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1 Overall quality at a glance (i)

The reported resolution of this entry is 2.40 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
Clashscore I I - °
Ramachandran outliers EE 0 D 0.7%
Sidechain outliers D 9.3%
RNA backbone T . (.52
Worse Better

0 Percentile relative to all X-ray structures

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

Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Clashscore 88313 3035 (2.40-2.40)
Ramachandran outliers 86584 2082 (2.40-2.40)
Ca geometry 86677 2981 (2.40-2.40)
Sidechain outliers 86556 2983 (2.40-2.40)
RNA backbone 2044 1127 (3.00-1.80)

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.

Note EDS was not executed.

Mol | Chain | Length Quality of chain

1 A 2915 -
2 B 121 -
3 D 276

4 E 206 -
5 F 210 —
6 G 182 -
7 H 180 —
8 I 148 .
9 N 140

10 0O 122 .
11 P 150 .
12 Q 141

13 R 118

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

Mol | Chain | Length Quality of chain

14 S 112 —
15 T 146 e —
16 U 118 -
17 \Y 101 —
18 W 113 —
19 X 96 -
20 Y 110 —
21 y/ 206

22 0 85 —
23 1 98 .
24 2 72 —
25 3 60 —
26 4 71 ——
27 5 60 —
28 6 54 ——
29 7 49 —
30 8 65 —
31 9 37 -—
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2 Entry composition (i)

There are 34 unique types of molecules in this entry. The entry contains 91678 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 RNA chain called 23S Ribosomal RNA.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
1 A 2800 60314 26840 11284 19390 2800 0 0 0
e Molecule 2 is a RNA chain called 5S Ribosomal RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
2 B . 2575 1146 476 833 120 0 0 0
e Molecule 3 is a protein called 50S Ribosomal Protein L2.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
3 b 275 2136 1349 423 361 3 0 0 0
e Molecule 4 is a protein called 50S Ribosomal Protein L3.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
4 b 204 1550 085 208 270 6 0 0 0
e Molecule 5 is a protein called 50S Ribosomal Protein L4.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
5 K 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 G 181 1428 913 258 253 4 0 0 0
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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 174 1330 845 248 236 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 I 146 1064 681 186 196 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
) 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 0 122 933 588 171 170 4 0 0 0
e Molecule 11 is a protein called 50S Ribosomal Protein L15.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
LU I 149 1135 706 230 196 3 0 0 0
e Molecule 12 is a protein called 50S Ribosomal Protein L16.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
121 Q 141 1122 715 212 188 7 0 0 0
e Molecule 13 is a protein called 50S Ribosomal Protein L17.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
13 R 118 Total C N O S 0 0 0

968 604 203 160 1

e Molecule 14 is a protein called 50S Ribosomal Protein L18.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N @)
148 110 870 549 173 148 0 0 0
e Molecule 15 is a protein called 50S Ribosomal Protein L19.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
15 T 131 1083 675 224 183 1 0 0 0
e Molecule 16 is a protein called 50S Ribosomal Protein L20.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
16 U 16 959 608 201 149 1 0 0 0
e Molecule 17 is a protein called 50S Ribosomal Protein L21.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
v 101 771 495 140 135 1 0 0 0
e Molecule 18 is a protein called 50S Ribosomal Protein L22.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
18 W 12 86 557 174 153 2 0 0 0
e Molecule 19 is a protein called 50S Ribosomal Protein L23.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
19 X 9 750 488 135 126 1 0 0 0
e Molecule 20 is a protein called 50S Ribosomal Protein 1.24.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
20 Y 107 806 517 152 131 6 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 Z 160 1271 814 228 227 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 0 83 653 404 139 109 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 7 755 475 148 131 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
2412 70 588 365 118 103 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 3 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 4 69 532 339 97 91 5 0 0 0
e Molecule 27 is a protein called 50S Ribosomal Protein L32.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
21 g 59 455 285 &9 76 5 0 0 0

