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1 Overall quality at a glance (i)

The reported resolution of this entry is 3.60 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 N 0.428
Clashscore T 60
Ramachandran outliers N 18.7%
Sidechain outliers 0 I 15.4%
RSRZ outliers N 71.0%
RNA backbone I I I 0.43

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))

Rfree 66092 1020 (3.86-3.34)

Clashscore 79885 1155 (3.80-3.40)

Ramachandran outliers 78287 1109 (3.80-3.40)

Sidechain outliers 78261 1108 (3.80-3.40)

RSRZ outliers 66119 1000 (3.84-3.36)

RNA backbone 1838 1012 (4.40-2.76)

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.
The upper red bar (where present) indicates the fraction of residues that have poor fit to the
electron density.

Mol | Chain | Length Quality of chain

1 0 85 e —
2 1 98 I — —-—
3 2 72 I e — —
4 3 60 L -
5 4 71 L —

6 5 60 e — -—
7 6 54 [ —
8 7 49 e — -
9 8 65 I —— -
10 9 37 I

11 A 2915 | e—— — -
12 B 122 [ -

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

Mol | Chain | Length Quality of chain
13 C 229 e n
14 D 276 I — -
15 E 206 | -—
16 F 210 I — -
17 G 182 I —
18 H 180 I We—
19 J 173
20 K 147 —
21 N 140 [ —
22 O 122 I —— =
23 P 150 e — —
24 Q 141 [
25 R 118 I .
26 S 112 I —
27 T 146 I —
28 U 118 [ -
29 \Y 101 e — —
30 W% 113 I —
31 X 96 L -
32 Y 110 [ —
33 / 206 I —
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2 Entry composition (i)

There are 33 unique types of molecules in this entry. The entry contains 93761 atoms, of which 0

are hydrogen and 0 are deuterium.

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 protein called 50S RIBOSOMAL PROTEIN L27.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
1 0 84 662 410 140 111 1 0 0 0
e Molecule 2 is a protein called 50S RIBOSOMAL PROTEIN L28.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
2 1 94 732 460 146 125 1 0 0 1
e Molecule 3 is a protein called 50S RIBOSOMAL PROTEIN L29.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
3 2 71 508 370 121 106 1 0 0 0
e Molecule 4 is a protein called 50S RIBOSOMAL PROTEIN L30.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
4 3 60 468 298 91 78 1 0 0 1
e Molecule 5 is a protein called 50S RIBOSOMAL PROTEIN L31.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o 4 45 341 218 58 61 4 0 0 1
e Molecule 6 is a protein called 50S RIBOSOMAL PROTEIN L32.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
0 g o9 459 288 90 76 5 0 0 0
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e Molecule 7 is a protein called 50S RIBOSOMAL PROTEIN L33.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
7 6 50 433 270 88 71 4 0 0 0
e Molecule 8 is a protein called 50S RIBOSOMAL PROTEIN L34.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
8 7 49 419 257 105 55 2 0 0 1
e Molecule 9 is a protein called 50S RIBOSOMAL PROTEIN L35.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
) 8 64 508 326 102 78 2 0 0 1
e Molecule 10 is a protein called 50S RIBOSOMAL PROTEIN L36.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
10 ) 37 307 188 68 47 4 0 0 0
e Molecule 11 is a RNA chain called 23S RIBOSOMAL RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
1 A 2901 62474 27806 11681 20087 2900 0 0 0
e Molecule 12 is a RNA chain called 5S RIBOSOMAL RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
12 B 119 2551 1136 471 826 118 0 0 0
e Molecule 13 is a protein called 50S RIBOSOMAL PROTEIN L1.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
13 C 228 1742 1101 319 319 3 0 0 0

e Molecule 14 is a protein called 50S RIBOSOMAL PROTEIN L2.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
14 D 275 2145 1353 428 361 3 0 0 0
e Molecule 15 is a protein called 50S RIBOSOMAL PROTEIN L3.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
15 2 205 1564 988 300 270 6 0 0 1
e Molecule 16 is a protein called 50S RIBOSOMAL PROTEIN L4.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
16 F 208 1624 1035 304 282 3 0 0 1
e Molecule 17 is a protein called 50S RIBOSOMAL PROTEIN L5.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
I G 181 1474 942 268 260 4 0 0 0
e Molecule 18 is a protein called 50S RIBOSOMAL PROTEIN L6.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
18 H 160 1223 773 229 220 1 0 0 1
e Molecule 19 is a protein called 50S RIBOSOMAL PROTEIN L10.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N @)
19 J 131 651 390 131 130 0 0 1
e Molecule 20 is a protein called 50S RIBOSOMAL PROTEIN L11.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
20 K 141 701 420 141 140 0 0 1

e Molecule 21 is a protein called 50S RIBOSOMAL PROTEIN L13.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
21 N 139 1105 712 207 182 4 0 0 1
e Molecule 22 is a protein called 50S RIBOSOMAL PROTEIN L14.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
22 0 122 933 588 171 170 4 0 0 0
e Molecule 23 is a protein called 50S RIBOSOMAL PROTEIN L15.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
23 P 146 1114 692 227 193 2 0 0 0
e Molecule 24 is a protein called 50S RIBOSOMAL PROTEIN L16.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
241 Q 141 1122 715 212 188 7 0 0 0
e Molecule 25 is a protein called 50S RIBOSOMAL PROTEIN L17.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N @)
25 R 7 960 599 202 159 0 0 0
e Molecule 26 is a protein called 50S RIBOSOMAL PROTEIN L18.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N @)
26 S % 771 486 155 130 0 0 1
e Molecule 27 is a protein called 50S RIBOSOMAL PROTEIN L19.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
27 T 138 1142 710 235 196 1 0 0 1

e Molecule 28 is a protein called 50S RIBOSOMAL PROTEIN L20.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
28 v 7 958 604 202 151 1 0 0 0
e Molecule 29 is a protein called 50S RIBOSOMAL PROTEIN L21.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
29 A 101 779 501 142 135 1 0 0 0
e Molecule 30 is a protein called 50S RIBOSOMAL PROTEIN L22.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
30 W 13 896 563 176 155 2 0 0 0
e Molecule 31 is a protein called 50S RIBOSOMAL PROTEIN L23.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N @)
31 X )3 726 471 132 123 0 0 1
e Molecule 32 is a protein called 50S RIBOSOMAL PROTEIN L24.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
32 Y 101 776 500 149 123 4 0 0 1
e Molecule 33 is a protein called 50S RIBOSOMAL PROTEIN L25.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
33 Z 176 1403 897 252 252 2 0 0 0
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3 Residue-property plots (i)

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 = 1, orange = 2 and red = 3 or more. A red dot above a residue indicates
a poor fit to the electron density (RSRZ > 2). Stretches of 2 or more consecutive residues without
any outlier are shown as a green connector. Residues present in the sample, but not in the model,
are shown in grey.

e Molecule 1: 50S RIBOSOMAL PROTEIN L27
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e Molecule 6: 50S RIBOSOMAL PROTEIN L32

