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ifications and bound to protein Y (YfiA) at 2.3A resolution
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This is a wwPDB X-ray Structure Validation Summary Report for a publicly released PDB entry.
We welcome your comments at validation@mail.wwpdb.org
A user guide is available at
http://wwpdb.org/validation /2016 /Xray ValidationReportHelp
with specific help available everywhere you see the (1) symbol.

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

MolProbity : NOT EXECUTED
Mogul : NOT EXECUTED

Xtriage (Phenix) : NOT EXECUTED
EDS : NOT EXECUTED

Percentile statistics : 20151230.v01 (using entries in the PDB archive December 30th 2015)
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) :  trunk26865
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1 Overall quality at a glance (i)

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

The reported resolution of this entry is 2.30 A.
There are no percentiles available for this entry.

MolProbity and EDS were not executed - the sequence quality summary graphics cannot be
shown.
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2  Entry composition (i)

There are 59 unique types of molecules in this entry. The entry contains 298502 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 23S Ribosomal RNA.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
U oaa || ot 1 o s 0 0 0
L 24 2867 €;F107t5a51§ 2751391 11?52 19(8)50 2565 0 0 0
e Molecule 2 is a RNA chain called 5S Ribosomal RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 1B 120 ggt;;l 11(315 41;16 8(;2 15)9 0 0
2 2B 120 gg%l 11(316 41;16 8(;2 15)9 0 0
e Molecule 3 is a protein called 50S ribosomal protein L2.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
3 1D 275 g(l)gil 1?316 41§2 3(6?0 g 0 0 0
3 2D 275 g(l)gaél 1?319 4153 321 g 0 0 0
e Molecule 4 is a protein called 50S ribosomal protein L3.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
4 L& 204 ngl 9§5 21;8 2(7)0 g 0 0 0
4 2k 204 ngl 9§5 21;8 2(7)0 g 0 0 0

e Molecule 5 is a protein called 50S ribosomal protein L4.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
g IF 203 1584 1009 298 275 2 0 0 1
Total C N O S
g 2F 203 1580 1007 297 274 2 0 0 1
e Molecule 6 is a protein called 50S ribosomal protein L5.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
6 1G 181 1426 916 253 253 4 0 0 0
Total C N O S
6 2G 181 1424 912 259 249 4 0 0 0
e Molecule 7 is a protein called 50S ribosomal protein L6.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
7 H 1 1330 845 248 236 1 0 0 0
Total C N O S
7 2H 173 1324 842 247 234 1 0 0 0
e Molecule 8 is a protein called 50S ribosomal protein L9.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
8 1 147 1094 699 191 203 1 0 0 0
Total C N O S
8 2l 146 1076 687 186 202 1 0 0 0
e Molecule 9 is a protein called 50S ribosomal protein L13.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o | IN 140 1121 722 208 187 4 0 0 0
Total C N O S
o | N 140 1117 719 207 187 4 0 0 0
e Molecule 10 is a protein called 50S ribosomal protein L14.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
10 10 122 933 588 171 170 4 0 0 0
Continued on next page...
gPDB
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

o | om LN o] o | o
e Molecule 11 is a protein called 50S ribosomal protein L15.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 1P 149 ?1);;1 7%)]6 22]0 1(36 g 0 0 0
1 2P 149 ?(1);1 7%)]6 22]0 1(36 g 0 0 0

e Molecule 12 is a protein called 50S ribosomal protein L16.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
12 19 141 ???21 7(135 211]2 1(;8 S 0 0 0
12 2Q 141 1;(;;21 7(135 211]2 128 g 0 0 0

e Molecule 13 is a protein called 50S ribosomal protein L17.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
13 IR 118 gofits 1 6(034 2153 120 ? 0 0 0
13 2R 118 gofits 1 6(034 2153 120 ? 0 0 0

e Molecule 14 is a protein called 50S ribosomal protein L18.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
14 15 110 T807t7a 1 5?3 11;15 151)9 0 0 0
14 25 110 go;(? 1 55139 11;13 128 0 0 0