e Molecule 28 is a protein called 50S Ribosomal Protein L33.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
28 6 53 449 279 91 75 4 0 0 0
e Molecule 29 is a protein called 50S Ribosomal Protein L34.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
29 7 43 418 257 104 55 2 0 0 0
e Molecule 30 is a protein called 50S Ribosomal Protein L35.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
30 8 64 517 331 102 82 2 0 0 0
e Molecule 31 is a protein called 50S Ribosomal Protein L36.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
s 9 37 307 188 68 47 4 0 0 0

e Molecule 32 is MAGNESIUM ION (three-letter code: MG) (formula: Mg).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
3 | P | Total Mg 0 0
1 1
Total Mg
32 B 21 91 91 0 0
29 W 3 Total Mg 0 0
3 3
29 X 1 Total Mg 0 0
1 1
Total Mg
32 E 7 . . 0 0
Total Mg
32 A% 2 5 9 0 0
Total Mg
32 A 673 673 673 0 0
Total Mg
32 5 2 5 9 0 0
32 R 1 Toltal hgg 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
32| 1 1 Total -~ Mg 0 0
1 1
Total Mg
32 D 6 6 6 0 0
32 Z 1 Total - Mg 0 0
1 1
Total Mg
32 U 4 4 4 0 0
32 0 1 Total - Me 0 0
1 1
32 G 1 Total - Me 0 0
1 1
Total Mg
32 Q 3 3 3 0 0
32 T 1 Total - Me 0 0
1 1
Total Mg
32 8 2 5 9 0 0
32 0 1 Total -~ Mg 0 0
1 1
32 Y 1 Total - Mg 0 0
1 1
32 3 1 Total Mg 0 0
1 1
Total Mg
32 F 7 . . 0 0

e Molecule 33 is ZINC ION (three-letter code: ZN) (formula: Zn).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
33 9 1 Total Zn 0 0
1 1
33 v 1 Total Zn 0 0
1 1
33 4 1 Total Zn 0 0
1 1
33 6 1 Total Zn 0 0
1 1
33 5 1 Toltal Zln 0 0

e Molecule 34 is water.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf

Total O

34 A 1039 1039 1039 0 0
Total O

34 B 10 10 10 0 0
Total O

34 D 17 17 17 0 0
Total O

34 E 8 3 3 0 0
Total O

34 F 6 6 6 0 0
Total O

34 I 2 5 5 0 0

34 N 1 Total O 0 0
1 1
Total O

34 O 3 3 3 0 0
Total O

34 P 12 12 12 0 0

34 Q 1 Total O 0 0
1 1
Total O

34 R 3 3 3 0 0
Total O

34 T 3 3 3 0 0

34 U 1 Total - O 0 0
1 1

34 v 1 Total - O 0 0
1 1
Total O

34 W 2 5 5 0 0
Total O

34 X 2 5 5 0 0

a4 v 1 Total O 0 0
1 1
Total O

34 7 2 5 5 0 0
Total O

34 0 4 4 4 0 0
Total O

34 1 4 4 4 0 0
Total O

34 2 1 1 1 0 0
Total O

34 3 1 1 1 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf

34 | 5 2 foral 0 0

34| 7 5 foral -0 0

34 8 5 Togal (5) 0

34 9 1 Toltal (1) 0
SPDE



4RB8

wwPDB X-ray Structure Validation Summary Report

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.

3 Residue-property plots (i)

e Molecule 1: 23S Ribosomal RNA

Note EDS was not executed.
Chain A:

Page 12

601D
801N

20Td

660

S6D

%60
€69
434

1

ey

8D
08D
6.D

e
+

0T1d
[}

)

L5T0
V¥STD

Lyin
9%ID

VEVTD
EVID

15444

ozIn

L1TD

9110

TTTV

vecy

682V
8820
1820
9820

8.2V

dac.Led
vcLen
(k&)

dT1.2d
0T.L2D
NT.L20
WTLTD
Tr.en
ArLen

HT.TD

d1.2D
ar.Len
arLed

viLev
9929
S92y
%92d
€920
SSev

[4{4]

6%20
8%2H
L¥Td

444

(474
LETD
9€TD
geen

€eacy
CETH

seev

007D

L6€D
96€D

68€D

+

LLED
9.L€0

vLEV
eLen

d€9€d

€9€D

T9€D
09€D
6GEV
[4cio0]

