - 35,35,35,35 0
54 MG BA | 3179 1/1 0.89 0.27 - 37,37,37,37 0
54 MG BA | 3310 1/1 0.97 0.35 - 23,23,23,23 0
54 MG CA 1623 1/1 0.97 0.39 - 43,43,43,43 0
54 MG DA | 3159 1/1 0.94 0.20 - 45,45,45,45 0
54 MG BA | 3387 1/1 0.94 0.06 - 63,63,63,63 0
54 MG AA | 1681 1/1 0.87 0.24 - 50,50,50,50 0
54 MG DA | 3458 1/1 0.89 0.05 - 62,62,62,62 0
54 | MG | BA | 3144 1/1 0.90 | 0.25 ; 16,46,46,46 0
54 MG BA | 3334 1/1 0.97 0.10 - 51,51,51,51 0
54 MG DA | 3239 1/1 0.79 0.55 - 58,58,58,58 0
54 MG CA 1632 1/1 0.85 0.27 - 69,69,69,69 0
o4 MG BA 3392 1/1 0.95 0.13 - 110,110,110,110 0
54 MG DA | 3101 1/1 0.98 0.19 - 39,39,39,39 0
54 MG BA | 3047 1/1 0.97 0.31 - 35,35,35,35 0
54 MG BA | 3546 1/1 0.91 0.18 - 73,73,73,73 0
54 MG CA 1659 1/1 0.97 0.20 - 48,48,48,48 0
54 MG BA | 3234 1/1 0.81 0.15 - 69,69,69,69 0
54 MG AA | 1727 1/1 0.91 0.09 - 61,61,61,61 0
54 MG CA 1673 1/1 0.91 0.60 - D7,57,57,57 0
54 MG CA 1605 1/1 0.92 0.34 - 67,67,67,67 0
54 MG CA 1638 1/1 0.89 0.26 - 52,52,52,52 0
54 MG BA | 3412 1/1 0.96 0.17 - 78,78,78,78 0
54 MG DA | 3254 1/1 0.88 0.19 - 64,64,64,64 0
54 MG DA | 3170 1/1 0.83 0.13 - 56,56,56,56 0
54 MG BA | 3436 1/1 0.93 0.13 - 70,70,70,70 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
54 MG BV 201 1/1 0.79 0.22 - 67,67,67,67 0
54 MG DA | 3005 1/1 0.97 0.23 - NN 0
o4 MG DA 3372 1/1 0.90 0.15 - 41,41,41,41 0
54 MG BA | 3075 1/1 0.85 0.19 - 46,46,46,46 0
54 MG DA | 3330 1/1 0.98 0.12 - 37,37,37,37 0
54 MG DA | 3503 1/1 0.93 0.24 - 34,34,34,34 0
54 MG BA | 3630 1/1 0.98 0.08 - 34,34,34,34 0
54 MG BA | 3423 1/1 0.99 0.17 - 33,33,33,33 0
o4 MG BA 3277 1/1 0.98 0.37 - 22,22.22.22 0
54 MG AA ] 1620 1/1 0.87 0.17 - 65,65,65,65 0
54 MG AA | 1704 1/1 0.79 0.16 - 86,86,86,86 0
54 | MG | BA 3302 1/1 097 | 0.14 ; A7 A7 47 AT 0
54 | MG | DR | 201 | 1/1 0.94 | 0.31 ; 40,40,40,40 0
54 MG AA | 1698 1/1 0.98 0.15 - 69,69,69,69 0
54 MG DA | 3566 1/1 0.98 0.13 - 54,54,54,54 0
54 MG AA | 1655 1/1 0.90 0.47 - 43,43,43,43 0
54 | MG | BA |3454| 1/1 0.98 | 0.12 _ 25,25,25.25 0
54 MG DA | 3322 1/1 0.90 0.39 - 49,49,49,49 0
54 MG DA | 3075 1/1 0.71 0.26 - 58,58,58,58 0
54 MG BA | 3410 1/1 0.91 0.09 - T 0
54 MG DA | 3571 1/1 0.93 0.14 - 55,55,55,55 0
54 MG DA | 3285 1/1 0.97 0.04 - 64,64,64,64 0
54 MG DB 203 1/1 0.95 0.40 - 58,58,58,58 0
54 | MG | BA |3l75]| 1/1 0.90 | 0.14 _ 43,4343 43 0
54 MG BA | 3581 1/1 0.79 0.11 - 86,86,86,86 0
54 MG BA | 3216 1/1 0.79 0.30 - 43,43,43,43 0
54 MG DA | 3457 1/1 0.88 0.08 - 64,64,64,64 0
54 MG BA | 3073 1/1 0.90 0.42 - 52,52,52,52 0
54 MG BA | 3086 1/1 0.90 0.95 - D7,57,57,57 0
54 MG BA | 3593 1/1 0.70 0.21 - 84,84,84,84 0
54 MG DA | 3424 1/1 0.80 0.10 - 52,52,52,52 0
54 MG BA | 3353 1/1 0.89 0.20 - 91,91,91,91 0
54 | MG | DA |3118| 1/1 094 | 0.24 ; 13,43,43,43 0
54 | MG | BA 3296 | 1/1 0.96 | 0.22 ; 13,43,43.43 0
54 MG AA | 1665 1/1 0.96 0.10 - 51,51,51,51 0
54 MG CA 1675 1/1 0.94 0.59 - 61,61,61,61 0
54 MG AA | 1687 1/1 0.95 0.18 - 62,62,62,62 0
54 MG BA | 3202 1/1 0.95 0.16 - 48,48,48,48 0
54 MG BA | 3647 1/1 0.96 0.15 - 70,70,70,70 0
54 MG AA ] 1689 1/1 0.90 0.06 - 99,99,99,99 0
54 MG DA | 3598 1/1 0.95 0.11 - 76,76,76,76 0
54 | MG | BB | 214 | 1/1 0.97 | 0.12 _ 40,40,40,40 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
54 | MG | CA |1634| 1/1 0.92 | 0.18 _ 64.64,64,64 0
54 MG BA | 3005 1/1 0.93 0.28 - 60,60,60,60 0
54 MG BA | 3018 1/1 0.85 0.60 - 40,40,40,40 0
54 MG DA | 3533 1/1 0.97 0.10 - 89,89,89,89 0
54 MG DA | 3058 1/1 0.74 0.43 - 58,58,58,58 0
54 MG DA | 3152 1/1 0.89 0.44 - 61,61,61,61 0
54 MG BA | 3559 1/1 0.93 0.07 - 71,71,71,71 0
54 MG CA 1723 1/1 0.96 0.13 - 55,55,55,55 0
54 MG AA ] 1609 1/1 0.87 0.27 - 51,51,51,51 0
54 MG BA | 3381 1/1 0.96 0.06 - 66,66,66,66 0
54 MG CA 1686 1/1 0.81 0.21 - 61,61,61,61 0
54 MG CA 1748 1/1 0.97 0.06 - 58,58,58,58 0
54 MG BA | 3002 1/1 0.89 0.34 - 51,51,51,51 0
54 | MG | DA |3032| 1/1 0.98 | 0.21 _ 49,49,49,49 0
54 MG DA | 3472 1/1 0.95 0.33 - 50,50,50,50 0
54 MG BA | 3382 1/1 0.94 0.19 - 100,100,100,100 0
54 MG CA 1739 1/1 0.89 0.12 - 87,87,87,87 0
54 MG AA | 1703 1/1 0.98 0.05 - 66,66,66,66 0
54 MG BA | 3222 1/1 0.89 0.49 - 60,60,60,60 0
54 MG BA | 3351 1/1 0.95 0.08 - 60,60,60,60 0
54 MG AA | 1720 1/1 0.97 0.07 - 68,68,68,68 0
o4 MG BA 3611 1/1 0.97 0.07 - 44,44 .44 44 0
54 MG AA | 1604 1/1 0.88 0.15 - 73,73,73,73 0
54 MG DA | 3082 1/1 0.96 0.42 - 36,36,36,36 0
54 MG BA | 3486 1/1 0.85 0.17 - 75,75,75,75 0
54 MG BA | 3143 1/1 0.87 0.21 - 30,30,30,30 0
54 MG BA | 3442 1/1 0.70 0.16 - 76,76,76,76 0
54 MG BA | 3322 1/1 0.97 0.08 - 37,37,37,37 0
54 MG CA 1744 1/1 0.97 0.06 - 83,83,83,83 0
54 | MG | DA |3l16]| 1,1 0.92 | 0.20 _ 43,4343 43 0
54 MG BO 103 1/1 0.94 0.12 - 89,89,89,89 0
54 MG BA | 3345 1/1 0.98 0.10 - 71,71,71,71 0
54 | MG | BP | 201 | 1/1 0.84 | 0.13 ; 45,45,45.45 0
54 MG BA | 3068 1/1 0.84 0.40 - 50,50,50,50 0
54 MG BA | 3124 1/1 0.92 0.19 - 33,33,33,33 0
54 | MG | BA |3022] 1,1 0.92 | 0.26 _ 46,46,46,46 0
54 MG DA | 3287 1/1 0.89 0.27 - 57,57,57,57 0
54 | MG | BA |3217| 1/1 0.89 | 0.23 ; 41,4141 41 0
54 MG BA | 3044 1/1 0.99 0.08 - 33,33,33,33 0
54 | MG | DA 3326 1/1 0.90 | 0.21 ; 16,46,46,46 0
54 MG D5 101 1/1 0.85 0.35 - 52,52,52,52 0
54 MG BA | 3263 1/1 0.96 0.38 - 36,36,36,36 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
54 MG AA | 1646 1/1 0.82 0.22 - 59,59,59,59 0
54 MG CA 1727 1/1 0.97 0.17 - 46,46,46,46 0
o4 MG DE 302 1/1 0.94 0.35 - 21,21,21,21 0
54 MG BA | 3652 1/1 0.96 0.06 - 97,97,97,97 0
54 MG DA | 3355 1/1 0.99 0.13 - 49,49,49,49 0
54 MG DA | 3388 1/1 0.97 0.14 - 43,43,43,43 0
54 MG AA | 1605 1/1 0.93 0.17 - 66,66,66,66 0
54 | MG | BA |3106]| 1,1 0.96 | 0.22 _ 52,52,52.52 0
54 MG CA 1641 1/1 0.96 0.09 - 52,52,52,52 0
54 MG BA | 3128 1/1 0.86 0.18 - 49,49,49,49 0
54 MG CA 1647 1/1 0.97 0.15 - 86,86,86,86 0
54 MG DA | 3384 1/1 0.89 0.08 - 45,45,45,45 0
54 | MG | DA 3281 1/1 0.88 | 0.20 ; 42,4242 42 0
54 MG BA 3646 1/1 0.76 0.18 - 142,142,142,142 0
54 MG DA | 3470 1/1 0.90 0.10 - 47,47 47,47 0
54 MG DA | 3025 1/1 0.85 0.27 - 49,49,49,49 0
54 MG DA | 3050 1/1 0.98 0.27 - 34,34,34,34 0
54 | MG | BA |3119| 1/1 0.88 | 0.34 ; 42,4242 42 0
54 MG BA | 3504 1/1 0.82 0.14 - 65,65,65,65 0
54 | MG | BA 3024 1/1 0.90 | 0.39 ; 41,41 41 41 0
54 MG AA | 1644 1/1 0.90 0.33 - 39,39,39,39 0
54 MG DA | 3295 1/1 0.90 0.25 - 59,59,59,59 0
54 MG BA | 3269 1/1 0.82 0.48 - 35,35,35,35 0
54 MG BA | 3562 1/1 0.82 0.13 - 59,59,59,59 0
54 MG BA | 3186 1/1 0.98 0.35 - 26,26,26,26 0
54 MG DA | 3256 1/1 0.93 0.24 - 52,52,52,52 0
54 MG BA | 3242 1/1 0.94 0.20 - 38,38,38,38 0
54 MG DA | 3560 1/1 0.95 0.14 - 57,57,57,57 0
54 MG DA | 3416 1/1 0.89 0.13 - 66,66,66,66 0
54 | MG | DA |3481| 1/1 0.93 | 0.44 _ 61,61,61,61 0
54 MG DA | 3492 1/1 0.89 0.07 - 56,56,56,56 0
