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2005-12-15

3.20 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

https://www.wwpdb.org/validation /2017 /Xray ValidationReportHelp

with specific help available everywhere you see the (i) symbol.

The types of validation reports are described at
http:/ /www.wwpdb.org/validation /2017 /FAQs+#types.

The following versions of software and data (see references (1)) were used in the production of this report:

MolProbity : 4.02b-467
Xtriage (Phenix) : 1.13
EDS : 235
Percentile statistics : 20191225.v01 (using entries in the PDB archive December 25th 2019)

Refmac : 5.8.0158
CCP4 : 7.0.044 (Gargrove)

Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)
Validation Pipeline (wwPDB-VP) : 2.35
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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
Rfree
Clashscore
Ramachandran outliers

Sidechain outliers

RSRZ outliers I

Worse

Percentile Ranks

[

I Percentile relative to all X-ray structures

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

Value
W 0.286
- 0|
N 3.1%
D (0.7%
. 7%

Better

Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Rfree 130704 1133 (3.20-3.20)
Clashscore 141614 1253 (3.20-3.20)
Ramachandran outliers 138981 1234 (3.20-3.20)
Sidechain outliers 138945 1233 (3.20-3.20)
RSRZ outliers 127900 1095 (3.20-3.20)

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 of the lower bar indicate
the fraction of residues that contain outliers for >=3, 2, 1 and 0 types of geometric quality
criteria respectively. 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 465 = 56% 34% 5% . 5%
5%

1 B 465 55% 32% 7% 5%
%

2 I 222 u 62% 35%
3%

2 J 222 - 53% 41% 5%

2%
3 L 211 57% 38%

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

Mol

Chain

Length

Quality of chain

3

)

211

6%

45%

49%

6%
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2 Entry composition (i)

There are 3 unique types of molecules in this entry. The entry contains 13223 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 H(+)/Cl(-) exchange transporter clcA.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
1 A 4dd 3333 2190 560 563 20 0 0 0
Total C N O S
1 B 441 3304 2174 553 557 20 0 0 0

e Molecule 2 is a protein called Fab fragment, heavy chain.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2.1 J 20| Wn o am s 6 0 0 0
2| 1 I e N 0 0 0
e Molecule 3 is a protein called Fab fragment, light chain.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
3 0 211 r{g;l 1(%8 21;11 3(??4 g 0 0 0
3 L 211 rfg;l 1(%8 21;11 3(;4 g 0 0 0



https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#entry_composition
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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

second graphic. The second graphic shows the sequence view annotated by issues in geometry and
in the sample, but not in the model, are shown in grey.

These plots are drawn for all protein, RNA, DNA and oligosaccharide chains in the entry. The
first graphic for a chain summarises the proportions of the various outlier classes displayed in the

e Molecule 1: H(+)/Cl(-) exchange transporter clcA

3 Residue-property plots (i)

Page 5
Chain A: &

[ ] 6924 [ | 1 98S | T9TH ogey
z8TY 8921 1981 | g8 097Y | |
192d | | €571 $81 | 681D 92Tl
| 99z 09€EN €84 8STI 144
59z 65ed z8v LSTN <
LLTT | 921 85EV | | | | 44
9.TL €929 1884 671 X 8.1 05Td zzTh
] e 29zd I ol 107 6719 | 1zey
8911 1921 ° . 9.d 25 0zzI
[ | [ | $SED & SLA 1574 . eTzd
9911 8521 £sed YY1 9%1H 8TZA
| veta [ | zsev £vvd I iz
€971 §5ZA [ | 4228 912)

|
rm
<
@
%]
-
<
my
>

0000000

o SVIN
0974 | |
| 6sTD 03ZN 187D 68T
811 | eve SvET I 891 CeemL
LSTN 8ved | | /o | | LETD 0TCA
[ ] THEA eV By 391 9811
$STT ovey £EVL o 9 Se1
€570 | | (4544 | |
| zeTA wma [ Tewd < mwa
TGTL 08T $0TH
6€2T Tged [ | = €54 621d £0zd
[ | ozet 9zv1 © | oeev 8Tl zoza
9£TA [ | STHI i TSA LTTA | toer
sezd $1€D | vevd J.w | | 9zTY 0021
YECH [ | £2H1 o %) | szIm 6614
[ ] 2084 (447 Q 9vA 1247} 8611
1€21 | 90en 1251 w Sp1 £2TY 1671
ogzy S0ET ozwh & | | I
| | woeT 6174 = [32) °
6T Préas £0€D 8THN = 1 0zTH
| oued 8ETL | | | ° °
9e1 LT €221 6629 yIvdE ) e sen
[ | 9ETT [4ad\ 8621 | | mo Led 9TT1 0674
zed [ | | teed T4 60%1 = [ | °
€L €ET4 0221 9629 | 8ovD | = €174
| eerd | | e LO%L O < T€L 18TV
° TET T6TM 9071 e A [ | ° | 9811
82y | ogtA | 91ey 0623 | | o n 521 0TTd 387H
[ ] 621d S12T 009V — 60TT 8TV
81y [ eer1 | wres ° |66V L | 8010 €8TV
174 LZTA €121 182N 86€T — L0TS
9214 z1T1 | o8z m
| gqziM 1121 3829 Py °
{247 0T2ZA #82H 4 1111
ferax's | 60zd | | - z0Td 9LTL
zeA 8024 T82H 1661 s [ | | SLH
AT 0821 | | 864 BLTH
0T 6,21 £8€H e £LTY
Pt coei w- B
[ | H0ZH | 78gd <@ 1L70
9111 | goza 921 o0sed = .. H64 | |
| Z02a sy 6164 ) m [ | e 8911
4358 yL2T 88T < o 61 [ |
CoTrnE €L2A LL83 o = 06Y e S9TI
oTTd 6674 TLTh M < . 681 %910
60TT 86T 1.3 -~ 88 €911
807D 1611 0LeN eLe0 ® O 18V Z9TA

