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This is a wwPDB X-ray Structure Validation Summary Report for a publicly released PDB entry.
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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



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

Page 2

wwPDB X-ray Structure Validation Summary Report

3AVV

1 Overall quality at a glance

@

The following experimental techniques were used to determine the structure:

X-RAY DIFFRACTION
The reported resolution of this entry is 3.12 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
Rfree NN |
Clashscore

Ramachandran outliers
Sidechain outliers
RSRZ outliers NN

RNA backbone N

Worse
0 Percentile relative to all X-ray structures

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

Value
W 0.276
I 48
I 7.0%
D 18.7%
I 2 1%
B 0.35

Better

Metric Whole archive Similar resolution

(#Entries) (#Entries, resolution range(A))

Rfree 91344 1112 (3.16-3.08)

Clashscore 102246 1218 (3.16-3.08)

Ramachandran outliers 100387 1175 (3.16-3.08)

Sidechain outliers 100360 1175 (3.16-3.08)

RSRZ outliers 91569 1114 (3.16-3.08)

RNA backbone 2183 1010 (3.54-2.70)

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 A 1289 31% 48% 3% . 7%
2 G 8 50% 38% 13%
8%
3 T 13 15% 38% 31% 15%

WORLDWIDE

sie

PROTEIN DATA BANK


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

Page 3 wwPDB X-ray Structure Validation Summary Report 3AVV

2  Entry composition (i)

There are 5 unique types of molecules in this entry. The entry contains 9702 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 Elongation factor Ts, Elongation factor Tu, LINKER, Q beta

replicase.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
1 A 1203 9287 585 1605 1772 45 0 0 0

There are 7 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
A 284 HIS - LINKER UNP POAGP3
A 1284 HIS - EXPRESSION TAG | UNP Q8LTEO0
A 1285 HIS - EXPRESSION TAG | UNP Q8LTEO
A 1286 HIS - EXPRESSION TAG | UNP Q8LTEO
A 1287 HIS - EXPRESSION TAG | UNP Q8LTEO
A 1288 HIS - EXPRESSION TAG | UNP QS8LTEO
A 1289 HIS - EXPRESSION TAG | UNP QS8LTEO

e Molecule 2 is a RNA chain called RNA (5-R(*GP*GP*GP*UP*CP*CP*AP*U)-3’).

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
2 G 8 168 76 30 55 7 0 0 0

e Molecule 3 is a RNA chain called RNA (5-R(*AP*AP*CP*GP*AP*UP*GP*GP*AP*CP*
CP*CP*A)-3").

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
3 T 1 235 105 4 75 11 0 0 0

e Molecule 4 is CALCIUM ION (three-letter code: CA) (formula: Ca).


http://wwpdb.org/validation/2016/XrayValidationReportHelp#entry_composition
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Ca
4 A 2 5 5 0 0
e Molecule 5 is water.
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O
5 A 10 10 10 0 0
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7%

13%

48%

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

wwPDB X-ray Structure Validation Summary Report

31%

20/ il

Chain A: =

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

are shown in grey.
e Molecule 1: Elongation factor Ts, Elongation factor Tu, LINKER, Q beta replicase

3 Residue-property plots (i)

outlier: green = 0, yellow

Page 5

194 0ETI | 96T | [4:14) ® T6EV [ | LESN 909d ©L9T 0vLd
| 991 6TTN 967K I 06€A 09%1 [ eesb  so9r 9.9 6€Ld
goM 8z1d 674 68€A [ | ggSL $09H - | seLs
9L Xat £6TY 6924 88gT 99%Y 1 7L9Y L8LD
€93 9z1I I I £TEL L8€T 1373 0093 T | 9gLy
z9I STTH oI 98€Y I | 6690 TLIA SELR
190 | wery 06TA 9524 98€gd 869% 1499 BELY
099 £TIA 6814 | ssgy ® 0zg1 880 TSHL | geLT
1 zT11 88TV $3EL 6TEA £8EH [ | ° zELT
| Tery 1818 £9TA I — 6999 9691 1841
91 0ZTA 98TA | ggea ° [ | £2GA 9694 9994 | osla
| gan 6174 981a 1927 e 9IEI 6L€D 9%%a I £6GA | g99 62LN
%G9 A #8178 I oI 8LEL SHvA 2698 %999 | 8eLy
L1718 £81d LLE1 | wpRh 0281 1668 | good 12L1

o
©
©
~

£9%S 6199 9zLs
6894 1 qzL1
91gA 889 8504
EREE 4881 1
LEVE 719D
€161 989d z99Y 6TLA
aevE z18A 789) 1991
1180 £8ST 099d

vLEX

6%V (425"t LLTY CiZ4 0 | orEl TLER

=
0
B4
323 ©
- _—
2
<t [}
©0 0
&
N N
= [}
[ N ]
- N m
P i
m m m
BB
I
-
[52]
[Te}
©
=