Chain 5; me————

Page 10

e 091 oI e €I
693 ° P41
83T ® 09 P41
154 ® 630
9 o 8% °
agy ® 1% °
$5H o 98V e LIID
£9d ® S ® 9710
zay %39 ® aTId
T8V e &gy o ¥iln
081 oI PYAT)
671 ° Lz
oI e o0an 11TV
o 6%V 0119
Lv¥ ° e 87 6019
9vA %) 1% 8010
i i el
® 9010
€L (a2 (475} o
I 91 e T °
° oy e 0w
oM 663 60 °
684 8en 8ev ® 007D
8eD ® LS Ne) ol ® LE 6601
% M Ia % o o m ° e 99 e 869
9l ° o agu o 160
o 98 — — [ - o. o b ° oI
| ged veY o Z. o €&y °
ved m m gy m PSS H o ceH ° V560
5 5 zed &S ° ol e | e 1% | owed
o el = e ogd e 089 e €69
oy oy ogA = 623 O ° < e 620 oI
m m 623 m ®_ 82 e Z. e sty °
e suu el o L2 o Lt e 6%
o, o, o Lo o, 923 A 921 = 929 °
o 92 ® STH — [feen sen °
° — — o sud — a1 < 29 < %) °
° < < o wi < €2 = = = oliEzl o
° M M L't M zzh 5 o cTu 5 ® 2 °
e TS o <z o 71T P <) o Ty °
ozy % % o Teu % ® 029 N e ocH N ® 020 e 28
e 674 ozy 618 o 674 610 o T8
® 81y @) @) 614 (@) 8TV o e 8y o 810 e 08
e L aa) M 814 M e LI a8) LTI a8) 119 e 61
9Ty — — 119 — e 91T e ° m e 91O e 8L
STy o ot Dol ST = e 31d ® LD
214 N N STL n HTA % ° % ® IV o.
eT Cowm o €Y ° e €Iy °
e IS m m Ty m o i 0 e zia N e i
e 1L z1d 113 & ol - e 11D ® &L
ot .. .. Lo .. e OTV o o o
oI b~ - Y oty 2 - 60 — o 6 — e 6n oI
<@ <@ I < e <@ o i ) e 8y e 0.9
o [= R =] = LH 5 .. e A =, e d o 69
e o o & IS . d SN oL O & e ss O < e o ® 89
sd < a < a | L o e ol < o oliiEad & o e o0
I &) = &) = e Wl [e) 3= i ° o = o o = ® 9%
| oed [ e e £ olliEnn e 99
v = = = = e o = -~ zd e 291 = = e uai = = e 79V
mEm e O o U i e D DiE ol o O o m e O e gon

