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The crystal structure of the 50S Large ribosomal subunit from Deinococcus
radiodurans complexed with a tRNA acceptor stem mimic (ASM) and the
antibiotic sparsomycin

Bashan, A.; Agmon, I.; Zarivatch, R.; Schluenzen, F.; Harms, J.M.; Berisio,
R.; Bartels, H.; Hansen, H.A.; Yonath, A.

2003-01-02

3.60 A(reported)

This is a wwPDB 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 PDFNotes.html

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

MolProbity : 4.02b-467
Mogul : 1.152013

Xtriage (Phenix) : NOT EXECUTED
EDS : NOT EXECUTED
Percentile statistics : 21963
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et. al. (1996)

Validation Pipeline (wwPDB-VP) : stable22683
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http://wwpdb.org/ValidationPDFNotes.html
http://wwpdb.org/ValidationPDFNotes.html#h.bb5rq2d7riym
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1 Overall quality at a glance (i)

The reported resolution of this entry is 3.60 A.

Percentile scores (ranging between 0-100) for global validation metrics of the entry are shown in
the following graphic. The table shows the number of entries on which the scores are based.

Metric Percentile Ranks Value
Clashscore I . 10
RNA backbone I e 0.66
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))
Clashscore 79885 1155 (3.80-3.40)
RNA backbone 1838 1012 (4.40-2.76)

The table below summarises the geometric issues observed across the polymeric chains and their fit
to the electron density. The red, orange, yellow and green segments on the lower bar indicate the
fraction of residues that contain outliers for >=3, 2, 1 and 0 types of geometric quality criteria.
The upper red bar (where present) indicates the fraction of residues that have poor fit to the
electron density.

Note EDS was not executed.

Mol | Chain | Length Quality of chain
1 0 2880 —
2 5 35
3 K 141
4 T 237

The following table lists non-polymeric compounds that are outliers for geometric or electron-
density-fit criteria:

Mol | Type | Chain | Res | Geometry | Electron density
5 SPS 0 2881 X -

WORLDWIDE
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2 Entry composition (i)

There are 5 unique types of molecules in this entry. The entry contains 60271 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 0 2766 59359 26479 10949 19166 2765 0 0 0
e Molecule 2 is a RNA chain called tRNA acceptor stem mimic.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
2 g 25 543 249 97 173 24 0 0 0
e Molecule 3 is a protein called 50S ribosomal protein L16.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C
3 K 124 124 194 0 0 124

e Molecule 4 is a protein called GENERAL STRESS PROTEIN CTC.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C
4 T 223 993 293 0 0 223

e Molecule 5 is SPARSOMYCIN (three-letter code: SPS) (formula: Ci3H19N305S,).



http://wwpdb.org/ValidationPDFNotes.html#h.7dhjbsckv7c8
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O S
g 0 1 22 13 3 4 2 0 0
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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 0:

Page 5

STID

TT1D

60TV
80TH

901D

%01d
€0TN

LvTy
9%20

%20

%20
oven
6ETY
8€TH
LETD
9€2d

T€TH
0€2TD

82TV

j(44)]
€220

Teey
ozzn

80¥N

S0¥0
vovy
€07V

T0%D

86€0

S6€D
veen
e6en

88€D
L8EY

2¢9€0

i

LSEY

feleioh)
¥S€D

2s€ed
TSEV

9%€0
sven
vveD

TYEV

8.%D
LLVY
9L¥D
SLvn
¥.LvD

TLYY

89%V
L9%0
99%Y

i

297D
TPV

657V
8SG¥D
LS¥0

€5¥N
[4ci0]
TSPV

L%P0
9v¥d

3

(4444
13444
ovvn
6€7D
8EVD
LEVD

€EVD
CEVD
€YD
0€¥D
62%0
8CHV
pX474%]