6%€D
8%€D

oveY

62€D
8zen
LTed

F

€TED
{4434
T2ed
0ZeY

91€0
ST€D

zTedD
TIEY
orey
L0€D

70€D
€0en

T0€D
00€V

9620

€THY

(4544

+

Sovn
70v0
€0vn

3
3

L99n

299D

8990
1,590

SG9V

ATS9D
N2S899

azcsod

Yesov

679D

L¥9D

0790
6€90
8€9D

9€9D

ceoy
Te9V

L9V

529D

919D
ST9D

508D

06.LD

88LY

989D

€8LY
8LV

9.L.LD

S9.D
YoLY

€50

*

8%.LD
LyL0

€%.LD

TvLD
ovL0

TELD

62.LD

L1.LD

90.LY
SOLV

coLD
T0LD
004D
669V
2690

1890

1

9,9V

79D

8980

798D

T98Y

658D
858N

796D

656V

956D

€96V
256D

056D

8%6D
L%6D
976D

£v6n

Tvev

€E6Y
cEBD

826D
126D

€260
zzen

616D
816V

+

716D

-
L

8060

€060

8680

£68D
268D

€880

€¥0TD

6€0TD
8€0TD
LEOTD

7E0TD

TE0TD
0€0TD
6201V
8C0TV

9201

RLDWIDE

erpBe

1201V

61010

W

L10TD

€101D

0T0TV

L00TD

900TD

0001V

166D

7660
066V
186D

986D
G860

€86V

V¥S5.6D
G160

L

€960
296D

0O
PROTEIN DATA BANK


http://wwpdb.org/ValidationPDFNotes.html#h.fmehr2ap71lr

wwPDB X-ray Structure Validation Summary Report 4RB8

Page 13

L

902TH

vozTv

10210

66TTN
86TTN

L8TTD

S8T1D
78110

€811

8LTTD

0LTTD
|

09TTD

6STTN
|

SGTTY

mmmﬂo
0ST1D
m¢mﬂu
EVITY
\(44321

win

90€TD

16210

89CTV

99CTH

¥921D
€9210

19210

LSTTO
9G2TH

€921V

19210
0821

LYTTIV
YvCID
etV

ovzIn
6ECTD

LETTY

CETTD
T€CTD
0€TTO
6221

9TTTY

81210

[4%4 %]
1121

9T%1D

€TVTD
[543

80%1D
LOPTD
90%1Nn
S0P

T0%1D
00%TD
66ETD

S6ETY
v6eIN

S8ETD
V8ETY

08ETD
B6LETY
8LETY

SLETD

¥9€TD

i
F

8GETD
LSETN

SGETD
YSETY

TYETY
TvETN

6EETD

LEETD
9EETY
SeeTn

STETD

€T€TN

0TETD
60€TD

<wwmﬁ¢
6TSTD
wﬂmﬁb
T1810
0TSTD

V60STYV
60STD

LOSTY
90STD

L6710

iaal
€6%1D

06YTV

[4:345)

8LY1D
LLYTY

TLYTV

L9Y1D

SOV
T971D
0971V
€SVIN

(4144

0S¥1D

8¥¥1D

9Y¥1D

SYYIV

LEFTD

SEVTD
YEVIV

8TY1ID
LTIV

AR A%

9T9TV

P91V

8091V
L0970

66STD
S6STD

76919
€691D

T6STD
06570
68510

€831V
28510
T8STD
08STV
6LSTV
8.S10

69GTV
89919

99STY

C9STY
T9G1D

6SSTD

LSSTD

vSSTY

67510
8%S1D

€%STD
TYSTY
T9S1D
0%g1n
6€STD

€ESTD
CESTO

62STD

Nmmﬂo
wwmﬁu
0%.LID
6€LTN
TTLIY

L

8TLID
LTLTD
PTL1D
€T.LTIN

00LTY

9691D

€6970

6891V

%8910
€89T0

LLITY
9,91V

TL9T0
0L91D

8991V

9991D
S99TV

7591V

179919

H

Ly91D

Zy91D
79TV

6€9TN

LEITY
9€9T0

V1e9TV

€29TD
[44°) %)

