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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:

MolProbity : 4.02b-467
Mogul : 1.7 (RC4), CSD as536be (2015)

Xtriage (Phenix) : 1.9-1692

EDS : 1rb-20026688

Percentile statistics : 20151230.v01 (using entries in the PDB archive December 30th 2015)

Refmac : 5.8.0135
CCP4 : 6.5.0

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 3.20 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 W 48
Ramachandran outliers N 7.9%
Sidechain outliers I W 10.6%
RSRZ outliers I ] N 5.0%
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 102246 1024 (3.22-3.18)
Ramachandran outliers 100387 1004 (3.22-3.18)
Sidechain outliers 100360 1003 (3.22-3.18)
RSRZ outliers 91569 1129 (3.24-3.16)

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 B 1054 35% 50% 1%
8%
1 C 1054 35% 50% 9% = 5%

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
2 ANP B 2055 X - - -
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2  Entry composition (i)

There are 3 unique types of molecules in this entry. The entry contains 16398 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 protein called REVERSE GYRASE.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
1 B 1020 8226 5246 1450 1505 25 0 0 0
Total C N O S
1 ¢ 1005 8108 5169 1430 1483 26 0 0 0
There are 4 discrepancies between the modelled and reference sequences:
Chain | Residue | Modelled | Actual Comment Reference
B 719 LEU PRO | ENGINEERED MUTATION | UNP 029238
B 1046 MET LEU | ENGINEERED MUTATION | UNP 029238
C 719 LEU PRO | ENGINEERED MUTATION | UNP 029238
C 1046 MET LEU | ENGINEERED MUTATION | UNP 029238

e Molecule 2 is PHOSPHOAMINOPHOSPHONIC ACID-ADENYLATE ESTER (three-letter
code: ANP) (formula: CloH17N6012P3).

ANP
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Mol | Chain | Residues Atoms ZeroQOcc | AltConf
Total C N O P
2 B 1 31 10 6 12 3 0 0
Total C N O P
2 C 1 31 10 6 12 3 0 0

e Molecule 3 is MAGNESIUM ION (three-letter code: MG) (formula: Mg).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
3 B 1 Total Mg 0 0
1 1
3 . 1 Total Mg 0 0
1 1
gPDB
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11%

50%

1, orange = 2 and red = 3 or more. A red dot above a residue indicates
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35%

20/ il

. =
Chain B:
-

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: REVERSE GYRASE

Page 5

190

63V
8GH

0
e}
[

€80
[4:)'8
164

674

LvA
ovd

€71

[
B
=1

07a

8ed
Led

YET

ot

123

)
-
0

b
-
©

ST
4%
€TTV

6171

8TTL

STTV

6071S

€9

0021

8671
L6TT

E€6TN
26TH

06TV

88T1
1811
98TV

¥8TA

[4:3108
T8TA

6LTI

LL1a
9LT4d
SLTH
vL1D
€LT1

TLTY
O0LTX

9911
S9T4

E€9TL

09TI
69TA

3

LS
9814

€811

5

vecH
8TTy
€228
[444
j1440
0cel

LicH

01Ty

ched
Tved
oved

8EEd

9€ED

TEED

P0EA

20€D

6624
862

9621
%628

T6TA
T62I

L8cH

£82YH

T8TA

8.LTH
LLTD

TI9V

60%d

L0%E

£0%A
[ 4o
1091
00%1
66€1

L6€Y
96EA
S6€d
v6ea

@® E6EI

06€d
68EA

G98€1

£8€d
C8EI

08€d

® 9.8k

SLET

ELEV

0Led
69€A
89EW

99€d
G9€S

£9€S

09€a

8G€I
LSEL

baed

1S€D

vhey
e€Pel

8L%d
LL%A

YLV

69%L
89%1
L9%Y
99%V
SO%YH

°9%d

LSPE

¥s¥va

1891
08%d

LY%D

Y1

{4445

6E€%T

LEVS

SEYY

EEYS

0EPI

LTHY
9TH'T

¥Tvd

(44725

8Tvd

9T¥A
SThA
j4578
£T%a

{45

0€8%
6CSA

LTSd

929D

€294
{44°t}

c19d
T16A
0161
6084
8081

9084
S08Y
%081
2¢0Sa
00sa
L6%d

96%4
S6%A

£6%a
°6%Y

06%3

88%1

o8%Y

£8%Y%
°8%a

08%a

0794
6098
809N

909A

849y
18SI

6.8V

9.8d

vL8d
€.9Y

TLSN

899A

9994
%999

OGN
T9SL

6491
8449a
LGGA
9GSA
SGGH

€GSI

T8SY

6%SA

9191

€191

89LI
LSLL

p9Ld

@ €9.3

TSLE

0§.La
6%.LH

9% LA

€%.L4
chLa
ThLY
0vLA
6€LI
8ELY

RLDWIDE

erpBe

@ veLd

€€LH

0O

TELS

Lgly
9TLa
SclI
Yl
€TLM
L)

