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https://www.wwpdb.org/validation /2017 /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
Xtriage (Phenix) : 1.13
EDS : 2131
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) : 2.13.1
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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 3.00 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 NN (| 0.252
Clashscore . 37
Ramachandran outliers I 6.2%
Sidechain outliers N 14.6%
RSRZ outliers NN | I 2.3%
Worse Better

0 Percentile relative to all X-ray structures

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

Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Rree 130704 2092 (3.00-3.00)
Clashscore 141614 2416 (3.00-3.00)
Ramachandran outliers 138981 2333 (3.00-3.00)
Sidechain outliers 138945 2336 (3.00-3.00)
RSRZ outliers 127900 1990 (3.00-3.00)

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 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 313 55% 33% 10%
%

1 B 313 52% 35% 8% ..
%

1 C 313 45% 43% 9%
3%
[ |

1 D 313 21% 46% 12%
3%
[ |

1 E 313 45% 40% 13%
%

1 F 313 55% 33% 7%

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

Mol | Chain | Length Quality of chain
%
1 G 313 - 46% 41% 9%
3%
1 H 313 . 38% 46% 13%
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2  Entry composition (i)

There are 2 unique types of molecules in this entry. The entry contains 19729 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 Putative glutathione transferase.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 A 312 gzgil 15092 41?:]5 4C5)8 2 0 0 0
1 B 303 EZ;%I 15049 41;I4 451)1 2 0 0 0
1 ¢ 312 gzgl 15084 41?:]5 4(5)7 2 0 0 0
1 b 312 gzgail 15086 41?\}2 4(5)7 g 0 0 0
L] E R e 0 0 0
L F 05| 50N 1m0 10 40 6 0 0 0
1 G 305 gzt;él 15051 41§6 425 2 0 0 0
L] H 09| L1 e w0 4t 6 0 0 0

e Molecule 2 is water.

Mol | Chain | Residues Atoms ZeroOcc | AltConf
2 A 21 Tgtlal 201 0 0
9 B 5 TO;al (5) 0 0
9 C 9 Togtal g 0 0
9 D 3 To?fal g 0 0
2 D 1 Toltal ? 0 0
9 F 13 T‘l)gal 1% 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O
2 G 2 9 9 0 0
Total O
2 H 1 1 1 0 0
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3 Residue-property plots (i)

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
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.

e Molecule 1: Putative glutathione transferase
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e Molecule 1: Putative glutathione transferase
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e Molecule 1: Putative glutathione transferase

P294
1297
V298
P299
G301
Q304
P305

2%

. = e —
Chain C: 45% 23% 9% .

WO RLDWIDE

er

PROTEIN DATA BANK


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

AFQU

wwPDB X-ray Structure Validation Summary Report

Page 7

P
©
=1

€80

6%V
8%L

S¥L
iz

hd

o -
<
©

LED

€E€D

TEeY
0EX

8¢S

0zH

S1a
428

o1y

LD

SST1

€9TD

*

6%14
8YIV
LY1S

SPT1

43}
LTTL

9TTX
STIL

681
884

9LW

PLA

TLH

891

LicH
91cH

71Tl
€121

TicE
012H

80CM
L0za

v0ca

2021
T0Td
00TA

86TV

26Th
T6TL

9818

7811
€8TA

T8IN

[7A%]

iZA%S

CTLIN

0L7Y

89TI
L9712

S9TH

(4224
T91d
097X

1628

68CH

98CTR
S8TA

28T

TScH
0621

8%2d
LyTH
9%cd

€¥%cH
(47449
eI
(%44

8€Td

® E€Ies
@ 2Itgd

@ 07l

Putative glutathione transferase

e Molecule 1

12%

46%

41%

3%
.

Chain D
-

99)
S9'T

oW
79I

69A
894

98y
SGH

€80

© o
&+ &
o

0
<+
>

o
+
[:%

=)
+
S

LED

44

{448
114]
0cd
61S

9TL
S1d

+

6M

LD
9a

4742}

11

YETT
6CTA
Lg1a

9TTH
STT1

€¢1d
[443)

0TTA

LTTL
9TTX

€11a

0TTL

S0T1

00TN

0TTA

L1TH

STTH

€121

T1ca

€612

097X
6GTX

961d
G971
PaTv

TSTA
TSTQ

L6TI

S6TL

£6CN

1625

68CH

98Tk

[4:14’)

