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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

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

with specific help available everywhere you see the (1) 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
Mogul : 2022.3.0, CSD as543be (2022)

Xtriage (Phenix) : 1.20.1

EDS : 2371

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) : 2.37.1
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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 2.40 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 (j— 0231
Clashscore I o
Ramachandran outliers IS | D 0.1%
Sidechain outliers I | D 2.7%
RSRZ outliers I N 2 .3%
I 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))
Rfree 130704 3907 (2.40-2.40)
Clashscore 141614 4398 (2.40-2.40)
Ramachandran outliers 138981 4318 (2.40-2.40)
Sidechain outliers 138945 4319 (2.40-2.40)
RSRZ outliers 127900 3811 (2.40-2.40)

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

20/0

1 A 755 = 88% 1%
3%

1 B 755 - 91% 9%
3%

1 C 755 - 87% 13%
20/0

1 D 755 = 90% 10%
3%

1 E 755 - 91% 9%

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

Mol | Chain | Length Quality of chain

3%

1 F 755 - 87% 12% -
5%

1 G 755 - 88% 1%
%

1 H 755 = 89% 1%
3°/°

1 I 755 - 89% 1%
20/0

1 J 755 = 88% 12%
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2 Entry composition (i)

There are 3 unique types of molecules in this entry. The entry contains 62902 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 BIODEGRADATIVE ARGININE DECARBOXYLASE.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N O S
1 A 755 6008 3800 1029 1141 38 0 12 0

Total C N O S
1 B 755 6016 3807 1029 1142 38 0 13 0

Total C N O S
1 C 755 6008 3800 1029 1141 38 0 12 0

Total C N O S
1 D 755 6015 3804 1032 1141 38 0 13 0

Total C N O S
1 b 755 6028 3814 1033 1143 38 0 15 0

Total C N O S
1 F 755 6016 3807 1029 1142 38 0 13 0

Total C N O S
1 G 755 6016 3807 1029 1142 38 0 13 0

Total C N O S
1 H 755 6036 3810 1037 1142 38 0 16 0

Total C N O S
1 I 755 6021 3810 1030 1143 38 0 14 0

Total C N @) S
1 J 755 6016 3807 1029 1142 38 0 13 0

e Molecule 2 is PYRIDOXAL-5-PHOSPHATE (three-letter code: PLP) (formula: CgH;oNOgP).


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

Page 5 wwPDB X-ray Structure Validation Summary Report 2VYC
PLP
N1
N C2A
o5 NN
c2
. 1c3
oA ./_,.,- o .\\\:._’_:;,-/ .
03P . ce OH03
HO
° 04P  CaA -
P OO4A
o
O1P OH
02P
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O P
2 A 1 15 8 1 5 1 0 0
Total C N O P
2 B 1 15 8 1 5 1 0 0
Total C N O P
2 C 1 15 8 1 5 1 0 0
Total C N O P
2 D 1 15 8 1 5 1 0 0
Total C N O P
2 2 1 15 8 1 5 1 0 0
Total C N O P
2 F 1 15 8 1 5 1 0 0
Total C N O P
2 G 1 15 8 1 5 1 0 0
Total C N O P
2 H 1 15 8 1 5 1 0 0
Total C N O P
2 I 1 15 8 1 5 1 0 0
Total C N O P
2 J 1 15 8 1 5 1 0 0
e Molecule 3 is water.
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O
3 A 299 900 9299 0 0
Total O
3 B 253 953 953 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
3 C 219 goltgl 2(1)9 0 0
3 1 D 266 goggl 2(36 0 0
3 E 258 1;0;31 2(5)8 0 0
3 F 268 1;05831 2((?8 0 0
3 a 237 gogt;‘l 2(:,37 0 0
3 H 272 TQO;SI 2(7)2 0 0
3 I 262 T;g;l 2(6)2 0 0
3 J 238 T;;gl 2(3)8 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: BIODEGRADATIVE ARGININE DECARBOXYLASE
2%