RLDWIDE

0
PROTEIN DATA BANK

] g ] =

W



wwPDB X-ray Structure Validation Summary Report 2WRO

Page 11

L710

[J
[ ]
[ )
[ )
°
[ ]
[ ]
® Iviv
®
®
[
[
[
[
[
[

SPID
7910
YEVTID
EVID
(442

0%TD

000000OCGCOS
-~
—
IS
<

BETD
LETD

SGETD

nT.Led
LT.L2D

IT.L2D
HTLTD
DTLTD
dT.2D
arLen
arLed
JTL2D
a1.20

TLTY
0,2V

8920

® ©S2d

188D e 968D

9€ED

S62D SGED

<
2}
N
<

182D

® 4§82

@® 78TV
® 71820
@ 0820

T9%D
09%V
65¥0
8G¥%D

® 083D ® 8€9
@® 6.9D
9,50
7,90
TLSV

045D
693N

2190
T190
019D
609V

%S0

® SL9V
® V.9

¢L90
TL9D

000000000000 060000O
2
Sy
1o
©
o

089D

679D
8%9D
L%9D

7vov
€VoV
® T¥9

® 079
® 6€9n

)
~
~
(&

YLLY
€LL0

TLLD
0LLD

89.LD

99.D

LX)
OO N®MY WO~ o + 0O~
LRI N IR ) W0 W LW WO
NENNSNSNNES ~ [ S S N Ny N
[ERCE=NRTRTRTRTE ) < DVDLbVLUVB

0000000O0OCGO
[
0
I
[

®
o)
I
®
<

©
N
©
=1

0000000000000
I
N
0
1=}

®

]
—
®
=

RLDWIDE

0
PROTEIN DATA BANK

] g ] =

W



(@]
® 8£0TD ° ® 6121D 8LZTV ° ° ® 091870 ® L.8TD ® LE9TV ® 169TH o[ eestn |
® LE0TD ° ° e 81Tl LITTD ° ° e gIg1d e 9.5Tn ® 9€910 ° ® €810
® 95019 ® 9601V ° ® LITID 9421V ° ® SS¥1D e 7ISIn e S.510 | ge9Tn e TLLID o 1£819
® Sseotn ® S60TV ° ® 912D SLTTY ® S6ETV o eswin| e ® ©.ST0 ® ©E9TV ° 04419 ® 08810
- ® ©E0TD ® ©60Tn ° ® STZTd ® ©.TTV e eEIN ® TSIV ° B ) e €919 e ® 6919 628TY
— ® €££0Tn ® €607D ® €511 ° ® E6ETY ® 1S¥ID e TISTD ® T.STV ® <zeoTy ° ° ® 8281
@)
2, ollcE0i e 26010 e el e e ziTlv ® T6ETV ® V0SYID e 013TD ® T.STV ® VIETY ® 16910 ° e 12810
e ® 1£01D o 16019 e 111D ° o T e 160 ® 0SvId ® 6057V 0L8TV e TE9TO L 069tV e ® 92819
o ® 0£0TD ® 06010 ° ° ® 0.21D 061N o 6Y¥IV | e V60STV o 6997V e 08919 ® 6891V ® 9910 ® Sz8lv
o 601V e o ° ° ® 68€TD e 8¥bID ® 6010 ® 8931 ® 62910 88970 ° ® ©Z8ID
>y ® 820TV ° ° ° ° ® 88€TD P4 ° L98TV ® 8291 1897 ° €281
M o 201V e e V1D ® 80T1D 18810 e 9%ID ° ® 99TV ® .Z9TD 98970 Z9LTV ® zz81d
92070 ® 980TV e 9%ITD ® L0210 ° ® VSHID ® 90570 ® $9310 92919 o 98910 ® 1910 ® 18IV
g e SO1d e e S¥IID ° ° ° oI e 79510 e Szot e 8910 e 09TV oI
= ® 720D ° P 237 oI ° ° ° ° e €910 72910 e £8910 6541V
= e _czomn ° o &IV e e tozin ° ° e £osin e oSty e 29w e c89Id e s8um e s1sm
wn ® 201D @ e VTHITY ° | gogIv ° ® THHID ° ® 19319 ® 191D e 18919 18210
® T1T0TV ° e cwiln 20210 19210 ° o TvEID ° ® 0931 12910 08970 °
jw]
® 0201V ° e TvIIn 10210 e 0921 o 0vFID 0037 ° ® 0291 ® SSLIV ® gI8TV
)
= e 67010 ® 601D oll07IT0N e 00210 ® 65CTH ° o 6EPTY o 66vT0 ° ® 8919 ® ©SLID ® ©I8TD
= ® 81070 ° 6ETTD ® 66770 e 832ID e s8evin ® 86V1D ® 13310 ° ® LLOTV ° ® €181
- ® L107) ° e seTId 86710 ° ° e levI0 e/ l6¥IN e 99510 ° ® 99TV ° e zTI8TV
= ° ° LETTD L1611 ° ® 9EFID ®  96VTV ® 53319 ® 9T9TV ® 5970 ® 1510 ® 11810
= ° ° ® 9EITd ® 96710 ° ® G.ET o sevid | o ® ¥SSTV ® ST91D e w919 | e 031D ® 0T8TV
= ® 7I0IN ® 7.01D SETTD S6TTH ® ¥STIV o viEID o  wELIY ° ® £S5TV ol w19tV | ® €910 ° 6081V
° e £L0TV gerIn | V6TV e  €SCTV e ElETV ol el o e 23s1d €197 2L91D ® | 8o8Tn
I ° ® 2010 ® eIV ® €611 ° e zlem ® zevid ® 6V ® 15510 Z1910 ® 1.9T0 ® V.b.ID ® L0810
o
= ° ® 1.07D ® €I ® 2611 ° TLETD TEVTN e 16V ® 0S31D 11910 ® 0.970 ® lblID ® 90810
= ® 0707V ° e ot ol TETID | e o1€1D ® 0.£10 0g710 ® O06YTV ® 631D ® 6991V ® 9%.1D ® 50810
M ® 6007V ° ® 6CITV ® 0611 ° 60ETD ® 69€TD o 6CHID e 6870 e 8¥sID ° e 8991V ol VS7LIO | e 0870
= e 80010 e e 8TITY ® 6311V e 8weId S0ETV ® 89ETD oI o 889D e 9T ° ® 991D ® SvlId ® <£08TV
= ® 001D ° ® lzTITV 88110 o LyZlv LOSTY ° ° o /871D ® 9¥SID ® L091D e 99910 e LD ® 208TV
8] ® 90010 e 99010 o[lisziTiY| e 18710 e 9wV [ 9010 e o 9z¥ID e 98HIV e SvaIv e 90919 ® S99TV e €7D °
> ° e 99010 e ST e 9811d Ear) S0E1D ° ® STHID e S8YID e WESIV 50910 ® 99TV e D e
] ° ® 79010 e wTID e S8TId | owver ° o ¥THID e ©8¥1D e £¥S1D ® 091D ® €991 ® TvLIV
i ° ® €901 e €TI0 e 81T e &veId ° ° o €THID e 28¥1d ° o[ €091V e 99T ° 86.70
e ° ° e <cTild €817 e cvelv ° ® 291D o cTwId ° ° 20970 ® 19910 ° 16170
° ° e 1TIID ® 28TIV e T%TIV ° ® 19€1D e 1TvId ° ® 0%5In e 10919 e 09910 ° 96.10
m ° ° ° oll78770 e O ® 00ETn ® O09ETV ° ® 671D ® 68STH ® 00910 ® 65910 ° | 861D
) ° ° ° ® 08110 e 6521 ® 66210 o 63ETW. o o/ 8| e s88sId ® 66510 ® 89910 e 0zLin e 6.0
o ® 866D ® 85019 ° ° ® 86210 ® 8sE1d ° ® LIBTV ® 18519 e 86310 ® 13910 ° ® €6L10
® 1669 ® LSOV ° ° o ® 16210 [uem | o L1%1D ® 971D ° [ 93910 e ® 6.1
E o/ 966V e 95019 ° ° ° ° 9SETD o o smd e SS9TV ° o ety |
= ® 566D o 9%0TH ® STIID ° ° ° SSETH ° ® VIO ° ° ® YILID ® 06LID
® 766D ® 7S0TV o ¥ITIY ° ° 6210 ® ©SEIV e IPID ® £v1D ° ° ® €110 ® 68LIV
€669 ° e <€ITln ° ° ® €621 ® ESETV o ETvIDd ® TLyY ° e 289tV o zuIo 88.10
e 2660 ° o i | e ° [zezin | e zsemn o TIpIV o W e ® 19910 e TILID 1811V
o 1660 e e TITTV oI e TECTd TSETD e TT¥ID e 0LvTD ° oll0s9T9] e oOmLTD | 9suTV
® 066V ® 0307V ° ° e 0£2Id 03€T0 e OTFID e 6971V ° ) e 6010 e 98LIV
® 686D ® 67010 ° ® 6911 62210 [evety | e 60¥ID ® 89%1D ° ® 891 ® 80.1D e TBLIV
o 886V ® 8voTv ° o 891D 82219 8¥€1D e 80¥1D o L9910 e o 91D o 019 €8TV
o 1895 e ° 19710 o lzTid e L¥ETd L0¥TD e 997D ° o 9%910 e 9010 o
® 9860 ° ° 99170 e 9zaIv e 9vETD e 90%In e S9¥TD ° a¥9TD S0LTD °
o O e e gormn S9TTN e Sz ® S¥ETD o sovIn e 9% ° 79910 ° ® 08LIV
[\l o 86V o ©HOTH ® ©OTTID ® ©9TTD e ¥TTid o e o O¥VID | e £9%10 ° ® €v91D ° e 6.0
— o €86V e €010 o €OV | e go11d e €zeId oEEEEl o covi0 o WD e e T¥TD 20L1D e 8.0
© ® 186D ® TH01D ® 207D ® 29T1H ® cTId ® CYEIV o 20¥TD e T19%1D ° TY9TV ® TOLTV A
20 ® 186V ® TH0T0 e TOTIN | T9TI0 V12210 e T¥EIN e T0%TD ® 09TV ® 61STH | overd ® 00LTV ® 9..19
< [ osev | e 0v0TD ® 00710 0971 | Teed e ovEmn o 00%ID ol o 5o ® 68970 ® 66919 SLLTN
o) ® 66D e 68010 e 660TD [Westinll e ozerv 6.2TD ® 6E€TD ® 66ETD ® 8SvId e LisTH ® 88910 ol seotv | YLLTD

RLDWIDE

0
PROTEIN DATA BANK

] g ] =

W



2WRO

wwPDB X-ray Structure Validation Summary Report

Page 13

® 20610
® T06TV
o

@® 6681D
@ 8681N
® L6810
@® 9681
®
®
[ ]
[ J

€68TD
268TD

® 0681V
® 6881V
[
® 18810
® 98810
o
® ¥881V
@® €881D

®
08810
@® 6.810

= N MO
Mmmmmnomon
DD DD D
o
P <ULV

LL8TY
9181V

€981
981D
T98TD
0981D
63981V

LS8TD
958TD
GS8TD
7881V
€981V
2¢S8TD
739810

® 6¥81D
® 881V

® 9%81D
S¥81D
¥¥810
€¥81D
Z¥81D

® O0¥81D
@® 6€81D

9€8TD

0ov61n
6E6TN

€26T0
TT6TD
12619
0Z6TO

8161V
L1610
9T6TY
ST6TN
71610
€I6TV

TT6T0
0T6T1D
60610
80610
L06TD
90619

® ©20cd

0000000
©
—
o
I
=}

0o0000O0O
@
S
s
I
O

896TD

%9610

%8020
£€802H
280V

%9020

@ <¢voTy
L]
@ 0%020
@ 6€02D
@ 8€E0Zd
® LE0TH
]

