WDRLDWI

2PDB

PRDTEIN DATA BANK

wwPDB X-ray Structure Validation Summary Report (i)

Feb 1, 2016 — 04:52 AM GMT

PDBID : 20GO
Title : The crystal structure of the large ribosomal subunit from Deinococcus radio-
durans complexed with the pleuromutilin derivative retapamulin (SB-275833)
Authors : Davidovich, C.; Bashan, A.; Auerbach-Nevo, T.; Yonath, A.
Deposited on :  2007-01-07
Resolution : 3.66 A(reported)

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

The following versions of software and data (see references (1)) were used in the production of this report:
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Xtriage (Phenix) : 1.9-1692
EDS : 1rb-20026688
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Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)
Validation Pipeline (wwPDB-VP) : trunk26865
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1 Overall quality at a glance (i)

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

The reported resolution of this entry is 3.66 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 M 0.378
Clashscore I A 52
RSRZ outliers N 12.7%
RNA backbone N I I 0.45
Worse Better

0 Percentile relative to all X-ray structures

[ Percentile relative to X-ray structures of similar resolution

Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Rree 91344 1010 (3.82-3.50)
Clashscore 102246 1125 (3.82-3.50)
RSRZ outliers 91569 1017 (3.82-3.50)
RNA backbone 2183 1066 (4.52-2.80)

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
8%
1 0 2880 12% 57% 23% -
67%
2 B 211 97%
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2  Entry composition (i)

There are 3 unique types of molecules in this entry. The entry contains 59577 atoms, of which 0
are hydrogens and 0 are deuteriums.

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

e Molecule 1 is a RNA chain called 23S ribosomal RNA.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
1 0 2765 59336 26469 10944 19159 2764 0 0 0
e Molecule 2 is a protein called 50S ribosomal protein L3.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C
2 B 205 205 205 0 0 205

o Molecule 3 is (3AS,4R,5S,6S,8R,9R,9AR, 10R)-5-ITYDROXY-4,6,9,10-TETRAMETHYL-1-
0XO0-6-VINYLDECAHYDRO-3A,9-PROPANOCY CLOPENTA[8]ANNULEN-8-YL {[(3-E
X0)-8-METHYL-8-AZABICYCLO[3.2.1]0CT-3-YL|THIO}ACETATE (three-letter code:
G34) (formula: 030H47NO4S).

G34

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O S
3 0 1 36 30 1 4 1 0 0



http://wwpdb.org/validation/2016/XrayValidationReportHelp#entry_composition
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1, orange = 2 and red = 3 or more. A red dot above a residue indicates

wwPDB X-ray Structure Validation Summary Report

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

3 Residue-property plots (i)

Page 4

_r
&)
<
g
@
=
)
=)
.—
2
= l ([442) w8 | B0EV _ 627D | eTov
- |t €870 €0ED 8THY 0890 [42°5)
= 83D 0219 zogn T9€0 L350 699D 17190
) 199 6110 1920 e T0ED I %D oten
N | 9g0 I 08710 0%en ® 00gD 1550 6090
= . aqy 6L10 652V 6620 69D 953V 8099
o, 25} 91Ty 8LTD 8€ZD 8620 e 89€d 347 | gpE | L0990
m . €89 41 1210 Xd) I LGEV [440) 530 909V
zav $T10 [outy | 9820 ° 9ggY 1299 €999 | G099
w 19V €110 9L1D 982D 962D 9g€D — %090
L ziin $ETD v620 #9ED | €090
.m 1119 geTy | g6zn £9€H L1%0 2099
= Cotmn ® TlLiV zeTy z6TY [4-Ch) 9THN
o < 159 60TV e TLID 1629 aTHY .
= & 9%0 8079 0L1n C BTRY
- « avd 1019 6910 98av 86an
= 759 9019 89TV Czien gean 1680
% 532 | s019 L9TV »€30 [ o680 |
5 [4%) %070 9979 | oTRv €€90 9657
= L oTED €010 | g91h TESY 65D
o ovn | Toto %979 244} I 788D £690
1) 6€0 o T0TV €91V £220 083D 2699
@ 8€D ® 0019 z9TD (444 6230 1699
= 823D 0690
3 I a9%0 | 689
N 8899
Rc - 285V
9849
. 9gan
=
o
~+=
2 e
% o (239
. I W B
o o 091y 699
o <7 G2 797D gLan
= Z, I 8%10 | Egvn L280
5] o L7TD 440) [ ]
D 9510 T9%Y $.90
= = | o1e L evid 08%D €190
m »H1I0 I
< £PTY
o < zvin . 0499
< o) 91D 6990
o Ra) ® 071D Eiaal 8949
= = 6STV I 1999
5 . 81D 990
= = LETY 3221 59gv
w @ % 9eTY oY »9an
o & 2 seTn | oven | e9sn
M o R N 235 6E%0 2989
= & ££10 8e%9 1980
— i) 890 TeTn LED 0939
I o I g0 osv¥ esm
- ) o o TLED ® 899
= .m < - 0L€n 1880
S 7 O g 0 ° 695D e 9gav
> o M < €n I LyTy L0€D | 8ogy [430) 538N
= = = (4] 952D 90€H L9€D 169 | ®een
< < ) O a2d | Qoev 99en 080 €990