]

<+

£

®
o -
S
paihs
=4

©
1

=

%]
o ¢
< <
o AN
o o
0
o o
oM m
© X

L£98d
907TL ® 6911 | LgTa HOEH G980

1891 1 088d
. oBN $0TY . geTA TOET £9EH 091 8051 653 ZTLY

€€V

8094 784D 891

<

<

P
~
o o
-
as
o
K~
-
< =
g
&=
A
-
=)
&
©
=

-
<«
=
[
©
-
o
©
0
N
=

6€d ° vETd T0EL | zogy %098 - SHOA L oTT
8€1 geed 00£9 198K €084 1181 1 oTL¥
LEY zeeh 662A | 09gH qzvA 20GA 945A ZHoN 60LT
91 ® 007V €978 | 1829 | g6TN | 63€Y HTHU | 108a a.5h 1991 80Lb
aed 1 | zota ogzlL L6TA | ggel £2va 0093 I 059N LOLY
| ower 16T ® 19TV 6221 1 188d [44) 6691 1 9048
£€a 961 0979 | gzes H6Z) 9GEL 1293 86%d [ALES 1£9d G0LT
zen . geM 63T L2Th | g6zl I 0zHN 1691 1,81 9£9H | woLs |
TEN %60 | 8qTv [ | z62Y ° 6TH1 9691 GEOA £OLN
0EY €6V LSTY %TTL €9€3 8Tvd S6vd YEON | gosd
I 264 95TA £2gd zsEn LTHA $6%d ® T0.S
. oTeY 9sT1 444 [ | 9THI €671 °
131 060 $STA CoTeen 6%EL | eTeI 2951
684 | gard 0zeH (2528 198A
1 TSTI 612U | EThd 0959 1293
98a 1974 [ | S8ZH [427) 18%d 655A | 9gor
1) a8 | 0sTY 91TA $8CH 457 1 855N SZ9L
| gza »8Y 6919 [ | €82S 0THA $8%1 1
120 £8A 8HTH 4341 | eowh o €8 aggy
ozH 284 LyTh 1121 ° 8074 1 $3GY
[ | 180 99TA ot I 08%1 1
119 081 a918s 6023 LLTY 1 1880 6T9L
© oot 6Lh 80zd 9.zA 9091 I I
a1y 8.0 1023 [ | 9.4
. v LIN 9029 z0va [V 8%GY 919X
£14 I 0919 | g0z8 120 1 1 | qrod
TT1 1 %0 0LTL TLoY aai 7190
118 %41 LETY | gogH 7 bhed £79d
[ | I | 9eTy (141 86€d 0478 £55A | grow
[ GETA I 1 69%M TH5D TT9R
LD PETY | 89pa | oTRSL 0799
| 0Lk . eeTH ® 6671 3921 5680 L9%Y 0%50 609%
[41 691 zETI 86Th | p9zH | g6el 1 | 6gsl 8094 699
- 899 L oemn L6TA €923 z6EY $9%8 8€4S 1094 | 8L98

