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EDS : 1rb-20026688
Percentile statistics : 20151230.v01 (using entries in the PDB archive December 30th 2015)

Refmac : 5.8.0135
CCP4 : 6.5.0
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1 Overall quality at a glance (i)

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

The reported resolution of this entry is 3.50 A.

Percentile scores (ranging between 0-100) for global validation metrics of the entry are shown in

the following graphic. The table shows the number of entries on which the scores are based.
Metric Percentile Ranks Value

Rfree I W 0.296

Clashscore I 72
Ramachandran outliers N 01.7%
Sidechain outliers W 16.6%
RSRZ outliers N N 3.4%
RNA backbone IS 0 I (.45
Worse Better
0 Percentile relative to all X-ray structures
[l Percentile relative to X-ray structures of similar resolution
Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Rf,,ee 91344 1051 (3.60—3.40)
Clashscore 102246 1157 (3.60-3.40)
Ramachandran outliers 100387 1120 (3.60-3.40)
Sidechain outliers 100360 1121 (3.60-3.40)
RSRZ outliers 91569 1058 (3.60—3.40)
RNA backbone 2183 1050 (4.20-2.80)

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. A
grey segment represents the fraction of residues that are not modelled. The numeric value for each
fraction is indicated below the corresponding segment, with a dot representing fractions <=5%
The upper red bar (where present) indicates the fraction of residues that have poor fit to the
electron density. The numeric value is given above the bar.

Mol | Chain | Length Quality of chain
1 X 2880 = 1% 53% 22% 7%
2 Z 123 = 21% 57% 20% -
3 A 274 6% 46% 24% - 20%
4 B 211 19% 57% 18%

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

Mol | Chain | Length Quality of chain
5 C 205 9% 53% 29% 5% .
%
6 D 180 10% 62% 24%
0/0
7 E 185 1% 58% 22% . 8%
7%
8 F 144 6% 34% 8% 51%
°/0
9 G 174 8% 42% 26% =7 18%
10 H 134 15% 58% 25%
3%
11 I 156 12% 49% 28% . 10%
°/°
12 J 142 13% 58% 20%
13 K 116 8% 67% 20%
o/o
14 L 114 l- 49% 34% . 9%
15 M 166 13% 33% 17% 35%
16 N 118 9% 56% 31%
17 O 100 1% 56% 25% Y 6%
18 P 134 16% 63% 13% . 5%
19 Q 95 9% 52% 33%
20 R 115 5o 53% 32% 5%
%
21 S 237 9% 43% 20% - 26%
5%
22 T 91 14% 62% 13% . 8%
23 U 81 = 58% 23% 1%
24 Vv 67 12% 63% 22%
25 W 55 9% 56% 35%
26 Y 60 17% 62% 17%
55%
27 1 5H 96%
85%
..
28 2 47 98% .
7%
29 3 66 92% . 5%

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

8%
[

30 4 37 5% 78% 16%

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

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
32 MG M 167 - - - X
32 MG X 2885 - - - X
32 MG X 2889 - - - X
32 MG X 2896 - - - X
32 MG X 2899 - - - X
32 MG X 2903 - - - X
32 MG X 2907 - - - X
32 MG X 2909 - - - X
33 ZLD X 2911 - - X X
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2  Entry composition (i)

There are 33 unique types of molecules in this entry. The entry contains 83657 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 rRNA-23S ribosomal RNA.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N Q) P
1 X 2686 57651 25718 10642 18606 2685 0 0 0
e Molecule 2 is a RNA chain called rRNA-5S ribosomal RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N 0O P
2 Z 122 2598 1161 476 &40 121 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 A 218 1637 1017 326 292 2 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
1 B 205 1539 965 295 271 8 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
o C 197 1506 935 287 282 2 0 0 0
e Molecule 6 is a protein called 50S ribosomal protein L5.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
6 D 1 1400 892 247 254 7 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 b 171 1286 812 237 236 1 0 0 0
e Molecule 8 is a protein called 50S ribosomal protein L11.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
8 K 0 504 314 90 97 3 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
J G 142 1114 704 209 198 3 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 H 134 997 614 198 180 5 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
1 I 141 1067 655 216 196 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
12 J 136 1090 696 202 185 7 0 0 0
There is a discrepancy between the modelled and reference sequences:
Chain | Residue | Modelled | Actual Comment Reference
J 1 MET - INITTATING METHIONINE | UNP Q9RXJ5

e Molecule 13 is a protein called 50S ribosomal protein L17.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
13 K 113 878 541 178 157 2 0 0 0
e Molecule 14 is a protein called 50S ribosomal protein L18.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
4L 104 79 476 161 142 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
15 M 108 871 543 172 156 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 N 17 978 608 210 159 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
17 O 9 741 465 139 137 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 P 127 1014 639 199 174 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 Q 93 726 458 136 130 2 0 0 0

e Molecule 20 is a protein called 50S ribosomal protein L24.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
20 R 10 825 513 160 151 1 0 0 0
e Molecule 21 is a protein called 50S ribosomal protein L25.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
21 S 175 1345 849 236 254 6 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 T 84 625 393 122 109 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
23 U E 552 341 116 95 0 0 0
e Molecule 24 is a protein called 50S ribosomal protein 1.29.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
24 v 66 533 327 107 96 3 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 S
25 w 55 424 264 82 T6 2 0 0 0
e Molecule 26 is a protein called 50S ribosomal protein L32.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
26 Y o8 457 281 94 77 5 0 0 0

e Molecule 27 is a protein called 50S ribosomal protein L33.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C
27 1 53 53 53 0 0 53
e Molecule 28 is a protein called 50S ribosomal protein L34.
Mol | Chain | Residues Atoms ZeroQOcc | AltConf | Trace
Total C
28 2 46 16 16 0 0 46
e Molecule 29 is a protein called 50S ribosomal protein L35.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C
29 3 63 63 63 0 0 63
e Molecule 30 is a protein called 50S ribosomal protein L36.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
30 1 37 297 179 66 47 b 0 0 0

e Molecule 31 is ZINC ION (three-letter code: ZN) (formula: Zn).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
31 % 1 Total Zn 0 0
1 1
Total Zn
31 4 1 1 1 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Mg
32 X 30 20 30 0 0
Total Mg
32 7 4 4 1 0 0
32 M 1 Toltal l\qg 0 0

e Molecule 33 is N-{[(5S)-3-(3-FLUORO-4-MORPHOLIN-4-YLPHENYL)-2-OX0-1,3-OXAZ

OLIDIN-5-YLIMETHYLYACETAMIDE (three-letter code: ZLD) (formula: C1HaoFN30,).
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3 \."'N‘\'I’:.:/ caq
5 _:(/‘.',N\\
IIO M1l

s OI.I!
Mol | Chain | Residues Atoms ZeroOcc | AltConf

Total C F N O

33 X ! 24 16 1 3 4 0 0
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7%

7%

22%

53%

1, orange = 2 and red = 3 or more. A red dot above a residue indicates

wwPDB X-ray Structure Validation Summary Report

11%

20/ il

These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for a
chain summarises the proportions of errors displayed in the second graphic. The second graphic
shows the sequence view annotated by issues in geometry and electron density. Residues are color-
coded according to the number of geometric quality criteria for which they contain at least one

outlier: green = 0, yellow
any outlier are shown as a green connector. Residues present in the sample, but not in the model,

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

3 Residue-property plots (i)

e Molecule 1: TRNA-23S ribosomal RNA

Chain X:

Page 11

°on

o
e
5

LD
i)

b4z
evY
[474]
%D

6€D

LED
9€D

CED

0€d
620

9T9

119

STIV

2TId
121D
0T1H

ST1D
¥110

TT1D

60TV
801D
LOTD
901D
SO0TH
7010
€010

TOTY
007D

960
969
60

(4

©
kY
[

™
@
<

-
©
(3]

6.0
8.0
LLD

9.0

890

99N
S90
%90

9810
8710
81V
£810

OLTY

9%Cd

15724

oTeyY
60€D
80€D

(4944

96N
96€D

£6€0
T6ED
T6ED

88€D

8¥%9d
PAZe10
9vSv
S%SD
¥van

TISY
018D
6050
805D
LOSY

S09D
%099
€09D
[doish)
1099

66%D
86%0

S6%0

687V

269D

069D
689D
889D
L8SY

TLOV

699D

999N

£59D

9%90

S%9D

£%9V

%99
0%90

LESD

SE€9D
PE9D

0€9D
6290
8T9V

€299
zcon

+

819V
190
919N
ST90

219D

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W


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

3DLL

wwPDB X-ray Structure Validation Summary Report

Page 12

veLD
EELD

TELY

LTL0
9TLD
STLD

TTLD
0TLY
6TLY

9T.LN0

YLD

TILY

0TLD
60LY

90LY
S0LD
%0LD
€0LY
ToLY
T0L0

6Ly
€640

T6.D

TLLD
TLLD
0LLO
69.0

L9LD

YoLY
£9LY

898D
L4980
988V

€480
ca8n

678D
8¥8Y
L%8D

L18V
9780

€080

0080

0T6D
6160
816V
L160
9160
S160
7160

216V
TI6Y

TLEY

996V
49969

2960
T96D
0960
6560
866D

966D
vaen
€669

£v6n
zven
1960

0€6Y
626V
8T6D
LT6D

vT60
£T6Y

T26Y

SEOTH

TE0TD
0€0TN
62010
8201H
L2010
92010
STOTY

T2OTY
0Z0TY

8T0TD

S1070

€101D
CI0TV
TT0TV
01070
60010
800TH

00TV
€00TD
200Td
TOOTY

666V

9660

€660
266V

066V
686D
886D
186D

2860

€0TTD
CTOTTd
10710

S60TV
%6010
€6070
26010
16010

68010
8801V

S80TH
7801V

080TV

9.070
SL0TD
%L01D

® 6901)

L90TH
99071H
S90TY
%9010
€90TD
290T1H
1901V
09070

LSOTY

%3010

0S071D
67070

97010
SY0TH

€Y0TV

€9TT0
(42231

09T7D
65110
8STTV
LSTTD

189710
08110
6%11D
8¥11H
LPT1D
OYT1D

SETTO
YETTD
E€ETTH

T1E€T1D

8TTTH

9TTTV
STTTH
j£4a)

e 1211D
0ZT1D

8TTTD
LTTTD
91110
STTTD
YITIV
€IT10
zITI0
TFT10
OTTTD
60TTV

LOTTY

®
® 7©OTTd

11219

601D
80TTV
L021H
90TTH
S0TTH
70TTD
€0TTV
[ o4
10219

86TTD
L6TTN
96TTH

€6TTD
C6TTY

06110

88TTV

99TTV
SOTTH
%9110

v.210

TLTT)
T.210
0.210
6921H

88TTH
LsgIn
98210
SGTTY
%9219

{414 1)

8%CTH

|

bazan)
£YCTH

%2190

8ETTY

SETTO

2eTIN
TETTV

62210

LTTTV
9TTTV
STTTH

LYETD

YEETY

CTEETH
TEETH
0EETH

CTIETD
TTETD
0TETD
60€TH

LOETN

voetn
€0€TN

66CTY

86C1H

S6210

T6TTV
16219

L8TTV
98210

TLPTD

LO%TD
90% TV

%0V 1D

[dvA%]

10919

LBETY

S6ETY

TSETD
1SETD
0SETH
6YETY
8YETD

99%10
S9%1D

£9%TY

TSvIn

TS710
0S¥%TD
67710
8YHIV

9vvIN
SYPIV
YPP10

8EHTH
LEDTY

YEVIN

TEYIN

440
€THIV
(4445
Terin
(4444
61%1D

LI%10
9TVIV
STPTD

(4541

EESTH

0€STN
62910

9281

0281d
619TD
81810
L1810
9TGTV
STSTN

CISTY
TISTY

60GTY
808TH
LOSGTY

%0519
€08T1H
[dosin]
10810
00810
6671V
86%TD

S6%TD
%6910
€671V
1457241

06710

88%1H
L8%10

98710
¥8%1D
£8%1H

08%1D
6L%1D

LL%TD

S6STV

€6ST0
T6STN
16510

68S9TH
88GTY
L8GTY
98GTY

%8910

08910
6L8TH
8LST0
LLSTD

€LSTH
TLSTO

RLDWIDE

0LSTD
69GTY
89GTY
L9GTY
99G1H
S9GT1H
%9910
£9G10

T98TY
09GTV
699TH
89STD
LSSTH
98GTY
SGSTV

19910
0889710
6%910
8%41N
L9810
9%410
S¥e1H

E€99TD
(421t
TPSTD
07870
6€STN
8ESGTY

beESTY

0O
PROTEIN DATA BANK

erpBe

W



3DLL

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

Page 13

6S91D
8991V

98970
SS9T10
veoTY
€G6910

0891V

8%910

9%91D
Svo1N
¥$91D

TPo1d
9910

TTOTH

TTLID
0ZLTD

60.10

LOLTY

S0LTN
P0LTD
€04TD

08910
6,910

9,910
S.910

2991D

0991D

8410
€8LTD

T8L1D

L9LTD

S9LTD

€941D

TOLTD

YGLID

® ©ELID

TELTD
0ELTD
6CLT0

LTLTD
9TLID
STLID

SP8TV
79810
£%810

981D
0%8TY
6€8TY
8€8TD
LEBTD

S€8TD

62810

LT8TD
981N

2810
€281D
22810

L1810
9181D

70810

66LTY

96.10
Y6LTY

88410
L8L10
98410
S8LTY

888TD
L88TD
988TH

8810

0881D

8.8TD
LL8TD

91810
v.81D
€.8TY
TLBTY
TL8TD
04870

898TY
L98TY
998TH
S98TD

€9810
298TD
T98T1H
0981V
6G8TY
8G8TD
LG8TH
9681N
SG8TD
»4&8TD

TS8TV
0G8TH
6%8TD
8%81N
L%8TD

896TD
L9610
996TD

Y961V

096TY
69610
8G6TD
LG6TD
9G6TD

CTG6TY

SP6TO
PP6TO
EV6TY
TH6TD
19610
0%6TD

9E6TY
QE6TY

CTEGTD
TE6TD
0E6TD
626170

TI6TV

606170

82020
L2020

Etdva
vTozn

[4dva)
12029
02029

L1020

zc1ocy
11020
070D

80020
002D

8L6T0
LLBTD

€L6TD
CTLBTD
TL6TD
0L6TD
696TD

06020

8020

H

090cY
63020
85020

96020
446029
»a0cy
£50TD

6%02D
8%02D
L%02D

£¥0Ty
cvoTy
Tv0Ty
0%0TY

LEOTY
9€E0TD

€€0TD
CTEOTD
TE0CY

62029

Trcen
0712TH
602TD
80TTN
L0TTH
902TD

€022D
20cTd
T0TCTH
002TH

86120
672N
96120
46120
61TV

T61CV

881CY

98129

04720

L
i

99729

¥9¢ed
£92T0

842TH

98TTH

£892TY

16220
0S2TH
6%cTn
8vTTV

¥¥ced
£%cTd
{4744

0%gTd
6€£2TO

9ETTN
SETTH

1€2TH
0€TTH

LTTed
9geey
Seeed
veeen
gzeen
[44441)