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

RLDWIDE

PROTEIN DATA BANK

e


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

wwPDB X-ray Structure Validation Summary Report 20GO

Page 5

® 6TLY

LTl

0Ly
6TLY
8TLY
LTLD

STLO

E€TLD

169D
9690

0080
66.0

€610

TLLD
0Ll0
69.0
89.0

£9.V

0920

0vLY

998D
va8d
€680
2980

0880
6%8D
8%8Y
L%80

9%8Y

vcen

2T8D

0z8n

L18Y

£T6V

126Y
0Z6D

816V
L160

3

® <TI6v

L869D

£86D
2860
1860

TLEY

S969D

£96D
296D

696D
896D

8%60
L%6D
ov6n
S%6D

Zv6n

6€6D

LEGD
9E6Y

vE6D
£€6D
CE6D

626V

® LT6D

26D

TS0TD
@ TS01n

e 8%01n
L%0TD
9%010

e ©vvoIn
€Y0TV
14405
901D

@ 0701V
6€0TY
8E€0TN

S€0TH
YE0TN

LTO0TD
92010

cToTy
20TV
0Z0TY

81010
L1010
91010
ST1010

€T0TD
CIO0TY
TTOTV
071070
60070
800TH

S0070
v00TY
® €001D
200T1d

666V
8660

€660
® T66Y
T66Y

886D

(4331
o I
OTTTD
60TTV
80710
LOTTY
90TTY
SOTTN
® 7©VOTID

€0TTD

101710
00T1H
6601V
860TH
L60TY
9601V
S60TV

26010
® 16070

@® 68070
@® 8807V

@® 980710
S80TH
%801V
€8010

080TV
6L0TH
°

® 9.010
@® SLO0TD
[ ]
@® €L0TD
L]

® 0.07D
@® 6901D
8901V

9901H
@ S§90TV
® ©9010

2901H
® 1901V
® 0907D

6S0TV
(]
[ ]

98070

%5010
€80TH

9LTIN
SLTTV
YLTTD
ELTTD
TLTIN
TLTTY
0LTT0
69110
89T1H

SOTTH
¥9T1D
€9T1D
CTOTTY
19110

LSTTD

® ESTTV

TSTIN

0STTD

8Y11D
LYT1D

wPII0
EVITY

9ETTH
SETTO
YETTD
€ETTH
CETTD
TETTD
0E€TTN
6211V
mumau
e 7©vTiin
(]
@® <TTITY
(]
® 0TT11D

® 8ITID
® LITTD

STTTD
e VIV
€TTTD

9ETTH

ceTIN
T€TTY

62210

902T1H

¥021D
€021V

10219

86TTD
L6TTN0
96TTH

CT6TTY
16119
06110
68TTH
88TTV

@® 9811
S8TTD

€8TTD

18110
08TTV
6LTTV
8LTTD
LLTTO

86CTH

€6CTV
T6TTY
1621

€8210

SLTTV

€LTTD
TLTT)
TLTTD

89CTH
L5210

96TV
YGCTD

[4°tq 1)