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W


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

3AVV

wwPDB X-ray Structure Validation Summary Report

Page 6

%081

TO8N

86.LY
L6.LD

S6.LY

TBLY
T6L1
06.L4
68.LY
88.L3

98LYV

¥8LY

18.0

6LLD

SLLa

E€LLK
TLLY

O0LLW

LOLY
99.Y%
S9LT
Y9LE

9L

08.LS
67L4

ShLE

@ ¢£biE

CT98H
198D
0981

8684
La8N
988N

P98l

0889H
6785

L1984

6281
8T8

9Ty
S8y
vT8n
€T8H

0Z8S

818D

€184

1184
018S
6081
808d
L08d
908

9€6a
SE6YH

i
L

ZTE6D
T€6D

6269
8261
Lz6b
9264
G264

€2T6N
cTeM
726D
0T6d

L16Y
9161
ST6D
b16d
€160

T16%
L06d

9067
G061

€06V
206}

0064
668d
8685

9685
681
£68Y

8881

49884
881
£88Y
2881

0881

81481

G.8d
L8l

9007D
S00tTa
%007d

000TY

866S

9661

Y661

T66A
1663
0664
686M
886D

7861
€861

0861

|

8L61
LL6S

E
1

v.L6a
€L6S

TL6Y

6961
8964

996L

9G6H

9G6Y
364
£56Y
[4:1)]
166N
0861

8760

L

EY61

TH6M

9L0TL
SL0TL
9L0T4

TLOTA

0L0TY

3

G9071

€90Td
290TA

LG0TT
9S0TI
GS0TI
$50Ta
€50Ta

8%0TA

9%01S

S%01S

0%0TI

LEOTA

GEOTYH

CTEOTS

0E0TA

820711

9¢0Td
G201
veota
€20Td

2T0TL

0T0TL
600TA

YPITA
EYTTH

154278
07TTA

8ETTH

9ETTH
SE€T1Td

F

T1E€TTD

621TL
8TITL

OCTTH

TCTIN

6TTTA

LTTTI

CITTS

TTTTA

60TTYH

LOTTYH
90TTI
SOTTA
70174
€0TTd
COTTL
TOTTA

660TA
860TH

960TA

160D
060TS

L8074

S80TH
78072

C80T4d
T80TL

(439 %)

0TCTY

RNA (5-R(*GP*GP*GP*UP*CP*CP*AP*U)-3)

80CT4d

%0211
€0TTA
c0TTs
10219
002711

L6TTYH

S6TTY
76710
E6TTY

T6TTH

SOTTV
¢mmﬁu
9GTTL
SGTTN

€STTD

6711d

€921S

® 19T1D

6GCTI
8GTTA
LSTTH
9GTTI

+

8¥%C1S
L%TTI
9%TTH
SPTTL
¥¥CTd

t424%
LiZ4%

6ETTI

LETTD
@ 9€TId

e Molecule 2

13%

38%

50%

Chain G

k

00TV
90020

70020

RNA (5-R(*AP*AP*CP*GP*AP*UP*GP*GP*AP*CP*CP*CP*A)-3")

e Molecule 3

15%

31%

38%

15%

8%

Chain T

601CY

LOTTH

SOTTY
® 7©v01TH
€0T2D

O

R LDWIDE
PROTEIN DATA BANK

W



Page 7 wwPDB X-ray Structure Validation Summary Report

3AVV

4 Data and refinement statistics (i)

Property Value Source
Space group c2221 Depositor
Cell constants 138.99A4 255.09A 101.06A .
Depositor
a, b, c, a, B,y 90.00° 90.00° 90.00°
Resoluton (4) s s s
% Data completeness 90.4 (20.00-3.12) Depositor
(in resolution range) 95.8 (47.89-3.12) EDS
Rinerge (Not available) Depositor
Raym (Not available) Depositor
<I/o(I)>" 1.65 (at 3.12A) Xtriage
Refinement program PHENIX (phenix.refine: 1.6.4 486) Depositor
R R 0.226 , 0.298 Depositor
» Phfree 0.213 , 0.276 DCC
Rfree test set 1568 reflections (5.05%) DCC
Wilson B-factor (A?) 69.7 Xtriage
Anisotropy 0.483 Xtriage
Bulk solvent kyo(e/A?), By (A?) 0.23, 13.6 EDS
¥ ¥ ¥ ¥
Estimated twinning fraction 88?7) ffgrr i g*lflljl//z?l‘{l,{,2?3*1111—%3*11{{1—11 Xtriage
L-test for twinning? <|L|>=0.38, < L?>=10.21 Xtriage
Outliers 0 of 31073 reflections Xtriage
F,,F. correlation 0.89 EDS
Total number of atoms 9702 wwPDB-VP
Average B, all atoms (A?) 68.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 2.97% 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

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:
CA

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\ (57 #é\ >5 | RMSZ #é\ >5
1 A 052 | 1/9456 (0.0%) | 0.65 | 1/12787 (0.0%)
2 G 0.55 0/187 0.94 0/290
3 T 0.73 0/262 131 | 2/406 (0.5%)
Al | ANl | 053 | 1/9905 (0.0%) | 0.69 | 3/13483 (0.0%)

All (1) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
1 A 1091 | CYS | CB-SG | -5.36 1.73 1.81

All (3) bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(®)
1 A 1148 | LEU | CA-CB-CG | 6.67 130.64 115.30
3 T 2103 C C2-N1-C1” | 6.29 125.72 118.80
3 T 2103 C C6-N1-C2 | -5.71 118.02 120.30

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 A 9287 0 9273 896 0
Continued on next page...



http://wwpdb.org/validation/2016/XrayValidationReportHelp#model_quality
http://wwpdb.org/validation/2016/XrayValidationReportHelp#standard_geometry
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Continued from previous page...