54 MG BA | 3589 1/1 0.90 0.18 - 94,94,94,94 0
54 | MG | DA 3381 1/1 0.95 | 0.05 ; 42,4242 42 0
54 MG CA 1643 1/1 0.93 0.22 - 70,70,70,70 0
54 MG DA | 3507 1/1 0.98 0.12 - 80,80,80,80 0
54 MG BA | 3342 1/1 0.89 0.15 - 32,32,32,32 0
54 MG CA 1668 1/1 0.90 0.55 - 87,87,87,87 0
54 MG DA | 3525 1/1 0.81 0.16 - 106,106,106,106 0
54 MG AA | 1645 1/1 0.91 0.26 - 60,60,60,60 0
54 | MG | BA 3362 1/1 0.96 | 0.11 ; 13,43,43,43 0
54 MG CA 1637 1/1 0.69 0.42 - 73,73,73,73 0
54 MG CA 1617 1/1 0.88 0.13 - 87,87,87,87 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
54 MG BA | 3123 1/1 0.85 0.27 - 43,43,43,43 0
54 MG DB 202 1/1 0.92 0.21 - 50,50,50,50 0
54 | MG | CA | 1752 1/1 0.94 | 0.13 _ 71,71,71,71 0
54 MG DA | 3443 1/1 0.93 0.11 - 75,75,75,75 0
54 | MG | BA 3094 1/1 0.90 | 0.21 ; 54,54,54,54 0
54 MG AA | 1722 1/1 0.94 0.18 - 66,66,66,66 0
54 MG DA | 3413 1/1 0.89 0.12 - 56,56,56,56 0
54 MG DA | 3109 1/1 0.89 0.17 - 59,59,59,59 0
54 MG DA | 3174 1/1 0.90 0.19 - 51,51,51,51 0
54 MG CA 1651 1/1 0.87 0.35 - 46,46,46,46 0
54 MG BA | 3321 1/1 0.96 0.06 - 32,32,32,32 0
54 MG DA | 3001 1/1 0.87 0.31 - 48,48,48,48 0
54 MG BA | 3088 1/1 0.94 0.19 - 33,33,33,33 0
54 MG BA 3243 1/1 0.89 0.30 - 42,42,42 .42 0
54 MG CA 1708 1/1 0.88 0.07 - 80,80,80,80 0
54 MG DA | 3323 1/1 0.95 0.13 - 40,40,40,40 0
54 MG BA | 3409 1/1 0.95 0.07 - 68,68,68,68 0
54 MG DA | 3098 1/1 0.90 0.19 - 37,37,37,37 0
54 MG BA | 3529 1/1 0.95 0.07 - 65,65,65,65 0
54 MG BA | 3550 1/1 0.91 0.06 - 87,87,87,87 0
54 MG BA | 3547 1/1 0.80 0.25 - 105,105,105,105 0
54 MG BA | 3588 1/1 0.95 0.12 - 64,64,64,64 0
54 MG DA | 3179 1/1 0.77 0.21 - 68,68,68,68 0
54 MG BA | 3624 1/1 0.97 0.11 - 36,36,36,36 0
54 MG CA 1694 1/1 0.89 0.17 - 62,62,62,62 0
54 MG BA | 3053 1/1 0.93 0.44 - 57,57,57,57 0
54 | MG | BA |3142| 1/1 0.85 | 0.26 ; 42,42 42,42 0
o4 MG BA 3198 1/1 0.98 0.12 - 44,4444 44 0
54 MG BA | 3043 1/1 0.86 0.12 - 39,39,39,39 0
54 MG DA 3265 1/1 0.94 0.32 - 44,44 44 44 0
54 MG DA | 3341 1/1 0.97 0.14 - 43,43,43,43 0
54 MG BA | 3582 1/1 0.80 0.23 - 79,79,79,79 0
54 MG DA | 3517 1/1 0.88 0.24 - 66,66,66,66 0
54 MG CA 1650 1/1 0.91 0.21 - 60,60,60,60 0
54 MG CA 1693 1/1 0.87 0.85 - 59,59,59,59 0
54 MG BA | 3621 1/1 0.88 0.30 - 52,52,52,52 0
54 MG CA 1629 1/1 0.90 0.20 - 87,87,87,87 0
54 MG DA | 3049 1/1 0.88 0.19 - 49,49,49,49 0
54 MG CA 1626 1/1 0.82 0.39 - 62,62,62,62 0
54 MG DA | 3292 1/1 0.94 0.27 - 33,33,33,33 0
54 MG BA | 3359 1/1 0.93 0.11 - 70,70,70,70 0
54 | MG | DA |3270]| 1,1 0.91 | 0.17 _ 64,64,64,64 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
54 MG DA | 3208 1/1 0.96 0.39 - 53,53,53,53 0
54 MG DA | 3089 1/1 0.89 0.11 - 52,52,52,52 0
54 | MG | CA | I721| 1/1 0.97 | 0.21 _ 64,64,64,64 0
54 MG BA | 3049 1/1 0.95 0.37 - 53,53,53,53 0
54 MG BA | 3427 1/1 0.87 0.14 - 89,89,89,89 0
54 MG DA | 3074 1/1 0.92 0.19 - 54,54,54,54 0
54 | MG | CA |1601| 1/1 0.96 | 0.21 ; 45.45,45.45 0
54 | MG | BA | 3443 1/1 0.98 | 0.21 _ AT AT AT A7 0
54 MG CA 1669 1/1 0.94 0.31 - 76,76,76,76 0
54 MG BA | 3572 1/1 0.88 0.17 - 63,63,63,63 0
54 MG BA | 3148 1/1 0.96 0.23 - 47,47,47,47 0
54 | MG | BA | 3478 | 1/1 0.93 | 0.16 ; 41,4141 41 0
54 MG AA 1710 1/1 0.97 0.07 - 79,79,79,79 0
54 | MG | BL | 101 | 1/1 0.95 | 0.18 _ 45,4545 45 0
54 | MG | DA |3339] 1,1 0.93 | 0.07 _ 44444444 0
54 MG BA | 3567 1/1 0.83 0.10 - 54,54,54,54 0
54 MG DA | 3002 1/1 0.93 0.12 - 69,69,69,69 0
54 MG BB 203 1/1 0.96 0.23 - 70,70,70,70 0
54 MG DA | 3297 1/1 0.82 0.22 - 78,78,78,78 0
54 MG BA | 3528 1/1 0.94 0.17 - 39,39,39,39 0
54 MG BA 3526 1/1 0.92 0.13 - 22,22,22.22 0
o4 MG DA 3175 1/1 0.92 0.37 - 44,44 .44 44 0
54 MG BB 208 1/1 0.90 0.23 - 43,43,43,43 0
54 MG AA ] 1730 1/1 0.90 0.10 - 51,51,51,51 0
54 MG BA | 3136 1/1 0.94 0.36 - 45,45,45,45 0
54 MG BA | 3426 1/1 0.94 0.08 - 37,37,37,37 0
54 MG AA | 1664 1/1 0.92 0.15 - 57,57,57,57 0
54 MG DA | 3460 1/1 0.92 0.19 - 65,65,65,65 0
54 MG AA ] 1630 1/1 0.97 0.26 - 39,39,39,39 0
54 MG BA | 3406 1/1 0.94 0.06 - 66,66,66,66 0
54 MG BA | 3013 1/1 0.89 0.25 - 49,49,49,49 0
54 MG BA | 3101 1/1 0.91 0.11 - 37,37,37,37 0
54 MG CA 1687 1/1 0.96 0.22 - 62,62,62,62 0
54 | MG | BA | 3418 1/1 091 | 0.12 ; 149,49,49,49 0
54 MG DA | 3259 1/1 0.93 0.18 - 43,43,43,43 0
54 MG DA | 3087 1/1 0.88 0.09 - 54,54,54,54 0
54 MG DA | 3394 1/1 0.98 0.06 - 47,47,47,47 0
54 MG DA | 3187 1/1 0.74 0.14 - 71,71,71,71 0
54 MG AA | 1614 1/1 0.69 0.50 - 56,56,56,56 0
54 MG DA | 3291 1/1 0.94 0.32 - 53,53,53,53 0
54 MG BA | 3099 1/1 0.98 0.16 - 46,46,46,46 0
54 MG DA | 3437 1/1 0.89 0.16 - 85,85,85,85 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
54 MG DA | 3451 1/1 0.82 0.14 - 103,103,103,103 0
54 MG BA | 3092 1/1 0.97 0.40 - 26,26,26,26 0
54 MG DA | 3399 1/1 0.97 0.11 - 51,51,51,51 0
54 MG AA ] 1603 1/1 0.67 0.36 - 79,79,79,79 0
54 MG AA | 1656 1/1 0.91 0.58 - 59,59,59,59 0
54 MG BA | 3223 1/1 0.96 0.51 - 60,60,60,60 0
54 MG BA | 3228 1/1 0.95 0.40 - 37,37,37,37 0
54 | MG | AA | 1617| 1,1 0.91 | 0.17 _ 45,4545 45 0
54 MG AA | 1678 1/1 0.74 0.53 - 74,74,74,74 0
54 MG BA | 3241 1/1 0.80 0.23 - 65,65,65,65 0
54 MG DA | 3534 1/1 0.96 0.14 - 28,28,28,28 0
54 MG BA | 3479 1/1 0.93 0.18 - 32,32,32,32 0
54 MG CA 1606 1/1 0.86 0.24 - 59,59,59,59 0
54 MG BA 3180 1/1 0.93 0.29 - 41,41,41,41 0
o4 MG BA 3229 1/1 0.90 0.22 - 41,41,41,41 0
54 | MG | BD | 302 | 1,1 0.90 | 0.21 _ 98,28,28,28 0
54 | MG | BA |3165| 1/1 0.94 | 0.28 _ 51,51,51,51 0
54 MG DA | 3464 1/1 0.89 0.10 - 89,89,89,89 0
54 MG DA | 3056 1/1 0.95 0.18 - 43,43,43,43 0
54 MG DA | 3235 1/1 0.88 0.37 - 54,54,54,54 0
54 MG BA | 3329 1/1 0.85 0.19 - 74,74,74,74 0
54 MG BA | 3260 1/1 0.97 0.39 - 30,30,30,30 0
o4 MG BA 3138 1/1 0.91 0.35 - 42.42.42 49 0
54 MG AA ] 1638 1/1 0.88 0.13 - 53,53,53,53 0
54 MG DA | 3117 1/1 0.93 0.17 - 47,47,47,47 0
54 MG DA | 3557 1/1 0.83 0.16 - 103,103,103,103 0
54 MG DA | 3523 1/1 0.84 0.07 - 74,74,74,74 0
54 | MG | BA |3434| 1/1 0.97 | 0.11 _ 62,62,62,62 0
o4 MG DA 3446 1/1 0.98 0.24 - 42.42.42 49 0
54 MG BA | 3343 1/1 0.83 0.09 - 73,73,73,73 0
54 | MG | DA |3103| 1/1 092 | 0.17 ; 54,54,54,54 0
54 MG BA | 3536 1/1 0.92 0.08 - 68,68,68,68 0
54 MG BA | 3055 1/1 0.91 0.20 - 53,53,53,53 0
54 MG BA | 3214 1/1 0.88 0.22 - 52,52,52,52 0
o4 MG CA 1702 1/1 0.82 0.12 - 64,64,64,64 0
54 MG DA | 3409 1/1 0.92 0.09 - 73,73,73,73 0
54 MG BB 209 1/1 0.87 0.11 - 60,60,60,60 0
54 MG BB 210 1/1 0.90 0.15 - 60,60,60,60 0
54 MG BQ 201 1/1 0.86 0.19 - 51,51,51,51 0
54 MG DA | 3594 1/1 0.99 0.18 - 58,58,58,58 0
54 MG CA 1609 1/1 0.90 0.24 - 70,70,70,70 0
54 MG DA | 3597 1/1 0.90 0.11 - 93,93,93,93 0

Continued on next page...



Page 104 wwPDB X-ray Structure Validation Summary Report 4V8H

Continued from previous page...

Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
54 | MG | BA |3379| 1/1 0.94 | 0.09 _ 22,22,22,22 0
54 MG BA | 3163 1/1 0.97 0.28 - 23,23,23,23 0
54 | MG | CA | 1604 | 1,1 0.71 | 0.51 _ 81,81,81,81 0
54 MG CA 1677 1/1 0.85 0.15 - 64,64,64,64 0
54 MG BA | 3111 1/1 0.93 0.20 - 56,56,56,56 0
54 MG DA | 3102 1/1 0.97 0.47 - 40,40,40,40 0
54 MG BA | 3422 1/1 0.92 0.17 - 76,76,76,76 0
54 MG DA | 3589 1/1 0.87 0.12 - 75,75,75,75 0
54 | MG | DA |3546| 1/1 0.95 | 0.11 _ 64,64,64,64 0
54 MG BA | 3639 1/1 0.95 0.20 - 65,65,65,65 0
54 MG DA | 3246 1/1 0.82 0.38 - 68,68,68,68 0
54 | MG | BA |3465| 1/1 0.98 | 0.15 ; 44,4444 44 0
54 MG DA | 3478 1/1 0.81 0.17 - 87,87,87,87 0
54 MG DA | 3463 1/1 0.98 0.09 - 69,69,69,69 0
54 MG DA | 3264 1/1 0.93 0.46 - 61,61,61,61 0
54 MG DA | 3019 1/1 0.93 0.16 - 40,40,40,40 0
54 MG BA | 3152 1/1 0.90 0.37 - 54,54,54,54 0
54 MG BA | 3041 1/1 0.93 0.26 - 40,40,40,40 0
54 MG BA | 3564 1/1 0.92 0.11 - 59,59,59,59 0
54 MG CA 1656 1/1 0.90 0.31 - 86,86,86,86 0
54 MG DA | 3273 1/1 0.88 0.33 - 50,50,50,50 0
o4 MG BA 3090 1/1 0.84 0.12 - 62,62,62,62 0
54 MG DA | 3245 1/1 0.87 0.28 - 57,57,57,57 0
54 MG BA | 3289 1/1 0.97 0.34 - 34,34,34,34 0
54 MG DA | 3334 1/1 0.98 0.12 - 52,52,52,52 0
54 MG DA | 3188 1/1 0.87 0.11 - 69,69,69,69 0
54 MG AA | 1667 1/1 0.95 0.19 - 38,38,38,38 0
54 MG CA 1701 1/1 0.89 0.08 - 72,72,72,72 0
54 MG CA 1660 1/1 0.51 0.41 - 70,70,70,70 0
54 MG BA | 3303 1/1 0.88 0.11 - 64,64,64,64 0
54 MG CA 1697 1/1 0.77 0.13 - 57,57,57,57 0
54 | MG | DA 3340 1/1 0.93 | 0.12 ; 45,4545 45 0
54 MG BA | 3470 1/1 0.88 0.27 - 60,60,60,60 0
54 MG BA | 3637 1/1 0.83 0.18 - 108,108,108,108 0
54 MG BA | 3239 1/1 0.67 0.14 - 67,67,67,67 0
54 MG BA | 3518 1/1 0.96 0.10 - 50,50,50,50 0
54 MG DA | 3483 1/1 0.98 0.26 - 59,59,59,59 0
54 MG BA | 3204 1/1 0.93 0.13 - 38,38,38,38 0
54 | MG | DA | 3261 1/1 0.90 | 0.32 ; 44,4444 44 0
54 MG DA | 3475 1/1 0.96 0.11 - 30,30,30,30 0
54 MG BA | 3489 1/1 0.97 0.15 - 23,23,23,23 0
54 MG CA 1664 1/1 0.83 0.08 - 80,80,80,80 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
54 MG BA | 3449 1/1 0.94 0.30 - 29,29,29,29 0
54 | MG | DA |a3134| 1/1 0.81 | 0.28 _ 62,62,62,62 0
54 | MG | BA |3437| 1/1 0.86 | 0.11 _ 49,49,49,49 0
54 MG AA | 1653 1/1 0.98 0.08 - 49,49,49,49 0
54 | MG | DA | 3561 1/1 0.94 | 0.19 ; 71,71,71,71 0
54 | MG | BA 3096 | 1/1 092 | 0.44 ; A7 A7 47 AT 0
54 MG DA | 3410 1/1 0.61 0.12 - 86,86,86,86 0
54 MG DA | 3368 1/1 0.86 0.16 - 52,52,52,52 0
54 MG DA | 3468 1/1 0.94 0.07 - 53,53,53,53 0
54 MG AA | 1647 1/1 0.86 0.23 - 55,55,55,55 0
54 MG AA | 1688 1/1 0.76 0.15 - 96,96,96,96 0
54 MG BA | 3597 1/1 0.96 0.24 - 84,84,84,84 0
54 MG DA | 3161 1/1 0.95 0.34 - 39,39,39,39 0
54 | MG | BA |3575| 1/1 0.98 | 0.08 _ 41,41,41,41 0
54 MG BS 201 1/1 0.83 0.54 - 49,49,49,49 0
54 MG DA | 3435 1/1 0.88 0.45 - 57,57,57,57 0
54 MG BA | 3272 1/1 0.94 0.38 - 31,31,31,31 0
54 | MG | BA 3320 1/1 0.98 | 0.17 ; 42,4242 42 0
54 | MG | BA | 3429 1/1 0.96 | 0.21 ; A7 A7 A7 AT 0
54 MG DA | 3142 1/1 0.92 0.21 - 37,37,37,37 0
54 MG BA | 3238 1/1 0.79 0.36 - 53,53,53,53 0
54 MG DA | 3057 1/1 0.94 0.15 - 35,35,35,35 0
54 MG CA 1646 1/1 0.89 0.38 - 59,59,59,59 0
54 MG BA | 3354 1/1 0.94 0.09 - 37,37,37,37 0
54 MG DA | 3147 1/1 0.89 0.42 - 54,54,54,54 0
54 MG DA | 3240 1/1 0.98 0.15 - 53,53,53,53 0
54 MG BA | 3644 1/1 0.97 0.08 - 88,88,88,88 0
54 MG BA | 3232 1/1 0.53 0.18 - 64,64,64,64 0
54 MG CA 1610 1/1 0.93 0.29 - 60,60,60,60 0
54 MG DA | 3031 1/1 0.92 0.23 - 53,53,53,53 0
54 MG DA | 3331 1/1 0.76 0.13 - 71,71,71,71 0
54 MG BA | 3373 1/1 0.93 0.08 - 44,4444 44 0
54 | MG | AA 1621 1/1 0.89 | 0.29 ; 62,62,62,62 0
54 MG DA | 3365 1/1 0.97 0.08 - 40,40,40,40 0
54 MG CA 1691 1/1 0.95 0.43 - 51,51,51,51 0
54 MG DA | 3521 1/1 0.86 0.12 - 86,86,86,86 0
54 MG DA | 3391 1/1 0.87 0.09 - 37,37,37,37 0
54 MG DA | 3407 1/1 0.93 0.06 - 70,70,70,70 0
54 MG DA | 3233 1/1 0.95 0.14 - 38,38,38,38 0
54 MG BA | 3299 1/1 0.97 0.27 - 66,66,66,66 0
54 MG BA 3655 1/1 0.88 0.18 - 104,104,104,104 0
54 MG BA | 3557 1/1 0.86 0.15 - 78,78,78,78 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
54 MG AA | 1652 1/1 0.97 0.25 - 49,49,49,49 0
54 MG BA | 3460 1/1 0.95 0.30 - 61,61,61,61 0
54 MG BA | 3051 1/1 0.97 0.17 - 48,48,48,48 0
54 MG CA 1730 1/1 0.96 0.10 - 62,62,62,62 0
54 MG BA | 3112 1/1 0.96 0.19 - 55,55,55,55 0
54 MG DA | 3140 1/1 0.95 0.33 - 64,64,64,64 0
54 MG DA | 3505 1/1 0.93 0.12 - 91,91,91,91 0
54 MG BA | 3156 1/1 0.97 0.27 - 39,39,39,39 0
54 MG BA | 3519 1/1 0.94 0.05 - 64,64,64,64 0
54 | MG | DA |3282] I1/1 0.83 | 0.14 _ 64,64,64,64 0
54 MG DA | 3003 1/1 0.88 0.22 - 46,46,46,46 0
54 MG DA | 3316 1/1 0.93 0.73 - 69,69,69,69 0
54 MG DA | 3490 1/1 0.97 0.12 - 33,33,33,33 0
54 MG DA | 3026 1/1 0.95 0.08 - 39,39,39,39 0
54 MG BA | 3417 1/1 0.93 0.08 - 48,48,48,48 0
54 | MG | DA |3415| 1/1 0.97 | 0.11 _ 43,4343 43 0
54 MG DA | 3149 1/1 0.81 0.37 - 53,53,53,53 0
54 MG DA | 3551 1/1 0.94 0.19 - 62,62,62,62 0
54 MG DA | 3328 1/1 0.87 0.40 - 57,57,57,57 0
54 MG DA | 3344 1/1 0.94 0.09 - 30,30,30,30 0
54 MG DA | 3479 1/1 0.90 0.15 - 62,62,62,62 0
o4 MG DA 3461 1/1 0.93 0.15 - 41,41,41,41 0
54 | MG | BA |3093| 1,1 0.95 | 0.19 _ 42,42 42,42 0
54 | MG | DQ | 201 | 1/1 0.94 | 0.15 _ 40,40,40,40 0
54 MG BA 3658 1/1 0.84 0.14 - 114,114,114,114 0
54 MG DA | 3313 1/1 0.95 0.36 - 29,29,29,29 0
54 MG BA 3654 1/1 0.57 0.15 - 126,126,126,126 0
54 MG BA | 3542 1/1 0.94 0.11 - 83,83,83,83 0
54 MG CA 1714 1/1 0.82 0.15 - 87,87,87,87 0
54 MG DB 206 1/1 0.97 0.26 - 58,58,58,58 0
54 MG BA | 3440 1/1 0.96 0.07 - 46,46,46,46 0
54 | MG | AA | 1642 | 1/1 0.88 | 0.82 ; 54,54,54,54 0
54 MG BA | 3476 1/1 0.95 0.18 - 49,49,49,49 0
54 MG BA | 3286 1/1 0.95 0.46 - 52,52,52,52 0
54 MG DA | 3072 1/1 0.94 0.49 - 50,50,50,50 0
54 MG BR 201 1/1 0.96 0.17 - 29,29,29,29 0
54 MG DA | 3586 1/1 0.93 0.14 - 49,49,49,49 0
54 MG CA 1756 1/1 0.82 0.19 - 80,80,80,80 0
54 MG AA | 1627 1/1 0.86 0.33 - 59,59,59,59 0
54 | MG | DA |3132| 1/1 0.89 | 0.42 ; 19,49,49,49 0
54 | MG | DA |a3121]| 1/1 0.97 | 0.13 _ 34,34,34,34 0
54 MG BA | 3376 1/1 0.96 0.11 - 26,26,26,26 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
54 MG BB 223 1/1 0.75 0.14 - 133,133,133,133 0
54 MG DA | 3085 1/1 0.93 0.22 - 43,43,43,43 0
54 MG BA | 3203 1/1 0.87 0.50 - 55,55,55,55 0
54 | MG | BQ | 202 | 1/1 0.93 | 0.21 ; 34,34,34,34 0
54 MG AA | 1676 1/1 0.85 0.30 - 59,59,59,59 0
54 MG AA | 1669 1/1 0.15 0.17 - 103,103,103,103 0
54 MG BB 204 1/1 0.86 0.21 - 52,52,52,52 0
54 MG DA | 3111 1/1 0.90 0.17 - 50,50,50,50 0
o4 MG DB 208 1/1 0.96 0.10 - 104,104,104,104 0
54 MG BA 3017 1/1 0.91 0.14 - 31,31,31,31 0
54 | MG | DA 3129 1/1 092 | 0.13 ; 61,61,61,61 0
54 MG DA | 3343 1/1 0.92 0.06 - 37,37,37,37 0
54 MG DA | 3194 1/1 0.93 0.23 - 37,37,37,37 0
54 MG CA 1648 1/1 0.89 0.41 - 60,60,60,60 0