8vCTH
PAZ4%)
9v2TH
SYCTH

EYCTH
(47934
921D
0%2TH
6€TTV
8€TTV

CSETH
TS€TD
0SETH
6YETY
8YETD
LYETD

YHETD

TPETD
07€TD

8EETH

9EETH
SEETV
YEETY

CTEETH
TEETD
0EETH
62E€TN
8TETD
LTETD

ETETD
TTETH

0ZETY
6TE€TD
8TETV
LIETH

€0€TN

00€TY
66TV

evin
(472431

8T%T0
LT%TD
9TPIV
ST#TO

(4541

LO%1H

SOPTY
¥0%10

00%TV
66ETD

LE6ETY

S6ETY
¥6€1D
E€6ETH

06€TH

L8ETH
98ETY
S8ETD
78€TD
€8ETD

18€TD
08ETD
6LETY
8LETY
LLETD
9LETD
SLETD
YLETD

TLETD

89€TH
LOETY
99ETV
S9ETN
¥9€TD
€9€TD

T9€TD
09€TH

€871 €PSTD
8%1N T¥STO
08%1D 0%S10
6719 | egamn
8ESTY
LESTN
9E€STH
GESTO
PESTY
€EGTD
TLYTD CTESTY
TLHTD TESTD
0ESTN
8TATO
LTGTH
99%1D
1 )
971V $TS10
E9VTY ® €TSTV
@® <TTSTD
o TesIn
® 0TSTH
6TSTD
G810 AL ]
8910 9TGTV
ESVTY ® S1S810
TS%10
| ogpTd Z18Tv
6%¥T0 TISTY
8YYTV OTGTV
9¥vIN
SYPTIV LOSTY
ad ) ® 90STD
S0STN
€0STD
[0}7A%] TOSTD
BEVTD TOSTD
8EVTH 00810
LEVTY 6671V
9e91D e 86vTD
| egpTd L6710
® CEVID 671D
® IEPIN £6%TV
CBHTIV
161D
06710
® LTVID ® 68710
] L8%10
¥Tvin 98%TV
ETHTY S8%1IN
(4429 891D

909TD
SO9TY
@ P09tV
€09TY
091D

00910
669TD
869TD
LBSTY
969TY
S69TY

€69TD
T69TN
681N
06STD
689TD
889TY
LBSTY
98STY

18810

6.9TD
8.91TN
LLSTD

TLSTD
TLSTD

99STD
S9STD
951N
€99TN
29STH
TOSTV
099TY
6GSTD

b

L
GGSTY

°
@® <T4STd
T8STN
0SSTD
67510
8¥STN
LPSTN
® 9%STd
SPSTD
vPaTy

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



wwPDB X-ray Structure Validation Summary Report 20GO

Page 6

L99TV
99971H

€99T0
2991H

0991H
6991H
839971V

98910
§8910
¥991Y
€8910

0891V

9%91H

%910

[422%)
%910
0%910
6€910
8€9TH
LE9TN
9€91H

6291D
82910

6191V

L191H
91910
ST9TD
¥T91D
E€T9TD
c1910
11910

609TH
80910

TELTD
0ELTD
6CLTD

STLTD

6TLID
8TLIV

YILIY
€TLID

80470
LOLTY
90LTY

Y0LTD
€04T0
CTOLTD
TOLTD
00410

86910
L6910
96910

€691V

88910
L8910

89TV
1891V

6,910
8.91H

8991H

68410
88LT0

98410
S8LTV
¥8LID

[4:744)