SE€02D

0E0TY

802N
L20TH
92020
§2020

vv1en

134243
0%120
6ETTO
8ETTO
LETTO
9ETTO
SETTY
veTTY

0eTZN

S2TTH
¥T1ed
€2TTH
zeren
T212D
0212ZH
6T1CY
8112N

9T1ZH
STTZD
143144
erren
(43243

60720

9072ZH
S0T2O

@ T012D

@ 18602n
® 16020

® %602H

2602n
16020
0602D
68020
8802H
802D
98020
§8020

S022D
@® 20TTd

10220
@ 6612V
o 86Ty
@ Letzn
@® 96120
@® S6120
L

882D

® ¥.lTTy

@® <cZlzTn
® T.TTd

69TCY
89TeY
L9tey

¥922d
€922D
(41441
T922D
0922d

9522
§52TH
¥5¢ed
€522

922Td
geeey
(444
€2TTH

azeed
T2eed
0zTed

@ 81zin

@® 90TZd

Seeecy
veeed
EEETY
ceeen
TEETH
0€ETD
62€TH
8zeey

L1€2D
91€2d
ST€TD

76€2D

88€TY
.8€en

000000000OCO
©
[}
I3
[
o

[
S\
®
I3
I
[

00 000000000OCGOCGOGOGIOIOIOONOIO
™
N~
o
N
3]

[
@
0
I
I
O

TvETH

0¥€Td
6EETD
8EETD
LEETD

® S§S¥%ed
® ¥S¥ed
® €SV
o zswed
® TSV
® 0S¥V
® 6%¥2n
o svIEy
® L¥¥TD
® 9v¥Cd
® S§¥¥ed
V4444
P47

{47444

El4%74 4
[
® ¥Tved
°
°
[ ]
® 0T¥ed
@ 67%2n

[ ]
® 9T%2D
ST¥CD

® ¥I¥ed
® €T%2D

13574/
[5743)
60%2D
80%2n
L0%2D

® T10%2n

® 97520 ® 9.520 3€920 ® 46920
e ©Isen ® ©.5%H o[l 7E929| e 69D
® €752 ® €.520 e £892) ® £69TV
° °
° °

°

® §0SZH
e 7oszn |
® €0sey
® 2082D
® 10820
[ ]
® 66%2D
® 86%2d
o

® 96%20
(]

o

® £6%en
o usven
e 16%2n
® 06%2D
® 682D
® 88vTy
o 18v2d
® 98%2D
e 3§82y
e 82D

o
K
° °
° °
o °
° °
o e lgsen °
° ® 9892D °
® §.¥20 ® 4gaed °
° e seazy °
® 2L¥2d ® 2892y ® 1652 ® 29920
o ° 16920 ® 19920
° ° 0692y ® 08920
° o e 683TV o 6v9zn
® 89%2D ® 8832 ® 8%920
e 19720 e .83y e .lv9en
® 99%20 e 98520 e 99T
oI e gs8sen ® S¥92d
° e ©ssen o ©¥9Ty
® €920 ® €832 ® €992
e coven | zesey oI
e 19520 ® 18320 °
® 09720 e 0832 ® 0792
| eavey ® 61520 e 6£92V
® 8s¥TD e 8.32) 892D
® .lSken ® L.STV e lg9zn
® 99720 ® 91529 ® 9£92n

RLDWIDE

0
PROTEIN DATA BANK

] g ] =

W



wwPDB X-ray Structure Validation Summary Report 2WRO

Page 14

v5.20

LvL2D
9vLen
S¥.L2D
¥v.L2D
€%.L2D
TvLTd
L2y
0%.LTV

8ELTV
LELTD
9€.2D

0€.L2D
62.L2D
8zLen
L2.2D

seLey
veLTD
€2TLTD
TTLTd

L1.2D
9rlen
S§T.L2D

TTLTV

0TL2D
60L2D
80429
L0429
S0.L2V
¥0.L2D
® €0.2D0
o zoun |
® 10.20
® 00.20
® 66920
@ 8692n
o 1692 |

® 9692n

L182H
91820
S1820
71820
€182V
218TH

0182V

66.2D
96.20

¥6.2D
€6.2D

98,20
98.20
¥8.20
€8.L2H

9L.LTV
SLLTV
v.LL2D
€LL2D
TLLTD
TLLTD
0,29

89.2D

S9.2Y
Y9.LTV

09120

85.L2V

§S.20

0000000000000000000000000000
0
S
@
I
(&

N
[}
©
N
=}

LN )
o o
® o
©
N
(RO

8¢8¢D
PRt
928V
§28Td
¥z8ed

6182

988D
788zn
€882V
88TV
78820
08820
6.82D
8.82n

53 RIBOSOMAL RNA

e Molecule 12
Chain B

2
)
<

0
)
l:’.

— o
0 0
o<

08D
67D
i

i N~
s <
o O

© N~
o o
[SR )

00000000000 OCOO
0
o3
O

ven
€€D
[4>0)
T€D

®

X
O
—
<

00TV
669D
869
169
96N

o <
D O
o O

—
[
&)

~
0
o

G989
80
€80
289

08n
6.0
8LV
.0

©
~
(&

@O -
© KN
[CRTRSN]

~
©
o

99V

0000000000000000000000000000
=] <
© ~
O =1

50S RIBOSOMAL PROTEIN L1

e Molecule 13

Chain C

694
® 8SA

0CA
6TA

e VIA

e 71d
e T11
e OT1

[
&

® LA

B6TTA
e 8T1d
.hﬂﬁm
.

0TTd

€64

© N~ —
0 0 )
I""J <:I

€81
8y

=
«©
I[:'J

6.3

99H
S9d
791
€98
o con |
e 191

LSTH
9STI

7STY
€STI
2STI
TS1d
0STD

Ly1d
971D

® ViV

® Ovid

® 8€ld
® LETT
® 9¢11

® vEIY

e TE1l
® O0€TI

® 8C1D
e L2111
® 9T1d

® ¥21d
® €TIA
® TtV

8¢CS

[ X XX ]
~
P
IS
>

@ 0874

50S RIBOSOMAL PROTEIN L2

e Molecule 14

Chain D

87y

STN
e ¥iN

® I
17D

6eX
8€4

o
)
.>.

i=3
o
=

62d

® 92

€cd

Ted
® 0ca

8TA
L1L

ST4

€14
218
T1d

[
© o
-II‘L . II

2!

[44

R LDWIDE

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 2WRO

Page 15

LN
<
-
o
O

Y0TA

20T
1074

®
© I~ 00
Q000
T > > A II

o000
—
)
II‘: IIIIIIII

D
0
%]

[

IIIn
~
-

0LM
® 694
8934
194
99a

® T9

S9TI
791d

T9TL

8GTV

® <cged

[

-~
™
&l
==

@ ogza

9.LTH

50S RIBOSOMAL PROTEIN L3

IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII

j2x4:s

cLey

021
6924
8924

99CS

€%2H

e Molecule 15
Chain E

D
0
->I

671

e}
=y
o

® L7A

42N

(44
e T¥d
ovd

@ 6¢ed
@ 8€l

e ¥eA
® €EA

® Ted
® 0&d

® 8av

(44
L

ozv

29d

® 0TV
® €0ad

50S RIBOSOMAL PROTEIN L4

® 10Tl
0023

® 86TIA
® L6TI

® S611

e Molecule 16

Chain F

098
6SA
885V
LSA
954
SS9

€51

ovd
6EM
8€Y
LEA
9EA

e 16D
064

989

08v
6.LD
8.1
L.a
® 9.0
® SiH
iZX8
eLY
L
® 1.
0LL

® T8IN
® 1811

0w o~ ®
[ S
oo
5560 4d<

02D
90CI
S0TH

€0zh
cocd

50S RIBOSOMAL PROTEIN L5

e Molecule 17

Chain G

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 2WRO

Page 16

B8:se

0000 0000000000000 00
0
S

II =

00000000000 OCGOCGOIOSS
o
o
=

9zb
SCA
44
€cd
(44

0zl
o 611
814
L1d
914
STA
v1d
€14

00000000000000000000000000
©
~
%

A28

N $ W0 O N~ 0o
Y A>< dxm

s
)
i

£8Y4

)
~
=

~
~
=
o000 00

o
[SNS
< X

0 © © O
© © © ©
o o A<

0814
@ 6.1d
.whﬂm
.