e Molecule 15 is a protein called 50S ribosomal protein L19.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1o 13U 00 g0 o2 185 1 0 : 0
IR TP YRR
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e Molecule 16 is a protein called 50S ribosomal protein L.20.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
o v | m [T N o [ o |
IR T HEEERE
e Molecule 17 is a protein called 50S ribosomal protein L21.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
v e e s 0 0o
AR L LR
e Molecule 18 is a protein called 50S ribosomal protein L22.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
s ow |l S s a0 | 0o
s faw | s e 0 | 0| o
e Molecule 19 is a protein called 50S ribosomal protein L23.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
| x| e s e | 0 | 0|0
RN T HEEEEE
e Molecule 20 is a protein called 50S ribosomal protein L24.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
20 1Y 107 golt(? 1 5(230 115\)IS 121 g 0 0 0
20 2Y 107 golt(? 1 5?9 115\)IS 122 g 0 0 0

e Molecule 21 is a protein called 50S ribosomal protein L25.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
21 17 203 1587 1011 282 292 2 0 0 0
Total C N O S
21 27 201 1557 995 274 286 2 0 0 0
e Molecule 22 is a protein called 50S ribosomal protein L27.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
22 10 v 608 375 129 103 1 0 0 0
Total C N O S
22 20 v 608 375 129 103 1 0 0 0
e Molecule 23 is a protein called 50S ribosomal protein L28.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
23 1 o 754 475 148 130 1 0 0 0
Total C N O S
231 2 o7 759 478 149 131 1 0 0 0
e Molecule 24 is a protein called 50S ribosomal protein L29.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
24 12 70 Hh&& 365 118 103 2 0 0 0
Total C N O S
24 22 0 592 368 119 103 2 0 0 0
e Molecule 25 is a protein called 50S ribosomal protein L30.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
25| 13 o 469 298 90 81 0 0 0
Total C N O
25 23 59 464 296 90 78 0 0 0
e Molecule 26 is a protein called 50S ribosomal protein L31.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
26 14 69 h46 346 96 99 5 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

wlu ] o [THCITT 0 | 0 |
e Molecule 27 is a protein called 50S ribosomal protein L32.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
27 | 15 59 ngl 238 9NO 706 i 0 0 0
27 | 25 59 ng‘l 235 é\; 706 i 0 0 0

e Molecule 28 is a protein called 50S ribosomal protein L33.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
28 | 16 53 ngl 2(;1 91\1 ;)7 i 0 0 0
28 | 26 53 Tﬁgl 2(739 é\i % i 0 0 0

e Molecule 29 is a protein called 50S ribosomal protein L34.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
o | s U s | 0 | 0 |0
w8 U s 0 | 0 |0

e Molecule 30 is a protein called 50S ribosomal protein L35.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

L I I L L
e Molecule 31 is a protein called 50S ribosomal protein L36.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
31 | 19 37 1;)0;?1 138 61\; 57 2 0 0 0
31 | 29 37 205;‘1 138 61\; f? 2 0 0 0
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e Molecule 32 is a RNA chain called 16S Ribosomal RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
32 la 1500 32246 14358 5975 10413 1500 0 0 0
Total C N O P
32 2a 1504 32331 14396 5990 10441 1504 0 0 0
e Molecule 33 is a protein called 30S ribosomal protein S2.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
33 1b 231 1842 1175 330 332 5 0 0 0
Total C N O S
33 2b 231 1825 1167 326 327 5 0 0 0
e Molecule 34 is a protein called 30S ribosomal protein S3.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
34 le 206 1558 979 305 273 1 0 0 0
Total C N O S
34 2 206 1542 968 300 273 1 0 0 0
e Molecule 35 is a protein called 30S ribosomal protein S4.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
35 1d 208 1665 1043 329 286 7 0 0 0
Total C N O S
35 2d 208 1668 1047 330 284 7 0 0 0
e Molecule 36 is a protein called 30S ribosomal protein S5.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
36 le 148 1133 716 214 199 4 0 0 0
Total C N O S
36 2e 148 1133 716 214 199 4 0 0 0

e Molecule 37 is a protein called 30S ribosomal protein S6.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
37 1t 100 goltj 1 5?6 114\1]4 1(;1 g 0 0 0
IR HEEEEE

e Molecule 38 is a protein called 30S ribosomal protein S7.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
38 lg 195 f%@l 7(59 214\114 2(1)6 2 0 0 0
38 28 195 33231 7(636 2111 2(1)6 2 0 0 0

e Molecule 39 is a protein called 30S ribosomal protein S8.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
39 th 137 1;8;21 6(934 211]0 182 g 0 0 0
IR F Y IREEEE

e Molecule 40 is a protein called 30S ribosomal protein S9.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
40 li 127 T908t6a 1 635 11;3 1(6)8 0 0 0
40 21 126 gofitg 1 6(1}3 115\56 1(6)7 0 0 0

e Molecule 41 is a protein called 30S ribosomal protein S10.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
H L o7 T701t9al 426 1112 1?’))1 0 0 0
H 2] %6 T701t(? 1 422 11§7 121 0 0 0

e Molecule 42 is a protein called 30S ribosomal protein S11.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