SE€8TD

€€8TN

0€8TO
68TV

€28TD

L18TD

STI8TV
18TV
118D
0T8TV
50810

€081V

€9L1D

6SGLTY

9G.TD

€GLTD

£66T0
ﬁwmﬁb
€L6TD
CTLBTY

6961V
896TD
bwmﬁo
mwmﬂb
8S961D
LS61D

S9S96T0

wmmﬁ<
€E6TD
CEBTY
0€6TD
mmmﬁo
L1610
9161V
ST6TN
Y1610
€I6TV
Namﬂ<
womﬁo
0061V
mQMﬂU
ﬁmmﬁo
98810
mwmﬁ<

6.8TD

898TD
L8819
988T1D

€¥81D

9€8TD

16020
96020
«wmuc
18029
wwmmb
¢L0TD
TL0CV
0.L029

L

902D

2902V

0902V

95029
§502D

TS0cv
¥¥02d
€%02D
cvoey

8€0CH
LEOTD

S€0CH

2E€0TH

0€0TY
6202
802N

G202
%202D

geoen

6102V
8102

2144
€102V

010D

00029

96610

8STCV

¥512D
€5TCD
[4=1343)

i
i

8C12D

§2T1TH
44543

1212D

8172n

GTT2D

¥92ed
€922D

8¥2ed

v¥een
€¥een

922Td
geeey
(4443

S02T0
€0zen

86TCY
¥612D

€6T2D
2612D

06712ZD
68120

€812
2812H

8.12D

TLT2Y

2912H

[4:14q

0S€TO

8veTn

L

vveen

LEETD

SEETY
veeed

Teeed

8TeTY
LTETY

STETH

12€TH

6T€TH

9T€TO
STETH

z1een

€0€TD
00€TH
662TH
862CV

26220

6.22D

1.2TD

S.2T0

vLcey
€.3TV

T.2TH
0.422H

S9%2¢D

coven
T9%2¢D

S6%TH

0S%2Y

8Yvey

Sv¥ed

1%%20

6EvCY

SEVTY

+

L0%2D
90%2n

¥0%2d

96€2D

¥6€20
£6ETY

T6€CH

.8€Tn
98€TO
S8€TO

€8€TH

08€TD
6.LETH

LLeTY

L9€TD
99€TY
S9€TH
¥oged

Lsggn

¥S€TH

89592D

995TY

i

¥osev

85520
LGSTH

¢s§sen

¥¥92D
€¥32D

S€492¢D

0€STY
625TH

92STH

02520

8T5CY
9152D
STS2O
¥1s92n

80829

5052

€0STY
20STH

S6%2H

L8%2H

¥8%2H
€8%20

08%2D

8LV

9.L%2V
S.%2D

€Lven
TLYTH

0.L%2H
69%CY

€0.2D
coLen

€692V

€892D

S.92v
¥.,92D
€L92D
[5143)
TL92Y

992D

2992V

65920

R LDWIDE

L59TY

209ey

£63920
[43t43)

85T

O

PROTEIN DATA BANK

W



4RB8

wwPDB X-ray Structure Validation Summary Report

Page 14

26.LTH

68.20
88.2D
18.20

¥8.2Dd
€8.2D
28.LTH
T8.LTY

8L.LTY

¥.LL2D
€LLTD

0L.LZD
69.20

99.2H
S9.LTV
voLey

19.2D

6G.2D
85.L2V

252D

0§.2Y
672V

L

v.LTO
TvLTY

9ELTH
SELTD

€eLeY
CELTD

9zLen

€TLTD

8TLTH

¥1.L2d

€T.LeY
\[47%4 ]