0TLA
6TLT

LTLD
9TLY

YTLD

TILS

OTLN

LOLN

PROTEIN DATA BANK

W


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

wwPDB X-ray Structure Validation Summary Report 1GL9

Page 6

cesa
1€80

6281
8T8L

ST8Y
%281

[44:01}
1289

9184

%188

6081

L08I
9081
S08D
708N

2084

0083

L6LI
96.Lb

68.L4

L8L1T
981

¥8LN

28.La

LLLE
9LLL
SLLL
YLLE

TLLd
TLLT

99,3

€9.3

CTO6X
1064
0063

L68A

£684

888N
1884

7884
€881
7881
188d
0881
6.81
8.8V

9L8H
9183
vL8M
€.84
TL81
T.8D
083
6981

$98%
€980
2981
79871

6980
898A
L5980
9580
G984

€881
c498d

088L
6%8d

1

Sv8d

Tv8d

vesn
€esd

Se6d

CTE6A

LT6X

gc6d

126D

9161

163

2163
TI6V
0761
606X
806D
L06a
9064
S06d
061

67072

LY0TR
9%0TH

€%011
[4494

6E0TA
8€0TQ
LEOTT

F

TEOTY

620TH
8C0TY
LTO0TS
92012
S20T1

2TOoTL

61072

Y107V

C107Y
TT0TY
0T0TA
60071
80074
L00TY

S00TA

20o0TH
TOO0TT
0007

G664

66
1664
0661
6861

9864
986N
864
£86'1

7860
0867
6.L61

LL6Y

® ¥so1da

TS0

REVERSE GYRASE

e Molecule 1

5%

9%

50%

~
™
[

35%

-0 mm O I\
= I3l o
a & =

8%

Chain C

€91

10
)
©

o ™
— o
=0

SA

0ETL

8TTA

oTTV
ST
vera
€TTV
ZTIR
j145'8
0ZTd

8TTL
L1173

STTV

€111
CTIA

6071S

L0Td
9074
GOTI

€0TA
20T1d

007X

T8A

08L
6.d

LLL

L4
€LS

0,4

S6Td

E6TN
T6TH

06TV

L8TI
98TV

¥8TA
£81d

18TA

6LTI

9LTd

YLD
€LTT
cLTE
TLTY
OLTR

L9TS
99711

€9TL
CTOTL

09TI
6GTA
8GTI

9GTd

2SN

0STI

8YTIN

® C¥id

® 6E1D
@ B8ETH
LETR

SETH

69CA
84Ty
LSTA
952a
eot4c

TSTA

8¥%cH
L%TS

i 4]