[ N ]
-
Sy
©
-
©

0LLIN

LYL1D

SPLTD
¥HLID
E€YL10
TYLID
TPL1D
0%L1D
6ELTD
8ELIN
LELTD
9ELTD

® €eLin
ceLIN

TEBTH

0€8TD
62810
8T8TD

92810
S28T0
%2810
€281H
[44:3 1)

8181H

918TH
ST8TH
71810
E18TV

80810

908T1H
S08T1H
70810

0T6TV

80670
L06TD
90670
S06TH

00670
6681V
86870
L6810
968TV
S68TV
76810
€68TD

688TH

188T1DH
988T1H
98810

288T1H
18810
088T1H

8.8T0
LL8TD
918710

i

TLBTV
TL8TD
0870
6981V
898TV
L98TV
998T1H

€9810
29810
19819
098TV
6981V
89870
LS8TH
94810
S48TH
681D
€98T0

8L6TN0
LLETD

8G6TD

L]
2TG6TY
@ T1G6TD

9%61N
S¥6TO
YP61O

ZY6TD

T¥610
0%6TD

4T6TO

8T6TD
LT6TD
9T6TD

0TV
070CV

LE0TY

tdva
7cozn
£20T0

11020
0102H
60020
80020
002D

16610
06610

886TV

7861V
€86TD
T86T0
1861V

6020
@® 16020

68020

L]
@ 9802n
48029
780TH
£80TD

e 1802n
08020

6.0TY

L.0ZD

TL0Td
TLOTD
0.029
69020
89020
9020
99029
S90TY
79020

2902n

85020

9602D
49602H
(a4
£€802D

139020

67020

£v0TY
ZvoTy

L rene0
0972D
6S1CY
8G1TD
LSTTO

0%12d
6ETTD
8€TTN
LETTD
9ETTH
veTTN
€ETTD

CTETTH

2T1Td
1210

9072H

soTzn
012D
€072D

ceeen
TTeed
(444
(13441}

912TH

€12TH
creen
133441
012Td
602TH
80czNn
L0TTH
902Td

£02TTH
20TTH
T0TCH

002ZH

8672n

0612V

88TCY
L8712V
981CH
s81Tn
78120
€8120
4314
812V
08120
6.120
8.L12n
LLlten
oL12n
SLTCV
vL12D
€L12H

697CV

891CY
L9TTY
9912H
S91CY
¥912d
€91720

@ ¥8cen
£82TTH
28TTH
18220
08Ty
6.2TH
8.TTY

91220
g.lgen
j2x449)
€.TT)

TLTTD
0Lzen
6922H

v92Td
£92T0

662TH
88TTH
pAt44

1 3:1441)

41449
£%2TO
(47449

0%2Td
6€TTO
8ETTH

T€2TH

LTTTH
9TTTY
STTTH
veeen
€eeen

ommwu
LYET)
9vEeTH
SYETY

£€Y€TO
ZheTn

0%€TO
6EETY
8EETI
LEETY
9EETH

0EETH

@® £zTeeTn
zzeTn
12€20
0ZeTH
6T€TH

91€TH
STETY

11€20
0T€TH
60€TH
80€TY
LOETY

L

€0€TO
C0ETH
T10€TY

86zt
L62TH

§S62To
v622n
£62TH
T6TTH

® 06TTY
@ 68TTY

® .8TTH

§82TN

ET%TV

125741
0T%2n

86€TN

S6€TO
76€TD
£6€TH
CT6ETH

06€TY
68€TH
88€TH
L8€2N
98€TH

¥8€TH
£8€TO

18€TY
08€zN
6LETH
8L€TH
SLETH

CTLETY

63€TN
89€TH
LSETY
98ETY
SSETY
¥9€Th
€9€TH
CTSETY

® §.¥TD
2574
€L%TH

T.920

89%¢H
L9V
99%¢H
S9%CH
¥9%2H

[4hz4)

09%CH

LSHTV

iz
£39%20

Ly¥%TH
9%¥Td
S¥¥Co
4474

wien
07%20

8EVTY
LEWTD
9ewveTn
SE¥TO
YEVTD
E€E¥TH
[4374)
12574
)374)
14741

i 74
(4974
£T¥TH
(4474
12920

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 20GO

Page 7

6€9TD
8€S9TH
LEST)
mmmue
£e49Tn
2ESTH
Tesen
0€S82)
629TH
8¢9TH
LT8TH
9z8cn

¥csed
£28TH

0ZsTy
679TD
818T)
L1820
91820
ST6TH
¥1S2D

[4s:[4)
1514
0182y
608TY

L08z2n

S082H

£08TH
T0STH
T0sen
00S82)

S6%CH
¥6%2D
£6%2N

06%cN
68%20
88%2H

98%T0

18%2H
08%20
6.%20

T092TH
10920
0092V

86S9T)
L6STH
965920

16920

1882H
9862H
§$892T0

i

@ 18STV
08S92)
[7At4 )
8LSGTH

9.82H

cLsen
T.L92H
0.82)
69GTY

L962H

T98TH

69920
8992

§4892H
¥992D

08820
6%92H

aca

[474°141)

L992)

S992H
%9920
£9920
29920

639920
889V
L892H
9892H

v392Y
€892V
289zH
T992n

@ S%92D
vvoTy
£%92H
44
99TV
0%92H

8€9TH

9E9CTY
SE92N

[43:2141)