TTLTY

80.2D

1682H
68820
88820

2882V

§.820

T.L829
T.820
04820

8982V

9982N
9982n

0982V

LS8TD

6¥820n

L¥82n

9%82D

61820
81829

91820
S1820

11829

F

$6820

5S Ribosomal RNA

e Molecule 2
Chain B

6.0

0Ld
69D

99V
S90
790

6eY

0€d

3

443

(441

vin

[a%Y]
110

6D

70

0zTV
LT1D
911D
ST1D

{43918

(9%
6010

901D
SOTV

€0TD

TOTD
00TV

86D

<
[
o

260
16D

880

780
€80

78D

50S Ribosomal Protein L2

e Molecule 3
Chain D

CETd

821D

ezra

91Th

TIT1

80Td

Y0TA
€0TYd

761

[4338

884

S8a

Ll

€84

LLY

T.a

Ll

0SL

8€eN

SEA

CES

o€l
62d

9TH

LTL

45

+

64

-
*

e Molecule 4
Chain E

3

[44

j2X4s

cLey

092y
6SCL

€520

62CA

612d
8124

802y

T6TY
06TA

88Td
€874
2811
814
9.Td

910

3

50S Ribosomal Protein L3

YT

TSI

8¥1a
LyTT

E€VTH

SETA

6074

10174

S61

€6A

98d
S8N

1)

9.4

¢9d
7948

08D

LA

8cV
121

SCTA

< N
— o
H [

o
—
=

TTH

o
I>I

LA

S6TT

981D

81T

8.1

SLTA

TL13

097X

vSTA

L%1d

SYTA

50S Ribosomal Protein L4

EVIN

0€TD

(49X

0ZTM

ST1D

e Molecule 5
Chain F

oztd
61TY

911a
STTV
4378
€11V

0TTT

9074

954
§SD

€51

i

vha

5

(4414

0z1
61d
8T1H

Ll

91D

€18

TIA

61

LR

20Td

002d

86TY
L1610

V6T

2611

88TH
L8TA
98TI

781X
€8TA

8L1d

9LT1

ELIA
TLIN

0LTT
69TN
8974
L9TV
€9TA
LSTA

0STD

LETH

0ETY
6214

praxcs
9TIA
G211

e Molecule 6

Chain G

€211

50S Ribosomal Protein L5

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4RB8

Page 15

L8d

78y

o
oo}
|

*

991d

€91V

T9TL

9G1d

€9Td
28T
TSTY

8YTH

€vTa

Ll

LETH

SETT
YETD

CEIN
TETX
0ETN
621D

921a

0zTT

PAYS

PITI

3

OTTY
60TA

90TT
SO

TOTI
00TM

761

®
)
=1

164

1814

6.7d

9.TT

e Molecule 7
Chain H

€LTT

50S Ribosomal Protein L6

164
96V
S64

881

984

v8s

+

eLY

L1
0LL

L

€98

T9H

654
9ss
§Sd
At
TSy
ova

GEA

€e1

3

9zA
SeH
449N
€2H

€T

61
8d
L1
L
SD
I

1973

€9TX
2911

091X
¥S1d

6714
8YTI

YrIA

(0458
6ETD

CETH
TETA

vera

50S Ribosomal Protein L9

e Molecule 8

Chain [

901D
SOTH

2oTs

€61
{4

06D

o < o ~
NN
o= e 3

oo -
O K~
M| A

©
©
5]