ozeey
6712TN

¥122D
€12TH
creen

8EETD
LEETY
9EETD

PEETD
E€EETY
CTEETD
Teecy
0EETD
6CETD

LgeTn

g€cean
zzean
TTETO
0TeTD
61€TD
81€TN
LTETD

01€TH
60€TH
80€TY

90€TY

v0€TH
£€0€TH
20€TD

662TY

L

S622D
v6cen
£622D

@ oOs6cey
@ 68cey
88TV

v8cTNn

28TTH
18220

86€TN
L6ETY

S6€TO
¥6€TH
€6€TH
CT6ETH
T6€TY
06€TY
68€TH
88€TH
L8€zN

¥8€TH
£8€TD
T8ETO

08€TN
6LETH

9LETH
SLETD
v.L€2D
€LETD
TLETY
1.LETY

89€TH
L9€TV
99€zN
g9€zNn

T9€TH
09€TD

89€TO
LSETY

ggecy
v9€Th
€3€TH

19€TH
08€TH
6YE€TH
8YETY
L¥E€TD
oveTH
Svecy
7veTd
EYETO
cveen
€D
0%€TO
6EE€TY

09%ZH

89%2N
LSYTY
98%2Nn

iiged]
£4%2D

T9%¢H
0S%Ty

8¥Hey

S¥H2o

£¥¥TO
[4 74724
Tvven
0%%Td
6EVTN

9€vTN
SEVTO

€EVTD
[4%5%41

0EPTY
[4%41

STYTH

£C¥TH
2THTd
T2%C0
0ZHTH

L1920

S1%CH

145741

125441

L0%TH

To%CY

0zsey
67520
81820
L1820
91620
S162H
%1929

[As:t4
1152

60862V

L08zn
90620

%0929

T0STH

00820

S6%CH
¥6%CD

169D
06%cN
68%20

L8%2H

6.%20
8L%T0

PA &)
2574
€L%TH

1.2

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



3DLL

wwPDB X-ray Structure Validation Summary Report

Page 14

985TH
S89TD
v89Tn
£892N

6.8TY

LLSTY

L

cLeTn
TLGTH

69592n
89420

968TY

8€9TD

vegen
€eggzn
CTESTH

0€£82D
625TH

LTSTH
ogsTn

€2S8TH

8192V
L1929
91920
a19zn

192D

60929

L0920
9092D
S092D
092D

092D

0092y

06520

STLTO
PILTY

TTL2D
0TLZD
60420

80.20

b

€892D

8.920
L.9zn
9,929
S.92n
4920
€.9TD

TL92TD
04920
69920

646920
8459TY

SG92D
vaoTy
£459TY
692D
TS9920
08929

T8LTH

[ ]
@® 6..20
[ ]

LLLTY
L

vllTn

TLLTD

192D
99.zn

SG.LTY
$GL20
€G6.20

TS.L20
06.2H

9%.L2H
i 2k4 )

SELTD
veLTN

TELTD

62.LTY
8cLTy
LglLTd
oglzn
etk 4]
vTLTD
€TLTO
TTLTO
LY
0z LTy
6T.20

9TLTD

67820

2z8Tn
T28cH
028cd
6182D
818¢H

41820

€£182H
2182y

® L.8ty
91820
491820
v.L8TV

998¢CY

98¢0
£982N
298TH
1982V
09820
646820

LS8TH
946820

£46820

T982H

rRNA-5S ribosomal RNA

e Molecule 2

20%

™ 0
0 0
] 3]

57%

21%

Chain Z

790

290

o9V
68V

180

189

o
D
=]

0 © o
Sy <+
o < O

[
+
=]

Y
0%d
6€0

9EY
S€D

€€0
[41]
TEY

620

9¢H
4]

ocy
610

910

69

LD

0
&

1142
0Z1H
611D

L11D

19D
999D
Sov

50S ribosomal protein 1.2

e Molecule 3

20%

24%

46%

6%

Chain A

79T
094

96D

€84

o
[re)
~

o
)
B

v
S¥N
PPN

(44

6EX

LET
9EY

{434

1C1d
0TTH
61TV
8TTIN

9TTL

¥T1D
E€TTA
CTTL
TTTT

6073

LOTY

SOTI
701X
€0TY
CTOTY
1012
007D

L6X
96H
961
61

261

06Y

~
©
=

S8a

€84
281

P
©
<

08Y

8L
LLY
9LN
SLA
LD

Tl
TLQ
0,4
694

1,94

(429

T8T1
1812

6L1S

LLTT
9LTH

PLTI
ELTA
CTLIR
.10

6914

99Th
S9TA
%910
€9TA
T9TS
T9TL

98TV
SGT1

T1STH
081D

8YTA
PAZ )
ovTd

YPIV

TPIA

oY1V

LETd
9ETA

YETY
€ETT

T1€11
0ETY
6CTN

9TTH

jZaxy
€TTV
{44 %S

9€TH
SETH
bETD
E€ETH

TECH

(144

LTTN

scey
4443

(444

L12H

€1cH
f4143
T
012d
60TV

9021
S0TA

20Ty
TOCH

66TV

L61D

S6TV

€671
C6TL

6810

L1818
98TH
G8TA
7814

6%cd

L¥TA

SHTA

e Molecule 4

€%2H

in L3

505 ribosomal protei

O

R LDWIDE
PROTEIN DATA BANK

W



3DLL

wwPDB X-ray Structure Validation Summary Report

Page 15

18%

57%

19%

Chain B
Ié! 2% ;Ial

Tou
09N
69A

993

pau
€9d

TSK
089

8%h

SvE

(V4]

8EL
LEN
9gYH

YEA

Ted
T€D

629
8cY

9TA
STA
Tl

12T

614

19’8
STH
P71

CTL
TTH

|
jZ4%)]
£€TTV

TN
0TTH
6TTH

LTTH

TOTI
TOTH

861

964
S61

€6A

06S

680

180

T84
083
6.4
8.1
LLI

vld
€LY

e Molecule 5

89V
194
99H

90

067D
68Td
88TI

7874
€811

1811

6.13

LLTY

SLTI
A%

0411
69TN
89Tl
L9TA
99TL
S9TA
voTH
€973
COTH
191D
09TH
6GTH
8GTH
LGTV
9GTH
SGTYH

€9TD
(4158

0STA
6714
8Y1H

YT
€710

TPTI
0%1S
6ETH

€ETH
CTETH

0ETH
6CTH

102Y
00ZS
6614

96TA
S6TT
761D
€6TD

50S ribosomal protein 1.4

5%

29%

53%

9%

Chain C

[S] © ~ ©
< o > H o

©
I}
"

PSL

{41

0Sb

SYL
w9S
evY
(429
D
o7y
6eYd

LES
9gY
ge1
eb
£EM
ZEL
TEA
0€A

STD
s
TN

b
o
[}

LT

[4%)

{44 %]