£¥ca

TN
0%21
6€TT
8€Th

9€Td

TETA
TE€TH

{44

(444
j1440
0ce1
612D

01Ty

L0271

@ ©0cCH
€024

T0CT
0021

L6111
96Ty

6CER
8CEH

® €Tel
CTEH
12ea

61€d
8T€D

S1€d
viexn

60€Y

woen
€0€I
20gD

96T
S621

£6cd

68cd
88TV
L8TH

S8CTH

621
8.2H
LL2H
9.TL

¥.21

[k

021

89CS

® 99CS

1920

® G8el

£8€d
C8EI

@ 08€d

® 9.EX
SLET

ELEV

0LEN

89EW

® S9€S

€9€S

T9€I
® 09€d

8G€I
LGEL

bsed

caed
18€0

8ved

9vEY
Sved
vher
EYEI
cved
1572

6EET

9gEd
geey
veen
€eeT
CTEEL

0gER

9TH'1
gcha
¥Tvd

i

619D
e 81%d

9T¥A

4520

TI%Y

® YOWH

@® 66€I
@ 86gd

96EA

{44ty
6150
8TSY
LISV

¥16d

[45°kS

0181
6094
8091
LOSY
908d

%091

9894
%890
€894
2849y
18SI

L

SLGA
L84
£.9Y

TLSN

89SA

9954
%99D

1981
0961
6491
844d
LGGA
9GGA

€GSI

6754

9%SA

fei74=P 8
FHau

TYSW
T%9d
0%SI

8EGL
LEGA

vESD

CTEST

0€SY
6CSA

L28d

i44°L

R LDWIDE

erbDeBe

O
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 1GL9

Page 7

£994
T99L
T99A
8994
9o

0890

8%9S
L%971
9%91

€991
2v9a
TYOM
0%oV

89
LESH

[Togon |
S€93
YeoL

SeLy
veLd
g€eLd
® <Ttld
@ T€eLs

LT.L¥

STLI

TTLS

*

OTLN

LoLN
90L4

E0LM
[

00Lb

L69A

S69D
7691

3
B

8993
1991

S99V
v9od

9081
7081

L6LI
96.L0

® €6.L0

06.LS
68.L4

L8171

Y8LN

28.La

LLLE
9LLL
SLLL

TLLT
0LLd

99,3

£€9.3

8GLI
LSLL

b9Ld
€9.d
[4pXcs

|
|
z
b

08.a

YL8M

TL8T
TL8D
0.83
698A

€980
2981
1981

6980
8G8A
L8680
9680
4968y
798L
€981
¢98d
TS84
098L

@® 6281

28I
£28Y

1289

6180
818S

9184

7188

C18L
T84
OT8H

808L
08I

S€6d
YE6N

LT6R

Sz6d

e TT6d
0zed

b

e 7163

@ tled

9064

7061

CT061
1064
00634

£68Y4
{430

688V
888N
1884

S664

661
1662

68617

9864

7864
€861

1860
086A
661

LL6Y
9L61
SL6L

cL6Y

3

9963
® S96W
7961

C961I
1961

6565
866l
LS6L

4055’8
196d
0G6A
6965
8v6)

SY6V

{47418

e 0%6L
6€6D

¥G01a

TS0TH

8€01a
LEOTT

TEOTV

6C0TH
820TY

9207d

L

2T0TL
T20TYH

61073
81018
LT0TA

Y101V

e TI07¥

0T0TA
60071

LO0TYH
90074
S00TA

O

R LDWIDE
PROTEIN DATA BANK

W



Page 8 wwPDB X-ray Structure Validation Summary Report 1GL9
4 Data and refinement statistics (i)
Property Value Source
Space group P1211 Depositor
Cell constants 132.41A 68.69A 134.00A .
Depositor
a, b, c, a, B,y 90.00°  99.70°  90.00°
. 34.00 — 3.20 Depositor
Resolution (4) 3440 - 3.20 EDS
% Data completeness 96.6 (34.00-3.20) Depositor
(in resolution range) 96.7 (34.40-3.20) EDS
Rinerge (Not available) Depositor
Rsym 0.10 Depositor
<I/o(I)>" 2.90 (at 3.18A) Xtriage
Refinement program CNS 1.1 Depositor
R R 0.256 0.332 Depositor
» hfree 0.249 , (Not available) DCC
Ryree test set No test flags present. DCC
Wilson B-factor (A?) 69.1 Xtriage
Anisotropy 0.233 Xtriage
Bulk solvent kyo(e/A?), By (A?) 0.30 , 87.2 EDS
Estimated twinning fraction 0.022 for 1,-k,h Xtriage
L-test for twinning? < |L| > =047, < L* > = 0.30 Xtriage
Outliers 0 of 38400 reflections Xtriage
F,.F. correlation 0.90 EDS
Total number of atoms 16398 wwPDB-VP
Average B, all atoms (A?) 74.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 4.78% 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.

O RLDWIDE

PROTEIN DATA BANK
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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: MG,
ANP

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\1q7 #é\ >5 | RMSZ #é\ >5
1 B 0.47 0/8371 0.72 | 5/11265 (0.0%)
1 C 0.35 0/8246 0.61 | 3/11090 (0.0%)
All All 0.41 | 0/16617 | 0.67 | 8/22355 (0.0%)

There are no bond length outliers.

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

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(®)
1 B 391 | ARG | N-CA-C | -7.20 91.57 111.00
1 C 305 | THR | N-CA-C | 6.94 129.73 111.00
1 B 388 | ALA | N-CA-C | -6.79 92.68 111.00
1 B 3 PRO | N-CA-CB | 5.77 110.23 103.30
1 C 11 | PRO | N-CA-CB | 5.54 109.95 103.30

There are no chirality outliers.

There are no planarity outliers.

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 B 8226 0 8310 830 0
1 C 8108 0 8178 754 0
2 B 31 0 13 5 0
2 C 31 0 13 5 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
3 B 1 0 0 0 0
3 C 1 0 0 0 0
All All 16398 0 16514 1581 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 48.