08CH

821
LLTN

I

0.L23

89S

H

6621
8GTN

96Tk

0821
6%CN

L%TH

SHCH

E€¥CH
(449
15448

9€TA

€€cd
(434S

TIET

80€D

90€1

TOED

e Molecule 1

662d

Putative glutathione transferase

13%

3

40%

45%

3%
-

Chain E

693

993

9971

(40

191

98Y

164

528

9YH

4%

vd
£

9EY
S€a
e

0E€X

8Ts
LTH

4

Nl <
o N
- =

0Zd

3

oFIN

£7TH

P11
ovTa
6ETS

LETH

SETN
PETT
€ETI

62TA

OTTH
STT1
w1
€21d

12TL

L

R LDWIDE

6TTH

LITL

STTL

L0Th

2otV
T0TD

868
160

S6A

289

084
6LV

3
i

1€TT
0ecH
62CI

pré4)

STTL

£T2H

0ZTA

8TCTH

3

€121

0TcH

80CH

£0Cd

L6T3

6TV
€674

T6TL
¥8TX
€8TA
281H

8LTL
LLTE

CTLIN

8911

991d

¥914
€974

Leow
191d
09TA

1STQ

6714
8YIV

O

PROTEIN DATA BANK

W



AFQU

wwPDB X-ray Structure Validation Summary Report

Page 8

® OIEL o pLTY v.2d 8N 0LTH 0vey [ eou |

® 60g1 9LI L sLIY £LTY €81 | 691a 6£2a e &IEs [

® 808D | oais TLIN I [4:5) 8971 8gcd e cIgd I
I BLA TLII CoTsM 1974 L£24 e T1TET

. [ | 0.z . mﬁ 991d I ® OTEl 65A

q08d Py ict 692H 99Ty ® 6081 | gau

. 698 | 99td | . 891 | pord eeL | 8ogn L9H

891 q9TH q9z) |99 €978 | | L0gd 95Y

© | | %974 %929 N 993 z9TY 121 90€1 < | gamM

T0£D R 091 €91d £92A ° [ | 191d [ | 50€d & $9d

| 00EA T Z9TV — 191 09TA 8220 | | - £90

662d 854 191d 091 | | z0gd | ey

862 09TA 6921 69A ATV 1069 164

L621 + | 89z | | ooea | og

$STV - 081a faaddt 662d 6%V

| | 1229 862 8%k
1621

677 96Tk

8%L

68CH €421 OYIN 9YH

LY1S S6TL

|
33%
I |
+$-$
(S
I ;
<+
-
2]
o
]
[l
I>

982k EaL 9%1N TagH R oY PHTI L123
[ | | v [ | 0821 S €99 £HTY 1 €99
28Ty Zhd £h1Y 62N < iz | geIr Zhd
182V CoTeE I [ | 198 1911 €121 68¢H < CoTeE
08zZH 099 9%ed 0%9 091 TIZH [ | > 079
684 0% 1a SHEH I | 6ETS 1128 982k ~ 684
| sea | whEs 8ETS 0123 | g8zk
% 1€9 £9cH % 189 LETH I $8TH %
si1 2 . _ 2 sev  [esm Lo % .
v.2d = = seIN L02a 28y —
eLzY L SEIN & I YETT 9021 &
zLTh w0 £€H [ | 8zza w0 £€9 | eerr S0ZL w0
I nha“ | zen 62TA LTy w I zeTy $02a w (4%
&~ 184 [ | ozza ° & | | £0z4d vLzd & . oTew
mmmm = 08k ¥l azzl ° + 0k 62TA 2021 eL2v R omw
i) £z1d ° @ 8Ty | 10zd zLzh o) 62
929 = l [543 I o = [ | 00Tk 7 S —
1 Q ® 60ET o Clad 6674 0,23 o
= agy dd) 80ED = | | | 86TV [ eoce | o agy
8qzN = . 0zzA L08d = 0zTA L6TH 8928 = zA
| s ) 9Tk et [ | s | o6TE 192¥ = | oeed
ssza = o 81zM £0EY = " 96TA 9921 = ey
[] - | oueE | zoeda | @ — S H6TV 593 -_ 129
sz o0 o1z T0ED o0 < TITY ] | ey o0 . e 02
| tezd o 67S I e o Lot T6TL €9zA o S °
0821 = 66¢d z mmi om:. [ | .z o
692N = €121 seenl oS 6921 =
| evzd o | zieH 1621 < 1019 9818 8gzN <
= - =
15T = 16a 1128 [ | = | 00IN [ | | lGed =
| obzd A, 96d (4t 1628 A 661 £8TA 982k a,
aHZH G6A | 6021 | o6zd 110 | | | | £IM
| wbEy .. 110 80ZH 682H .. oty %61 £921 .. °
£9CH . | | . 6H | eea fesan ¢
< - - s ] |
wmﬂ < mmE 82H L R z6a 6LT1 TacH L @
.. 19 681 | esey . 169 8LIL 05g1 .. LD
LE2H w = [ oea 884 187D 28T m @) | o6d [ | w T 9a
R s e 0 e & 681 wa & L e
mm S s - P T oy =3 - R 2 3 £
°
gezd PRAT M = ) 6LY 9LTA M ) z 98M ] 4298 M =
zeed e TIET ° @) - 8Ll =727 O ° O - 1L11 L e @)