[N X J
N
~
-~
=1

i

©

—
III(“:l III

P
cvid
Twid
0%TI

LETH
9€TY

50S RIBOSOMAL PROTEIN L6

e Molecule 18

Chain H

® T9H

® 6SY

® 9SS

e Ted

62d

[J

°

[ ]

® 9tA
® Sai
o

®

®

®

€2H

6TA
814

STA

® Cid

® 8Tid
L11d
e 9T1d

000000000
o
L
=1

SGTS
¥STd

~ O QO
< ¢ & 0w
B =1
Z2HE@m<H

PyIA

(445
T7IA
(07451
6£TD

e o000
N MW ©
® o ®on o0
P R
~ o> O H

0eTYd
6CTL

® ltid

SCTA

e Molecule 19

Chain J

e}
3]
II-.>< II

€TTd

50S RIBOSOMAL PROTEIN L10

17422 ¢

26X

78X
£€8X

08X
6.LX

85X

98X
i5)'¢

67X

SPX

TeX
0€X

STX

50S RIBOSOMAL PROTEIN L11

e Molecule 20

Chain K

811X
L1TX

17425 ¢
€TTX

007X

08X
9.X
SLX
TLX
€LX
cLX
99X
£9X
89X
§SX
0SX
8€X
TEX

(426
TEX

wex
ozx

61X
81X

9€TX
SETX

TETX

e Molecule 21

Chain N

621X

921X
STTX

50S RIBOSOMAL PROTEIN L13

lIIIIIIIIIIIrIIIIlIlIIlIIIlIIIIIIIIIIIIIIIIIIIIIIIIIIIIII- ———

@® SSA
® ¥SA

® 2SA
@ 1S4

°
-
[
<

e
(43)

000000000OCGOCOS
<
I
(&

81V
L1d

LN
w0
-

e

T1d

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 2WRO

Page 17

©O N~ D [se] w0 ©
@ 0 «© [} D 9D
I“*'-"Ix I"I““’J

78d
€84
281

(47N
7o

6€TH

® LETA

50S RIBOSOMAL PROTEIN L14

e Molecule 22

Chain O

(]
@ 09V

95a

€94
2SA
TSY
059

LI

g
=

Ty
0%A

— <
o ™
£ =

w
N
©n

Se1
49N

(44}

0ZH

LN
[}
—
—

<+ ~
— —

0000000000000 00000
=3
=
I>

z1a

—
—
<

© ~
o>

o0 oo
= H o

08a
6L4
8.4
LLI

S.s
LD
€La
cLd

794
€9A

[44 %]

50S RIBOSOMAL PROTEIN L15

e Molecule 23

Chain P

09N

o
e}
~

(X ]
00000 00000
H AN MW o~ <]
R I I e =] 5]
R R e R R —
gANHADE <

L LN
@
<
A

(]
<+ 10
oo
=
[T

€7D €01V
s [4UxS

[ ]
[
[
A

(]
© =0 0
om0
X EC &

000000
o o)

[ o
IF-'JI>

0€l
62 ) 68Y
8TH [ ) 881
LTH o 81
[seol] e osy
szs o 981
iZ4) ® 8N
lged e
(44) [
[ ]
[ ) 084
° | e
(] 8.d
® LN ® LLY
l o 9u
(] ] SLI
e Id Y.3
° | el
[ ] ¢ld
[ ]

(X )
=3
=
o

3

©

]

50S RIBOSOMAL PROTEIN L16

—

e Molecule 24

Chain Q

TSy

® 0211

00
© ~ ©
o
o
o< g

o000 0
o
=3
=
=

T0TH

0 ©
) )
I<I=‘I

[
o 0
O >

Ted
06A

©
0
o

0
)
x

€8I

T8A
08a
6.1
8.d
LI
9L
® S.L

® €.

e 1.
0.d
694

0000000000000 0O
<
™
—
o

1,94

©
©
=1

79I
€93
29D
19D

710
(%424

50S RIBOSOMAL PROTEIN L17

—

e Molecule 25

Chain R

O

R LDWIDE
PROTEIN DATA BANK

W



Page 18 wwPDB X-ray Structure Validation Summary Report

o0 o000 o e ° ° o (]
oo LONOO®O - NS WO [ =1 N~ o P I T 3
for) ©ONQ O H o SO H AN o3« <+ & 0 00 W0 W 0
o noENX A=~ nIEEd<Ad>E=Eo<X 2RsE o> AHT A a
00 000 o0 o000 o [ XN ) () ® 000 00000 ® oe0o00o00 °
- WO~ DO - N®I WO
= o 0 © o O - & m O~ 0o o MY WONIODO - NSO 0 o o R R s e i
© © © © Ko N ~NENN® 000 MPEORDDBD BN D D - el R IR IR R IR I I
o< A= oA > R HE<A@E>@Aaeod B> HrEa <™ EB AL << > M
e Molecule 26: 50S RIBOSOMAL PROTEIN L18
0000 000 O©0 000 006 000 oo o o000 L] e e [ ] (NN ) (]
© =3 0 © N~ O = @ W DO L N®S Do N O - MW ON DO
o 3] ISR @M nmnon o0 IS A A SR D 10 0 1O 1) 10 1) 1§ 1) 1)
= & & dn e nJdKE - HHAAQBRXSB > & Nn<Nnnd< AN AN
000 © 00000000 0000000000000 00000 o000 000
- oo =)
HONM Y ONDODNO o N®T DO~ o oo » & o oo =3
© 00 OOOOOONNNNENNNN =) oo &= - -
SEXPHN><EOo>0MR<d<HX< o CE> X< <™ ©
e Molecule 27: 50S RIBOSOMAL PROTEIN L19
o000 oo o0 000000000 000000000000 0000000000000 00 © 000000
oO-H N MY WO~ ®D ] 0 © N~ o o woN~oooMlaosn o Q= N®Y W © o o
SN ONQO S e ] [ o M nmomn oMy SS S D10 0 1) 1) 1O W0 0 ©
SEERAO<AHRX A>H®RE>> B Ad 2 B A e = n XHd 2@ ocanEo HEHEe=d Z3]
00000000000000000000000000000000000000000000000 o ®© o000 o0
- WO ONDNO A N®M S WO~ 0RO
N o NODO - N®MHLONDDO 0 © o AN W © I~ © o SO0 O00O0OHdH - H-AAN
© © Q O©COOKENNENNNNNNN®O @ 0 © o@n DD = R I A R R R IR B R e ]
=] NS>0 EEEH LA AT A oA = CE<ee <X [ ZHdnAdHdHE®ENX I SAexx