14744

4740
(4474
1546
0Zyd

8T¥0

91PN
STYY

€T¥D
cTvn

RLDWIDE

SPDB

PROTEIN DATA BANK

W


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

INJM

wwPDB X-ray Structure Validation Summary Report

Page 6

T68V
0680

888D

G160
V.60

TLEV

6960
8960
196D

S969D
o6V

9€6Y
SGE6D

€€6D
TEBD

626V
826D
1260

Szen

ceey
T26Y

816V
Lien
916N

vvo1n

901D
0v0TV
6€0TY
8€0TN
LEOTN

7e0TN

TE0TD

6201D
820TD
201D
9201

¥201D

1201V

61010
8T0TD
LT0TD
9T0TD
ST0TN
7101

600TD
800TD
L0OOTY
900TD

00TV
€00TD

ovTTV

€ETTD

TETTD
0ETTN

8CTTD
L2110

TCTTD
0ZT1d

YITIV

00TTD

860TD

€60T0
26010

060TD
680TD
8801V

9801D
980T
wmmﬁ<
T80TV

9,010

0L0TD
690TD
8901V

99019
9901V

850TD

95010

€50TD
2¢S0TD

L¥01D
9%01Tn

v1210

11210
(242

S0TTD

86TTD

T6T1D

8110
08TTV

8L11D
LL110

€LTTD
cLTIn

69T1D
89T1D
L9TTV

S9TTD
v9T1D

SLTTY
v.210
€L21D

0921V
6SCTY
89CTD
L5210

921D

[4c1a%9)
T9CTD
0STTV
6%C1D
8¥C1d

€VCTD
[4744)