. =
Chain A: 88% 1% -

e Molecule 1: BIODEGRADATIVE ARGININE DECARBOXYLASE

30/0

Chain B: 91% 9%
[ ] [ ) [ ] [ X ]
~ n o0 © N~ oN (2] ~ o N 0 < N~ o wn wn
©
4 - (=} 19 17} %3] = [=2 E4 [iN = > o 0w A ~ [=2 = = = ~ =9 =% = =} =
[ ] [ ] [ X ) [ ]
o © O N~ o0 L] o o (3] N M © ] o < o ~ oN wn o oN D O < o (32} wn
oN N oM oM
= = P e | ~ 23] (&) o<t = ==l B4 == = = = w0 B4 [N = [=] BN = B4 = B
[ X ] [ X ] [ ] [ ) [ ) [ ) o0 [ ]
oN o o wn O n © ~ © [}
3] wn —
8 gmgmg 3 g oms g3
== = 5] oAy w0 A = == 3]
e Molecule 1: BIODEGRADATIVE ARGININE DECARBOXYLASE
3%
Chain C: - .
alll . 87% 13% .
() [ ) [ ) [ X ] [ )
~ — o © wn (3] S N~ D o 0 o (3] (2] o [*e]
(v} o [Te) N w -~ N n w0
o o T 3 o B oy 1o gy o S S -5 S s miEm3 3885 dmimlQSmYmImE 5md
x> = = a 29} o ~ - < = = = - o ~ = 172} 172} = = 1] o =] E4

WO RLDWIDE

PROTEIN DATA BANK


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

2VYC

wwPDB X-ray Structure Validation Summary Report

Page 8

08YN
8.%d
TL%a
8974

Y9v1
€974

6570
85%d

L1429
0CvL

8TVH

¥8el

€9€H
29ea
TOEV

89€ed
LSEN

€G€A
eved
LEET
Seea
® €CEX
L1EA
L0€a
90€X
S0EL
20€es
£6cd
06ZW
9,24
€LTA
TLTN

TLTA

692d

o
N
©
m

1193

209%
T094

€681

0633

8854

6.LSH

1180

Y.LS1

TLSY
TLSL

9994

29sM

85ST

§SSd

SESN

1

0ESH

2050
Y0SL
00SL
967V
2671

78vA

6€.L3
8ELL

T€Ld

6T.LS

9048

969d
S691

099A

85971

8EMN

€91

b

BIODEGRADATIVE ARGININE DECARBOXYLASE

e Molecule 1

10%

90%

Chain D

06ZH

18td

€82H

8,24

9,24

CTLTH

0LzA

secy

L6TT
961S
® S61L
v61d

SLT4

TETW

LeTv
9Ty

9071
€0TY
S6d
8.4
yLD
T9A
Svd
LEX

[44ct

§GSd

15984

E€7SH

0ESKH

§¢8d

T84

00SL

VL
1674

6871

L

¥8vA

08%N

89%4

857

T0%d

98ex

€9€H

8ved

LEET

SEEa

€CEX

0ZEN

90€3

3

T0€d

L6TY

S621

6€.d
LTLM
S691
€79
8EIN

8TON

1094
L6SL
€651
0693
1891

8191
2450

7LSL
€LSL
04Sd

69SA

C9SM

BIODEGRADATIVE ARGININE DECARBOXYLASE

e Molecule 1

9%

91%

3%
L

Chain E

90eM

€0ed

062H

182d

6£2h

Elras

8CTA

9gTA

1611

€910

98TS
GSTX
vS1a

Ll

LETD

SETY

€ETY

§SSd

8€SI

SESN

0ESH

LTSN

§25d
2050
00SL
{4520

6871

987

v8vA

08¥N

9.%4

27

L]
6570
TEVN

(4728

8TVH

98€N

78EL

T8EH

+

€9€H

09€X

8ved

e

9T.d
ST.LS

1

BIODEGRADATIVE ARGININE DECARBOXYLASE

869d

vy9d

8EIN

@ L19d

2094
T094

€6SL
06831
1180

V.LSL

e Molecule 1

® T.SL

29SM

18td

¥82d

28CI

9,24

CTLTH

12%

0L2ZA
LyCA
6ech
0€TL
20za

661S

L6171

v6Td
€674

T

® 991S
SGTA
i

87%

CSTI

671X

3%
N
-
=

Chain F
|

08¥N

9Lvd

89¥%4

8G%Y

vSvy

TEPN

0Zy.L

8T¥H

18€T

Ll

T8€L

+

RLDWIDE

09€X

8G€d
LSGEN

€G€X
8ved
eveyd
LEET
9€eT
Sseea
9CEA
® €CEX

0ZEN

v1es
€1ed

L6TY
S621

06ZKH

0O
PROTEIN DATA BANK

erpBe

W



2VYC

wwPDB X-ray Structure Validation Summary Report

Page 9

7€9T

© 2}
N o .
© ©
> =

(X )