RLDWIDE

erpBe

0O
PROTEIN DATA BANK

W


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#residue_plots

2FEE

wwPDB X-ray Structure Validation Summary Report

Page 6

B6EEY 8EVd T6L TLIA 864
cLT

|
|
LN
™
~
=
o
o
=
a

L84 3EYT 681 1971 T6TA 1.8 5231
9EET | ey [ | S64 | 06TL 0Lk o 8¥Ii
[ ] £evL * £9TN 6% 68TA 698 L¥TH
T2ed (45410 a8y 29TH €61 881S ° e 891 o 9vTM
0ZET RGCE N [ | [ | 0. | | | | S 199 SHTA
[ | 0E%T n 084 8STA 06a 3871 998 | wpIN
PALES | | 6.1 157d 681 | 8Tl 399 £HTI
[ | 9zvI 8LL 951d | sss £8TA | %S zv1a
TIEL STHI 1.0 [ ] L84 | zerT1 £99 L
[ | | vevd [ | €STA 98A 18TV | zes ov1d
80EA £2Y1 T | zsmy g8y | o8ty 194 | BETA

o Loed | Tevr | 1.8 TSTY 78S e 6.1 094 8€Td

| 90en 1271 0.1 0STA ® €81 811 631 LETN
081 | oewd | oeor — in | VAN 9eTN
[] 6174 . 894 m 6.1 mmz SeT1
20€0 STHN X 193 PHIA | sl | vetd
] 3 | 9oa | 12 0L1D < €€10
6629 ° e 59 [ | &> 0L TETA
[ ] 59T z9TM < 69 [ ]
9629 o I [ TeTL 1 O 9C1S
$629 e 60%I 294 09TA o1 | seil
$6TH | | 01 | | ovM $2T1
[ ] 0PV 094 18Td Eig €21
162M | SN | zzevy €95 957d | | | |
0623 85T piaa't 29d [ | (423 81Td

I 1SL ozzd mo._. £STA [ | L1714

007V | 9ss 612 | zet 6€S
182N | eeey ags | grer 891 19T | | °

| o8z 86€T = HGA 12N =i | | | osTA 9gd
) 16€1 = | esd 97Ty = $SA 6711 . m aeR 0TIV
¥82H [ | = zsN = £9d — = vEM [ |
[ | 16€1 [S) 16T O zsN = £EH 9071
T8CH >, fofetcs . 181 6ETY S} | oeer S0TI
[ | S 6% (41 S [ | 8ETV = TEX o1
9.2 08ed < o 1 < 8gY | oew = | ogs €0TT
] ] Q LM Q o ] 9€1S o0 6z []
e.zh hmmm < 1 L0ZH = o& Mmm e SET — 8zs 961
(914 -~ ° £p) | 90ey | - $ETd - rés | geb

CoTwen 1981 m W [ ] S0TA m [439 | geTv | geey | m [ | $6d
oLeN [} I3} n v 0T 5} [ vew | ZETT Teed 5} X £20 |
[ | €961 m [ | 1 m 0€s T€Td | | m 9 zel 168
19zd | | ) ges a0 62k 0ETA 91Ty &0 I 06M

| 99y 09EN 15v3 < BER 0021 < [ | [ | [ | < ° 680
5924 65ed 01 H £EM 6611 H 220 STTL 602V H 6TA | ssh