SECTO
YETTD

Zeen
TETTY

praqa
92TV
SCTTD

(444 5]
12210
0zTTd
61CTD
812D
PARAS

€SETY

CSETH

0SETD
67ETY

LYETD
9YETD
SYETD
77€T0

cvemn
TYETD

6EETN
8EETD
LEETD

veety
€EETD
CEETD
TEETD
0EETD
62ETN

L2ETD

€TETD

0ZETY
6T€TD

L1€TD
9TETH

CIETD

0TETD

80€1D
L0ETN

ToETN

8621

€621V
26TV
T62TD
06TV
68TV

LEVTV
9EVID
SEVID

EEVTV
CEVID
TEYTIN
0EVTD
6CHTV
8C%TD
L2%TD
9¢HIN
STY1D
vevin

6T71D
8T¥1D

9TVIV
STP10
12545

125742
(257451

LO%TD

€0%TN
20%TD

66ETD

LBETY

€6ETD

68€TD

L8ETD
98ETY

T8ETD
08€TD

LLETD

€LETD

TLETD
0LETN
69€TD
89€TD
LOETY

S9€TN

F

%0S1D
€0STH
CO0STH
TOSTD
00STN
6671V
86%TD
L6710

Y6710

[457431

68710
88¥%1D
L8¥%10
98¥% TV

28y
8710
08%TD
6.%1D
8.L%1INn

-

VLYV
eL71N
CLYID
TLYTD
0L%1D
69710
89% TV
L9%10
99%10
S9¥TD
1244
€9VTV

-

8SHTV

9G¥%T0
96710

svIn
15710

6771
8YYIV

ovvINn
SYYIV

€YPID
(4445
15272314

S8STY

€851V
T8STY
18510
08STO
6.LSTD
8.STN
LLSTD

S.LSTO
YLSTV

CLSTD

|

89GTV
L9GTY
wmmﬁu
2T9STH
ﬁwmﬂ<
8GSTO
Nmm.ﬂu
CGSTO

SYSTH

mwmﬂc
0%S1D
mmmab
€E€STD
CTESTY
T€STD
0€STN

8¢STO
LTSTH

%2310

2esTo
T2s1n
0ZS1D

LTSTD

STS10
Y1510
€150

TISTV

60STV

95910
SS91D
V59TV
€991D

8%91D

79910
EYITV

S6STV
76510

26STN
ﬁmmﬂb
L8STY
98STV

9ELTD

TE€LTD
0€LTD
6CLTD

LTLTID

YTLID
€2LIN
TTLTD

VILIV
€TLTD

TTL1D
0T.T0
60LT0
80LTD

70LTD
€0LTD

96910

26910

|

891D
9891V

78910
€891
2891V

6,910
8L9TD
LL9TD

TLITY

6991V
8991
L99TV
9991D

€991D
2991D
19910
09919
65919

1
71810
€181V
21810
T18TV
01810
608TD

90819

66LTV

YeLIV
€6LTYV
TBLID
T6.10
06LTD
68.1T0
88LTD
18.10
98L1D
G8LIV

08LTY
B6LLID
8L.L10
LLLTY
9LLIY
SLLTY
YLLIY

TLLTV
0410

99,10

€9LTD
T9LTID
TOLTD
09.LTD

i

Y9LTD

87.L10
LYL1D
VLIV
SPLID
¥PLID
€VLID
TvLTD

LELTD

60670
80610
L061D
oomﬁb
00610
mmmﬁ¢
9681V
mmm~<
06819
88810
1881
9881H
98810
88TV
2881D
78870
owmﬁo
ﬁhmﬁu
998TD
mwmﬂo
29810
T98TD
0981V
63981V
L1981
mmmﬂu
TS8TV
ommﬁo
981D
0¥8TV
6EBTY
8€8TD
LESTD
9€8TD
mmmﬁo
T€8TD
0€81D
mNmﬁU
981N
mNmao

22810

61810
818TD

86TV
0861V

8L610
LL61D
9,670
SL6TD
7,610

CTLETD
TL6TD
ONW._”u
99610
99610
7961V
€9671D
961D
ﬂwm~<
8561
LS61D

€561V

TS6TD
0G6TD

8%610
LY61D

LEGTD

TE6TD
0€6TD
62670
8T61D

S26TO
%2610
€2610

1261V

816T1D
L1670
9T61D
ST6TV

€T61D
161D

0T6TV

O

R LDWIDE
PROTEIN DATA BANK

W



INJM

wwPDB X-ray Structure Validation Summary Report

Page 7

6%02D
8%02D

9€02D
GE0TH
veocy
€€02D
¢e0TH

620CD
8202
1,202
9202d
SToTy
¥coen
€202
¢zToed
T20Td
0202

8102
L1020

4194
€108V
(14
T1020
0702
60020
80020

70020

00Ty
T00ZD

66610
8661V
LB6TY

S66TD
76610
mmmﬁu
9861D
G861

€861D
T861D

Teren
0z12d
6T1CY
8112V

L0T2D
9012ZH

€072

1602V

S602D

§s.02n

0L02D
69020

2902n
19020

65020
8502Nn
L5020
95020
§S02H

250D
15020

Le12n
9672Nn
S61C0
ve1Cy
€612D
zetren
T6e1Cv

9812ZH
s812n

8.12N
LL120

cLizn

0.120
6912V

L

€972n

09120
6GTCY

(04243

8eTen
LETTD
9€TTD
SETTD
veren
€ETTD

992TY
S9¢TTY

09220
6G2ZD

LSTTY

¥¥ced
€%2T0
(44449

0%2Td
6€TTO
8ETTH

9€T8N
S€TTH
244

9022D

T022H
002ZH

86T2N

67€CD
8veTy

¥veed
€¥€TO

veecd
EEETY

TeeTy
0EETH
62€TO
8CETH

¥2eTd
€eeen
zeeen
12€Td
0ZeTH
6TETH

LTETD

STETY
vreey

(434 4
TrECn
0T€TD
60€2D
80€TY
L0€TY

C0ETD

00€TH

wmmND
€62TD
Nmmmu
88CCY
822D
982ZH
mwmmb
622D
8.cey
LLeey
9.22D
s.izen
¥.22d
€.TT0
cLTey
T.L22D
0.z2n

257414
L1%2n

vivey
€Tvey
(4574414

0T¥en
60%CY
80%2D
L0%2D
90%20

zoven
Tovey

86€2N
L6ETY
96€TO

76€CD
€6€TD
CT6ETD
T6ETY
06€CY
68€TD

§8€TN
¥8€TH
e
18€CY
08€eTNn
6.LETH

WNMNO
€LETO
TLETY
T.LECY
0.LE€TH
69€2N
89€TH
99€eTNn
g9eTn
Ry
T9ETH
ﬁmeU
8S€TO
LSETY
wm“w<
€9€TH