R LDWIDE

erbDeBe

O
PROTEIN DATA BANK

W



AFQU

wwPDB X-ray Structure Validation Summary Report

Page 9

L0TD

SOT1

[40A )
T01D

86S
L6a

w6A

16D
06d
68T

L8L
98M

[4:3)

08X
6LY

LLA
9L

TLI
TLW
0.3

L9D

S91
wov

2021
T0Cd

6674

L6732
9612

26Th
T6TL

9818
4G81Y

€8TA
281D

08TN

8LTL

9LTX
SLTA

TLII

8971
913
991d
99TY
%914
€913
[4c14 )
T91d
097X

8910

ety
€919

1814

SP11
i4 498
€914

GETN

08CH

9.TI

TLTA

15(99

3

LecH
9ETA

o00000
@ o
S o
@ @
© A

eeed

1€T1

90€1
G0ed

£0eY

TOED
00€A
662d

T6CS

11

(4145

O

R LDWIDE
PROTEIN DATA BANK

W



Page 10 wwPDB X-ray Structure Validation Summary Report 4FQU
4 Data and refinement statistics (i)
Property Value Source
Space group P 213 Depositor
Cell constants 242.84A 242.84A 242.84A .
Depositor
a, b, c,a, B,y 90.00° 90.00° 90.00°
. 49.57 — 3.00 Depositor
Resolution (4) 4957 — 2.83 EDS
% Data completeness 87.9 (49.57-3.00) Depositor
(in resolution range) 84.0 (49.57-2.83) EDS
Rinerge (Not available) Depositor
Raym (Not available) Depositor
<I/o(I)>" 0.36 (at 2.81A) Xtriage
Refinement program PHENIX (phenix.refine: 1.6.1 357) Depositor
R R 0.202 , 0.256 Depositor
» Phfree 0.195 , 0.252 DCC
Rfree test set 2007 reflections (1.78%) wwPDB-VP
Wilson B-factor (A?) 43.0 Xtriage
Anisotropy 0.000 Xtriage
Bulk solvent kyo(e/A?), By (A?) 0.32 , 46.6 EDS
L-test for twinning” <|L| > =049, < L? > =10.32 Xtriage
Estimated twinning fraction 0.024 for 1,-k;h Xtriage
F,.F. correlation 0.91 EDS
Total number of atoms 19729 wwPDB-VP
Average B, all atoms (A?) 45.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 1.35% 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.

WO RLDWIDE
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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 | 1 o7 #Z| >5 RMSZ #|Z| >5
1 A 0.94 5/2562 (0.2%) 0.97 4/3490 (0.1%)
1 B 0.82 1/2488 (0.0%) 0.94 6,/3387 (0.2%)
1 C 0.80 2/2552 (0.1%) 0.95 4/3476 (0.1%)
1 D 0.72 1/2552 (0.0%) 0.88 3/3478 (0.1%)
1 E 0.80 0/2554 0.92 4/3479 (0.1%)
1 F 0.93 2/2511 (0.1%) 0.95 2/3418 (0.1%)
1 G 0.68 0/2495 0.84 2/3397 (0.1%)
1 H 0.63 0/2511 0.79 0/3419
All All 0.80 | 11/20225 (0.1%) | 0.91 | 25/27544 (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 A 0 3
1 C 0 2
1 D 0 1
1 E 0 1
1 F 0 2
All All 0 9

The worst 5 of 11 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
1 A 18 SER | CB-OG | 6.75 1.51 1.42
1 B 23 CYS | CB-SG | -6.33 1.71 1.82
1 A 03 CYS | CB-SG | -6.18 1.71 1.82
1 F 70 | GLU | CG-CD | 6.14 1.61 1.51
1 A 70 | GLU | CG-CD | 5.71 1.60 1.51

The worst 5 of 25 bond angle outliers are listed below:

WO RLDWIDE

PROTEIN DATA BANK


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#model_quality
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#standard_geometry

Page 12 wwPDB X-ray Structure Validation Summary Report 4FQU
Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(°)
1 B 39 | ARG | NE-CZ-NH1 | 8.07 124.34 120.30
1 E 76 | MET | CG-SD-CE |-7.11 88.83 100.20
1 F 91 GLY N-CA-C 6.47 129.29 113.10
1 C 91 GLY N-CA-C 6.35 128.98 113.10
1 B 306 | LEU | CA-CB-CG | 6.27 129.72 115.30

There are no chirality outliers.