[

[

©
IIII[’.l

2093
T094

€681

06S%

7891

1180

YLSL

T.LSY

L

8991

€991
T9SM

85971
LSSV

§SSd

8E€SI

SESN

2ESA

0€SW

§TSd

(45128

v8vA

L

BIODEGRADATIVE ARGININE DECARBOXYLASE

67.LH

6€L3

LTLM

[4ax s

669d
869d

989d
9891

6L91

2994

8EMN

e Molecule 1

11%

88%

5%

Chain G

6e2h

€ETS

0€TL

8¢CA

orzs

661S

LB6TT

961S

26TI

€910

9GTS
SGTA

€GTH

+

[474%!

€eTYd

+

(44X

6TTL

€0TH

Svd

cva

[SE340]
85¥Y

9EVS

EEVA

TEVN

[448

8T¥H

60%S

TOEY
09€X

8ved

£veY

LEET

seea

t

0zZeN

vies

t

To€d

L6TH

S621

@ €623
062

8.24

9,24

CTLTH

0.LzZA

STOW

1094

06931

1891

1480

Y.L

® T.SL

9994

29SM

6GSA
8991

§GSd

SESH

8CSM

L1SS

00SL

1674

78¥A

087N

8L%d

89%4

1

BIODEGRADATIVE ARGININE DECARBOXYLASE

e Lyl

® G&v.d

8ELL

8EIM

e Molecule 1

20/ il

11%

89%

Chain H

CTLTH

0LzA

192D

8ETN

SETY

8TCA

9zeA

L1611
9618

€674

1

€910

9STS
GSTX
1S

€eTd

9zTYd

1114

L0743

€0TY

26YL

1874

8.%d

TLvM

T.va
89%d
[174]
0zvL

L8€T
98eM

€8€S

€9€H
09€X
€G€R
8ved

LEET

Seea

0zZeEN
0T€D
90€X
€0ed
00€s

9620
S627T1

06ZH

9,24

L

LELT

8894

989d
891

8EIN

€91

629N

L29Y

STOL

€29d

209

€6SL

0653

983A

€838

6LSN

TLSL

8551

§GSd

TS84

EVSH

LESS

BIODEGRADATIVE ARGININE DECARBOXYLASE

SESH

2eSa

0ESH

€TSH

00SL

767Q

e Molecule 1

1%

89%

3%
=

Chain I

€ETS

0€TL

8CCA

(/44

912d

2oca

L6TT
9618

7614
€614

€970

SGTA

8GI

6€L

Led
9eT

EEA

16731

¥8vA

08¥%N

657D

9§%a

YEVY

0TvL

86EH

68EN

L8€T

Ll

RLDWIDE

8G€ed
LSGEN

LEET

SEEA

eeey

€1ed

90X

€0ed
C0€Ss

S621

06CZKH

8,24

9.ty
CLTH
TLCA
0.L2ZA
0SzZA
LYCA

SETH

0O
PROTEIN DATA BANK

erpBe

W



2VYC

wwPDB X-ray Structure Validation Summary Report

Page 10

€TLS

+

9598

t

8EIMN

o000
e
[t
©
5]

*

€790

T094

€651

069)

8894

9839A

€838

€LSL

TLSL

29SM

0951

§5Sd
5SS

0%SY

SESN
veST

0ESH
2050
00SL

€674
(4128

BIODEGRADATIVE ARGININE DECARBOXYLASE

e Molecule 1

20/0

12%

88%

Chain J

€LTA

TLCA

(4148

0SzA

6£zh

€€TS

ogeL

L6TT
9618

€673

@® SSTX

€GTH

(57498

EiA !