54 MG DA | 3210 1/1 0.95 0.26 - 53,53,53,53 0
54 MG BA | 3656 1/1 0.92 0.16 - 68,68,68,68 0
54 MG BA 3162 1/1 0.92 0.35 - 42.42.42 .42 0
54 | MG | BE | 302 | 1/1 0.93 | 0.20 ; 41,4141 41 0
54 MG BA | 3367 1/1 0.67 0.20 - 71,71,71,71 0
54 | MG | BA 3522 1/1 0.93 | 0.11 ; 74,74,74,74 0
54 MG DA | 3181 1/1 0.98 0.28 - 49,49,49,49 0
54 MG DA | 3166 1/1 0.91 0.29 - 45,45,45,45 0
54 MG DA | 3021 1/1 0.93 0.13 - 51,51,51,51 0
54 MG BA | 3501 1/1 0.99 0.10 - 29,29,29,29 0
54 MG DA | 3018 1/1 0.96 0.20 - 54,54,54,54 0
54 MG DA | 3588 1/1 0.93 0.18 - 34,34,34,34 0
54 MG DA | 3542 1/1 0.91 0.07 - 83,83,83,83 0
54 MG DA | 3158 1/1 0.96 0.30 - 46,46,46,46 0
54 MG BA | 3066 1/1 0.97 0.35 - 39,39,39,39 0
54 MG DA 3462 1/1 0.94 0.12 - 51,51,51,51 0
54 MG BA | 3307 1/1 0.97 0.11 - 44,44,44 44 0
54 MG DA | 3482 1/1 0.94 0.19 - 56,56,56,56 0
54 MG BA | 3533 1/1 0.95 0.14 - 61,61,61,61 0
54 MG BA | 3626 1/1 0.91 0.09 - 64,64,64,64 0
54 MG DA | 3028 1/1 0.85 0.31 - 67,67,67,67 0
54 | MG | BB | 216 | 1,1 0.89 | 0.10 _ 82,82,82.82 0
54 MG DA | 3500 1/1 0.90 0.12 - 74,74,74,74 0
54 MG DA | 3547 1/1 0.96 0.17 - 29,29,29,29 0
54 MG BA | 3602 1/1 0.97 0.05 - 56,56,56,56 0
54 MG AA 1735 1/1 0.93 0.16 - 110,110,110,110 0
54 MG BA | 3153 1/1 0.88 0.37 - 51,51,51,51 0
54 MG BA | 3201 1/1 0.93 0.33 - 31,31,31,31 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
54 MG CA 1743 1/1 0.97 0.08 - 61,61,61,61 0
54 MG AA | 1733 1/1 0.94 0.07 - 78,78,78,78 0
54 MG CA 1753 1/1 0.81 0.14 - 86,86,86,86 0
54 MG BQ 203 1/1 0.96 0.12 - 73,73,73,73 0
54 MG BA | 3133 1/1 0.78 0.26 - 53,53,53,53 0
54 MG CA 1653 1/1 0.94 0.81 - 57,57,57,57 0
54 | MG | BA | 3184 1/1 0.97 | 0.22 ; 40,40,40,40 0
54 MG DB 205 1/1 0.97 0.16 - 55,55,55,55 0
54 MG DA | 3427 1/1 0.92 0.06 - 59,59,59,59 0
54 MG DA | 3094 1/1 0.90 0.16 - 56,56,56,56 0
54 MG BA | 3297 1/1 0.89 0.26 - 46,46,46,46 0
54 MG BA | 3383 1/1 0.94 0.13 - 70,70,70,70 0
54 MG BA | 3219 1/1 0.88 0.15 - 46,46,46,46 0
54 MG DA | 3201 1/1 0.88 0.30 - 49,49,49,49 0
54 MG DA | 3439 1/1 0.95 0.07 - D7,57,57,57 0
54 MG DA | 3567 1/1 0.85 0.24 - 46,46,46,46 0
54 MG BA | 3038 1/1 0.76 0.26 - 76,76,76,76 0
54 MG BA | 3080 1/1 0.89 0.23 - 39,39,39,39 0
54 MG BW 202 1/1 0.95 0.12 - 33,33,33,33 0
54 MG DA | 3271 1/1 0.84 0.38 - 57,57,57,57 0
54 MG BA | 3291 1/1 0.93 0.13 - 39,39,39,39 0
54 MG DA | 3390 1/1 0.96 0.07 - 47,47 47,47 0
54 MG AA | 1651 1/1 0.70 0.31 - 60,60,60,60 0
54 MG DA | 3518 1/1 0.97 0.09 - 69,69,69,69 0
54 MG CA 1738 1/1 0.86 0.08 - 112,112,112,112 0
54 | MG | DA | 3046 | 1/1 0.93 | 0.19 ; 42,4242 42 0
54 MG BA | 3095 1/1 0.93 0.19 - 48,48,48,48 0
54 MG DA | 3583 1/1 0.88 0.10 - 65,65,65,65 0
54 MG BA | 3570 1/1 0.55 0.12 - 78,78,78,78 0
54 MG CA 1662 1/1 0.93 0.40 - 75,75,75,75 0
54 MG BA | 3625 1/1 0.96 0.06 - 53,53,53,53 0
54 MG CA 1640 1/1 0.75 0.23 - 82,82,82,82 0
54 MG CA 1712 1/1 0.93 0.28 - 87,87,87,87 0
54 MG BA | 3540 1/1 0.97 0.14 - 35,35,35,35 0
o4 MG BA 3199 1/1 0.96 0.14 - 41,41,41,41 0
o4 MG AA 1731 1/1 0.81 0.17 - 119,119,119,119 0
54 MG AA ] 1683 1/1 0.90 0.65 - 58,58,58,58 0
54 MG DA | 3218 1/1 0.90 0.65 - 62,62,62,62 0
54 MG DA | 3258 1/1 0.85 0.45 - 52,52,52,52 0
54 | MG | DA |3348| 1/1 0.96 | 0.15 ; 41,4141 41 0
54 MG BA | 3137 1/1 0.92 0.23 - 38,38,38,38 0
54 MG BA | 3404 1/1 0.93 0.10 - 45,45,45,45 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
54 | MG | BW | 201 | 11 0.98 | 0.12 _ 32.32,32.32 0
54 MG BA | 3181 1/1 0.93 0.20 - 38,38,38,38 0
54 MG DA | 3430 1/1 0.96 0.12 - 30,30,30,30 0
54 MG DA 3569 1/1 0.83 0.12 - 104,104,104,104 0
54 MG DA | 3432 1/1 0.92 0.10 - 70,70,70,70 0
54 MG DA | 3113 1/1 0.93 0.42 - 59,59,59,59 0
54 MG BA | 3520 1/1 0.94 0.14 - 95,95,95,95 0
54 MG BA | 3613 1/1 0.94 0.07 - 65,65,65,65 0
54 MG DA | 3095 1/1 0.93 0.24 - 53,53,53,53 0
54 MG BA | 3113 1/1 0.77 0.09 - 60,60,60,60 0
54 MG DA | 3508 1/1 0.89 0.10 - 60,60,60,60 0
54 MG BA | 3059 1/1 0.96 0.12 - 48,48,48,48 0
54 MG BT 202 1/1 0.89 0.28 - 52,52,52,52 0
54 MG BA | 3032 1/1 0.98 0.09 - 40,40,40,40 0
54 MG BA | 3561 1/1 0.96 0.09 - 54,54,54,54 0
54 | MG | DA |3180| 1,1 0.82 | 0.24 _ 49,49,49,49 0
54 MG BO 102 1/1 0.96 0.16 - 54,54,54,54 0
54 MG DQ 202 1/1 0.89 0.17 - 33,33,33,33 0
54 MG BA | 3120 1/1 0.87 0.13 - 51,51,51,51 0
54 MG BA | 3375 1/1 0.98 0.16 - 34,34,34,34 0
54 MG BA | 3493 1/1 0.97 0.20 - 40,40,40,40 0
54 MG BA | 3173 1/1 0.98 0.40 - 32,32,32,32 0
o4 MG BA 3118 1/1 0.97 0.22 - 44,44 .44 44 0
54 MG CA 1745 1/1 0.91 0.34 - 116,116,116,116 0
54 MG AA ] 1690 1/1 0.80 0.09 - 72,72,72,72 0
54 MG DA | 3176 1/1 0.87 0.42 - 70,70,70,70 0
54 MG AA | 1717 1/1 0.46 0.14 - 93,93,93,93 0
54 MG BA | 3091 1/1 0.91 0.35 - 40,40,40,40 0
54 MG BA | 3539 1/1 0.89 0.08 - 47,47 47,47 0
54 MG BA | 3258 1/1 0.92 0.38 - 55,55,55,55 0
54 MG DA | 3097 1/1 0.97 0.27 - 23,23,23,23 0
54 MG DA | 3497 1/1 0.84 0.26 - 83,83,83,83 0
54 MG DA | 3426 1/1 0.93 0.07 - 81,81,81,81 0
54 MG BA | 3330 1/1 0.92 0.13 - 34,34,34,34 0
o4 MG AA 1719 1/1 0.78 0.17 - 144.144,144,144 0
54 MG BA | 3183 1/1 0.91 0.34 - 29,29,29,29 0
54 MG CA 1670 1/1 0.77 0.64 - 73,73,73,73 0
54 MG CA 1663 1/1 0.93 0.34 - 64,64,64,64 0
54 MG DA | 3204 1/1 0.94 0.44 - 43,43,43,43 0
54 | MG | DA 3122 1/1 0.84 | 0.20 ; 19,49,49,49 0
54 MG CA 1672 1/1 0.89 0.20 - 66,66,66,66 0
54 MG DA | 3538 1/1 0.92 0.13 - 87,87,87,87 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
54 MG BA | 3071 1/1 0.95 0.17 - 34,34,34,34 0
54 MG BA | 3009 1/1 0.93 0.29 - 45,45,45,45 0
54 | MG | DA |3433] 1/1 0.86 | 0.12 _ AT AT AT A7 0
54 MG BA | 3014 1/1 0.80 0.55 - 65,65,65,65 0
54 MG BA | 3211 1/1 0.96 0.09 - 26,26,26,26 0
54 MG AA ] 1613 1/1 0.92 0.19 - 65,65,65,65 0
54 MG AA | 1714 1/1 0.92 0.25 - 57,57,57,57 0
54 MG BA | 3196 1/1 0.93 0.17 - 46,46,46,46 0
54 MG BA | 3643 1/1 0.94 0.10 - 59,59,59,59 0
54 MG AA ] 1673 1/1 0.94 0.59 - 60,60,60,60 0
54 MG BA | 3149 1/1 0.84 0.28 - 57,57,57,57 0
54 MG DA | 3084 1/1 0.95 0.25 - 37,37,37,37 0
54 MG DA | 3274 1/1 0.90 0.41 - 61,61,61,61 0
54 MG CA 1761 1/1 0.98 0.18 - 65,65,65,65 0
54 MG AA 1632 1/1 0.92 0.21 - 71,71,71,71 0
54 MG BA | 3308 1/1 0.92 0.17 - 52,52,52,52 0
54 | MG | BA |a3122] 1/1 0.94 | 0.31 _ 49,49,49,49 0
54 MG DA | 3226 1/1 0.94 0.50 - 55,55,55,55 0
54 MG BA | 3114 1/1 0.85 0.32 - 63,63,63,63 0
54 MG AA | 1734 1/1 0.87 0.11 - 96,96,96,96 0
54 MG BA | 3494 1/1 0.97 0.13 - 34,34,34,34 0
54 MG BA | 3394 1/1 0.81 0.14 - 50,50,50,50 0
54 MG DA | 3192 1/1 0.93 0.17 - 50,50,50,50 0
54 MG BA | 3317 1/1 0.76 0.17 - 34,34,34,34 0
54 MG AA 1716 1/1 0.89 0.08 - 116,116,116,116 0
54 MG DB 207 1/1 0.96 0.24 - 57,57,57,57 0
54 MG BA | 3554 1/1 0.69 0.10 - 88,88,88,88 0
54 MG DA | 3065 1/1 0.84 0.14 - 53,53,53,53 0
54 | MG | BA |3220] 1,1 0.94 | 0.28 _ 31,31,31,31 0
54 MG DA | 3349 1/1 0.95 0.15 - 35,35,35,35 0