11

sb

A

3

EYN

0L

8€T

o
e
A

1€T

N -0
N 3] N
£ << >

0 ® o
0o Q
= >Aa

]
-
=

o
=
=

I.S-

hIA

0711

8ETI
LETd

7ETd
€ETH

TETH
0ETA

50S Ribosomal Protein L13

8211

745

e Molecule 9
Chain N

SE€Td

€T

TETH
O0ETH

8CTH

0211

0T

8EH

SEY

€e1

0€L

sy

0Zd

ST1

VA

(2}

e Molecule 10

Chain O

3

6€Td

50S Ribosomal Protein L14

(44N}

TCIA

0zTa

8TV

STTA

8073

9011

€0TV

86A

T61

181

ey
€8y

8.4

691
894

794

ZSA

9€D
SEA

0EV

9T

0ZW

9TV

I

LA

sb
¥d

50S Ribosomal Protein L15

e Molecule 11
Chain P

T1Td
OTTA

LOTH

SOT1T

0071

L6d
96.L

+

983

€8A
289

L4

€9d
291

© o
el e}
©n =

o
re)
=

o
)
~

s

0%s

@ -
N [}
£ £

L0 00
(S ] 0 © bl = ']
B a4 ~ - o~

6714
8¥TT

S¥1d

8ETT

8CTH

9CTA

€11
ceid
TCTH

811D
173

€TTA

O

R LDWIDE
PROTEIN DATA BANK

W



4RB8

wwPDB X-ray Structure Validation Summary Report

e Molecule 12: 50S Ribosomal Protein L16
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4 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 210.06A 448.57TA 623.95A .
Depositor
a, b, c, a, B,y 90.00° 90.00° 90.00°
Resolution (A) 256.12 - 2.40 Depositor
/0 Data completeness 0.7 (256.12-2.40) Depositor
(in resolution range)
Rinerge 0.19 Depositor
Rsym (Not available) Depositor
Refinement program PHENIX (phenix.refine: 1.8.2.1309) | Depositor
R, Ryree 0.237 , 0.277 Depositor
Estimated twinning fraction No twinning to report. Xtriage
Total number of atoms 91678 wwPDB-VP
Average B, all atoms (A?) 48.0 wwPDB-VP
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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 | pyior't 7155 | RMSZ #|Z| >5

1 A 0.42 0/67545 0.92 | 63/105432 (0.1%)

2 B 0.47 1/2879 (0.0%) 0.91 2/4487 (0.0%)

3 D 0.34 0/2186 0.56 0/2944

4 E 0.34 0/1592 0.61 1/2149 (0.0%)

5 F 0.33 0/1615 0.55 0/2188

6 G 0.29 0/1453 0.52 0/1963

7 H 0.30 0/1356 0.54 0/1834

8 | 0.27 0/1079 0.55 1/1475 (0.1%)

9 N 0.32 0/1144 0.53 0/1543

10 O 0.32 0/943 0.56 1/1269 (0.1%)

11 P 0.32 0/1152 0.59 1/1533 (0.1%)

12 Q 0.32 0/1143 0.53 0/1527

13 R 0.34 0/982 0.55 0/1312

14 S 0.31 0/880 0.53 0/1172

15 T 0.30 0/1097 0.53 0/1468

16 U 0.34 0/977 0.53 0/1301

17 \Y 0.29 0/782 0.54 0/1049

18 W 0.33 0/897 0.55 0/1205

19 X 0.34 0/764 0.53 1/1025 (0.1%)

20 Y 0.33 0/819 0.54 0/1095

21 Z 0.30 0/1299 0.55 0/1763

22 0 0.30 0/662 0.49 0/881

23 1 0.33 0/762 0.52 0/1014

24 2 0.28 0/590 0.47 0/781

25 3 0.27 0/469 0.50 0/630

26 4 0.33 0/545 0.65 0/737

27 5 0.33 0/469 0.59 0/635

28 6 0.29 0/456 0.49 0/608

29 7 0.34 0/426 0.54 0/561

30 8 0.30 0/525 0.51 0/691

31 9 0.31 0/310 0.53 0/407

All All 0.40 | 1/97798 (0.0%) | 0.84 | 70/146679 (0.0%)

WO RLDWIDE
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All (1) bond length outliers are listed below:

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

2 B 1 U OP3-P | -10.22 1.48 1.61
The worst 5 of 70 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(®) | Ideal(®)
1 A 1614 A 05-P-OP1 | -8.54 98.02 105.70
1 A 2897 U C2-N1-C1” | 7.67 126.90 117.70
1 A 2139 C N1-C2-02 | 7.39 123.33 118.90
1 A 1298 C 05-P-OP2 | -7.32 99.11 105.70
1 A 645 C C2-N1-C17 | 7.22 126.74 118.80

There are no chirality outliers.

There are no planarity outliers.