9TTA

€174

TT1Y
0118
60TV

LOTV
90TH
SOTV

T0TD
007¥

860
164

98d
S8D

€8V
Z8A

L4

50S ribosomal protein 1.5

S.d

€LS
cle
TLQ

894

oL
€99

a8TY
¥81a
€8TH
28T
811
0871
6.1a
8LIX

9LIN
SLTA
YL1D

0LT1
69TA

€9IN
29Td
ToTY
097V

8GTYH
LSGTL

24Tl
TSTA
0871
6711
8¥IA
PAASS
ov1a
SHIL

91D

6£Th

oTTV

86714

96TA

e Molecule 6

24%

62%

10%

2%

Chain D

)
o

Q
©
=t

88V
LST
993

e€ayY

677

LS
9%a
el
a2t

0%1
6€D
8€H

9€A
GEA
el
€EN

T€I
0gY
6cd

STA
TS

114]
0zZ4
610

LTW
911

€14

6N
8k
L3

0TTN

® 911D

STTH

(454}

06L

L6

8831
181
989

€8I
[4:5)

6LT
8L

YLI

LA

0Ly

89L
L9I

S9d

T9L

LLT4

SLTT

€L
TLIS
TLID

6971
89TV
L97Y4

49973

£€910a
2911
TOTH
09TV
69TL
89TL
LSTA
9811
GSTL
219}

TSN
TS1D
0GTY

8%TA
® L¥ia

vvia
€PIX
ThIL
15459
0¥13

8ETd

9ETT

€ETA
CTETI

0ETT
621IN
8CTTA

e Molecule 7

9TTH

€c1a
2qTd
T2V

in

508 ribosomal prote

8%

22%

58%

11%

°/ o

Chain E

TOH

650

ozh

i4%)

Ctd
TTA

61

[
o

o
Sd

O

R LDWIDE
PROTEIN DATA BANK

W



3DLL

wwPDB X-ray Structure Validation Summary Report

Page 16

€CTd
ZTIL
TCTIA

+

L11d

vo12
€071
(40
TOTH

<+ © N~ ©
=) @ 0 O
= < M 3

o =
D O O
m o>

681
884
181
98N
G681

b
©
a

6.LA
8.9

YLN
€LY
TLA
TLT
0LL

© o
© ©
o

S9H
%91
€9V
294

SLTH

TLTT
0LTY
6971

L9713

914
€974

T91D
09T

98TV

¥41d

[441S

LYIN
VIV
SYIV
442

THID
THTA
(2%
6£Th

YEIS
EETA
2eTa
TETI
0ETYH

8C1d
LT13

STTA
verv

L11

m

50S ribosomal protei

e Molecule 8

51%

8%

34%

4%
6%

Chain F

TLY

ov1a
6ETA
8ETL

508 ribosomal prote

9E€TH

€ETY

0ETH

e Molecule 9

8TTA
LTTL
9TIN
STV
vy
€TV

L13

11

18%

5%

26%

42%

8%

Chain G

098

8GI

(428

0TTS

8TIV

STIV

CTIL
TIIA

607D

Y0TL
€0TR

TOTL

66A
8631

S6'1
w61

T6L
061
68Y

S8Y

€81
Z8A
T8A
08A

8.a
LLD
oLD
SLI
YL

TLL
0Ld
69a
89d

99H

79D
€94
29I

89TL
LOTH

1970

6STS

SGTL

414
TSTA
0GTA

YPIN

[44%°)
191D
o%Th
6ETH

9€Td

YETN

508 ribosomal protein .14

(4}
TETA
0ETY

LTT1

STTY
fZaxs
€TTd

e Molecule 10

25%

58%

< o
N ®
= 3]

15%

Chain H

Tod
09d
63V
88V

i
14729
£vY

120

o
N
=

8THa
L14
9TV
STD

©
~
«

EIN
(414
1TV

N o N ®
H = o e a

127Y

8111
L1138

STTV

1114
OTTA
6014
80TL
L01D
907¥d
S0Td

T0Th

00TN

861
L6A
96V
S6Y

064
681

188

0 ©
© ©
aw

[ ]
© ©
Mo

o
@©
<

[t
~
=

o ¢
N~
==

LY

890

S9%
P94

29D

PETT
€ETA
[43 %S
TeTd
0ETY

8C1S

9CTI
STTA

L15

11

50S ribosomal protei

e Molecule 11

10%

28%

49%

12%

3%

Chain I

O

R LDWIDE
PROTEIN DATA BANK

W



3DLL

wwPDB X-ray Structure Validation Summary Report

Page 17

091
694
88V

991
qqY

{41}
19D
083
6%d
8%d

9%

{474
EYY

%S
0vd

0 ~
3] ®
i o

[4%:

0EY
[

8T

9TL

44

[44)

0Zd
6TA
8T
LTH

S1a

T1s
10
0Td

91

TCTH
0ZTA

8TTA

oTTHd
STTS

e1Td
[49%]
1118
01TV
60T1
80T1

70TY

T0TY

964&

v6d

CT6L

L8L
98L
S8a

280

08T

8.LS

eLd
CTLK
TLL

o
~
B

LON

79D
£9Y

T9d

(449
TvIA
0%TA

8ETH

veTd
€ETA

TETH

62TV

STTY

e Molecule 12

€e1a
(449

50S ribosomal protein L16

- o m
10 10 10
O @ H

20%

58%

13%

%

Chain J

798

© o
0 0
o

re}
0
=

0SY

8%1
L%b

a%s

{47

0%d
6€d

LEY
9€I
SET
vED
€EX

0€4d
62V

LTK

e
£eH

© ~ * o
— -
o om B o

STY

(%

8L
LY

1211

8TTV
L1138
9TTH
STTV

€178

TTTL
0TTA

80TV
LOTA

S0Td
YOTH
E€0TA

T0TD

29D

8ETA
LETA
9ETd
SETH

508 ribosomal protein L17

EETA
TETH
TETH
0ETL
6210

LT1d
9TT1
ST
YCTH
€TTH

e Molecule 13

20%

67%

8%

Chain K

690
8SD

99)
i)
el
€9L
2SI
TST

8YA
Lvd

©
<
o

P91

(028

8€T

[t}
2]
=4

ey
[45]
€8
o€y
621
821

STy
i£4)]
4
(44
144

8TA

9TV

o m
-
~o=

61

LD
oY

D
€H

STT1
j4%!
€111

TTTY
OTTH
60TL
80TA
L0TD
901a
SOTD
70TY
£0TY

T0TD

86T
L6I
964

8
€69

T6d
064

L8K
9831
g8d
¥8Y

283

08I

8L
LLY

508 ribosomal protein 118

SLA
v.a
€L

0LI
690

L9V
997
9971

e Molecule 14

€94
298
TOH

9%

34%

o < 10 D -
™ ™ M ® <
> v v > o

49%

%
L=

Chain L

LSY

v

R
<+
=4

<+ ~
+ &
a -]

(4729

0€s
621
8cH
LT

£€ey
(44}

8TH
LTA
9TH
STY
AL

[4s:
T
(9}

0TT1d
6013

LOTY

S0tTa
vOTY

TOTY
00TA
664
86D
L6H

[ 4]

88A
L8A
98h

£8D

184
08Y

8LY

508 ribosomal protein .19

9Ly
SLT
LY
€L
TLD

0Ly

S9L

e Molecule 15

29D
198

35%

17%

33%

© o o Nl
- - o
ocam o

: 13%

Chain M

~ o
0 ©
=1 ©v

0
Ir
=1

084

L%S
oY

az:!