5 of 9 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
1 A 148 | ALA | Peptide
1 A 39 | ARG | Peptide
1 A 40 | GLY | Peptide
1 C 36 | ALA | Peptide
1 C 6 ASP | Peptide

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 2491 0 2406 178 0
1 B 2420 0 2340 152 0
1 C 2482 0 2392 196 0
1 D 2481 0 2383 236 0
1 E 2484 0 2385 189 0
1 F 2444 0 2354 147 0
1 G 2428 0 2344 153 0
1 H 2444 0 2351 207 0
2 A 21 0 0 3 0
2 B 3 0 0 0 0
2 C 9 0 0 4 0
2 D 3 0 0 1 0
2 E 1 0 0 0 0
2 F 13 0 0 1 0
2 G 2 0 0 0 0
2 H 1 0 0 0 0

All All 19729 0 18955 1412 0
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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 37.

The worst 5 of 1412 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:39:ARG:HE 1:A:148:ALA:C 1.39 1.27
1:A:143:ARG:HH11 | 1:A:143:ARG:HG3 1.06 1.14
1:A:221:GLY:HA3 2:A:401:HOH:O 1.46 1.12
1:C:213:LEU:HD21 | 1:C:219:LEU:HD23 1.29 1.12
1:H:23:PHE:CB 1:H:24:VAL:HA 1.73 1.12

There are no symmetry-related clashes.

5.3 Torsion angles (i)
5.3.1 Protein backbone (3)

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 310/313 (99%) 263 (85%) | 33 (11%) | 14 (4%)
1 B 299/313 (96%) 252 (84%) | 39 (13%) 8 (3%)
1 C 310/313 (99%) 238 (77%) | 52 (17%) | 20 (6%)
1 D 310/313 (99%) 238 (77%) | 52 (17%) | 20 (6%)
1 E 310/313 (99%) 247 (80%) | 41 (13%) | 22 (T%)
1 F 304/313 (97%) 262 (86%) 27 (9%) 15 (5%)
1 G 301/313 (96%) 241 (80%) | 39 (13%) | 21 (7%)
1 H 305/313 (97%) 213 (70%) | 60 (20%) | 32 (10%)
All All 2449/2504 (98%) | 1954 (80%) | 343 (14%) | 152 (6%)

5 of 152 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 13 TRP

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

Mol | Chain | Res | Type
1 A 36 ALA
1 A 38 PHE
1 A 147 SER
1 A 307 PRO

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 258/260 (99%) 223 (86%) | 35 (14%) 17

1 B 250/260 (96%) 212 (85%) | 38 (15%) 14

1 C 256/260 (98%) 221 (86%) | 35 (14%) 17

1 D 255/260 (98%) 217 (85%) | 38 (15%) 14

1 E 254/260 (98%) 216 (85%) | 38 (15%) 14

1 F 252/260 (97%) 216 (86%) | 36 (14%) 15

1 G 250/260 (96%) 214 (86%) | 36 (14%) 15

1 H 249/260 (96%) 209 (84%) | 40 (16%) 12
All All 2024/2080 (97%) | 1728 (85%) | 296 (15%) 15

5 of 296 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 D 213 LEU
1 E 119 ARG
1 H 107 GLN
1 D 231 LEU
1 E 29 ARG

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes.

sidechains are listed below:

Mol

Chain

Res | Type

1

E

29 GLN

Continued on next page...

5 of 52 such
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Continued from previous page...

Mol | Chain | Res | Type
1 E 304 GLN
1 H 245 HIS
1 E 172 ASN
1 E 243 HIS

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 | 312/313 (99%) 057 | 7T(2%) 62 33 |15,25,76,137 | 0

1 B 303 /313 (96%) 052 | 5(1%) 70 41 | 20,38,68,147 | 0

1 C | 312/313 (99%) 0.55 | 7T(2%) 62 33 | 21,36,90,132| 0

1 D 312/313 (99%) 044 | 8 (2%) 56 27 | 26,45, 94,153 | 0

1 E | 312/313 (99%) 0.46 | 8 (2%) 56 27 | 19,41, 87,146 | 0

1 F 308/313 (98%) 0.60 | 6 (1%) 66 37 |17,29,78,139| 0

1 G | 305/313 (97%) 042 | 5(1%) 72 44 |32,49,86,154 | 0

1 H | 309/313 (98%) 0.15 | 10 (3%) 47 |20 | 36, 63,99, 164 | 0
All All 2473/2504 (98%) -0.46 56 (2%) 60 31 | 15,41, 88, 164 0

The worst 5 of 56 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
310 | THR 10.2
312 | GLN 10.1
310 | THR 8.5
310 | THR 7.9
310 | THR 7.7
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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.


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

Page 17 wwPDB X-ray Structure Validation Summary Report 4FQU

6.4 Ligands (i)

There are no ligands in this entry.

6.5 Other polymers (i)

There are no such residues in this entry.


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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