0000000 00 0000000
= Qom0 VPO Nm
aNdadq IS A R M R ]
o i A
HAaoaAam SRS AP = iy 2

e Molecule 28: 50S RIBOSOMAL PROTEIN L20

Chain U; me— —

[ ) [ N N ) ) ) o000 ) o 00000 [ ] [ ) [ ) [ N ]
o - N m O~ MO0 OO NN FWONWOHO - N M [Te] N~ o O oN M n N~ 00 OO
oM < 0 N~ o — NN ANMMM M MMMOMOM<H F ¢ ¢ < < < 0 n w0 n 0w w o
A< = U ﬂ:ﬂ:ﬂ:x o Hoe| X Mo BHBHdLhs <O > > o ~ o~ ~ -]
[ ] [ X J 0000000 00000 [ X K ] 0900000000 0o0000O0CO
~ 0 O N~ o O NM S WO~
- N <+ w0 N~ — 0 oo - M WO~ 0 ©O N~ 00 D o o O O o oA o o
©0 © 0 © © © ~ N~ N~ 00 0 00 0 00 0 00 [N I« ) — o o oo H H
= H " H 44 CV HnoH T XX < O < QA< ~ > ono< - > g <Oo
e Molecule 29: 50S RIBOSOMAL PROTEIN L21
Chain V: —
000000 0000000O0CO 0000 00000000000O0OCOGCOGOGIOSNOS o000 [ X X ]
o —H N [Ts] ~ (3] © 0 N — N M O N~ 00 o (3] n N~ N M WO N 0
S NMm < W0 ~ o — — N N o N mmm M mm < < <+ < O WWwLwwLw w
= ho<H > = B l=a-2] = (&) m (=} 23N < = > [V | =il m = = S EHUO <> >
[ X ] [ ] 0000 [ ] [ X ] [ N J 0000000O0OCO
o
N M O N~ o~ o <+ W0 O N~ o = N M ©0 0 o
©0 O © O ~ 0 0 00 00 0 0 (oo BN Ie B e>) (<) (<] —
- o - ) - G>-' MXxOoODoDe [sYE S S e | = 23] ~

e Molecule 30: 50S RIBOSOMAL PROTEIN L22

WORLDWIDE

er

PROTEIN DATA BANK



wwPDB X-ray Structure Validation Summary Report 2WRO

Page 19

Chain W

C9H
TON
09N

9SGV

SV

0GA

LYA

o <
& &
o<

€eY

k

© 0
NN
w4

o

10 0 I~

qa
IIAﬁ II=‘

€e1

o
0
S
=
=

® Yo

50S RIBOSOMAL PROTEIN L23

e Molecule 31
Chain X

o oo
® 19
® 09
6SA
@® 8SH

® SSN

wSA

¥va

® SeL

¥Zo

S94

e Molecule 32

Chain Y

® €94

50S RIBOSOMAL PROTEIN L24

CIL
Tia
(%)

631

T
® 0.8

® 89H

50S RIBOSOMAL PROTEIN L25

e Molecule 33

Chain Z

o IEEN
® 093
® 691
® 8SA
@ LSI

® SSH
® ¥SH

L]
84
L7A
® 9¥i

B6EA
8€A
LEA
9€%

©
—
©n

o000 0
e
i
2}

< 0
~m A

[l
B

6114
8TTh
LTT1
9TTA

161

) © M 0O~ 0N
~ ~ 0 00 00 0 O W ©
= B ARITD>A R K

© N~ 0o -
© © © ~
I"”—‘n-I>

™
©
[=]

2¢9d

@ 8.L14

SLTA
® V.LIA
® €EL1V
® CLIV

® O0LIL
® 6914

191d

7oV

@ 2914
T9TA

[ X )
0
0
-
=1

® €S1S

o < w o )
<+ < & & <
oo —
©AMH ©n

e 0%1d

@ LETI
9€TA
GETH

0€Td
6218

9CTA
S2TT
® Wil

® <7tid

O

R LDWIDE
PROTEIN DATA BANK

W



Page 20 wwPDB X-ray Structure Validation Summary Report

2WRO

4 Data and refinement statistics (i)

Property Value Source
Space group P1211 Depositor
Cell constants 280.57A  268.36A 403.88A .
Depositor
a, b, c,a, 3,y 90.00° 91.01° 90.00°
: 50.00 — 3.60 Depositor
Resolution (4) 4991 — 3.48 EDS
% Data completeness 93.6 (50.00-3.60) Depositor
(in resolution range) 87.3 (49.91-3.48) EDS
Rinerge 0.22 Depositor
Reym (Not available) Depositor
<I/o(l)>" 1.57 (at 3.48A) Xtriage
Refinement program CNS 1.2 Depositor
R R 0.281 , 0.315 Depositor
» Hifree 0.422 , 0.428 DCC
Rree test set 35772 reflections (5.27%) DCC
Wilson B-factor (A2) 102.0 Xtriage
Anisotropy 0.110 Xtriage
Bulk solvent kg (e/A3), By (A?) 0.30, 91.5 EDS
Estimated twinning fraction 0.098 for h,-k,-1 Xtriage
L-test for twinning <I|L|>=037,<L?*>=0.19 Xtriage
Outliers 0 of 714740 reflections Xtriage
F,F. correlation 0.52 EDS
Total number of atoms 93761 wwPDB-VP
Average B, all atoms (A?) 110.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patter-
son function is 15.21% of the height of the origin peak. No significant pseudotranslation is de-

tected.

Intensities estimated from amplitudes.
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5 Model quality (i)

5.1 Standard geometry (i)

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 | oyl w7155 | RMSZ #4|Z| >5

1 0 0.40 0/671 0.67 0/892

2 1 0.57 0/739 0.91 0/983

3 2 0.44 0/600 0.87 2/793 (0.3%)

4 3 0.44 0/473 0.74 0/636

5 4 0.71 0/350 0.79 0/476

6 5 0.44 0/473 0.72 0/639

7 6 0.53 0/440 0.91 0/586

8 7 0.50 0/427 0.75 0/563

9 8 0.51 0/516 0.78 0/681

10 9 0.42 0/310 0.66 0/407

11 A 0.61 2/69972 (0.0%) 0.76 | 36/109237 (0.0%)

12 B 0.46 0/2853 0.72 0/4451

13 C 0.45 2/1774 (0.1%) 0.69 0/2391

14 D 0.59 0/2195 0.86 1/2955 (0.0%)

15 E 0.48 0/1597 0.75 0/2155

16 F 0.45 0/1659 0.73 0/2246

17 G 0.46 0/1499 0.81 3/2016 (0.1%)

18 H 0.37 0/1246 0.70 0/1684

21 N 0.42 0/1132 0.75 1/1527 (0.1%)

22 O 0.49 0/943 0.79 0/1269

23 P 0.49 0/1131 1.00 7/1504 (0.5%)

24 Q 0.44 0/1143 0.71 0/1527

25 R 0.41 0/974 0.74 0/1302

26 S 0.41 0/779 0.72 0/1038

27 T 0.47 0/1156 0.75 0/1544

28 U 0.43 0/975 0.74 0/1297

29 \Y 0.39 0/790 0.73 0/1057

30 W 0.44 0/907 0.71 0/1216

31 X 0.47 0/740 0.71 0/995

32 Y 0.44 0/789 0.81 1/1053 (0.1%)

33 Z 0.43 0/1435 0.77 0/1949
All All 0.57 | 4/100688 (0.0%) | 0.77 | 51/151069 (0.0%)

Chiral center outliers are detected by calculating the chiral volume of a chiral center and verifying