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 A 60314 0 30412 730 0
2 B 2575 0 1303 51 0
3 D 2136 0 2218 53 0
4 E 1559 0 1617 38 0
) F 1580 0 1619 42 0
6 G 1428 0 1438 5} 0
7 H 1330 0 1407 41 0
8 I 1064 0 1082 29 0
9 N 1117 0 1184 21 0
10 O 933 0 996 14 0
11 P 1135 0 1212 47 0
12 Q 1122 0 1179 31 0
13 R 968 0 1033 32 0
14 S 870 0 923 23 0
15 T 1083 0 1136 18 0
16 U 959 0 1019 21 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
34 0 4 0 0 0 0
34 1 4 0 0 1 0
34 2 1 0 0 0 0
34 3 1 0 0 0 0
34 ) 2 0 0 0 0
34 7 ) 0 0 0 0
34 8 ) 0 0 0 0
34 9 1 0 0 0 0
34 A 1039 0 0 o8 0
34 B 10 0 0 1 0
34 D 17 0 0 0 0
34 E 8 0 0 1 0
34 F 6 0 0 0 0
34 I 2 0 0 0 0
34 N 1 0 0 0 0
34 O 3 0 0 0 0
34 P 12 0 0 3 0
34 Q 1 0 0 0 0
34 R 3 0 0 0 0
34 T 3 0 0 0 0
34 U 1 0 0 0 0
34 \% 1 0 0 0 0
34 W 2 0 0 0 0
34 X 2 0 0 0 0
34 Y 1 0 0 1 0
34 7 2 0 0 0 0
All All 91678 0 59994 1308 0

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 9.

The worst 5 of 1308 close contacts within the same asymmetric unit are listed below.

Atom-1 Atom-2 Distance(A) | Clash(A)
1:A:2124:G:H1 1:A:2174:C:H42 1.12 0.97
1:A:2121:G:H1 1:A:2177:C:H42 1.13 0.91
1:A:2807:G:N1 1:A:2893:G:06 2.04 0.90

31:9:25:VAL:HB | 31:9:34:GLN:HB2 1.55 0.89
2:B:7:G:H21 14:S:38: GLN:HE22 1.20 0.89

There are no symmetry-related clashes.
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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
3 D 273/276 (99%) 265 (97%) 7 (3%) 1 (0%) 42 59
4 E 202/206 (98%) 196 (97%) 4 (2%) 2 (1%) 217 30
5 F 201/210 (96%) 198 (98%) 1 (0%) 2 (1%) 21 30
6 G 179/182 (98%) 167 (93%) | 10 (6%) 2 (1%) 20 27
7 H 172/180 (96%) 165 (96%) 7 (4%) 0 100 § § 100
8 I 144/148 (97%) 133 (92%) | 10 (7%) 1 (1%) 29 41
9 N 138/140 (99%) 136 (99%) 1 (1%) 1 (1%) 29 41
10 O 120/122 (98%) 115 (96%) 5 (4%) 0 100 § § 100
11 P 147/150 (98%) 138 (94%) 6 (4%)

12 Q 139/141 (99%) 134 (96%) 4 (3%)
13 R 116/118 (98%) 112 (97%) 4 (3%)
14 S 108/112 (96%) 106 (98%) 1 (1%)
15 T 129/146 (88%) 125 (97%) 4 (3%)
16 U 114/118 (97%) | 114 (100%) 0

17 \Y 99/101 (98%) 97 (98%) 1 (1%)
18 W 110/113 (97%) | 110 (100%) 0

19 X 93/96 (97%) 91 (98%) 1 (1%)
20 Y 105/110 (96%) 100 (95%) 5 (5%)
21 Z 156/206 (76%) 149 (96%) 6 (4%)
22 0 81/85 (95%) 79 (98%) 2 (2%)
23 1 95/98 (97%) 93 (98%) 1 (1%)
24 2 68/72 (94%) 67 (98%) 1 (2%)
25 3 57/60 (95%) 55 (96%) 2 (4%)
26 4 67/71 (94%) 55 (82%) 6 (9%)
27 5 57/60 (95%) 57 (100%) 0
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Continued from previous page...