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
2 G 168 0 88 9 0
3 T 235 0 121 17 0
4 A 2 0 0 0 0
3 A 10 0 0 0 0
All All 9702 0 9482 915 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 915 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:A:1189:THR:HG21 | 1:A:1257:GLN:HE21 1.05 1.11
1:A:72:1ILE:HG12 1:A:137:ALA:HB2 1.37 1.07
1:A:198:GLN:HA 1:A:201:ILE:HG12 1.37 1.05
1:A:930:ILE:HD13 1:A:931:GLY:N 1.70 1.05
1:A:930:ILE:HD11 1:A:1021:TYR:HB3 1.32 1.04

There are no symmetry-related clashes.

5.3 Torsion angles (i)
5.3.1 Protein backbone (1)

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 A | 1193/1289 (93%) | 910 (76%) | 200 (17%) | 83 (7%) ‘

5 of 83 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 4 ILE
1 A 31 ASN
1 A 101 VAL

Continued on next page...


http://wwpdb.org/validation/2016/XrayValidationReportHelp#torsion_angles
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Continued from previous page...
Mol | Chain | Res | Type
1 A 150 ALA
1 A 261 VAL

5.3.2 Protein sidechains ()

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 A 995/1060 (94%) | 809 (81%) | 186 (19%) ‘

5 of 186 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 A 646 THR
1 A 783 GLU
1 A 1185 VAL
1 A 666 ARG
1 A 750 SER

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 22 such
sidechains are listed below:

Mol | Chain | Res | Type
1 A 729 ASN
1 A 871 GLN
1 A 1173 ASN
1 A 763 ASN
1 A 862 HIS

5.3.3 RNA (D

Mol | Chain | Analysed | Backbone Outliers | Pucker Outliers
2 G 7/8 (87%) 1 (14%) 0
3 T 10/13 (76%) 5 (50%) 0

All All 17/21 (80%) 6 (35%) 0



http://wwpdb.org/validation/2016/XrayValidationReportHelp#protein_sidechains
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5 of 6 RNA backbone outliers are listed below:

Mol | Chain | Res | Type
2 G 2008 U
3 T 2106 U
3 T 2108 G
3 T 2109 A
3 T 2110 C

There are no RNA pucker outliers to report.

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 2 ligands modelled in this entry, 2 are monoatomic - leaving 0 for Mogul analysis.
There are no bond length outliers.

There are no bond angle outliers.

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

No monomer is involved in short contacts.

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.


http://wwpdb.org/validation/2016/XrayValidationReportHelp#nonstandard_residues_and_ligands
http://wwpdb.org/validation/2016/XrayValidationReportHelp#nonstandard_residues_and_ligands
http://wwpdb.org/validation/2016/XrayValidationReportHelp#nonstandard_residues_and_ligands
http://wwpdb.org/validation/2016/XrayValidationReportHelp#nonstandard_residues_and_ligands
http://wwpdb.org/validation/2016/XrayValidationReportHelp#polymer_linkage
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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 A | 1203/1289 (93%) | -0.12 | 25 (2%) 67 45 | 26, 65, 111, 136

0
2 G 8/8 (100%) 0.02 0 68, 87, 110, 112 0
3 T 11/13 (84%) 0.59 1(9%) |11 66, 84, 110, 124 0

0

All | Al | 1222/1310 (93%) | -0.11 |26 (2%) 67 45 | 26,66, 111, 136

The worst 5 of 26 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
316 | ILE 4.7
313 | THR 4.7
169 ILE 3.4
317 | THR 3.3
483 | TYR 3.1

[y QY S Y =
= | | |

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


http://wwpdb.org/validation/2016/XrayValidationReportHelp#fit_model_data
http://wwpdb.org/validation/2016/XrayValidationReportHelp#fit_protein_na_chains
http://wwpdb.org/validation/2016/XrayValidationReportHelp#fit_nonstandard_and_ligands
http://wwpdb.org/validation/2016/XrayValidationReportHelp#fit_nonstandard_and_ligands
http://wwpdb.org/validation/2016/XrayValidationReportHelp#fit_nonstandard_and_ligands
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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
1 | CA X | 3002 1/1 0.98 | 030 | 1.34 15.45 45,45 0
4 CA A 3001 1/1 0.91 0.28 1.16 65,65,65,65 0

6.5 Other polymers (i)

There are no such residues in this entry.


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