54 MG BA | 3407 1/1 0.89 0.17 - 47,47,47 .47 0
54 | MG | DA 3512 1/1 0.89 | 0.13 ; 42,4242 42 0
54 MG DA | 3067 1/1 0.95 0.23 - 49,49,49,49 0
54 | MG | BA 3641 1/1 0.92 | 0.21 ; 72,72,72,72 0
o4 MG DA 3199 1/1 0.93 0.18 - 44,4444 44 0
54 | MG | DA |3467| 1,1 0.97 | 0.11 _ 43,4343 43 0
54 | MG | BA |3352] I1/1 0.97 | 0.14 _ 81,81,81,81 0
54 MG DA | 3367 1/1 0.96 0.24 - 30,30,30,30 0
54 | MG | AA 1732 1/1 0.94 | 0.10 ; 94,94,94,94 0
54 MG DA | 3250 1/1 0.94 0.17 - 49,49,49,49 0
54 MG DA | 3088 1/1 0.97 0.39 - 55,55,55,55 0
54 MG AA ] 1628 1/1 0.78 0.25 - 68,68,68,68 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
54 MG BA | 3057 1/1 0.97 0.24 - 51,51,51,51 0
54 MG BA | 3361 1/1 0.98 0.04 - 59,59,59,59 0
54 | MG | AA | 1637| 1/1 0.60 | 0.24 _ 84,84,84,84 0
54 MG CA 1717 1/1 0.82 0.14 - 110,110,110,110 0
54 MG BA | 3532 1/1 0.74 0.23 - 79,79,79,79 0
54 MG CA 1734 1/1 0.95 0.23 - 66,66,66,66 0
54 MG BA | 3390 1/1 0.92 0.08 - 62,62,62,62 0
54 MG DA | 3081 1/1 0.70 0.59 - 58,58,58,58 0
54 MG DA | 3553 1/1 0.95 0.08 - 54,54,54,54 0
54 MG BA | 3178 1/1 0.97 0.29 - 43,43,43,43 0
54 MG DA | 3488 1/1 0.85 0.17 - 58,58,58,58 0
54 MG CA 1671 1/1 0.94 0.43 - 49,49,49,49 0
54 MG BA | 3357 1/1 0.99 0.16 - 25,25,25,25 0
54 MG BA | 3549 1/1 0.98 0.05 - 55,55,55,55 0
54 MG DA | 3299 1/1 0.95 0.43 - 65,65,65,65 0
54 MG DA | 3212 1/1 0.72 0.27 - 75,75,75,75 0
54 MG BA | 3230 1/1 0.91 0.20 - 30,30,30,30 0
54 MG AA | 1643 1/1 0.93 0.59 - 47,47,47,47 0
54 MG CA 1679 1/1 0.86 0.51 - 59,59,59,59 0
54 | MG | BA | 3660 | 1/1 0.93 | 0.13 ; 104,104,104,104 | 0
54 MG DA | 3577 1/1 0.98 0.09 - 57,57,57,57 0
54 MG AA | 1721 1/1 0.97 0.06 - 62,62,62,62 0
54 | MG | DA |3436]| 1/1 0.85 | 0.14 _ 81,81,81,81 0
54 MG BA | 3292 1/1 0.88 0.32 - 70,70,70,70 0
54 MG DA | 3318 1/1 0.87 0.14 - 58,58,58,58 0
54 MG BA | 3235 1/1 0.94 0.20 - 50,50,50,50 0
54 MG DE 303 1/1 0.89 0.12 - 45,45,45,45 0
54 MG DA | 3035 1/1 0.94 0.17 - 60,60,60,60 0
54 MG BA | 3121 1/1 0.98 0.33 - 36,36,36,36 0
54 MG BA | 3131 1/1 0.89 0.82 - 62,62,62,62 0
54 MG DA | 3498 1/1 0.96 0.10 - 28,28,28,28 0
54 MG BA | 3318 1/1 0.92 0.20 - 35,35,35,35 0
54 MG CA 1688 1/1 0.97 0.35 - 54,54,54,54 0
54 MG BA | 3125 1/1 0.95 0.31 - 45,45,45,45 0
54 MG DA | 3154 1/1 0.95 0.33 - 26,26,26,26 0
54 MG BA | 3388 1/1 0.85 0.10 - AT,47 47 47 0
o4 MG BA 3077 1/1 0.84 0.27 - 42.42.42 .42 0
54 | MG | BA | 3191 1/1 092 | 0.27 ; 40,40,40,40 0
54 MG BA | 3604 1/1 0.96 0.07 - 50,50,50,50 0
54 MG DA | 3524 1/1 0.73 0.17 - 79,79,79,79 0
54 MG BA | 3072 1/1 0.93 0.10 - 59,59,59,59 0
54 MG DA | 3385 1/1 0.96 0.09 - 49,49,49,49 0

Continued on next page...



Page 112 wwPDB X-ray Structure Validation Summary Report 4V8H

Continued from previous page...

Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
54 | MG | BA |3012]| 1/1 0.91 | 0.34 _ 97.27,27.27 0
54 MG DA | 3576 1/1 0.89 0.10 - 48,48,48.,48 0
54 MG DA | 3584 1/1 0.94 0.30 - 48,48,48,48 0
54 MG CA 1746 1/1 0.90 0.11 - 97,97,97,97 0
54 MG BA | 3592 1/1 0.90 0.13 - A7.47,47,47 0
54 MG CA 1624 1/1 0.96 0.54 - 63,63,63,63 0
54 MG BA | 3116 1/1 0.95 0.17 - 53,53,53,53 0
54 | MG | DD | 301 | 1,1 0.92 | 0.22 _ AT AT AT A7 0
54 MG DA | 3127 1/1 0.91 0.25 - 56,56,56,56 0
54 | MG | BA |3325| 1/1 0.96 | 0.11 _ 40,40,40,40 0
54 MG DA | 3332 1/1 0.92 0.23 - 53,53,53,53 0
54 | MG | AA 1626 | 1/1 0.94 | 0.43 ; 71,71,71,71 0
54 MG DA | 3455 1/1 0.95 0.05 - 68,68,68,68 0
54 MG BA | 3577 1/1 0.82 0.13 - NN 0
54 | MG | BA |3240| 1,1 0.64 | 0.28 _ 71,71,71,71 0
54 MG DA | 3033 1/1 0.91 0.16 - 66,66,66,66 0
54 MG DA | 3136 1/1 0.91 0.33 - 62,62,62,62 0
54 | MG | AA | 1666 | 1/1 0.94 | 0.13 ; 74,74,74,74 0
54 | MG | DO | 101 | 1/1 0.95 | 0.09 ; 41,4141 41 0
54 MG DA | 3112 1/1 0.98 0.24 - 51,51,51,51 0
54 MG BB 219 1/1 0.91 0.06 - 105,105,105,105 0
o4 MG DA 3402 1/1 0.87 0.13 - 44,44 .44 44 0
54 MG DA | 3004 1/1 0.93 0.07 - 88,88,88,88 0
54 | MG | BF | 302 | 1/1 0.87 | 0.24 _ 12,42.42.42 0
54 MG BA | 3620 1/1 0.95 0.05 - 68,68,68,68 0
54 | MG | AA 1693 | 1/1 0.96 | 0.11 ; 51,51,51,51 0
54 MG BA | 3364 1/1 0.95 0.07 - 81,81,81,81 0
54 MG BA | 3459 1/1 0.87 0.17 - 38,38,38,38 0
54 MG BA | 3605 1/1 0.96 0.07 - 55,55,55,55 0
54 MG DA | 3107 1/1 0.98 0.08 - 54,54,54,54 0
54 MG CA 1642 1/1 0.89 0.17 - 87,87,87,87 0
54 MG BA | 3054 1/1 0.90 0.17 - 34,34,34,34 0
54 MG DA | 3465 1/1 0.86 0.08 - 75,75,75,75 0
54 MG BA | 3534 1/1 0.84 0.19 - 25,25,25,25 0
54 MG AA | 1705 1/1 0.55 0.39 - 97,97,97,97 0
54 MG DA | 3190 1/1 0.94 0.10 - 59,59,59,59 0
54 MG BA | 3503 1/1 0.86 0.10 - 64,64,64,64 0
54 MG BA | 3146 1/1 0.70 0.60 - 65,65,65,65 0
54 MG AA ] 1623 1/1 0.93 0.17 - 74,74,74,74 0
54 | MG | BA | 3488 1/1 0.94 | 0.17 ; 24,24,24,24 0
54 MG BA | 3420 1/1 0.97 0.19 - 61,61,61,61 0
o4 MG BA 3324 1/1 0.96 0.10 - 42.42.42 49 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
54 MG BA 3021 1/1 0.88 0.20 - 44,4444 44 0
54 MG DA | 3126 1/1 0.94 0.60 - 63,63,63,63 0
54 MG BA | 3386 1/1 0.96 0.09 - 40,40,40,40 0
54 MG BA | 3408 1/1 0.86 0.22 - 50,50,50,50 0
54 MG DA | 3485 1/1 0.95 0.26 - 58,58,58,58 0
54 MG BA | 3399 1/1 0.83 0.13 - 43,43,43,43 0
54 MG DA | 3141 1/1 0.88 0.52 - 60,60,60,60 0
54 | MG | BA |3108| 1,1 0.91 | 023 _ 51,51,51,51 0
54 MG BA | 3335 1/1 0.88 0.10 - 66,66,66,66 0
54 MG BA | 3141 1/1 0.83 0.30 - 36,36,36,36 0
54 MG CA 1725 1/1 0.95 0.18 - 65,65,65,65 0
54 | MG | DA |3104| 1/1 0.95 | 0.22 ; 34,34,34,34 0
54 MG DA | 3236 1/1 0.92 0.30 - A7.47,47,47 0
54 MG CA 1678 1/1 0.96 0.24 - 55,55,55,55 0
54 MG DA | 3062 1/1 0.97 0.37 - 49,49,49,49 0
54 MG DA | 3106 1/1 0.96 0.41 - 37,37,37,37 0
54 MG DA | 3148 1/1 0.90 0.16 - 48,48,48,48 0
54 MG BB 222 1/1 0.95 0.18 - 80,80,80,80 0
54 | MG | BA 3098 | 1/1 094 | 0.24 ; 40,40,40,40 0
54 MG DA | 3251 1/1 0.89 0.18 - 40,40,40,40 0
54 MG BA | 3642 1/1 0.72 0.15 - 139,139,139,139 0
54 | MG | BE | 304 | 1,1 1.00 | 0.19 _ 95,25,25.25 0
54 MG BA | 3007 1/1 0.90 0.30 - 28,28,28,28 0
54 MG DA | 3493 1/1 0.96 0.04 - 63,63,63,63 0
54 | MG | DA |3144| 1/1 0.92 | 0.47 ; 12,42,42 42 0
54 MG DA | 3013 1/1 0.95 0.12 - 37,37,37,37 0
54 MG DA | 3544 1/1 0.92 0.06 - 72,72,72,72 0
54 MG DA | 3522 1/1 0.87 0.23 - 61,61,61,61 0
54 MG DA | 3173 1/1 0.95 0.13 - 52,52,52,52 0
54 MG DA | 3386 1/1 0.96 0.08 - 39,39,39,39 0
54 MG DA | 3494 1/1 0.94 0.14 - 37,37,37,37 0
54 MG DA | 3587 1/1 0.84 0.24 - 95,95,95,95 0
54 MG AA 1707 1/1 0.86 0.17 - 102,102,102,102 0
54 MG AA | 1654 1/1 0.86 0.52 - 59,59,59,59 0
54 MG BA | 3608 1/1 0.95 0.26 - 71,71,71,71 0
54 | MG | BA |3576]| 1/1 0.97 | 0.19 _ 21,21,21,21 0
54 | MG | AA | 1635| 1/1 0.84 | 0.15 _ 61,61,61,61 0
54 MG BB 217 1/1 0.95 0.11 - 67,67,67,67 0
54 MG CA 1618 1/1 0.83 0.40 - 64,64,64,64 0
54 | MG | DA |3120| 1/1 0.92 | 0.26 ; 13,43,43,43 0
54 MG BA | 3140 1/1 0.96 0.56 - 36,36,36,36 0
54 MG DA | 3405 1/1 0.96 0.15 - 32,32,32,32 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