HRLDWIDE
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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
) 4 0 1
11 A 2 84
21 N 0 1
All All 2 86

All (4) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
13 C 218 | MET | CG-SD | 6.21 1.97 1.81
13 C 120 | MET | CG-SD | 5.97 1.96 1.81
11 A 761 A Ch-C6 | -5.87 1.35 1.41
11 A 733 G Ch-C6 | -5.61 1.36 1.42

The worst 5 of 51 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(°)
11 A 1799 | G | C2-C3-03’ | 8.77 128.80 109.50
11 A 1819 A C2-C3-03" | 8.63 128.48 109.50
11 A 2346 A N9-C1’-C2" | 8.34 124.85 114.00
23 P 41 | ARG N-CA-C -8.16 88.97 111.00
11 A 1653 G 02-C3-03" | 8.01 127.11 109.50

All (2) chirality outliers are listed below:

Mol | Chain | Res | Type | Atom
11 A 1799 G C3’
11 A 1819 A C3’

5 of 86 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
5 4 43 | TYR | Sidechain
11 A 250 G Sidechain
11 A 269 U Sidechain
11 A 63 U Sidechain
11 A 72 U Sidechain
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5.2 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 hydrogens
added by MolProbity. The Clashes column lists the number of clashes within the asymmetric unit,
and the number in parentheses is this value normalized per 1000 atoms of the molecule in the
chain. The Symm-Clashes column gives symmetry related clashes, in the same way as for the
Clashes column.

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 0 662 0 688 110 0
2 1 732 0 808 156 0
3 2 598 0 653 166 0
4 3 468 0 523 74 0
) 4 341 0 339 70 0
6 5) 459 0 480 98 0
7 6 433 0 461 157 0
8 7 419 0 467 71 0
9 8 508 0 576 141 0

10 9 307 0 338 74 0
11 A 62474 0 31497 4282 0
12 B 2551 0 1295 152 0
13 C 1742 0 1800 263 0
14 D 2145 0 2234 441 0
15 E 1564 0 1629 331 0
16 F 1624 0 1677 362 0
17 G 1474 0 1535 385 0
18 H 1223 0 1282 214 0
19 J 651 0 136 11 0
20 K 701 0 157 35 0
21 N 1105 0 1180 233 0
22 O 933 0 996 121 0
23 P 1114 0 1187 309 0
24 Q 1122 0 1179 240 0
25 R 960 0 1021 198 0
26 S 771 0 832 195 0
27 T 1142 0 1202 260 0
28 U 958 0 1015 223 0
29 \Y 779 0 852 167 0
30 W 896 0 953 153 0
31 X 726 0 778 118 0
32 Y 776 0 870 208 0
33 Z 1403 0 1432 320 0
All All 93761 0 62072 9334 0
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Clashscore is defined as the number of clashes calculated for the entry per 1000 atoms (including
hydrogens) of the entry. The overall clashscore for this entry is 60.

The worst 5 of 9334 close contacts within the same asymmetric unit are listed below.

Atom-1 Atom-2 Distance(A) | Clash(A)
2:1:41:ARG:NH2 | 11:A:1365:A:H5” 1.53 1.24
7:6:45:LYS:H 7:6:45:LYS:CD 1.48 1.19
32:Y:46:LYS:H | 32:Y:62:GLU:HG2 1.10 1.16
11:A:1887:C:H2’ | 11:A:1888:G:H5” 1.22 1.15
2:1:13:ILE:HD11 11:A:396:G:H5’ 1.14 1.14

There are no symmetry-related clashes.

5.3 Torsion angles
5.3.1 Protein backbone (i)

In the following table, the Percentiles column shows the percent Ramachandran outliers of the
chain as a percentile score with respect to all X-ray entries followed by that with respect to entries
of similar resolution. The Analysed column shows the number of residues for which the backbone
conformation was analysed, and the total number of residues.

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 0 82/85 (96%) 54 (66%) 20 (24%) 8 (10%)
2 1 92/98 (94%) 55 (60%) 22 (24%) | 15 (16%)
3 2 69/72 (96%) 43 (62%) 10 (14%) | 16 (23%)
4 3 58/60 (97%) 28 (48%) 15 (26%) | 15 (26%)
> 4 43/71 (61%) 20 (46%) 15 (35%) 8 (19%)
6 ) 57/60 (95%) 33 (58%) 13 (23%) | 11 (19%)
7 6 48/54 (89%) 17 (35%) 14 (29%) | 17 (35%)
8 7 47/49 (96%) 27 (57%) 12 (26%) 8 (17%)
9 8 62/65 (95%) 34 (55%) 16 (26%) | 12 (19%)
10 9 35/37 (95%) 18 (51%) 9 (26%) 8 (23%)
13 C 226/229 (99% 143 (63%) | 53 (24%) | 30 (13%)
14 D 273/276 (99% 176 (64%) | 63 (23%) | 34 (12%)
15 E 203/206 (98% 109 (54%) | 45 (22%) | 49 (24%)
16 F 206/210 (98% 120 (58%) | 47 (23%) | 39 (19%)
17 G 179/182 (98% 86 (48%) 52 (29%) | 41 (23%)
Continued on next page
$roe
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Continued from previous page...

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
18 H 158/180 (88%) 98 (62%) 36 (23%) | 24 (15%) |
21 N 137/140 (98%) 75 (55%) 39 (28%) | 23 (17%)

22 O 120/122 (98%) 91 (76%) 17 (14%) | 12 (10%)
23 P 144/150 (96%) 72 (50%) 35 (24%) | 37 (26%)
24 Q 139/141 (99%) 77 (55%) 46 (33%) | 16 (12%)
25 R 115/118 (98%) 68 (59%) 25 (22%) | 22 (19%)
26 S 97/112 (87%) 37 (38%) 35 (36%) | 25 (26%)
27 T 136/146 (93%) 63 (46%) 40 (29%) | 33 (24%)
28 U 115/118 (98%) 69 (60%) 34 (30%) | 12 (10%)
29 \Y 99/101 (98%) 61 (62%) 19 (19%) | 19 (19%)
30 A 111/113 (98%) 73 (66%) 24 (22%) | 14 (13%)
31 X 91/96 (95%) 55 (60%) 20 (22%) | 16 (18%)
32 Y 99/110 (90%) 37 (37%) 29 (29%) | 33 (33%)
33 7 174/206 (84%) 87 (50%) 47 (27%) | 40 (23%)
All All 3415/3607 (95%) | 1926 (56%) | 852 (25%) | 637 (19%)

5 of 637 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 0 47 PRO
1 0 55 ARG
1 0 56 ASP
2 1 27 GLU
2 1 45 ASN

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
1 0 66/67 (98%) 52 (79%) 14 (21%)
2 1 78/83 (94%) 59 (76%) 19 (24%)
3 2 66/67 (98%) 49 (74%) 17 (26%)
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Continued from previous page...