6EA
8eN
LEL
9ea
SEA
ey
EEA

0
N
o

w1y

4]

LOT1
907X

€07y
(494

R LDWIDE

007Y

O

PROTEIN DATA BANK

W



Page 18 wwPDB X-ray Structure Validation Summary Report

3DLL

e Molecule 16: 50S ribosomal protein 1.20

Chain N: “e% -
ain N: " o% 56% 31% .o
oM ©0 N~ o [} n © [« - < O N~ 0D o n © o N M 0 0 O
(] 0 ~ (] - o - o o o o o o m m (3] m mmm S & w0 0 0 0 W 0 v
GIMIU >.¢ EIM> 5 © = o 2] o > = [ = I ] - Ll " - Mo
o o« & 0 «© o N M
- oM ONO®»O - N < ©0 © O H ANMmE ©0 » - OO OO o OO o -~ o
0 © © © WwWwoOonNNN ~ ~ ~ 0 © © @ 0 0 o DO - o -~ - o
=EHOM 2 <o o = ’IHIH:G»—'IM - a - H o< < S ] <t = - v o
e Molecule 17: 508 ribosomal protein 1.21
. I -
Chain O: " 11% 56% 25% . 6%
™ 0 © - ) 0 ~ © oammd.hm.mm — [ D © N~ o mmom
- - o o N N o N MmMMmmmm m M &+ w0 n 0 0 v 0 ©
[ 0 M| -4 m = © m o ANX>Mm < 4 © m < £ B> m =]
©0 © ©0 ~ N~ N~ N~ 0 0 © 0 0 W XV WD D [ 3 B ) o O
(= B3 o =4 ~omoe omMoE N oM - o H
e Molecule 18: 508 ribosomal protein 1.22
. I S =m0
Chain P: 16% 63% 8% . 5%
o om0 © o o~ *Iwhmmo« ® & © N~ 0O ] © N~ o - o m 0 N~ 0 O mm
0 - o o - N N N NANANANMmM | m MmMmmm < < 0w 0w 0 0 0w
P = B = - = = £ © = > < M > = M > a © o soQ< a [ -
o - 0 ©o W O - M IO~ 0] - N m 0 O~
o FDONONO A NMI DO ~ENO ™ 0 © © o N OpE~pmO OCmmo O OO = P oA a o
© WWWWWONNMNMNNMNMSNMNNIDN 0 0 0 © (] [ ) (] — - — o oA H o o o
5 =< Haa><M>>Jd=En<ix< - m a =>—1IQ = = = © A s} A o< 0= = H MM B wnnm B
DO =N <
aNmmm (2]
SEEE] &
= @ M O £
e Molecule 19: 50S ribosomal protein L23
. I
Chain Q: 9% 52% 33% -
m NO O A A - o - N o NN NN N M [} M mm & < 0 0 0 0 0 0 w0
oo oo s B - = -4 = = on B M B m < I o H O H ==
e MI*I‘D wmlw.m k
O W O © N~ ~ ~ ~ N~ 0 0 o o
Q>0 (=] o a ES < H > = m =] =
e Molecule 20: 50S ribosomal protein L24
Chain R:
aln . 5% 53% 32% 5%
. l .m.»lmlwl*l» d g & MMOIMIMM SERfEQRce
<+ 0 0 N - - el o N o N N [} m M MmMMmMmm &+ s & 0 0 0 0 0 0 v
[P v o ES £ o B> = (-] =] (&} [ SIS S e B | @ A N> > > o> = =] M= >

WO RLDWIDE

PROTEIN DATA BANK



Page 19 wwPDB X-ray Structure Validation Summary Report

3DLL

A91

D100
K102
K103

- o 0 © o AN ~ ) - M © © o <+ ~ [+
© © © © ~ KN~ NN ~ ~ © © © © © 2] =) =) =)
wn = [ © 2] K E - - v = = Y 120 2] = o =
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2%

Chain S: " o% 43% 20% " 26%

o 0 0 oo =AM 2] - © 0 O - oM O N~ D O <+ 10 O M~ ()]
— ~ (] - — - - AaaNaa o [} [} ® M DO s U & <4 0 0 0 0 v W0 w0
000
- QM ] N M < 0 ~ (=)
AN M0 O D O [l < N~ OH AN M DO [} 0 O N~ o O O O o o -~ -~
O © © © O OO O~ N~ ~ N~ 0 0 @ @ W W W (<} (o3 0] o - - o - — -
oo =~ = o [=] ~ oA = (=] v > A Ho X0 = A >I=
[ ]
— o & © [ =] WKW OoO = 0 © N~ 0 o oM ~ o = < O N~ o - o o}
o oA o o ™ mmmmomH S LSS T [I>) 0 10 w0 [To} © 0 w0 © 0 0 © ~ o~ ~ ~
Sl BBl Bl BE ERRERER] BREER] B BER OB EER B BEE Bl H B
(=4 = o< o Ko i = I ] am - e (&} oM A o o<t <t [=9 - B> w0 > =9 5
e Molecule 22: 50S ribosomal protein L27
5%
Chain T: 14% 62% 13% . 8%
o000 [ ]
o - o™ w0 N~ - ANMmS 0O < O o & O N 0D HAM SO OMmO H N Mm 0 O N 0a - N
o n N~ - - - - - NN ANANANN N M m oM Mmmmm D A A S U 0 0 W W0 0 W0 W0 ww © ©
<< £ ] 0 M o a = [ B S O m| > < O H A > e [S-B LI SRSy ST~ O >0 = @ Aame A << 4
M 0O 0RDO NIID OMN~O®O A
© © WO 0O 0K NNNKNNKO® ®
nAvNMKEP>ERH £ O -0
e Molecule 23: 50S ribosomal protein 1.28
Chain U: -
ain U: . 58% 23% < 1%
- < MO OO HANMSE 0 0 o (2] n O 0 O o O N 0D - oNm S N~ oo OO
© O - - HHEH AN o o m o™ o, M ® m <+ < S T 0 0 0 W 0 1 W0 O
B o £ = > HDEKD XM © = o £ B o B Mo N Hoe e = A e
N M S ON~ OO < ~ [}
© © © © © Q© OMN N ~ N~ N~
I-—'l (2] <I1 [=R-=i = I [-9 o [}
e Molecule 24: 50S ribosomal protein 1.29
. I
Chain V: ™ 2% 63% 22% ~

sS4

A11
T12
Q31
Q36
P40
Q45
L46
A51
Q52

<+ © N~ oo o ® 10 @ o ™ $ 10 © o - ) N~ o <+ 10 ~ oo
© N ) - | aaa N ® M m o ® o < < & & 0 0 0 10 0 10
=@ = [ MEHAQ< [ e | oo < < < oam = < om = =B Mo m

K63
G64
Q66

e Molecule 25: 50S ribosomal protein L30

WO RLDWIDE

eP

PROTEIN DATA BANK



Page 20 wwPDB X-ray Structure Validation Summary Report

3DLL

Chain W: "o% 56% 35%

— ) © ) Nl 0 ~ © 0 OO A © o o
o ™ 0 © = — = — — o i) o «® oo < 0 It}
Mo A= = o a =] 3] < | & a A< >Eo 5 =i =]

e Molecule 26: 50S ribosomal protein L32

G14
V20
531

o
®
5

M1

E33
V34
M43
Q54
E55

. —

Chain Y: 17% 62% 17% ..
Iumlmhmmgﬁlﬂifflﬂﬂgﬁ+gEI%gg.%%-gli3353@'5%'%3'5%%'
- X R ] M0 X =m0 = O Ao (L w0 mHOD A =0 BB [T s

e Molecule 27: 50S ribosomal protein L33
55%
Chain 1: 96% .

e Molecule 28: 50S ribosomal protein 1.34

85%

Chain 2: 28% .