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
28 6 51/54 (94%) | 50 (98%) | 1 (2%) 0 100 [ 100
29 7 46/49 (94%) 44 (96%) | 1(2%) | 1(2%)

30 8 62/65 (95%) 62 (100%) 0 0 |
31 9 35/37 (95%) 35 (100%) 0 0 |
All | Al | 3364/3526 (95%) | 3248 (97%) | 91 (3%) | 25 (1%)

5 of 25 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
4 E 52 LEU
4 E 73 GLU
5 F 21 ALA
5 F 130 ALA
6 G 81 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
3 D 215/218 (99%) 201 (94%) | 14 (6%) 23 35
4 E 164/166 (99%) 147 (90%) | 17 (10%)
5 F 159/166 (96%) 144 (91%) | 15 (9%)
6 G 143/156 (92%) 119 (83%) | 24 (17%)
7 H 144/148 (97%) 129 (90%) | 15 (10%)
8 I 105/124 (85%) 88 (84%) | 17 (16%)
9 N 118/119 (99%) 106 (90%) | 12 (10%)
10 O 100/100 (100%) 97 (97%) 3 (3%)
11 P 115/116 (99%) 106 (92%) 9 (8%) 171 26
12 Q 111/111 (100%) | 101 (91%) | 10 (9%) 131119
13 | R | 101101 (100%) | 88 (87%) |13 (13%) | |e][7] |
4 | s 85/88 (97%) | 76 (89%) | 9 (11%)
15 T 113/127 (89%) 105 (93%) 8 (7%) 200 30

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
16 U 93/94 (99%) 88 (95%) 5 (5%) 30 46
17 | v 80/82 (98%) | 71 (89%) | 9 (11%)
18 W 90/92 (98%) 84 (93%) 6 (7%) 22 33
19 X 77/78 (99%) 74 (96%) 3 (4%) 42 62
20 Y 85/91 (93%) 76 (89%) 9 (11%) 91113
21 Z 137/179 (76%) 123 (90%) | 14 (10%) 100114
22 0 65/67 (97%) 62 (95%) 3 (5%) 36 54
23 1 80/83 (96%) 72 (90%) 8 (10%) 110115
24 2 65/67 (97%) 60 (92%) 5 (8%) 187 26
25 3 50/52 (96%) 45 (90%) 5 (10%) 114115
26 4 53/63 (84%) 39 (74%) 14 (26%) 1§10
27 5 50/52 (96%) 45 (90%) 5 (10%) 114115
28 6 50/52 (96%) 49 (98%) 1 (2%) 66 |85
29 7 41/42 (98%) 38 (93%) 3 (7%) 197 29
30 8 54/55 (98%) 52 (96%) 2 (4%) 44 65
31 9 34/34 (100%) 33 (97%) 1 (3%) 53 T4
All All 2777/2923 (95%) | 2518 (91%) | 259 (9%) Iﬁl 17
5 of 259 residues with a non-rotameric sidechain are listed below:
Mol | Chain | Res | Type
11 P 15 ARG
13 R 54 LEU
26 4 48 ARG
11 P 65 ARG
12 Q 22 LYS
Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 29 such

sidechains are listed below:

Mol | Chain | Res | Type
11 P 38 GLN
12 Q 57 HIS
21 / 50 GLN
12 Q 13 GLN
12 Q 123 HIS
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5.3.3 RNA (D

Mol | Chain Analysed Backbone Outliers | Pucker Outliers
1 A 2791/2915 (95%) 485 (17%) 29 (1%)
2 B 119/121 (98%) 20 (16%) 1 (0%)

All All 2910/3036 (95%) 505 (17%) 30 (1%)

5 of 505 RNA backbone outliers are listed below:

Mol | Chain | Res | Type
1 A 9 U
1 A 10 G
1 A 11 G
1 A 12 U
1 A 15 G

5 of 30 RNA pucker outliers are listed below:

Mol

Chain

Res e

856

1300

2689

1210

= = = =] =

|| | |

7
g | (e O]

1420

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 746 ligands modelled in this entry, 746 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.
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There are no ring outliers.

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)

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

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

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

6.3 Carbohydrates (i)

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

6.4 Ligands (i)

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

6.5 Other polymers (i)

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