14744
18%2D
08¥2d

LEVTD
9€ven
SEVTD
YEVTD

STYed
veved
€Tved
(44749
12%20

61%2D

8¥%52D
L¥S2d

Shsey
vvsey

ovsey
B6ESCD

LESTD
9€52H

£e9en
2E€STH

0€82d
62S5CH
8CSTH
LTSTd
9zgsen
§gsen
¥2sed
€252

Tesey

L1520
9192n
GTSCH

€192V
(45144

(U514 4
60SCY
8052

S0S2D

€052
2052

98%2D

L7192

§192n

6092

L0920

$§092D
7092

20929
T092D
0092V

86920

8892N
1892

€.92D
c¢lsen
TLSTD
0452

9952V

9520

i

09592
69920
899¢D

G592
¥5520
€592
¢s§sed
TSSTY
0§52

869¢D

S6920
7692D

0692V
68920

892D
98920

28920

089201

8L92D

o

6292n
8¢92D

¥29zd
€292V

T29TH
0292
6192D

€LLTD
cLlzn

69,20
89,20
19120
99.2n

29.2D

89.2Y
LS.2D

SS.LTV
¥5.L20

SY.LTV

€7.2D

T9.L2D
0%.L20

LeLeY

S€.L2D

2eLTD
T€L2D
0g.LeY
6T.L2Y

L2LTd
9z.Lzn
S¢LTO
TeLey

8T.LTY
LTLTD

[49%4 §

TTL2D
0T.L2D
602D
80,20

90.20

oLz
€0.L20

00420
6692D

£582N
2S8TH
1982H

8¥8CY
L%82H

£¥82Y
%820

|

L€82D
9€8en

£€82D

T€8CY
0€8zN

928TO

€28TH
(44141
1282H

91820
S1820

[45:14 4

0182y

§.820
v.L8CV
€829
c.82n

982D

£9820
298TH
7982V
09820

e Molecule 2

Chain 5

8G8CV

96820

1mic

tRNA acceptor stem m

SEV

€€D

€0
0€d

&
=

508 ribosomal protein L.16

12D
oV
sen
ven
€20
[443)

t")-I\OO
o < <

e Molecule 3
Chain K

O

R LDWIDE
PROTEIN DATA BANK

W



Page 8 wwPDB X-ray Structure Validation Summary Report INJM

e Molecule 4: GENERAL STRESS PROTEIN CTC

Chain T:
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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 1222 Depositor
Cell constants 169.60A  409.40A 695.10A .
o o o Depositor
a, b, c, a, B,y 90.00 90.00 90.00
Resolution (A) 15.00 - 3.60 Depositor

% Data completeness

(in resolution range) (Not available) (15.00-3.60) Depositor

Rinerge (Not available) Depositor
Roym 0.17 Depositor
Refinement program CNS Depositor
R, Ryree 0.284 , 0.308 Depositor
Estimated twinning fraction No twinning to report. Xtriage
Total number of atoms 60271 wwPDB-VP
Average B, all atoms (A?) 74.0 wwPDB-VP



http://wwpdb.org/ValidationPDFNotes.html#dataRefinementStats
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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: SPS,
PPU

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 | pyyar o 71 o5 | RMSZ | #(2] >5
1 0 0.14 | 0/66467 | 0.63 | 0/103673
5 0.16 0/563 0.63 0/873
All All 0.14 | 0/67030 | 0.63 | 0/104546

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 1

There are no bond length outliers.
There are no bond angle outliers.
There are no chirality outliers.

All (1) planarity outliers are listed below:

Mol | Chain | Res | Type | Group
1 0 873 U Sidechain

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.


http://wwpdb.org/ValidationPDFNotes.html#h.nix4wpqb51w3
http://wwpdb.org/ValidationPDFNotes.html#h.qvc5tbdzdm7o
http://wwpdb.org/ValidationPDFNotes.html#h.shu6hrz6hdk9
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 0 59359 0 29917 1742 0
2 ) 543 0 290 16 0
3 K 124 0 0 0 0
4 T 223 0 0 0 0
5 0 22 0 19 0 0
All All 60271 0 30226 1754 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 19.

The worst 5 of 1754 close contacts within the same asymmetric unit are listed below.

Atom-1 Atom-2 Distance(A) | Clash(A)
1:0:940:G:H3’ 1:0:941:U:H5” 1.22 1.14
1:0:1141:U:H3 | 1:0:2008:C:H5” 1.20 1.05
1:0:1073:G:H2’ | 1:0:1074:G:H4’ 1.40 1.00
1:0:2548:G:H2’ | 1:0:2549:G:H5” 1.44 1.00
1:0:2769:C:H2’ | 1:0:2867:G:H22 1.22 0.98

There are no symmetry-related clashes.