8SEV 433 | 86TS [ | [ | | gozd | 8Ty 180

| ugEd e gav1 1% 16Td 1% 811 zety L0zH 1% 10 98k

2924 95€1 | esvl = 96TM = 118 [ | | oozy | = 91D S8k

] | gsen | 1974 ° 1 919 9TTL 30z [ ] I
1821 $3ED | | & & 1) STTL | woeN | & z1s

— e €sed i ° 128 z6Td I 225) £020 © | | z8Y

zsev T < w- [ | T6TA L 2 ° [ | Loz QO 8d | oT8a

£ve) [ | 9%¥S = . 919 06TL = [a 6010 T0ZA = R 18 o0sd

wmﬂ 28 8 ) [ | | esTA 8 — | gota [ | 2 @) 9b 6LV

91 8818 LOTA 861S SL 8.d

eveL - | ] R Ceom s o .5 v1 L2

| ever o M < €4 8811 M oo} fox's S0TA 96TM M < 9.1

THEA %D -~ zA [} = zA ] | ge1s | < T

| oved [ | ° O amd ZLTH ° @) . a1 661 $61S ° @) $LI

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 2FEE

Page 7

Trey
012Yd

8024
0TS

T0ZL
0028

861X
® L6TH

v6Td

0618
68TN
88TH

v81d

z8TA
1811
0811

® 8.L11

TLIN
€LTS

TLIL

69Ta

Fab fragment, light cha

1918
991d

® PSTd
®

111

e Molecule 3

38%

57%

12%

Chain L

86D
164

N M
[ e o]
©wn oA

06M

88b

984

000 00000000
© o
0 o
=1 —
= =)

8L

180
08d

9LL

0LA
69S

S9D

094

0SL

15721

6€s

L

L91S

791a

29TM

VTN

€VTI

15458
0%1d
6ETA
8E€Td

9ETN

veTd

o
g5
n >

60CN

® L0ts

@ So0zCA

€0cd
20Ts

7613

T6TA

® 061S

88TH
L8TH

® S8TX
814
€810

® 0811

8L11

PLIN
€L1S
CLIX

R LDWIDE

O

PROTEIN DATA BANK

W



Page 8 wwPDB X-ray Structure Validation Summary Report 2FEE
4 Data and refinement statistics (i)
Property Value Source
Space group c121 Depositor
Cell constants 230.82A  97.68A 170.20A .
Depositor
a, b, c,a, B,y 90.00°  131.11°  90.00°
. 128.04 — 3.20 Depositor
Resolution (A) 4436~ 3.20 EDS
% Data completeness 97.8 (128.04-3.20) Depositor
(in resolution range) 97.8 (44.36-3.20) EDS
Rinerge 0.07 Depositor
Rsym 0.07 Depositor
<I/o(I)>" 2.37 (at 3.19A) Xtriage
Refinement program REFMAC 5.2 Depositor
R R 0.251 , 0.293 Depositor
7 Phfree 0.248 , 0.286 DCC
Rree test set 2341 reflections (5.06%) wwPDB-VP
Wilson B-factor (A?) 109.4 Xtriage
Anisotropy 0.386 Xtriage
Bulk solvent kg (e/A®), By, (A?) 0.30 , 77.6 EDS
L-test for twinning? <|L| > =051, <L?>>=10.34 Xtriage
Estimated twinning fraction 0.000 for h,-k,-h-1 Xtriage
F,F. correlation 0.92 EDS
Total number of atoms 13223 wwPDB-VP
Average B, all atoms (A?) 119.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 4.05% 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, 0.333 respectively for untwinned datasets,

and 0.375, 0.2 for perfectly twinned datasets.

O RLDWIDE

PROTEIN DATA BANK



https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#data_stats

Page 9 wwPDB X-ray Structure Validation Summary Report 2FEE

5 Model quality (i)

5.1 Standard geometry (i)

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 | a7 #|Z] >5 RMSZ #Z] >5

1 A 0.57 0/3405 0.67 1/4621 (0.0%)

1 B 0.69 | 2/3376 (0.1%) 0.70 | 3/4583 (0.1%)

2 | 0.60 0/1721 0.72 0/2355

2 J 0.70 1/1721 (0.1%) 0.75 0/2355

3 L 0.60 0/1660 0.72 0/2257

3 O 0.56 0/1660 0.73 1/2257 (0.0%)
All All 0.62 | 3/13543 (0.0%) | 0.71 | 5/18428 (0.0%)

All (3) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
1 B 271 | LYS | CD-CE | 13.54 1.85 1.51
2 J 195 | SER | CB-OG | 12.51 1.58 1.42
1 B 271 | LYS | CE-NZ | 9.61 1.73 1.49

All (5) bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(®)
1 B 78 LEU | CA-CB-CG | 6.14 129.42 115.30
1 A 398 | LEU | CA-CB-CG | 5.31 127.50 115.30
1 B 177 | LEU | CA-CB-CG | 5.12 127.07 115.30
3 O 53 | LEU | CA-CB-CG | 5.10 127.04 115.30
1 B 45 | LEU | CA-CB-CG | 5.08 126.97 115.30

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


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#model_quality
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#standard_geometry
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#close_contacts
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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 3333 0 3484 160 0
1 B 3304 0 3457 158 0
2 I 1672 0 1654 49 0
2 J 1672 0 1654 68 0
3 L 1621 0 1546 72 0
3 @) 1621 0 1546 91 0
All All 13223 0 13341 956 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 21.