54 MG AA 1723 1/1 0.65 0.12 - 112,112,112,112 0
54 MG AA | 1726 1/1 0.97 0.14 - 86,86,86,86 0
54 MG DA | 3145 1/1 0.89 0.23 - 61,61,61,61 0
54 | MG | DA |3076| 1/1 0.96 | 0.15 _ 42,42,42,42 0
54 MG BA 3615 1/1 0.94 0.12 - 52,52,52,52 0
54 MG DA | 3215 1/1 0.88 0.09 - 49,49,49,49 0
54 | MG | DA | 3228 1/1 0.92 | 0.48 ; 40,40,40,40 0
54 MG DA | 3342 1/1 0.76 0.18 - 38,38,38,38 0
54 MG DA | 3061 1/1 0.93 0.17 - 32,32,32,32 0
54 MG DA | 3115 1/1 0.78 0.42 - 59,59,59,59 0
54 MG BA | 3569 1/1 0.88 0.08 - 69,69,69,69 0
54 MG BA | 3147 1/1 0.93 0.11 - 55,55,55,55 0
54 MG DA | 3064 1/1 0.94 0.36 - 48,48,48,48 0
54 MG BA 3283 1/1 0.97 0.45 - 21,21,21,21 0
54 MG BA | 3087 1/1 0.98 0.20 - 46,46,46,46 0
54 | MG | DA |3380]| 1,1 0.89 | 0.10 _ 42,42 42,42 0
54 MG BA | 3372 1/1 0.98 0.07 - 49,49,49,49 0
54 | MG | DA | 3486 | 1/1 0.89 | 0.21 ; 64,64,64,64 0
54 MG DA | 3442 1/1 0.87 0.12 - 82,82,82,82 0
54 MG DA | 3535 1/1 0.96 0.15 - 64,64,64,64 0
54 MG BA | 3221 1/1 0.89 0.34 - 57,57,57,57 0
54 | MG | BA |3062| 1,1 0.82 | 0.34 _ 45,4545 45 0
o4 MG DA 3329 1/1 0.92 0.13 - 41,41,41,41 0
54 MG BA 3266 1/1 0.98 0.46 - 22,22.22.22 0
54 MG BA | 3209 1/1 0.95 0.21 - 56,56,56,56 0
54 MG DA | 3515 1/1 0.83 0.28 - 37,37,37,37 0
54 MG DA | 3480 1/1 0.98 0.18 - 52,52,52,52 0
54 MG DA | 3253 1/1 0.96 0.09 - 50,50,50,50 0
54 MG DA | 3172 1/1 0.79 0.29 - 64,64,64,64 0
54 MG DA | 3202 1/1 0.60 0.33 - 66,66,66,66 0
54 MG CA 1740 1/1 0.93 0.40 - 68,68,68,68 0
54 MG DA | 3275 1/1 0.88 0.36 - A7.47,47,47 0
54 MG DA | 3529 1/1 0.97 0.09 - 56,56,56,56 0
54 MG DA | 3189 1/1 0.83 0.19 - 84,84,84,84 0
54 MG DA | 3171 1/1 0.93 0.17 - 61,61,61,61 0
54 MG DA | 3425 1/1 0.98 0.07 - AT,47 47 47 0
54 MG DA | 3531 1/1 0.95 0.18 - 91,91,91,91 0
54 MG DA | 3552 1/1 0.95 0.39 - 35,35,35,35 0
54 MG BA | 3268 1/1 0.94 0.37 - 27,27,27,27 0
54 MG AA | 1677 1/1 0.92 0.32 - 62,62,62,62 0
54 MG DA | 3554 1/1 0.98 0.09 - 47,4747 .47 0
54 MG BA | 3004 1/1 0.94 0.08 - 76,76,76,76 0

Continued on next page...



Page 115 wwPDB X-ray Structure Validation Summary Report 4V8H

Continued from previous page...

Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
54 | MG | DA |3324| 1/1 0.86 | 0.12 _ 51,651,511 0
54 MG DA | 3030 1/1 0.90 0.28 - 55,55,55,55 0
54 MG BA | 3078 1/1 0.96 0.27 - 30,30,30,30 0
54 | MG | BA |3505| 1/1 0.97 | 0.20 _ 41,4141 41 0
54 MG BA | 3651 1/1 0.95 0.21 - 87,87,87,87 0
54 MG BA | 3506 1/1 0.99 0.11 - 30,30,30,30 0
54 MG BA | 3301 1/1 0.88 0.66 - 75,75,75,75 0
o4 MG BA 3081 1/1 0.94 0.36 - 42.42,42 42 0
54 MG DA | 3155 1/1 0.95 0.36 - 64,64,64,64 0
54 MG CA 1625 1/1 0.89 0.36 - 63,63,63,63 0
54 MG BA | 3395 1/1 0.96 0.11 - 60,60,60,60 0
54 MG DA | 3484 1/1 0.94 0.07 - 64,64,64,64 0
54 | MG | DA 3351 1/1 0.96 | 0.12 ; 40,40,40,40 0
54 MG CA 1715 1/1 0.95 0.05 - 103,103,103,103 0
54 MG DA | 3288 1/1 0.91 0.25 - 39,39,39,39 0
54 MG BA | 3192 1/1 0.96 0.10 - 51,51,51,51 0
54 MG BA 3616 1/1 0.80 0.28 - 131,131,131,131 0
54 MG DA | 3099 1/1 0.94 0.23 - 36,36,36,36 0
54 MG BA | 3315 1/1 0.97 0.15 - 31,31,31,31 0
54 MG DA | 3306 1/1 0.92 0.35 - 29,29,29,29 0
54 MG CA 1759 1/1 0.92 0.22 - 69,69,69,69 0
54 MG DA | 3509 1/1 0.91 0.19 - 37,37,37,37 0
54 MG BA | 3510 1/1 0.74 0.11 - 56,56,56,56 0
54 MG DA | 3177 1/1 0.64 0.13 - 88,88,88,88 0
54 MG DA | 3537 1/1 0.86 0.09 - 63,63,63,63 0
54 MG AA | 1601 1/1 0.93 0.29 - 55,55,55,55 0
54 MG CA 1652 1/1 0.73 0.50 - 76,76,76,76 0
54 MG BA | 3117 1/1 0.89 0.28 - 39,39,39,39 0
54 MG DA | 3565 1/1 0.93 0.20 - 34,34,34,34 0
54 MG BA 3507 1/1 0.91 0.28 - 41,41,41,41 0
54 MG AA ] 1658 1/1 0.88 0.51 - 57,57,57,57 0
54 MG DA | 3548 1/1 0.84 0.12 - 89,89,89,89 0
54 MG DA | 3459 1/1 0.90 0.07 - 53,53,53,53 0
54 MG DA | 3124 1/1 0.97 0.38 - 37,37,37,37 0
54 MG CA 1733 1/1 0.97 0.14 - 82,82,82,82 0
54 MG DA | 3379 1/1 0.95 0.12 - 59,59,59,59 0
o4 MG BA 3653 1/1 0.94 0.15 - 104,104,104,104 0
54 MG BA | 3579 1/1 0.87 0.09 - 100,100,100,100 0
54 MG DA | 3335 1/1 0.98 0.10 - 36,36,36,36 0
54 MG BA | 3509 1/1 0.96 0.15 - 50,50,50,50 0
54 | MG | B2 | 101 | 1/1 0.95 | 0.17 _ 45,4545 45 0
54 MG CA 1667 1/1 0.80 0.33 - NN 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
54 MG DA 3294 1/1 0.94 0.15 - 42.,42,42 42 0
54 MG BA | 3535 1/1 0.94 0.11 - 55,55,55,55 0
54 MG CA 1704 1/1 0.77 0.15 - 92,92,92,92 0
54 MG DA | 3327 1/1 0.96 0.49 - 52,52,52,52 0
54 MG DA | 3506 1/1 0.67 0.11 - 96,96,96,96 0
54 MG CA 1720 1/1 0.80 0.14 - 89,89,89,89 0
54 | MG | BA |3135| 1/1 0.96 | 0.41 ; 45.45,45.45 0
54 MG BA | 3491 1/1 0.97 0.10 - 28,28,28,28 0
54 MG CA 1682 1/1 0.94 0.14 - 58,58,58,58 0
54 MG BA | 3461 1/1 0.88 0.17 - 79,79,79,79 0
54 MG DA | 3357 1/1 0.94 0.19 - 36,36,36,36 0
54 | MG | BA 3233 1/1 0.92 | 045 ; 41,4141 41 0
54 MG BA | 3497 1/1 0.97 0.26 - 61,61,61,61 0
54 MG DA | 3252 1/1 0.90 0.54 - 59,59,59,59 0
54 MG BA | 3060 1/1 0.89 0.14 - 54,54,54,54 0
54 MG BE 305 1/1 0.82 0.16 - 60,60,60,60 0
54 MG BA | 3521 1/1 0.95 0.09 - 40,40,40,40 0
54 MG BA | 3045 1/1 0.90 0.23 - 45,45,45,45 0
54 | MG | BA | 3544 1/1 0.81 | 0.15 ; 16,46,46,46 0
54 MG BA | 3552 1/1 0.87 0.22 - 82,82,82,82 0
54 MG AQ 201 1/1 0.89 0.25 - 58,58,58,58 0
54 MG BA | 3627 1/1 0.81 0.10 - 50,50,50,50 0
54 MG CA 1736 1/1 0.97 0.18 - 70,70,70,70 0
54 MG BA | 3598 1/1 0.88 0.11 - 65,65,65,65 0
54 | MG | BA | 3076 | 1/1 0.90 | 0.22 ; 44,4444 44 0
54 | MG | BA 3363 1/1 091 | 0.14 ; 64,64,64,64 0
54 MG BA | 3298 1/1 0.90 0.55 - 54,54,54,54 0
o4 MG AA 1700 1/1 0.95 0.09 - 42.42,42 42 0
54 MG DA | 3360 1/1 0.91 0.20 - 37,37,37,37 0
54 MG DA | 3408 1/1 0.90 0.15 - 51,51,51,51 0
54 MG BA | 3474 1/1 0.93 0.08 - 37,37,37,37 0
54 MG AA | 1674 1/1 0.86 0.32 - 63,63,63,63 0
54 MG CA 1658 1/1 0.93 0.34 - 58,58,58,58 0
54 MG BA | 3215 1/1 0.85 0.22 - 50,50,50,50 0
o4 MG DA 3530 1/1 0.61 0.24 - 132,132,132,132 0
54 MG BA | 3524 1/1 0.76 0.12 - 38,38,38,38 0
54 MG DA | 3191 1/1 0.88 0.19 - 51,51,51,51 0
54 MG BA | 3344 1/1 0.95 0.31 - 61,61,61,61 0
54 MG BB 221 1/1 0.94 0.06 - 50,50,50,50 0
54 MG CA 1654 1/1 0.96 0.13 - 65,65,65,65 0
54 MG BA | 3438 1/1 0.91 0.20 - 65,65,65,65 0
54 MG BA | 3371 1/1 0.96 0.12 - 33,33,33,33 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
54 MG BA | 3195 1/1 0.94 0.22 - 60,60,60,60 0
54 MG BA | 3176 1/1 0.94 0.16 - 60,60,60,60 0
54 MG CA 1666 1/1 0.94 0.37 - 64,64,64,64 0
54 MG BZ 301 1/1 0.94 0.17 - 55,55,55,55 0
54 MG DA | 3354 1/1 0.90 0.09 - 49,49,49,49 0
54 MG CA 1705 1/1 0.80 0.14 - 96,96,96,96 0
54 | MG | DA | 3448 1/1 0.96 | 0.10 ; 42,42 42,42 0
54 | MG | BA | 3651 1/1 0.97 | 0.11 _ 82,82,82.82 0
54 MG AA | 1686 1/1 0.83 0.11 - 68,68,68,68 0
54 MG DA | 3520 1/1 0.95 0.12 - 56,56,56,56 0
54 MG AA ] 1670 1/1 0.91 0.32 - 53,53,53,53 0
54 MG BA | 3168 1/1 0.96 0.26 - 28,28,28,28 0
54 | MG | DA | 3422 1/1 0.97 | 0.18 ; 13,43,43,43 0