Mol | Chain Analysed Rotameric | Outliers | Percentiles
4 3 51/52 (98%) 44 (86%) | 7 (14%) 31
5 4 39/63 (62%) 26 (67%) | 13 (33%)

6 5 51/52 (98%) A7 (92%) 4 (8%)

7 6 49/52 (94%) 41 (84%) | 8 (16%)

8 7 41/42 (98%) 32 (78%) | 9 (22%)

9 8 53/55 (96%) 45 (85%) | 8 (15%)

10 9 34/34 (100%) 30 (88%) | 4 (12%)

13 C 180/181 (99%) | 157 (87%) | 23 (13%)

14 D 217/218 (100%) | 180 (83%) | 37 (17%)

15 E 165/166 (99%) | 142 (86%) | 23 (14%)

16 F 165/166 (99%) | 152 (92%) | 13 (8%)

17 G 155/156 (99%) | 130 (84%) | 25 (16%)

18 H 132/148 (89%) | 118 (89%) | 14 (11%)

21 N 117/119 (98%) | 103 (88%) | 14 (12%)

22 0 100/100 (100%) | 90 (90%) | 10 (10%)

23 P 112/116 (97%) | 88 (79%) | 24 (21%)

24 Q 111/111 (100%) | 91 (82%) | 20 (18%)

25 R 100/101 (99%) | 86 (86%) | 14 (14%)

26 S 77/88 (88%) 66 (86%) | 11 (14%)

27 T 120/127 (94%) | 99 (82%) | 21 (18%)

28 U 92/94 (98%) 84 (91%) 8 (9%)

29 Y% 82/82 (100%) 66 (80%) | 16 (20%)

30 W 91/92 (99%) 79 (87%) | 12 (13%) 6| |
31 X 74/78 (95%) 67 (90%) | 7 (10%)

32 Y 84/91 (92%) 68 (81%) | 16 (19%) 14
33 Z 155/179 (87%) | 127 (82%) | 28 (18%) 16
All | Al | 2857/2980 (96%) | 2418 (85%) | 439 (15%) 25

5 of 439 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
16 F 169 ASN
21 N 45 ASN

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

Mol | Chain | Res | Type
32 Y 67 LEU
17 G 36 LYS
17 G 166 ASP

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 94 such
sidechains are listed below:

Mol | Chain | Res | Type
16 F 69 HIS
18 H 147 ASN
31 X 55 ASN
16 F 75 HIS
16 F 204 ASN

5.3.3 RNA (D

Mol | Chain Analysed Backbone Outliers | Pucker Outliers
11 A 2900/2915 (99%) 647 (22%) 55 (1%)

12 B 118/122 (96%) 29 (24%) 1 (0%)

All All 3018/3037 (99%) 676 (22%) 56 (1%)

5 of 676 RNA backbone outliers are listed below:

Mol | Chain | Res | Type
11 A 10 G
11 A 15 G
11 A 27 G
11 A 32 C
11 A 34 C

5 of 56 RNA pucker outliers are listed below:

Mol | Chain | Res | Type
11 A 1069 A
11 A 1541 G
11 A 2610 C
11 A 1210 A
11 A 1301 A
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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)

There are no ligands in this entry.

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues

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 0 84/85 (98%) 3.80 60 (71%) 104, 116, 128, 137 0
2 1 94/98 (95%) 1.48 28 (29%) 41, 71, 107, 111 0
3 2 71/72 (98%) 2.93 40 (56%) 84, 115, 128, 130 0
4 3 60/60 (100%) 2.50 29 (48%) 106, 122, 132, 148 0
5 4 45/71 (63%) 5.42 38 (84%) 107, 169, 196, 198 0
6 5 59/60 (98%) 1.83 22 (37%) 89, 116, 175, 187 0
7 6 50/54 (92%) 3.50 42 (84%) 78, 119, 146, 152 0
8 7 49/49 (100%) 1.25 13 (26%) D9, 77, 144, 152 0
9 8 64/65 (98%) 1.58 24 (37%) 80, 104, 124, 138 0
10 9 37/37 (100%) 5.15 30 (81%) 104, 117, 124, 128 0
11 A 2901/2915 (99%) 5.14 2477 (85%) 31, 100, 192, 200 0
12 B 119/122 (97%) 7.68 118 (99%) 103, 142, 169, 175 0
13 C 228/229 (99%) 3.81 169 (74%) 92, 122, 168, 178 0
14 D 275/276 (99%) 1.37 73 (26%) 30, 67, 96, 110 0
15 E 205/206 (99%) 2.90 126 (61%) 67, 106, 143, 154 0
16 F 208/210 (99%) 1.76 73 (35%) 61, 123, 160, 167 0
17 G 181/182 (99%) 4.00 140 (77%) 103, 128, 146, 163 0
18 H 160/180 (88%) 3.50 113 (70%) 131, 155, 174, 176 0
19 J 0/173 - - - -
20 K 0/147 - - - -
21 N 139/140 (99%) 3.58 96 (69%) 103, 123, 148, 155 0
22 O 122/122 (100%) 4.10 108 (88%) 60, 80, 96, 105 0
23 P 146/150 (97%) 2.33 74 (50%) 71, 113, 133, 140 0
24 Q 141/141 (100%) 3.26 90 (63%) 73, 106, 130, 159 0

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

Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
25 R 117/118 (99%) 2.01 81, 105, 123, 143 0
26 S 99/112 (88%) 3.85 96, 133, 155, 162 0
27 T 138/146 (94%) 3.86 72, 112, 166, 181 0
28 U 117/118 (99%) 2.73 87, 120, 141, 147 0
29 \Y 101/101 (100%) 3.71 105, 144, 159, 164 0
30 W 113/113 (100%) 1.47 81, 109, 132, 136 0
31 X 93/96 (96%) 3.57 96, 108, 124, 128 0
32 Y 101/110 (91%) 1.79 124, 145, 165, 170 0
33 / 176/206 (85%) 4.06 107, 133, 161, 164 0
All All 6493/6964 (93%) 4.01 30, 111, 168, 200 0

The worst 5 of 4612 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
11 A 1051 G 25.2
11 A 2758 A 21.4
11 A 2114 A 20.7
11 A 2792 G 19.8
11 A 2466 C 18.9

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

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

6.3 Carbohydrates (i)

There are no carbohydrates in this entry.

6.4 Ligands (i)

There are no ligands in this entry.

6.5 Other polymers (i)

There are no such residues in this entry.



http://wwpdb.org/ValidationPDFNotes.html#h.kym9nh1j9imb
http://wwpdb.org/ValidationPDFNotes.html#h.4bvim6byo1m0
http://wwpdb.org/ValidationPDFNotes.html#h.4bvim6byo1m0
http://wwpdb.org/ValidationPDFNotes.html#h.4bvim6byo1m0

	Overall quality at a glance i 
	Entry composition i 
	Residue-property plots i 
	Data and refinement statistics i
	Model quality i 
	Standard geometry i 
	Close contacts i 
	Torsion angles
	Protein backbone i 
	Protein sidechains i 
	RNA i 

	Non-standard residues in protein, DNA, RNA chains i 
	Carbohydrates i 
	Ligand geometry i 
	Other polymers i 
	Polymer linkage issues

	Fit of model and data i 
	Protein, DNA and RNA chains i 
	Non-standard residues in protein, DNA, RNA chains i 
	Carbohydrates i 
	Ligands i 
	Other polymers i 