SETY

€eTYd

+

764

684

2]

t

8SIW

980

i

9€I

CTH

64

€A
[

08¥N
L1V
YLVM
89%4

9974
¥9¥1

[S540]
95¥a
62VV
8TVH
¥8el
8LEA
€9€H

8G€ed
LSEN

¥ve1

9€€T
Seed

EEEV

® €CEX

S0EL

C0€ES

6Tl
€624

1620
06ZH

18td

9,24

vLed

8ELL

SzLb

2¢0Ld
TOLI

969d

989d
S89T

2891

6L9T

2994

8591

8CIN

1

%290

4193
2093
€651
0654
1891
L48b
¥L8L
€L51
CLSY
TLSL

99GH
9954

0ESN
§¢sd
20sb
00SL

{43740

1

67.LH

RLDWIDE

erpBe

0O
PROTEIN DATA BANK

W



Page 11 wwPDB X-ray Structure Validation Summary Report 2VYC
4 Data and refinement statistics (i)
Property Value Source
Space group P 64 Depositor
Cell constants 197.65A 197.65A 450.32A .
Depositor
a, b, c, a, B, 90.00° 90.00°  120.00°
. 50.00 - 2.40 Depositor
Resolution (4) 30.82 — 2.40 EDS
% Data completeness 99.9 (50.00-2.40) Depositor
(in resolution range) 99.9 (39.82-2.40) EDS
Rinerge 0.15 Depositor
Reym (Not available) Depositor
<I/o(I)>" 2.48 (at 2.39A) Xtriage
Refinement program REFMAC 5.2.0019 Depositor
R R 0.177 , 0.229 Depositor
7 Phfree 0.180 , 0.231 DCC
Rree test set 19417 reflections (5.03%) wwPDB-VP
Wilson B-factor (A?) 30.6 Xtriage
Anisotropy 0.035 Xtriage
Bulk solvent kg (e/A®), By, (A?) 0.36 , 47.2 EDS
L-test for twinning? <|L| > =048, < L?> = 0.31 Xtriage
Estimated twinning fraction 0.033 for h,-h-k -1 Xtriage
F,,F. correlation 0.95 EDS
Total number of atoms 62902 wwPDB-VP
Average B, all atoms (A?) 23.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 1.58% 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
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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:
PLP

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 | prigy 41 7) =5 | RMSZ 4 Z| >5
1 A 0.61 0/6211 0.67 1/8438 (0.0%)
1 B 0.63 0/6224 0.68 1/8456 (0.0%)
1 C 0.60 0/6211 0.65 3/8438 (0.0%)
1 D 0.65 0/6222 0.69 1/8452 (0.0%)
1 E 0.63 0/6244 0.68 1/8482 (0.0%)
1 F 0.63 0/6224 0.67 0/8456
1 G 0.60 0/6224 0.65 2/8456 (0.0%)
1 H 0.68 0/6257 0.70 3/8499 (0.0%)
1 I 0.65 0/6233 0.70 4/8468 (0.0%)
1 J 0.58 0/6224 0.64 1/8456 (0.0%)
All All 0.63 | 0/62274 | 0.67 | 17/84601 (0.0%)

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 H 0 1

There are no bond length outliers.

The worst 5 of 17 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(?)
1 D 235 | ARG | NE-CZ-NH2 | -8.61 116.00 120.30
1 I 235 | ARG | NE-CZ-NH2 | -7.60 116.50 120.30
1 H 235 | ARG | NE-CZ-NH2 | -7.24 116.68 120.30
1 H 688 | ARG | NE-CZ-NH2 | -7.04 116.78 120.30
1 C 126 | ARG | NE-CZ-NH2 | -6.70 116.95 120.30



https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#model_quality
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There are no chirality outliers.

All (1) planarity outliers are listed below:

Mol | Chain | Res | Type | Group
1 H 193 | GLU | 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 6008 0 D762 52 0
1 B 6016 0 D767 41 0
1 C 6008 0 5762 76 0
1 D 6015 0 5771 52 0
1 E 6028 0 5780 40 0
1 F 6016 0 5767 70 0
1 G 6016 0 D767 61 0
1 H 6036 0 5788 64 0
1 I 6021 0 5771 50 0
1 J 6016 0 D767 o7 0
2 A 15 0 6 0 0
2 B 15 0 6 1 0
2 C 15 0 6 0 0
2 D 15 0 6 1 0
2 E 15 0 6 1 0
2 F 15 0 6 0 0
2 G 15 0 6 0 0
2 H 15 0 6 1 0
2 I 15 0 6 0 0
2 J 15 0 6 0 0
3 A 299 0 0 3 0
3 B 253 0 0 2 0
3 C 219 0 0 2 0
3 D 266 0 0 5 0
3 E 258 0 0 3 0
3 F 268 0 0 5 0
3 G 237 0 0 2 0
3 H 272 0 0 1 0
3 I 262 0 0 2 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 J 238 0 0 3 0
All All 62902 0 27762 535 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 5.