5.3 Torsion angles

5.3.1 Protein backbone (1)

There are no protein backbone outliers to report in this entry.

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 2757/2880 (95%) 416 (15%) 44 (1%)
2 5 22/35 (62%) 2 (9%) 0

All All 2779/2915 (95%) 418 (15%) 44 (1%)

5 of 418 RNA backbone outliers are listed below:


http://wwpdb.org/ValidationPDFNotes.html#h.jzlrq3nyii7k
http://wwpdb.org/ValidationPDFNotes.html#h.wukab16u9ff
http://wwpdb.org/ValidationPDFNotes.html#h.m3sb0sf1jf42
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Mol | Chain | Res | Type
1 0 15 G
1 0 35 G
1 0 45 C
1 0 48 A
1 0 49 U

5 of 44 RNA pucker outliers are listed below:

Mol | Chain | Res | Type
1 0 1263 G
1 0 1495 G
1 0 2668 U
1 0 1278 A
1 0 1313 U
5.4

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

1 non-standard protein/DNA/RNA residue 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
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 | "' RMSZ | #(7] > 2| Counts | RMSZ | #|Z| > 2
2 PPU 5 35 1,2 | 38,40,41 | 2.40 7 (18%) | 54,57,60 | 1.19 7 (12%)

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

2

PPU

5

35

1.2

0/26/43 /44

0/2/4/4

The worst 5 of 7 bond length outliers are listed below:

Mol

Chain

Res

Type

Atoms

Z

Observed(A)

Ideal(A)

2

5

35

PPU

C-N3’

11.81

1.61

1.34

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

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
2 ) 35 | PPU | OC-CM | -4.63 1.27 1.42
2 ) 35 | PPU | CE1-CZ | 3.52 1.46 1.38
2 ) 35 | PPU | CE2-CZ | 2.58 1.44 1.38
2 5 35 | PPU | CD2-CG | 2.40 1.44 1.38

The worst 5 of 7 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(?)
2 ) 35 | PPU C2-N1-C6 | 3.81 119.79 111.53
2 ) 35 | PPU | C4-C3’-N3” | -3.30 106.49 113.69
2 ) 35 | PPU | CM-OC-CZ | 2.59 123.86 117.54
2 ) 35 | PPU | C8&N9-C1’ | 2.19 130.71 126.38
2 5 35 | PPU C-CA-N 2.13 117.97 108.68

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

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
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 | "' RMSZ [ #|Z|>2 | Counts | RMSZ | #|2] > 2
5 SPS 0 2881 - 22,2223 | 4.45 12 (54%) | 23,28,30 | 4.25 12 (52%)

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

WORLDWIDE

PROTEIN DATA BANK
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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
5 SPS 0 2881 - 1/1/2/6 | 3/16/16/18 | 0/1/1/1

The worst 5 of 12 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
) 0 2881 | SPS 01-C1 | 9.86 1.43 1.24
5 0 2881 | SPS 03-C3 | 9.43 1.43 1.23
) 0 2881 | SPS | 010-C10 | 9.39 1.43 1.24
) 0 2881 | SPS C9-C8 | 8.24 1.54 1.32
) 0 2881 | SPS | C10-N11 | 4.83 1.50 1.34

The worst 5 of 12 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(°)
) 0 2881 | SPS | C14-S15-C16 | 8.22 109.42 100.78
5 0 2881 | SPS Cr-C5-C6 | -8.07 121.24 126.94
5 0 2881 | SPS | C12-N11-C10 | -7.56 112.03 122.65
) 0 2881 | SPS | 010-C10-C9 | -7.14 109.44 123.13
) 0 2881 | SPS C6-C8-C9 -6.49 110.36 126.29

All (1) chirality outliers are listed below:

Mol | Chain | Res | Type | Atom
5 0 2881 | SPS C12

All (3) torsion outliers are listed below:

Mol | Chain | Res | Type Atoms
5 0 2881 | SPS | S15-C16-S17-C18
) 0 2881 | SPS | O10-C10-N11-C12
5 0 2881 | SPS | C9-C10-N11-C12

There are no ring outliers.

5.7 Other polymers (i)

There are no such residues in this entry.
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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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