0€920
62920
82920
L292H

€292V

12929

91920

Y192V

8092V

9092H
S0920
%0929

6TLTV

LTLTD
9z.Len
STLTO

€T.LT0
TTLTD
12.2Y

6120
81.cV
AYXA)
91.2H
§1.20
47%4)

T1LTD
07420
60420
80.20

S0.L2V
voLzn
€020
c0.led
10TV
0020
6692H
869D
L692H
9692V
§6920

68920
8892H
18929H
98920
g989cV

28920

089zn
6.92H
ieen
9.9TH
g.L9cn
%4920
£L9TH
cLoTn
04920
69920

06420
68.2Nn
88.LTD
L8LTY
98.LTH
S8.LTY
v8.LTY

18.2H

L
® 6..20
@ 8.llzn

€LLTD
cLLTn

89420
L9.2D

S9.2D
v9.2n

2T9.LTH

SG.LTY
946LTO
€G64TD
TGLTD

6%.LTY
8%.20

9%.LTH
el 7k )
ii2xa)
€%.LTH
TvLTd
j52k4)
0%.L2d
6E.LTD

veLTN

CTELTD

0ELTY

0%82n
6€£82D
8€82N
LEBTD

ve8TY
£€8TH
TE8TD
TEBTY
0€8TN
68Ty
828TD

92820

T28cH

L.8¢Y
9.8TD
S.8TD

€.8TH
z.82n
T.820
04820
69820

50S ribosomal prote

998y
4998¢H
%9820
£982N
2982H
1982V
09820
69820
848TY
LS8TH
9682N
SG8TD

£46820
268TH

in L3

e Molecule 2

67%

97%

Chain B

0TTD

O

R LDWIDE
PROTEIN DATA BANK

W



Page 8 wwPDB X-ray Structure Validation Summary Report 20GO

4 Data and refinement statistics (i)

Property Value Source
Space group 1222 Depositor
Cell constants 170.12A  405.87A  695.24A .
Depositor
a, b, c, a, B,y 90.00° 90.00° 90.00°
. 29.96 - 3.66 Depositor
Resolution (4) 29.96 — 3.66 EDS
% Data completeness 93.0 (29.96-3.66) Depositor
(in resolution range) 93.1 (29.96-3.66) EDS
Rinerge 0.19 Depositor
Raym (Not available) Depositor
<IJo(l)>" 2.21 (at 3.65A) Xtriage
Refinement program CNS 1.1 Depositor
R R 0.260 , 0.334 Depositor
» Phfree 0.356 , 0.378 DCC
Rfree test set 12167 reflections (5.26%) DCC
Wilson B-factor (A?) 135.2 Xtriage
Anisotropy 0.524 Xtriage
Bulk solvent ky(e/A3), By(A?) 0.18 , 80.8 EDS
Estimated twinning fraction No twinning to report. Xtriage
L-test for twinning? <|L| > =046, < [* > =10.28 | Xtriage
Outliers 0 of 243559 reflections Xtriage
F,,F. correlation 0.84 EDS
Total number of atoms 59577 wwPDB-VP
Average B, all atoms (A?) 122.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 1.92% 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.

WO RLDWIDE
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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:
G34

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 47| >5 RMSZ 47| >5
1 0 0.63 | 13/66441 (0.0%) | 0.82 | 109/103632 (0.1%)

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

Mol | Chain | #Chirality outliers | #Planarity outliers
1 0 0 145

The worst 5 of 13 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
1 0 700 C N1-C2 | 6.31 1.46 1.40
1 0 538 A C5-C6 | -6.22 1.35 1.41
1 0 2485 U C1’-N1 | -6.20 1.38 1.46
1 0 1711 C N1-C2 | 6.13 1.46 1.40
1 0 2000 U N1-C2 | -6.11 1.33 1.38

The worst 5 of 109 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
1 0 2485 U C5-C4’-04" | -10.78 96.16 109.10
1 0 2426 G N9-C1’-C2’ | 9.36 126.16 114.00
1 0 1749 G N9-C1’-C2’ | 8.80 125.44 114.00
1 0 843 G N9-C1’-C2" | 8.64 125.23 114.00
1 0 2426 G O4’-CT’-N9 | 8.58 115.06 108.20

There are no chirality outliers.