The worst 5 of 556 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:271:LYS:CE 1:B:271:LYS:CD 1.85 1.54
1:B:271:LYS:CE 1:B:271:LYS:NZ 1.73 1.46
2:J:60: TYR:HE2 2:J:70:ILE:HG13 1.04 1.14
2:J:135:GLY:HA2 | 2:J:221:ARG:HD3 1.31 1.11
3:1:194:GLU:HG2 | 3:1:205:VAL:HG12 1.37 1.06

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 A 442 /465 (95%) 377 (85%) | 52 (12%) | 13 (3%) 28
1 B 439/465 (94%) 369 (84%) | 54 (12%) | 16 (4%) 23
2 I 219/222 (99%) 190 (87%) | 21 (10%) 8 (4%) 30022
Continued on next page...
$roe


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#torsion_angles
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#protein_backbone
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Continued from previous page...

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
2 J 219/222 (99%) 186 (85%) | 26 (12%) 7 (3%) m 26
3 L 209/211 (99%) 183 (88%) | 24 (12%) 2 (1%) 151 54
3 O 209/211 (99%) 180 (86%) | 21 (10%) 8 (4%) 30022
All All 1737/1796 (97%) | 1485 (86%) | 198 (11%) | 54 (3%) 26

5 of 54 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 B 125 TRP
2 J 65 LYS
3 O 51 SER
3 O 125 THR
3 O 200 SER

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 A 335/353 (95%) 298 (89%) | 37 (11%)
1 332/353 (94%) 293 (88%) | 39 (12%)
2 | 181/182 (100%) | 166 (92%) 15 (8%)
2 J 181/182 (100%) | 156 (86%) | 25 (14%)
3 L 185/185 (100%) | 170 (92%) 15 (8%)
3 O 185/185 (100%) | 166 (90%) | 19 (10%)
All All 1399/1440 (97%) | 1249 (89%) | 150 (11%)

5 of 150 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
3 O 162 TRP
3 L 164 ASP
3 O 205 VAL
2 I 116 THR

Continued on next page...


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#protein_sidechains
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Continued from previous page...
Mol | Chain | Res | Type
1 B 211 THR

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 28
such sidechains are listed below:

Mol | Chain | Res | Type
1 B 327 ASN
3 L 155 GLN
2 J 39 GLN
3 O 189 ASN
1 B 437 GLN

5.3.3 RNA (D

There are no RNA molecules in this entry.

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 monosaccharides in this entry.

5.6 Ligand geometry (i)

There are no ligands in this entry.

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.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#rna
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/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 444/465 (95%) 0.15 7T(1%) 72 59 |94, 117,145,163 | 0

1 441 /465 (94%) 031 |25 (5%) 23 |13] |94, 116,145,162 | 0

2 I 221/222 (99%) 0.06 4(1%) 68 55 |92,118, 143,162 | 0

2 J 221/222 (99%) 0.16 7(3%) 47 31 |90, 117,142,162 | 0

3 L | 211/211 (100%) 0.47 26 (12%) f4) | 2] | 82, 112, 145,154 | 0

3 O | 211/211 (100%) 022 |13 (6%) 20|11} 96,126, 145,153 | 0
All | Al | 1749/1796 (97%) |  0.23 |82 (4%) 31 |19 |82, 118,145,163 | 0

The worst 5 of 82 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
73 | ASP 6.6
72 | ALA 4.7
139 | ALA 4.6
155 | GLN 4.2
158 | VAL 4.2

L W[ DO | =
= | —| | T

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 monosaccharides in this entry.

6.4 Ligands (i)

There are no ligands in this entry.



https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_model_data
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_protein_na_chains
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_nonstandard_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_nonstandard_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_nonstandard_and_ligands
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6.5 Other polymers (i)

There are no such residues in this entry.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_nonstandard_and_ligands

	Overall quality at a glance
	Entry composition
	Residue-property plots
	Data and refinement statistics
	Model quality
	Standard geometry
	Too-close contacts
	Torsion angles
	Protein backbone
	Protein sidechains
	RNA

	Non-standard residues in protein, DNA, RNA chains
	Carbohydrates
	Ligand geometry
	Other polymers
	Polymer linkage issues

	Fit of model and data i 
	Protein, DNA and RNA chains i 
	Non-standard residues in protein, DNA, RNA chains i 
	Carbohydrates i 
	Ligands i 
	Other polymers i 