12 Lk 114 TSO;Z 1 5(230 11216 1(;5 g 0 0 0

Continued on next page...
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Continued from previous page...
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
12 2k 114 833 519 156 155 3 0 0 0
e Molecule 43 is a protein called 30S ribosomal protein S12.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
43 1 122 932 58 185 159 2 0 0 0
Total C N O S
43 2 122 932 58 185 159 2 0 0 0
e Molecule 44 is a protein called 30S ribosomal protein S13.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
4| Im 116 914 564 189 159 2 0 0 0
Total C N O S
44| 2m 114 895 550 186 157 2 0 0 0
e Molecule 45 is a protein called 30S ribosomal protein S14 type Z.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
5 In 60 492 312 104 72 4 0 0 0
Total C N O S
4 2n 60 492 312 104 72 4 0 0 0
e Molecule 46 is a protein called 30S ribosomal protein S15.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
46 1o 88 798 456 144 126 2 0 0 0
Total C N O S
46 20 88 728 456 144 126 2 0 0 0
e Molecule 47 is a protein called 30S ribosomal protein S16.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
et 82 631 433 134 113 1 0 0 0
Total C N O S
N 82 677 430 133 113 1 0 0 0
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e Molecule 48 is a protein called 30S ribosomal protein S17.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
18 lq 9 TSOQ?l 528 1211 122 2 0 0 0
81 2 %9 TSOQt;l 558 1211 122 2 0 0 0

e Molecule 49 is a protein called 30S ribosomal protein S18.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
i 08 Eogg | 3?5 1158 902 0 0 0
i 08 Eogg | 3?5 1158 902 0 0 0

e Molecule 50 is a protein called 30S ribosomal protein S19.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
s 83 Tcsozfgl 4?5 1210 1(1)1 2 0 0 0
I 83 T604t; | 4?0 111]8 1(1)5 2 0 0 0

e Molecule 51 is a protein called 30S ribosomal protein S20.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IR T HEEEEE
ol 2t o8 T;)?f;l 4(5j1 1214 1(2)6 3 0 0 0

e Molecule 52 is a protein called 30S ribosomal protein Thx.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
52 | 1u 23 Tlogtgl 1(232 i\; 2% 0 0 0
52 | 2u 23 Tlogtgl 1(232 i\; 2% 0 0 0

e Molecule 53 is a protein called Ribosome-associated inhibitor A.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o3 ly 1 764 478 144 139 3 0 0 0
Total C N O S
o3 2y 96 749 468 141 137 3 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf

54 9F 5 Total - Mg 0 0
5 5

54 17 9 Total = Mg 0 0
9 9

54 1T 3 Total = Mg 0 0
3 3

54 IN 3 Total = Mg 0 0
3 3

54 20 9 Total = Mg 0 0
9 9

54 18 1 Total - Mg 0 0
1 1

54 1o 1 Total - Mg 0 0
1 1

54 | oW 9 Total - Mg 0 0
9 9

54 91 1 Total - Mg 0 0
1 1

54 13 9 Total - Mg 0 0
9 9

54 1f 1 Total - Mg 0 0
1 1

54 1P 9 Total = Mg 0 0
9 9
Total Mg

54 9B 19 o 1o 0 0
Total Mg

54 1q 9 , 5 0 0
Total Mg

54 %4 193 03 100 0 0
Total Mg

54 1E 6 A 0 0

54 1b 1 Total - Mg 0 0
1 1

54 9 1 Toltal qu 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Mg
54 9F 3 2y 0 0
54 28 9 Total - Mg 0 0
9 9
54 % 1 Total - Mg 0 0
1 1
54 | 1W 9 Total - Mg 0 0
9 9
Total Mg
54 1A 1075 0 100 0 0
54 1t 1 Total - Mg 0 0
1 1
Total Mg
54 1n 9 ) ) 0 0
54 9P 9 Total - Mg 0 0
9 9
54 1X 1 Total - Mg 0 0
1 1
Total Mg
54 ly 4 PR 0 0
54 9T 3 Total - Mg 0 0
3 3
Total Mg
54 1D 14 L 0 0
54 IN 1 Total - Mg 0 0
1 1
Total Mg
54 le 4 P 0 0
54 2G 3 Total = Mg 0 0
3 3
54 of 1 Total - Mg 0 0
1 1
54 | 1V 3 Total Mg 0 0
3 3
54 92X 1 Total = Mg 0 0
1 1
Total Mg
54 1a 280 220 o8 0 0
54 2Q 5 Total Mg 0 0
9 9
54 15 9 TO;al N;g 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf

54 % 1 Total - Mg 0 0
1 1

54 | 1R 3 Total -~ Mg 0 0
3 3

54 2% 1 Total - Mg 0 0
1 1
Total Mg

54 1G 4 PR 0 0

54 20 9 Total - Mg 0 0
9 9
Total Mg

54 11 4 P 0 0

54 1d 5 Total Mg 0 0
5 5

54 o 1 Total - Mg 0 0
1 1

54 1H 9 Total - Mg 0 0
9 9

54 21 1 Total - Mg 0 0
1 1

54 1i 1 Total - Mg 0 0
1 1

54 9R 1 Total - Mg 0 0
1 1

54 17 1 Total - Mg 0 0
1 1

54 9D 9 Total - Mg 0 0
9 9

54 14 1 Total - Mg 0 0
1 1

54 1U 9 Total = Mg 0 0
9 9

54 10 1 Total = Mg 0 0
1 1

54 1r 1 Total = Mg 0 0
1 1

54 19 9 Total = Mg 0 0
9 9
Total Mg

54 11 9 ) ) 0 0

54 2V 1 Toltal N{g 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Mg
54 1F 10 10 10 0 0
54 10 5 Total - Mg 0 0
5 5
Total Mg
54 1g 3 3 3 0 0
54 9%t 1 Total - Mg 0 0
1 1
Total Mg
54 1Q 4 4 4 0 0
Total Mg
54 2A 761 w61 761 0 0
54 1h p Total - Mg 0 0
2 2
Total Mg
54 1B 30 30 20 0 0
54 97 1 Toltal ng 0 0

e Molecule 55 is (4S)-2-METHYL-2,4-PENTANEDIOL (three-letter code: MPD) (formula:

CeH14032).
04
OH
‘_::."\-" c1
C5
CA(S) \
c2
CM
C3
OH
02
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C O
55 1A 1 3 6 2 0 0
Total C O
55 1T 1 3 6 2 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
55 18 1 Togtal g (2) 0 0
55 la 1 Togtal g (2) 0 0
55 | 2A 1 Togtal g (2) 0 0
55 | 2A 1 Togtal g (2) 0 0
55 | 2B 1 Togtal g (2) 0 0

e Molecule 56 is ARGININE (three-letter code: ARG) (formula: C¢H15N405).

HoN, OH
— 0
NE H , 0
N—7
NH:
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O
56 1B 1 19 6 4 9 0 0
Total C N O
56 1F 1 19 6 4 9 0 0

e Molecule 57 is ZINC ION (three-letter code: ZN) (formula: Zn).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
57 1y 1 Total Zn 0 0
1 1
57 14 1 Toltal Zln 0 0

Continued on next page...

WO RLDWIDE

PROTEIN DATA BANK



Page 18

wwPDB X-ray Structure Validation Summary Report

4Y40

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf

57 1n 1 Total Zn 0 0
1 1

57 15 1 Total Zn 0 0
1 1

57 99 1 Total Zn 0 0
1 1

57 19 1 Total - Zn 0 0
1 1

57 2% 1 Total - Zn 0 0
1 1

57 25 1 Total - Zn 0 0
1 1

57 94 1 Total Zn 0 0
1 1

57 on 1 Total Zn 0 0
1 1

57 oy 1 Total Zn 0 0
1 1

57 16 1 Toltal Zln 0 0

e Molecule 58 is IRON/SULFUR CLUSTER (three-letter code: SF4) (formula: FeyS,).

FE4,

SF4

S3

F&es

FE1

Fe

S2
Fe <2
Fe
51 FE3
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Fe S
58 1d 1 3 44 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
58 | 2d 1 Togtal Ff 2 0 0
e Molecule 59 is water.