54 | MG | BA |3400| 1,1 0.92 | 0.22 _ AT AT AT A7 0
54 | MG | AA | 1616 1,1 0.88 | 0.14 _ 92,92,92.92 0
o4 MG CA 1742 1/1 0.95 0.07 - 113,113,113,113 0
54 MG BA | 3636 1/1 0.97 0.06 - 28,28,28,28 0
54 MG BA | 3628 1/1 0.96 0.15 - 35,35,35,35 0
54 MG CA 1657 1/1 0.79 0.41 - 61,61,61,61 0
54 MG DA 3220 1/1 0.82 0.24 - 51,51,51,51 0
54 MG DA | 3165 1/1 0.69 0.41 - 60,60,60,60 0
54 MG BA | 3177 1/1 0.91 0.10 - D7,57,57,57 0
54 MG BA | 3070 1/1 0.95 0.20 - 37,37,37,37 0
54 MG DO 202 1/1 0.90 0.17 - 39,39,39,39 0
54 MG DA | 3263 1/1 0.93 0.20 - 40,40,40,40 0
54 MG DA | 3595 1/1 0.93 0.12 - 58,58,58,58 0
54 MG AA | 1696 1/1 0.97 0.16 - 66,66,66,66 0
54 MG BA | 3261 1/1 0.77 0.36 - 34,34,34,34 0
54 MG DA | 3237 1/1 0.87 0.29 - 62,62,62,62 0
54 MG BA | 3556 1/1 0.96 0.20 - 57,57,57,57 0
54 MG BA | 3403 1/1 0.81 0.15 - 67,67,67,67 0
54 MG DA | 3346 1/1 0.90 0.12 - 35,35,35,35 0
54 MG BA | 3586 1/1 0.90 0.10 - 63,63,63,63 0
54 MG BA | 3340 1/1 0.72 0.14 - 79,79,79,79 0
54 | MG | DA |3195| 1,1 0.84 | 0.24 _ 48,48 48 48 0
54 MG BA | 3623 1/1 0.94 0.12 - 73,73,73,73 0
54 MG DA | 3268 1/1 0.82 0.58 - 54,54,54,54 0
54 MG BA | 3313 1/1 0.96 0.08 - 37,37,37,37 0
54 | MG | BA |3126| 1/1 0.96 | 0.22 ; 41,4141 41 0
54 MG DA | 3581 1/1 0.96 0.09 - 52,52,52,52 0
54 MG CA 1683 1/1 0.84 0.21 - 100,100,100,100 0
54 | MG | CA | 1731] 1/1 0.89 | 0.12 _ 74,74,74,74 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
54 MG DA | 3079 1/1 0.96 0.18 - 47,4747 .47 0
54 MG BA | 3166 1/1 0.96 0.29 - 36,36,36,36 0
54 | MG | DA |3080| 1,1 0.96 | 0.17 _ 44,4444, 44 0
54 MG BA | 3280 1/1 0.93 0.30 - 46,46,46,46 0
54 MG BA | 3306 1/1 0.92 0.18 - 55,55,55,55 0
54 MG BA | 3185 1/1 0.87 0.51 - 51,51,51,51 0
54 | MG | BA 3622 1/1 0.93 | 0.11 ; 45.45,45.45 0
54 MG BA | 3356 1/1 0.92 0.17 - 29,29,29,29 0
54 | MG | AA | 1622 1/1 0.68 | 0.19 _ 81,81,81,81 0
54 MG DA | 3277 1/1 0.86 0.17 - (NN 0
54 MG DA | 3066 1/1 0.91 0.20 - 62,62,62,62 0
54 MG BA | 3236 1/1 0.79 0.23 - 66,66,66,66 0
54 MG BA 3649 1/1 0.83 0.22 - 125,125,125,125 0
54 MG DA | 3592 1/1 0.93 0.06 - 83,83,83,83 0
o4 MG DA 3279 1/1 0.97 0.12 - 44,4444 44 0
54 MG BA | 3614 1/1 0.97 0.04 - 66,66,66,66 0
54 MG AA 1692 1/1 0.79 0.57 - 144.144,144.144 0
54 MG DA | 3499 1/1 0.91 0.14 - 67,67,67,67 0
54 MG BA | 3063 1/1 0.93 0.13 - 54,54,54,54 0
54 MG CA 1631 1/1 0.88 0.45 - 48,48,48,48 0
54 MG CA 1696 1/1 0.95 0.43 - 61,61,61,61 0
54 | MG | DA |3527| 1/1 0.94 | 0.15 _ 91,01,91,91 0
54 | MG | DA |3036]| 1,1 0.96 | 0.29 _ 44,4444, 44 0
54 | MG | DA |3071| 1/1 0.95 | 0.19 _ 44,44 44,44 0
54 MG BA 3645 1/1 0.81 0.08 - 102,102,102,102 0
54 MG BA | 3346 1/1 0.90 0.12 - 52,52,52,52 0
54 MG BA | 3374 1/1 0.93 0.08 - 34,34,34,34 0
54 MG DA | 3034 1/1 0.97 0.10 - 32,32,32,32 0
54 | MG | BA |3326] 1/1 0.97 | 0.11 _ 49,49,49,49 0
54 | MG | AF | 201 | 1/1 0.88 | 0.20 _ 62,62,62,62 0
54 MG DA | 3398 1/1 0.84 0.26 - 88,88,88,88 0
54 MG B5 102 1/1 0.97 0.10 - 52,52,52,52 0
54 MG DB 204 1/1 0.71 0.70 - 74,74,74,74 0
54 MG BA | 3421 1/1 0.90 0.07 - 68,68,68,68 0
54 MG BA | 3058 1/1 0.95 0.14 - 32,32,32,32 0
54 MG AA | 1697 1/1 0.80 0.20 - 106,106,106,106 0
54 MG DA | 3086 1/1 0.90 0.21 - 48,48,48,48 0
54 MG CA 1615 1/1 0.91 0.12 - 65,65,65,65 0
54 MG DA | 3591 1/1 0.81 0.11 - 66,66,66,66 0
54 MG BA | 3650 1/1 0.91 0.16 - 88,88,88,88 0
54 MG BA | 3305 1/1 0.91 0.26 - 69,69,69,69 0
54 MG AA | 1602 1/1 0.97 0.29 - 89,89,89,89 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
54 MG BA | 3428 1/1 0.95 0.09 - 56,56,56,56 0
54 MG CA 1719 1/1 0.98 0.07 - 54,54,54,54 0
54 MG BA | 3393 1/1 0.90 0.19 - 37,37,37,37 0
54 MG CA 1661 1/1 0.85 0.64 - 67,67,67,67 0
54 MG BA | 3472 1/1 0.97 0.27 - 26,26,26,26 0
54 MG DA | 3310 1/1 0.96 0.37 - 28,28,28,28 0
54 MG CA 1706 1/1 0.80 0.10 - 103,103,103,103 0
54 MG DA | 3395 1/1 0.96 0.11 - 39,39,39,39 0
54 MG DA | 3227 1/1 0.89 0.28 - 52,52,52,52 0
54 MG DA | 3020 1/1 0.90 0.18 - 56,56,56,56 0
54 MG DA 3590 1/1 0.82 0.24 - 82,82,82,82 0
54 MG BA | 3600 1/1 0.69 0.07 - 81,81,81,81 0
54 MG BA | 3634 1/1 0.99 0.11 - 53,53,53,53 0
54 MG BB 205 1/1 0.92 0.38 - 45,45,45,45 0
54 MG DA | 3536 1/1 0.93 0.16 - 51,51,51,51 0
54 | MG | BA |3169| 1,1 0.94 | 023 _ 31,31,31,31 0
54 MG AA 1679 1/1 0.92 0.22 - 44,44 44 44 0
54 MG DA | 3593 1/1 0.90 0.15 - 83,83,83,83 0
54 MG DA | 3283 1/1 0.93 0.18 - 61,61,61,61 0
54 MG CA 1603 1/1 0.83 0.30 - 56,56,56,56 0
54 MG DA | 3314 1/1 0.93 0.39 - 43,43,43,43 0
o4 MG DO 201 1/1 0.95 0.09 - 120,120,120,120 0
54 MG AA | 1625 1/1 0.62 0.40 - 79,79,79,79 0
54 MG CA 1757 1/1 0.69 0.26 - 80,80,80,80 0
54 MG CA 1630 1/1 0.94 0.62 - 72,72,72,72 0
54 MG BA | 3530 1/1 0.96 0.14 - 56,56,56,56 0
54 MG BA | 3107 1/1 0.86 0.20 - 60,60,60,60 0
o4 MG DE 304 1/1 0.96 0.21 - 42.42,42 42 0
o4 MG DA 3060 1/1 0.92 0.34 - 41,41,41,41 0
54 MG DA 3016 1/1 0.84 0.22 - 62,62,62,62 0
54 MG BA | 3207 1/1 0.94 0.13 - 33,33,33,33 0
54 MG DA | 3153 1/1 0.86 0.42 - 58,58,58,58 0
54 MG AA ] 1699 1/1 0.80 0.20 - 99,99,99,99 0
54 MG DA | 3198 1/1 0.82 0.79 - D7,57,57,57 0
54 MG CA 1620 1/1 0.89 0.12 - 58,58,58,58 0
54 MG DA | 3213 1/1 0.90 0.33 - 48,48,48.48 0
54 MG CA 1676 1/1 0.88 0.24 - 73,73,73,73 0
54 MG CA 1621 1/1 0.86 0.56 - 64,64,64,64 0
54 | MG | BA 3581 1/1 0.92 | 0.11 ; 12,42.42.42 0
54 MG DA | 3139 1/1 0.87 0.50 - 59,59,59,59 0
54 MG DA | 3317 1/1 0.94 0.23 - 47,4747 .47 0
54 MG DA | 3325 1/1 0.88 0.19 - 38,38,38,38 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
54 MG BA 3034 1/1 0.99 0.10 - 41,41,41,41 0
54 | MG | CA | 1674| 1/1 0.88 | 0.11 _ 74,74,74,74 0
54 MG CA 1633 1/1 0.64 0.57 - (NN 0
54 MG BA | 3208 1/1 0.95 0.29 - 38,38,38,38 0
54 MG BA | 3164 1/1 0.83 0.35 - 50,50,50,50 0
54 MG BA | 3287 1/1 0.80 0.42 - 44,44,44,44 0
54 MG DA | 3207 1/1 0.84 0.28 - 54,54,54,54 0
o4 MG BA 3648 1/1 0.81 0.12 - 91,91,91,91 0
o4 MG AA 1648 1/1 0.96 0.44 - 44.44.44 44 0
54 MG DA 3596 1/1 0.89 0.19 - 125,125,125,125 0
54 MG BA | 3347 1/1 0.76 0.16 - 94,94,94,94 0
54 MG DA | 3347 1/1 0.96 0.17 - 35,35,35,35 0
54 MG DA | 3312 1/1 0.86 0.52 - 29,29,29,29 0
54 MG CA 1699 1/1 0.95 0.15 - 83,83,83,83 0
54 | MG | DA |3267| 1,1 0.91 | 0.28 _ 54,5454 54 0
54 MG AA | 1636 1/1 0.84 0.27 - 79,79,79,79 0
54 MG BA | 3633 1/1 0.95 0.12 - 43,43,43,43 0
54 MG AC 301 1/1 0.94 0.14 - 57,57,57,57 0
54 MG CA 1755 1/1 0.50 0.12 - 129,129,129,129 0
54 MG DA | 3214 1/1 0.90 0.24 - 37,37,37,37 0
54 MG BA | 3405 1/1 0.93 0.15 - 61,61,61,61 0
54 MG DA | 3037 1/1 0.96 0.12 - 43,43,43,43 0
o4 MG BA 3187 1/1 0.97 0.59 - 42.42.42 49 0
54 MG DA | 3193 1/1 0.84 0.58 - 40,40,40,40 0
54 MG DA 3528 1/1 0.85 0.17 - 124,124,124,124 0
54 | MG | CA 1622 1/1 0.94 | 0.28 ; AT A7 AT AT 0
54 MG DA | 3185 1/1 0.85 0.16 - 57,57,57,57 0
54 MG AA | 1706 1/1 0.67 0.10 - 91,91,91,91 0
54 MG AA | 1708 1/1 0.88 0.29 - 91,91,91,91 0