5 of 145 planarity outliers are listed below:


http://wwpdb.org/validation/2016/XrayValidationReportHelp#model_quality
http://wwpdb.org/validation/2016/XrayValidationReportHelp#standard_geometry

Page 10

wwPDB X-ray Structure Validation Summary Report

20GO

Mol | Chain | Res | Type | Group
1 0 15 G Sidechain
1 0 18 U Sidechain
1 0 41 G Sidechain
1 0 67 G Sidechain
1 0 69 G 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
the asymmetric unit, whereas Symm-Clashes lists symmetry related clashes.

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 0 59336 0 29905 4618 0
B 205 0 0 1 0
3 0 36 0 47 12 0
All All 29577 0 29952 4621 0

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 52.

The worst 5 of 4621 close contacts within the same asymmetric unit are listed below, sorted by
their clash magnitude.

Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)
1:0:984:A:H1’ 1:0:1202:U.C6 1.63 1.33
1:0:2691:C:H2’ | 1:0:2692:A:C5’ 1.60 1.29
1:0:2691:C:C2’ | 1:0:2692:A:H5” 1.64 1.25
1:0:983:G:OP2 | 1:0:985:G:H5” 1.34 1.25
1:0:1279:G: 02’ | 1:0:1280:U:0P2 1.53 1.23

There are no symmetry-related clashes.

5.3 Torsion angles (i)

5.3.1 Protein backbone (i)

There are no protein backbone outliers to report in this entry.
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5.3.2 Protein sidechains (1)

There are no protein residues with a non-rotameric sidechain to report in this entry.

5.3.3 RNA (D

Mol | Chain Analysed Backbone Outliers | Pucker Outliers
1 0 2756/2880 (95%) 667 (24%) 192 (6%)

5 of 667 RNA backbone outliers are listed below:

Mol | Chain | Res | Type
1 0 13 A
1 0 14 A
1 0 23 G
1 0 28 A
1 0 34 U

5 of 192 RNA pucker outliers are listed below:

Mol | Chain | Res | Type
1 0 1337 G
1 0 1690 U
1 0 2668 U
1 0 1345 G
1 0 1582 A

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)

1 ligand is modelled in this entry.

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

WO RLDWIDE

PROTEIN DATA BANK
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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 | "1 R\iS7 | #2] > 2 | Counts | RMSZ | #]7] > 2
3 | G34 0 0 ~ [ 344040 1.85 | 9 (26%) | 35,64,64 | 2.02 | 10 (28%)

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.
no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
3 G34 0 0 - - 0/10/94/94 | 0/1/5/5
The worst 5 of 9 bond length outliers are listed below:
Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
3 0 0 G34 C8-C9 | 2.01 1.60 1.54
3 0 0 G34 | C25-N1 | 2.14 1.50 1.48
3 0 0 G34 C8-C7 | 2.86 1.59 1.53
3 0 0 G34 | C28-N1 | 2.96 1.51 1.48
3 0 0 G34 | C17-C10 | 3.09 1.60 1.53

The worst 5 of 10 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(®) | Ideal(®)
3 0 0 G34 | C24-C25-C26 | -5.34 107.64 112.61
3 0 0 G34 | C29-C28-C27 | -4.94 108.01 112.61
3 0 0 G34 C16-C6-C7 | -3.61 104.63 110.44
3 0 0 G34 | C30-N1-C25 | -2.61 108.14 113.24
3 0 0 G34 | C30-N1-C28 | -2.48 108.40 113.24

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

1 monomer is involved in 12 short contacts:

Mol

Chain

Res

Type

Clashes

Symm-Clashes

3

0

0

G34

12

means
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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 0 | 2765/2880 (96%) 0.43 | 235 (8%) |13/ [8] | 49, 113,200,200 | 0

2 B 205/211 (97%) 3.69 142 (69%) 33, 87, 153, 200 0

All All 2970/3091 (96%) 0.66 377 (12%) 33, 111, 200, 200 0

The worst 5 of 377 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
129 | HIS 23.6
147 | PRO 17.3
144 | ARG 16.7
131 | SER 14.9
169 | ASN 11.9

IR N
0| 0| | | &=

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.
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
3 | G34 0 0 | 36/36 | 091 | 0.30 | 1.79 |102,102,102,102| 0

6.5 Other polymers (i)

There are no such residues in this entry.
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