Mol | Chain | Residues Atoms ZeroOcc | AltConf
50 | 1A 4154 Z({g 4?54 0 0
50 | 1B 109 Tloggl 1%)9 0 0
50 | 1D 119 Tlofgl 1?9 0 0
59 | 1E 81 Tgtlal 801 0 0
50 | IF 66 ngﬂ 6% 0 0
50 | 1G 20 T;Bal 2% 0 0
50 | 1H 16 T(l)gﬂ % 0 0
59 1 9 Togtal (9) 0 0
50 | 1IN 55 ngal 505 0 0
50 | 10 29 ngal 2% 0 0
50 | 1P 56 T‘;gﬂ 506 0 0
50 | 1Q 46 TZ?I ;36 0 0
50 | 1R 37 Tg;al ?())7 0 0
59 1S 11 T‘ﬁal 101 0 0
50 | 1T 39 ngal ?9 0 0
50 | 1U 49 ngal 4?9 0 0
50 | 1V 34 Tgial ?i 0 0
50 | 1W 27 T‘;al ;)7 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
59 | 1X 27 T;t;‘l ;)7 0 0
50 | 1Y 20 T;toal 2% 0 0
59 | 17 13 T(l);al 1%, 0 0
59 10 25 T;gal 205 0 0
59 11 25 T;gal 205 0 0
59 12 15 T(l)t;‘l 1?,) 0 0
59 13 25 T;gﬂ 2% 0 0
59 14 4 Toial 2 0 0
59 15 25 T;gal 205 0 0
59 16 29 T;t;‘l 202 0 0
59 17 19 T(ljgal % 0 0
59 18 31 Tgial ?())1 0 0
59 19 9 Togtal (9) 0 0
59 la 599 T;;gl 5(9)9 0 0
59 1b 1 Total O 0 0
11
59 le 1 Total O 0 0
11
59 1d 8 Togtal (3 0 0
59 le 5 TO;al (; 0 0
59 1f 3 To?fal (3) 0 0
59 1h 1 Total O 0 0
11
59 i 1 Toltal (1) 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
59 1j 1 Toltal (1) 0 0
59 1k 1 Total O 0 0
11
59 11 5 TO;al C5) 0 0
50 | 1m 2 TO;al (2) 0 0
59 1o 7 To;al (7) 0 0
59 1p 3 Togtal (; 0 0
59 1t 1 Total O 0 0
11
59 ly 7 To;al (7) 0 0
50 | 24 2665 222,35“1 6%5 0 0
50 | 2B 69 ngal é?) 0 0
50 | 2D 59 ngal % 0 0
50 | 2E 33 ngal ?% 0 0
50 | 2oF 2% T‘;gﬂ 206 0 0
50 | 2G 9 Togtal (9) 0 0
50 | om 4 Toial 2 0 0
59 o1 4 Toial 2 0 0
50 | oN 6 Togal (g 0 0
50 | 20 23 T;gal 2% 0 0
50 | 2P 30 ngal ?% 0 0
50 | 2Q 28 Tgtgal 2% 0 0
50 | 9R 21 Tgtlal 201 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
59 | 28 7 TO;al (7) 0 0
50 | 2T 11 T(l)tlal 8 0 0
59 | 2U 20 T;toal 2% 0 0
59 | 2V 6 Togal C6) 0 0
59 | 2W 20 T;Bal 2% 0 0
50 | oX 10 T(l)gal 1% 0 0
50 | 2y 4 Toial (i 0 0
59 | 2z 16 T(l)gﬂ 1% 0 0
59 20 13 T(l)gal 1% 0 0
59 21 29 T;t;‘l 202 0 0
59 22 4 Toial (j 0 0
59 23 3 Tostal (; 0 0
59 24 2 Toztal (2) 0 0
59 25 10 T‘igal % 0 0
59 26 5 TO;al (5) 0 0
59 27 9 Togtal (9) 0 0
59 28 16 T‘igal ?6 0 0
59 29 3 To?fal 2 0 0
59 2a 459 Tf;gl 4(5)9 0 0
50 | ad 6 Togal (g 0 0
59 % 2 Toztal (2) 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
59 of 1 Toltal (1) 0
59 % 2 TO;al (2) 0
59 21 5 TO;al C5) 0
59 | 2m 2 TO;al (2) 0
59 20 2 TO;al (2) 0
59 | 2p 3 Togtal (; 0
59 | 2q 1 Toltal (1) 0
59 or 5 TO;al g 0
59 2t 2 Toztal (2) 0
59 | 2y 5 TO;al (5) 0

MolProbity and EDS were not executed - this setion will therefore be empty.