The worst 5 of 1581 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:B:379:VAL:HG12 1:B:380:ASP:H 1.12 1.12
1:B:386:LEU:HD23 1:B:386:LEU:H 1.19 1.06
1:B:638:LYS:HB2 | 1:B:684:GLN:HG3 1.38 1.06
1:C:192:LYS:HB3 1:C:196:LYS:HE3 1.43 1.00
1:B:540:ILE:HG13 | 1:B:541:PRO:HD2 1.46 0.97

There are no symmetry-related clashes.

5.3 Torsion angles (i)
5.3.1 Protein backbone (i)

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

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

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 | B | 1010/1054 (96%) | 752 (74%) | 177 (18%) | 81 (8%) |
1 C 987/1054 (94%) | 696 (70%) | 214 (22%) | 77 (8%)

All All 1997/2108 (95%) | 1448 (72%) | 391 (20%) | 158 (8%)

5 of 158 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 B 3 PRO
1 B 5 VAL

Continued on next page...
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Continued from previous page...
Mol | Chain | Res | Type
1 B 12 VAL
1 B 24 LYS
1 B 32 ARG

5.3.2 Protein sidechains (1)

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

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

Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 B 876/925 (95%) 782 (89%) | 94 (11%) 8| 34
1 C 863/925 (93%) 773 (90%) | 90 (10%) 9l 35
All All 1739/1850 (94%) | 1555 (89%) | 184 (11%) 8l 34

5 of 184 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 B 886 ARG
1 C 131 GLU
1 C 873 ARG
1 B 934 ASN
1 B 1050 ILE

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 45 such
sidechains are listed below:

Mol | Chain | Res | Type
1 B 934 ASN
1 C 152 ASN
1 C 876 HIS
1 B 963 GLN
1 C 164 GLN

5.3.3 RNA (D

There are no RNA molecules in this entry.
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5.4 Non-standard residues in protein, DNA, RNA chains (i)

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

5.5 Carbohydrates (i)

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

Of 4 ligands modelled in this entry, 2 are monoatomic - leaving 2 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 Counts | RMSZ | #|Z| > 2 | Counts | RMSZ | #|Z]| > 2
2 ANP B 2095 - 27,33,33 | 1.99 6 (22%) | 30,52,52 | 2.92 10 (33%)
ANP C 2055 - 27,33,33 | 2.48 8 (29%) | 30,52,52 | 2.85 9 (30%)

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 ANP B 2055 - 1/1/7/8 | 1/12/38/38 | 0/3/3/3
2 ANP C 2055 - - 0/12/38/38 | 0/3/3/3
The worst 5 of 14 bond length outliers are listed below:
Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
2 B 2055 | ANP | PB-O2B | -3.81 1.46 1.56
2 C 2055 | ANP | PB-O2B | -3.60 1.46 1.56
2 C 2055 | ANP | PB-N3B | -2.14 1.57 1.63
2 C 2055 | ANP | C2-N1 | 2.09 1.37 1.33
2 B 2055 | ANP | C2-N3 | 2.13 1.36 1.32

means
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The worst 5 of 19 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(®)
2 B 2055 | ANP N3-C2-N1 -5.46 124.71 128.89
2 C 2055 | ANP | O1B-PB-N3B | -5.42 103.59 111.90
2 C 2055 | ANP N3-C2-N1 -5.36 124.79 128.89
2 B 2055 | ANP | O1B-PB-N3B | -5.32 103.73 111.90
2 B 2055 | ANP | O1G-PG-N3B | -5.29 103.78 111.90

All (1) chirality outliers are listed below:

Mol

Chain

Res

Type

Atom

2

B

2055

ANP

C2’

All (1) torsion outliers are listed below:

Mol

Chain

Res

Type

Atoms

2

B

2055

ANP

01G-PG-N3B-PB

There are no ring outliers.

2 monomers are involved in 10 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
2 B 2055 | ANP 5) 0
2 C 2055 | ANP 5 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 B 1020/1054 (96%) -0.29 19 (1%) 70 55 1, 38, 137, 192 0
1 C | 1005/1054 (95%) |  0.35 83 (8%) | 14 24,92, 160, 195 | 0
All All 2025/2108 (96%) 0.03 102 (5%) 32 19 1, 68, 153, 195 0

The worst 5 of 102 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
942 | ARG 8.2
140 | ARG 6.6
139 | GLY 6.3
907 | ASP 5.6
381 | GLU 5.6

e e L i
QOO

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
2 ANP C 2055 | 31/31 0.88 0.23 0.23 38,57,75,77 0
2 ANP B 2055 | 31/31 0.95 0.20 0.16 24,34,69,77 0
3 MG C 2056 1/1 0.32 1.04 - 70,70,70,70 0
3 MG B 2056 1/1 0.83 0.38 - 40,40,40,40 0

6.5 Other polymers (i)

There are no such residues in this entry.
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