54 MG DO 102 1/1 0.97 0.16 - 72,72,72,72 0
54 MG DA | 3143 1/1 0.97 0.19 - 60,60,60,60 0
54 MG DA | 3077 1/1 0.93 0.17 - 49,49,49,49 0
54 MG DA | 3559 1/1 0.85 0.06 - 79,79,79,79 0
54 MG DA | 3249 1/1 0.95 0.29 - 49,49,49,49 0
54 MG BA | 3085 1/1 0.89 0.49 - 52,52,52,52 0
54 MG DA | 3541 1/1 0.76 0.12 - 130,130,130,130 0
o4 MG DA 3300 1/1 0.95 0.14 - 41,41,41,41 0
54 MG BA | 3396 1/1 0.91 0.17 - 29,29,29,29 0
54 | MG | BA 3100 1/1 0.86 | 0.20 ; 42,4242 42 0
54 MG DA | 3186 1/1 0.93 0.13 - 54,54,54,54 0
54 MG BA | 3029 1/1 0.87 0.18 - 32,32,32,32 0
54 MG BA | 3139 1/1 0.84 0.28 - 46,46,46,46 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
54 | MG | BA | 3452 | 1/1 091 | 0.13 _ 64.64,64,64 0
54 MG BA | 3316 1/1 0.97 0.13 - 45,45,45,45 0
54 MG AA | 1649 1/1 0.89 0.31 - 43,43,43,43 0
54 MG CA 1644 1/1 0.97 0.26 - 53,53,53,53 0
54 MG DA | 3110 1/1 0.82 0.31 - 53,53,53,53 0
54 MG BA | 3048 1/1 0.87 0.18 - 68,68,68,68 0
54 MG CA 1762 1/1 0.88 0.07 - 156,156,156,156 0
54 MG CA 1692 1/1 0.50 0.51 - 86,86,86,36 0
54 MG BB 213 1/1 0.88 0.14 - 38,38,38,38 0
54 MG DA | 3009 1/1 0.96 0.28 - 46,46,46,46 0
54 MG DA | 3070 1/1 0.89 0.36 - 57,57,57,57 0
54 MG BA | 3537 1/1 0.98 0.17 - 31,31,31,31 0
54 MG DA | 3401 1/1 0.71 0.29 - 108,108,108,108 0
54 MG DA | 3225 1/1 0.92 0.50 - 51,51,51,51 0
54 MG BA | 3431 1/1 0.92 0.08 - 71,71,71,71 0
54 MG AA | 1675 1/1 0.90 0.23 - 76,76,76,76 0
54 MG BA | 3097 1/1 0.68 0.54 - 47,4747 .47 0
54 MG DA | 3262 1/1 0.85 0.33 - 53,53,53,53 0
54 MG BT 201 1/1 0.92 0.15 - 53,53,53,53 0
54 | MG | DA |3315| 1/1 0.96 | 0.11 ; 31,31,31,31 0
54 MG BA | 3349 1/1 0.94 0.10 - 36,36,36,36 0
54 MG DA | 3320 1/1 0.95 0.14 - 38,38,38,38 0
54 MG DA | 3545 1/1 0.92 0.08 - 82,82,82,82 0
54 MG DA | 3114 1/1 0.97 0.39 - 30,30,30,30 0
54 | MG | BA |3515| 1/1 091 | 0.16 ; 72.72,72.72 0
54 MG BA | 3079 1/1 0.95 0.20 - 50,50,50,50 0
54 MG CA 1681 1/1 0.82 0.41 - 82,82,82,82 0
54 | MG | DA |a3184]| 1/1 0.94 | 0.15 _ 46,46,46,46 0
54 MG BA | 3213 1/1 0.98 0.10 - 43,43,43,43 0
54 MG DA | 3575 1/1 0.96 0.21 - 35,35,35,35 0
54 MG DA | 3585 1/1 0.99 0.13 - 33,33,33,33 0
54 MG CA 1636 1/1 0.90 0.36 - 59,59,59,59 0
54 MG BF 301 1/1 0.95 0.21 - 33,33,33,33 0
54 MG AA | 1657 1/1 0.93 0.39 - 58,58,58,58 0
54 | MG | BA |3237| 1/1 0.51 | 0.32 _ 71,71,71,71 0
54 MG BA | 3293 1/1 0.97 0.18 - 48,48,48.48 0
54 MG BA | 3182 1/1 0.94 0.41 - 37,37,37,37 0
54 MG CA 1627 1/1 0.86 0.37 - 55,55,55,55 0
54 MG DA | 3319 1/1 0.87 0.32 - 57,57,57,57 0
54 MG AA | 1611 1/1 0.91 0.28 - 83,83,83,83 0
54 MG CA 1710 1/1 0.94 0.09 - 48,48,48.,48 0
o4 MG DA 3532 1/1 0.54 0.23 - 116,116,116,116 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
54 MG DA | 3504 1/1 0.89 0.07 - 63,63,63,63 0
54 MG DA | 3447 1/1 0.89 0.27 - 74,74,74,74 0
54 MG BA | 3563 1/1 0.91 0.09 - 70,70,70,70 0
54 MG BA | 3571 1/1 0.91 0.17 - 44,44.44 44 0
54 MG BA | 3110 1/1 0.93 0.20 - 66,66,66,66 0
54 MG CA 1758 1/1 0.87 0.22 - 84,84,84,84 0
54 MG BA | 3450 1/1 0.93 0.10 - 38,38,38,38 0
54 MG BA | 3512 1/1 0.59 0.28 - 109,109,109,109 0
54 | MG | AA | I713| 1/1 0.91 | 0.10 _ 91,01,91,01 0
54 MG BA | 3496 1/1 0.92 0.17 - 39,39,39,39 0
54 | MG | BA | 3281 1/1 0.94 | 025 ; 24,24,24,24 0
54 MG DA | 3206 1/1 0.96 0.60 - 52,52,52,52 0
54 MG BA | 3300 1/1 0.89 0.42 - 48,48,48,48 0
54 MG CA 1608 1/1 0.81 0.53 - 93,93,93,93 0
o4 MG DA 3138 1/1 0.97 0.31 - 41,41,41,41 0
54 MG BA | 3082 1/1 0.99 0.12 - 36,36,36,36 0
54 MG BA | 3553 1/1 0.87 0.11 - 89,89,89,89 0
54 MG BA | 3267 1/1 0.90 0.33 - 36,36,36,36 0
54 MG CA 1713 1/1 0.89 0.14 - 73,73,73,73 0
54 MG BA | 3612 1/1 0.91 0.07 - 59,59,59,59 0
54 | MG | BA |3370]| 1/1 0.83 | 0.23 _ 41,41,41,41 0
54 MG BA | 3074 1/1 0.81 0.44 - 53,53,53,53 0
54 MG BA | 3659 1/1 0.88 0.07 - 81,81,81,81 0
54 MG AA ] 1608 1/1 0.97 0.33 - 67,67,67,67 0
54 MG BA | 3391 1/1 0.96 0.11 - 39,39,39,39 0
54 | MG | AA 1663 | 1/1 0.84 | 0.52 ; 64,64,64,64 0
54 MG BA | 3398 1/1 0.93 0.14 - 52,52,52,52 0
54 | MG | DA |3211| 1/1 0.90 | 0.23 _ 48,48 48 48 0
54 MG DA | 3135 1/1 0.95 0.32 - 47,47 47,47 0
54 MG DA | 3119 1/1 0.89 0.33 - 48,48,48,48 0
54 MG DA | 3556 1/1 0.92 0.06 - 56,56,56,56 0
54 MG DA | 3255 1/1 0.88 0.20 - 58,58,58,58 0
54 MG BA | 3432 1/1 0.93 0.04 - 67,67,67,67 0
54 MG BA | 3206 1/1 0.97 0.26 - 49,49,49,49 0
54 MG BA | 3545 1/1 0.96 0.07 - 43,43,43,43 0
o4 MG DA 3168 1/1 0.96 0.20 - 42.42.42 49 0
54 MG DA | 3428 1/1 0.98 0.05 - 68,68,68,68 0
54 MG BA | 3285 1/1 0.89 0.57 - 38,38,38,38 0
54 MG BA | 3254 1/1 0.91 0.35 - 25,25,25,25 0
54 | MG | DA 3054 1/1 0.95 | 0.12 ; 16,46,46,46 0
54 MG DA | 3012 1/1 0.88 0.19 - 30,30,30,30 0
54 MG DA | 3286 1/1 0.98 0.20 - 33,33,33,33 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
54 MG BA | 3294 1/1 0.97 0.19 - 39,39,39,39 0
o4 MG BA 3543 1/1 0.78 0.19 - 119,119,119,119 0
o4 MG BA 3134 1/1 0.92 0.43 - 41,41,41,41 0
54 MG DA | 3371 1/1 0.83 0.25 - 43,43,43,43 0
54 | MG | DA | 3440 | 1/1 0.96 | 0.28 ; 42,4242 42 0
54 MG BA 3523 1/1 0.86 0.10 - 110,110,110,110 0
54 MG BA | 3568 1/1 0.97 0.12 - 39,39,39,39 0
54 MG DA | 3280 1/1 0.77 0.44 - 58,58,58,58 0
54 MG CA 1616 1/1 0.88 0.26 - 58,58,58,58 0
54 MG DA | 3582 1/1 0.89 0.25 - 63,63,63,63 0
54 | MG | BA 3311 1/1 0.93 | 0.17 ; 24,24,24,24 0
54 | MG | AA 1695 | 1/1 0.95 | 0.11 ; 74,74,74,74 0
54 MG CA 1711 1/1 0.66 0.11 - 103,103,103,103 0
54 MG BA | 3638 1/1 0.75 0.13 - 67,67,67,67 0
54 MG BA | 3499 1/1 0.97 0.12 - 60,60,60,60 0
54 MG DA | 3400 1/1 0.90 0.17 - 66,66,66,66 0
54 MG BA | 3531 1/1 0.83 0.09 - 89,89,89,89 0
54 MG DA | 3048 1/1 0.91 0.25 - 40,40,40,40 0
54 MG DA | 3078 1/1 0.97 0.17 - 48,48,48,48 0
54 MG AA ] 1640 1/1 0.90 0.19 - 58,58,58,58 0
54 MG BA | 3587 1/1 0.86 0.14 - 60,60,60,60 0
54 MG BA | 3402 1/1 0.98 0.06 - 54,54,54,54 0
54 MG BA | 3104 1/1 0.85 0.23 - 63,63,63,63 0
54 MG BA | 3020 1/1 0.92 0.09 - 82,82,82,82 0
54 MG BA | 3151 1/1 0.98 0.35 - 33,33,33,33 0
54 MG BA | 3610 1/1 0.95 0.08 - 63,63,63,63 0
54 MG DA | 3093 1/1 0.92 0.27 - 56,56,56,56 0
54 MG DA | 3296 1/1 0.93 0.09 - 67,67,67,67 0
54 MG BA | 3618 1/1 0.95 0.08 - 52,52,52,52 0
54 MG DA | 3222 1/1 0.85 0.23 - 68,68,68,68 0
54 MG BA | 3193 1/1 0.92 0.67 - 35,35,35,35 0
54 MG BA | 3008 1/1 0.89 0.23 - 28,28,28,28 0
54 MG DA | 3580 1/1 0.98 0.17 - 52,52,52,52 0
54 MG BA | 3439 1/1 0.90 0.16 - 59,59,59,59 0
54 | MG | BA |al71| 1/1 0.92 | 0.32 _ 31,31,31,31 0
54 MG DA | 3059 1/1 0.86 0.21 - 45,45,45,45 0
54 MG DA | 3543 1/1 0.90 0.09 - 53,53,53,53 0
54 MG BA | 3290 1/1 0.92 0.17 - 63,63,63,63 0
54 MG BA | 3084 1/1 0.87 0.11 - 59,59,59,59 0
54 MG DA | 3217 1/1 0.99 0.49 - 32,32,32,32 0
54 MG AA | 1606 1/1 0.86 0.19 - 79,79,79,79 0
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6.5 Other polymers (i)

There are no such residues in this entry.
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