Page 24

wwPDB X-ray Structure Validation Summary Report

3 Data and refinement statistics (i)

Xtriage (Phenix) and EDS were not executed - this section will therefore be incomplete.

Property Value Source
Space group P 212121 Depositor
Cell constants 209.16A 448.37TA  618.12A .
Depositor
a, b, c,a, 3,7 90.00° 90.00° 90.00°
Resolution (A) 173.22 - 2.30 Depositor
7 Data completencss 97.5 (173.22-2.30) Depositor
(in resolution range)
Rinerge 0.15 Depositor
Raym (Not available) Depositor
Refinement program PHENIX Depositor
R, Rree 0.207 , 0.247 Depositor
Estimated twinning fraction No twinning to report. Xtriage
Total number of atoms 298502 wwPDB-VP
Average B, all atoms (A2) 55.0 wwPDB-VP



http://wwpdb.org/validation/2016/XrayValidationReportHelp#data_stats
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4 Model quality (i)

4.1 Standard geometry (i)

MolProbity was not executed - this section will therefore be empty.

4.2 Too-close contacts (i)

MolProbity was not executed - this section will therefore be empty.

4.3 Torsion angles (i)
4.3.1 Protein backbone (1)

MolProbity was not executed - this section will therefore be empty.

4.3.2 Protein sidechains (1)

MolProbity was not executed - this section will therefore be empty.

4.3.3 RNA (D

MolProbity was not executed - this section will therefore be empty.

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

validation-pack and Mogul were not executed - this section will therefore be empty.

4.5 Carbohydrates (i)

validation-pack and Mogul were not executed - this section will therefore be empty.

4.6 Ligand geometry (i)

validation-pack and Mogul were not executed - this section will therefore be empty.

4.7 Other polymers (i)

validation-pack and Mogul were not executed - this section will therefore be empty.


http://wwpdb.org/validation/2016/XrayValidationReportHelp#model_quality
http://wwpdb.org/validation/2016/XrayValidationReportHelp#standard_geometry
http://wwpdb.org/validation/2016/XrayValidationReportHelp#close_contacts
http://wwpdb.org/validation/2016/XrayValidationReportHelp#torsion_angles
http://wwpdb.org/validation/2016/XrayValidationReportHelp#protein_backbone
http://wwpdb.org/validation/2016/XrayValidationReportHelp#protein_sidechains
http://wwpdb.org/validation/2016/XrayValidationReportHelp#rna
http://wwpdb.org/validation/2016/XrayValidationReportHelp#nonstandard_residues_and_ligands
http://wwpdb.org/validation/2016/XrayValidationReportHelp#nonstandard_residues_and_ligands
http://wwpdb.org/validation/2016/XrayValidationReportHelp#nonstandard_residues_and_ligands
http://wwpdb.org/validation/2016/XrayValidationReportHelp#nonstandard_residues_and_ligands
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4.8 Polymer linkage issues (i)

There are no chain breaks in this entry.


http://wwpdb.org/validation/2016/XrayValidationReportHelp#polymer_linkage
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5 Fit of model and data (i)

5.1 Protein, DNA and RNA chains (i)

EDS was not executed - this section will therefore be empty.

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

EDS was not executed - this section will therefore be empty.

5.3 Carbohydrates (i)

EDS was not executed - this section will therefore be empty.

5.4 Ligands (i)

EDS was not executed - this section will therefore be empty.

5.5 Other polymers (i)

EDS was not executed - this section will therefore be empty.


http://wwpdb.org/validation/2016/XrayValidationReportHelp#fit_model_data
http://wwpdb.org/validation/2016/XrayValidationReportHelp#fit_protein_na_chains
http://wwpdb.org/validation/2016/XrayValidationReportHelp#fit_nonstandard_and_ligands
http://wwpdb.org/validation/2016/XrayValidationReportHelp#fit_nonstandard_and_ligands
http://wwpdb.org/validation/2016/XrayValidationReportHelp#fit_nonstandard_and_ligands
http://wwpdb.org/validation/2016/XrayValidationReportHelp#fit_nonstandard_and_ligands
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