e Molecule 29: 50S ribosomal protein L35

71%
Chain 3: 2% . 5%

® 0 0000000 000 000000000000 000000000 0000000000000
o

o -

o o

e Molecule 30: 50S ribosomal protein L36

8%

. I
Chain 4: 5% 78% 16%
[ X ] [ ]
O - NMm 0 O~ [ =) NS W0 O~ 0 O - N M N~
N M 0O~ O o e e al - N NN NN mmmmm 2]




Page 21 wwPDB X-ray Structure Validation Summary Report 3DLL

4 Data and refinement statistics (i)

Property Value Source
Space group 1222 Depositor
Cell constants 169.70A  410.00A 695.00A .
Depositor
a, b, c, a, B,y 90.00° 90.00° 90.00°
. 29.98 — 3.50 Depositor
Resolution (4) 30.06 — 3.30 EDS
% Data completeness 90.5 (29.98-3.50) Depositor
(in resolution range) 85.7 (30.06-3.30) EDS
Rinerge (Not available) Depositor
Rsym 0.13 Depositor
<I/o(I)>" 1.84 (at 3.31A) Xtriage
Refinement program CNS 1.1 Depositor
R R 0.259 , 0.280 Depositor
» Phfree 0.250 ., 0.296 DCC
Rfree test set 13552 reflections (5.22%) DCC
Wilson B-factor (A?) 68.5 Xtriage
Anisotropy 0.152 Xtriage
Bulk solvent kyo(e/A?), By (A?) 0.14 , 38.0 EDS
Estimated twinning fraction No twinning to report. Xtriage
L-test for twinning? <|L|>=042, < [*>=10.24 Xtriage
Outliers 1 of 308916 reflections (0.000%) Xtriage
F,,F. correlation 0.86 EDS
Total number of atoms 83657 wwPDB-VP
Average B, all atoms (A?) 40.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 2.47% of the height of the origin peak. No significant pseudotranslation is detected.

Intensities estimated from amplitudes.
2Theoretical values of < |L| >, < L? > for acentric reflections are 0.5, 0.375 respectively for untwinned datasets,
and 0.333, 0.2 for perfectly twinned datasets.
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5 Model quality (i)

5.1 Standard geometry (i)

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

7N, MG

The Z score for a bond length (or angle) is the number of standard deviations the observed value
is removed from the expected value. A bond length (or angle) with |Z] > 5 is considered an
outlier worth inspection. RMSZ is the root-mean-square of all Z scores of the bond lengths (or

angles).
. Bond lengths Bond angles

Mol | Chain | p\ (o7 #éy >5 RMSZ #ygzy >5

1 X 0.83 | 19/64561 (0.0%) | 0.93 | 192/100708 (0.2%)
2 Z 0.56 0/2904 0.78 0/4525

3 A 0.62 0/1669 0.05 | 1/2254 (0.0%)
1 B 0.76 0/1567 0.99 | 1/2105 (0.0%)
5 C 0.62 0/1529 0.92 | 1/2070 (0.0%)
6 D 0.50 0/1419 0.79 0/1903

7 E 0.49 0/1308 0.80 0/1771

8 F 0.51 0/510 0.82 0/688

9 G 0.62 0/1138 0.95 | 2/1539 (0.1%)
10 | o 0.75 0/1007 0.99 | 2/1352 (0.1%)
11 T 0.66 | 1/1081 (0.1%) | 0.98 0/1448

12 J 0.68 | 1/1113 (0.1%) | 0.87 0/1486

13 K 0.90 0/886 1.07 | 1/1188 (0.1%)
14 L 0.53 0/785 0.84 0/1048

15 M 0.76 0,/884 124 | 5/1186 (0.4%)
16 N 0.64 0/994 0.84 0/1323

17 | O 0.60 0/750 0.02 | 171000 (0.1%)
18 P 0.76 0/1027 0.99 | 1/1373 (0.1%)
19 | Q 0.62 0/737 0.93 27988 (0.2%)
20 R 0.53 0/835 0.91 3/1121 (0.3%)
21 S 0.51 0/1370 0.82 0/1862

22 T 0.59 0/633 0.89 0/838

23 U 0.57 0/556 0.92 0/741

24 \Y 0.51 0/537 0.82 0/714

25 W 0.54 0/426 0.86 0/568

26 Y 0.71 0/469 1.01 0/629

30 4 0.48 0/298 0.77 0/390

All | Al | 0.78 |21/90993 (0.0%) | 0.92 | 212/136318 (0.2%)

Chiral center outliers are detected by calculating the chiral volume of a chiral center and verifying
if the center is modelled as a planar moiety or with the opposite hand. A planarity outlier is
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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
1 X 0 228
2 7 0 4
9 G 0 1
17 O 0 1
All All 0 234

The worst 5 of 21 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
1 X 2594 U P-OP2 | 17.32 1.78 1.49
1 X 2594 U P-OP1 | -13.28 1.26 1.49
1 X 2592 U P-OP2 | -12.20 1.28 1.49
1 X 28 A C5-C6 | -6.98 1.34 1.41
1 X 1333 G N9-C4 | -6.33 1.32 1.38

The worst 5 of 212 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
15 M 28 | ARG C-N-CD -19.65 T77.37 120.60
1 X 2594 U 05-P-OP2 | -18.88 88.04 110.70
1 X 2592 U 0O5’-P-OP2 | -15.03 92.18 105.70
1 X 2592 U N1-C1’-C2" | 14.74 133.17 114.00
1 X 2592 U C1-04’-C4’ | -12.24 100.11 109.90

There are no chirality outliers.

5 of 234 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
1 X 10 A Sidechain
1 X 24 G Sidechain
1 X 25 U Sidechain
1 X 34 U Sidechain
1 X 98 U Sidechain

5.2 Too-close contacts (i)

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 X 57651 0 29049 4430 0
2 Z 2598 0 1328 213 0
3 A 1637 0 1673 471 0
4 B 1539 0 1600 358 0
3 C 1506 0 1525 400 0
6 D 1400 0 1481 437 0
7 D) 1286 0 1336 330 0
8 F 004 0 530 125 0
9 G 1114 0 1144 371 0
10 H 997 0 1046 213 1
11 I 1067 0 1103 324 0
12 J 1090 0 1125 259 0
13 K 878 0 930 165 1
14 L 779 0 820 275 0
15 M 871 0 894 204 0
16 N 978 0 1020 288 0
17 O 741 0 756 242 0
18 P 1014 0 1096 191 0
19 Q 726 0 753 197 0
20 R 825 0 881 271 0
21 S 1345 0 1372 323 0
22 T 625 0 655 144 0
23 U 552 0 604 192 0
24 \Y 533 0 558 133 0
25 W 424 0 470 103 0
26 Y 457 0 462 86 0
27 1 23 0 0 0 0
28 2 46 0 0 0 0
29 3 63 0 0 2 0
30 4 297 0 329 83 0
31 4 1 0 0 0 0
31 Y 1 0 0 0 0
32 M 1 0 0 0 0
32 X 30 0 0 0 0
32 Z 4 0 0 0 0
33 X 24 0 19 22 0

All All 83657 0 54559 9938 1

The all-atom clashscore is defined as the number of clashes found per 1000 atoms (including
hydrogen atoms). The all-atom clashscore for this structure is 72.

The worst 5 of 9938 close contacts within the same asymmetric unit are listed below, sorted by
their clash magnitude.
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:X:1281:A:H1’ 1:X:2592:U:ChH 1.68 1.26
1:X:2198:U:H3’ 1:X:2199:C:C4’ 1.66 1.24
1:X:2198:U:C3’ 1:X:2199:C:H4’ 1.68 1.23
1:X:1781:C:OP1 | 3:A:219:PRO:HB2 1.41 1.20
1:X:1281:A:CYT’ 1:X:2592:U:H5 1.55 1.20

All (1) symmetry-related close contacts are listed below. The label for Atom-2 includes the sym-
metry operator and encoded unit-cell translations to be applied.

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
10:H:107:GLY:O | 13:K:86:LYS:NZ[8 555] 2.03 0.17

5.3 Torsion angles (i)

5.3.1 Protein backbone (3)

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

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

Percentiles

Mol | Chain Analysed Favoured | Allowed | Outliers
3 A 216/274 (79%) 109 (50%)
4 B 203/211 (96%) 124 (61%)
5 C 195/205 (95%) 92 (47%)
6 D 175/180 (97%) 78 (45%)
7 E 169/185 (91%) 91 (54%)
8 F 68/144 (47%) 37 (54%)
9 G 140/174 (80%) | 66 (47%)
10 H 132/134 (98%) 91 (69%)
11 I 139/156 (89%) 51 (37%)
12 J 134/142 (94%) | 63 (47%)
13 K 111/116 (96%) 61 (55%)
14 L 102/114 (90%) | 48 (47%)
15 M 106,/166 (64%) 68 (64%)
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
16 N 115/118 (98%) 56 (49%) 30 (26%) | 29 (25%) |
17 O 92/100 (92%) 52 (56%) 19 (21%) | 21 (23%)

18 P 125/134 (93%) 75 (60%) 35 (28%) | 15 (12%)
19 Q 91/95 (96%) 44 (48%) 23 (25%) | 24 (26%)
20 R 108/115 (94%) 63 (58%) 17 (16%) | 28 (26%)
21 S 173/237 (73%) 97 (56%) 40 (23%) | 36 (21%)
22 T 82/91 (90%) 51 (62%) 16 (20%) | 15 (18%)
23 U 70/81 (86%) 39 (56%) 15 (21%) | 16 (23%)
24 \Y 64/67 (96%) 32 (50%) 19 (30%) | 13 (20%)
25 W 53/55 (96%) 22 (42%) 18 (34%) | 13 (24%)
26 Y 56/60 (93%) 31 (55%) 17 (30%) 8 (14%)
30 4 35/37 (95%) 22 (63%) 11 (31%) 2 (6%)

All All 2954/3391 (87%) | 1563 (53%) | 749 (25%) | 642 (22%)

5 of 642 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
3 A 33 LEU
3 A 58 HIS
3 A 66 ASP
3 A 91 ARG
3 A 98 ALA

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 A 164/215 (76%) | 130 (79%) | 34 (21%)
4 B 155/157 (99%) | 132 (85%) | 23 (15%)
5 C 157/163 (96%) | 126 (80%) | 31 (20%)
6 D 153/156 (98%) | 139 (91%) | 14 (9%)

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
7 E 136/144 (94%) 119 (88%) | 17 (12%)
8 F 53/107 (50%) 48 (91%) 5 (9%)
9 G 118/146 (81%) 96 (81%) 22 (19%)
10 H 103/103 (100%) 80 (78%) 23 (22%)
11 I 108/121 (89%) 91 (84%) 17 (16%)
12 J 110/116 (95%) 92 (84%) 18 (16%)
13 K 90/93 (97%) 71 (79%) 19 (21%)
14 L 74/82 (90%) 54 (73%) 20 (27%)
15 M 94/134 (70%) 81 (86%) 13 (14%)
16 N 96,/97 (99%) 80 (83%) 16 (17%)
17 O 75/79 (95%) 69 (92%) 6 (8%)
18 P 109/115 (95%) 92 (84%) 17 (16%)
19 Q 75/76 (99%) 62 (83%) 13 (17%)
20 R 91/96 (95%) 70 (77%) 21 (23%)
21 S 149/192 (78%) 123 (83%) | 26 (17%)
22 T 62/67 (92%) 53 (86%) 9 (14%)
23 U 57/66 (86%) 46 (81%) 11 (19%)
24 A% 54/55 (98%) 45 (83%) 9 (17%)
25 W 48 /48 (100%) 41 (85%) 7 (15%)
26 Y 51/53 (96%) 45 (88%) 6 (12%)
30 4 35/35 (100%) 30 (86%) 5 (14%)
All All 2417/2716 (89%) | 2015 (83%) | 402 (17%)

5 of 402 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
11 I 88 PHE
14 L 24 SER
23 U 61 TRP
12 J 10 PHE
13 K 5% LYS

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes.

sidechains are listed below:

5 of 82 such
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Mol | Chain | Res | Type
11 I 121 HIS
15 M 48 GLN
24 \Y% 36 GLN
12 J 13 GLN
14 L 86 GLN

5.3.3 RNA (D

Mol | Chain Analysed Backbone Outliers | Pucker Outliers
1 X 2680/2880 (93%) 678 (25%) 283 (10%)
2 Z 121/123 (98%) 24 (19%) 0

All All 2801/3003 (93%) 702 (25%) 283 (10%)

5 of 702 RNA backbone outliers are listed below:

Mol

Chain

Res | Type

13

14

27

34

—| =] = =] =

Sikslisikalis

Q| Q| =| =

35

5 of 283 RNA pucker outliers are listed below:

Mol

Chain

Res e

1314

1607

2633

1325

—| =] = =] =

Sikslisikalis

=
o e e e e I

1409

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.
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5.6 Ligand geometry (i)

Of 38 ligands modelled in this entry, 37 are monoatomic - leaving 1 for Mogul analysis.

In the following table, the Counts columns list the number of bonds (or angles) for which Mogul
statistics could be retrieved, the number of bonds (or angles) that are observed in the model and
the number of bonds (or angles) that are defined in the chemical component dictionary. The Link
column lists molecule types, if any, to which the group is linked. The Z score for a bond length
(or angle) is the number of standard deviations the observed value is removed from the expected
value. A bond length (or angle) with |Z] > 2 is considered an outlier worth inspection. RMSZ is
the root-mean-square of all Z scores of the bond lengths (or angles).

. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | I RMSZ | %7 > 2| Counts | RMSZ | #]Z| > 2
33 | ZLD | X [2011] - [262626] 122 | 2 (%) |353636| 214 | 8 (22%)

In the following table, the Chirals column lists the number of chiral outliers, the number of chiral
centers analysed, the number of these observed in the model and the number defined in the chemical
component dictionary. Similar counts are reported in the Torsion and Rings columns. ’-” means
no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals | Torsions Rings

33 | ZLD X 2911 - - 2/13/33/33 | 0/3/3/3
All (2) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
33 X 2911 | ZLD | C5-C16 | 2.05 1.41 1.37
33 X 2911 | ZLD | O10-C7 | 3.39 1.40 1.35

The worst 5 of 8 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(?)
33 X 2911 | ZLD C2-N4-C7 | -5.48 119.25 125.80
33 X 2911 | ZLD | O10-C7-N4 | -5.28 106.55 109.97
33 X 2911 | ZLD | C5-C16-C17 | -4.20 119.97 123.39
33 X 2911 | ZLD | F18-C16-C17 | 2.28 120.61 118.45
33 X 2911 | ZLD Cbh-C2-N4 2.36 122.59 119.87

There are no chirality outliers.

All (2) torsion outliers are listed below:

Mol | Chain
33 X

Res
2911

Type Atoms
ZLD | C13-C12-N11-C9

Continued on next page...
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Continued from previous page...
Mol | Chain | Res | Type Atoms
33 X 2911 | ZLD | O14-C12-N11-C9

There are no ring outliers.

1 monomer is involved in 22 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
33 X 2911 | ZLD 22 0

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

There are no chain breaks in this entry.
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6 Fit of model and data (i)

6.1 Protein, DNA and RNA chains (i)

In the following table, the column labelled ‘#RSRZ> 2’ contains the number (and percentage)
of RSRZ outliers, followed by percent RSRZ outliers for the chain as percentile scores relative to
all X-ray entries and entries of similar resolution. The OWAB column contains the minimum,
median, 95" percentile and maximum values of the occupancy-weighted average B-factor per
residue. The column labelled ‘Q< 0.9’ lists the number of (and percentage) of residues with an
average occupancy less than 0.9.

Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?%) | Q<0.9
1 | X [2686/2880 (93%) | -041 | 53 (1%) 68 59 | 1,35 97,115 | 0
> 7 | 122/123 (99%) 0.05 2 (1%) |74 65 |28,74,94,101| 0
3 | A | 218/274 (19%) | -0.50 ( 8, 44,57,63 | 0
1 | B | 205/211 (97%) | -0.85 0 1.12,35,53 | 0
5 C | 197/205 (96%) | -0.52 0 2,45,62,78 | 0
6 | D | 177/180 (98%) | -0.00 | 4(2%) 64 54 | 54,65 73,76 | 0
7 E | 171/185 (92%) | -045 | 1(o%)[90)185] | 38,59, 72,76 | o
8 F 70/144 (48%) 0.72 6 (8%) |13/ 112! | 62,71, 75,76 | 0
o | a | wu21m@e1%) | -059 | 1(0%)ls9]ls2| | 19,37, 53,57 | o
10 | H | 134/134 (100%) | -0.87 o [z00] [00 1, 8, 30, 42 0
11| 1| 141/156 (90%) | -0.06 ( 10, 54, 69,81 | 0
12 | 1 | 136/142 (95%) | -0.49 ( 25, 44,59, 66 | 0
13 | K | 113/116 (97%) | -0.88 0 1,2, 13, 23 0
14 | L | 104/114 (91%) | -0.24 ( 38,54, 61,67 | 0
15 | M | 108/166 (65%) | -0.92 0 1,11,40,46 | 0
16 | N | 117/118 (99%) | -0.73 0 2,33,55, 61 | 0
17 | 0 | 94/100 (94%) 0.66 0 13, 46, 63,66 | 0
18 | P | 127/134 (94%) | -0.85 0 1,10, 40,57 | 0
19 | Q 93/95 (97%) 20.59 0 23, 36, 60, 63 | 0
20 | R | 110/115 (95%) | -0.52 0 32, 44,66, 70 | 0
o1 | s | 175237 (13%) | -0.10 ( 53,62,72,79 | 0
2 | T 84/91 (92%) 001 | 5(%) 25 |19 | 23,47,66,69 | 0
23 | U 72/81 (88%) -0.34 N o | 39,52, 63,64 | 0
24 | v 66/67 (98%) 0.72 0 HH 34,52,72,76 | 0

Continued on next page...



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

Page 32 wwPDB X-ray Structure Validation Summary Report 3DLL

Continued from previous page...

Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?%) | Q<0.9
25 W 55/55 (100%) -0.64 32, 41, 57, 66 0
2% | Y 58/60 (96%) -0.78 1,7, 32, 34 0
27 1 53/55 (96%) 2.49 33, 47, 62, 65 0
28 2 46/47 (97%) 3.35 1,12, 25, 35 0
29 3 63/66 (95%) 3.43 93,34, 43,50 | 0
30 4 37/37 (100%) 0.51 3(8%) 15| 112 | 52,65, 72,73 | 0
All | ALl | 5974/6562 (91%) | -0.34 | 205 (3%) 49 40 | 1,41, 84,115 | 0

The worst 5 of 205 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
29 3 34 | THR 8.7
29 3 33 | ASN 8.7
27 1 40 TYR 8.4
29 3 39 | ASP 7.9
29 3 32 | GLN 7.3

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)

In the following table, the Atoms column lists the number of modelled atoms in the group and the
number defined in the chemical component dictionary. LLDF column lists the quality of electron
density of the group with respect to its neighbouring residues in protein, DNA or RNA chains.
The B-factors column lists the minimum, median, 95 percentile and maximum values of B factors
of atoms in the group. The column labelled ‘Q< 0.9 lists the number of atoms with occupancy
less than 0.9.

Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
32 | MG X | 2007 | 1/1 0.97 | 0.62 | 47.58 LI11 0
32 | MG X | 2899 11 0.99 | 0.53 | 45.13 11,11 0
32 | MG M | 167 | 1/1 0.95 | 0.55 | 19.63 LI11 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
32 MG X 2889 1/1 0.95 0.43 12.66 1,1,1,1 0
32 | MG X 2009 1,1 0.98 | 0.36 | 12.00 1,1,1,1 0
32 MG X 2903 1/1 0.93 0.31 11.39 1,1,1,1 0
33 | ZLD X 2011 | 24/24 0.90 0.48 8.50 28,31,37,37 0
32 | MG X | 2896 1/1 0.99 | 0.28 | 5.66 1,1,1,1 0
32 MG X 2885 1/1 0.88 0.21 2.47 45,45,45,45 0
32 MG X 2883 1/1 0.97 0.19 1.61 1,1,1,1 0
31 ZN Y 61 1/1 0.98 0.13 | -0.27 89,89,89,89 0
31 ZN 4 38 1/1 0.98 0.03 | -1.94 78,78,78,78 0
32 MG X 2887 1/1 0.96 0.17 - 37,37,37,37 0
32 | MG X 2888 | 1/1 0.99 | 0.38 ; 1,11 0
32 | MG 7 125 | 1/1 0.98 | 0.17 _ 11,11 0
32 MG X 2884 1/1 0.97 0.23 - 19,19,19,19 0
32 | MG X 2000 1,1 0.92 | 052 _ L1110 0
32 MG X 2901 1/1 0.98 0.35 - 1,1,1,1 0
32 | MG X 2895 | 1/1 0.98 | 0.31 ; 11,11 0
32 MG Z 127 1/1 0.97 0.20 - 3,3,3,3 0
32 MG X 2893 1/1 0.95 0.20 - 3,3,3,3 0
32 MG X 2902 1/1 0.97 0.80 - 61,61,61,61 0
32 MG X 2881 1/1 0.95 0.50 - 10,10,10,10 0
32 MG X 2886 1/1 0.96 0.25 - 15,15,15,15 0
32 MG X 2905 1/1 0.96 0.36 - 18,18,18,18 0
32 MG X 2882 1/1 0.96 0.38 - 49,49,49,49 0
32 MG Z 126 1/1 0.95 0.13 - 12,12,12,12 0
32 MG X 2892 1/1 0.98 0.19 - 1,1,1,1 0
32 | MG X | 2897 1,1 0.90 | 027 _ 11,11 0
32 MG X 2908 1/1 0.96 0.46 - 48,48,48,48 0
32 MG 7 124 1/1 0.90 0.19 - 11,11,11,11 0
32 MG X 2891 1/1 0.94 0.11 - 23,23,23,23 0
32 | MG X 2904 1/1 0.94 | 0.40 ; 1,11 0
32 MG X 2906 1/1 0.99 0.09 - 40,40,40,40 0
32 | MG X | 2890 1,1 0.95 | 0.65 _ L1110 0
32 MG X 2910 1/1 0.94 0.26 - 14,14,14,14 0
32 | MG X | 2898 1,1 0.97 | 0.40 _ L1110 0
32 | MG X 2894 1/1 0.94 | 0.36 ; 2229 0

6.5 Other polymers (i)

There are no such residues in this entry.
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