The worst 5 of 535 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:J:155:TYR:O 1:J:163:GLN:NE2 1.78 1.15
1:C:135[A]:ARG:HG2 | 1:C:135|A]:ARG:HH11 1.16 1.11
1:I:135[A|:ARG:HH11 | 1:1:135[A]:ARG:HG2 1.19 1.05
1:E:384: THR:HG21 1:E:431:ASN:OD1 1.63 0.98
1:J:135|B|:ARG:HG2 | 1:J:135|B]:ARG:HH11 1.29 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 A 765/755 (101%) | 735 (96%) | 30 (4%) 0 |
1 B 766,/755 (102%) 742 (97%) | 22 (3%) 2 (0%) 41 55
1 C 765/755 (101%) 741 (97%) | 23 (3%) 1 (0%) 51 68
1 D 766,/755 (102%) 747 (98%) | 19 (2%) 0 100 I 100
1 E 768/755 (102%) 745 (97%) | 22 (3%) 1 (0%) 51 68
1 F 766/755 (102%) 735 (96%) | 31 (4%) 0
1 G | 766/755 (102%) | 742 (97%) | 24 (3%) 0 100 ] 100}
1 H 769/755 (102%) 747 (97%) | 22 (3%) 0



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

1 I 767/755 (102%) | 744 (97%) | 23 (3%) 0 100 [100]
1 J 766/755 (102%) | 737 (96%) | 29 (4%) 0 |

All | ALl | 7664/7550 (102%) | 7415 (97%) | 245 (3%) | 4 (0%) 51 68

All (4) Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 C 307 ASP
1 E 196 SER
1 B 196 SER
1 B 361 ALA

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 649/637 (102%) 629 (97%) | 20 (3%) 40 60
1 B 650/637 (102%) 637 (98%) | 13 (2%) 55 74
1 C 649/637 (102%) 629 (97%) | 20 (3%) 40 60
1 D 650/637 (102%) 624 (96%) | 26 (4%) 31 49
1 E 652/637 (102%) 639 (98%) | 13 (2%) 55 74
1 F 650/637 (102%) 631 (97%) | 19 (3%) 42 62
1 G 650/637 (102%) 635 (98%) | 15 (2%) 50 70
1 H 653/637 (102%) 631 (97%) | 22 (3%) 37 56
1 I 651/637 (102%) 631 (97%) | 20 (3%) 40 60
1 J 650/637 (102%) 634 (98%) | 16 (2%) 47 67

All All 6504/6370 (102%) | 6320 (97%) | 184 (3%) 44 63

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


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#protein_sidechains
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Mol | Chain | Res | Type

1 G 270 | VAL
1 H 558 | LEU
1 G 409 | SER
1 H | 133[B] | ARG
1 I | 133[A] | ARG

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 58
such sidechains are listed below:

Mol | Chain | Res | Type
1 F 19 ASN
1 J 239 GLN
1 G 31 GLN
1 J 163 GLN
1 I 389 ASN

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)

10 ligands are 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).


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
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Mol | Type | Chain | Res | Link | e | RSZ | 120> 2| Couss | RMSZ | 12> 2
2 PLP C 1386 1 15,15,16 | 1.99 4 (26%) | 21,2223 | 1.72 5 (23%)
2 PLP H 1386 1 15,15,16 | 2.00 4 (26%) | 21,2223 | 2.04 | 4 (19%)
2 PLP E 1386 1 15,15,16 | 2.01 4 (26%) | 21,2223 | 1.65 3 (14%)
2 PLP J 1386 1 15,15,16 | 2.05 4 (26%) | 21,2223 | 1.74 | 4 (19%)
2 PLP G 1386 1 15,15,16 | 1.99 4 (26%) | 21,22,23 | 2.01 6 (28%)
2 PLP A 1386 1 15,15,16 | 2.09 3 (20%) | 21,2223 | 1.53 4 (19%)
2 PLP D 1386 1 15,15,16 | 1.94 | 4(26%) | 21,2223 | 1.74 | 4 (19%)
2 PLP I 1386 1 15,15,16 | 2.12 5(33%) | 21,2223 | 1.95 4 (19%)
2 PLP B 1386 1 15,15,16 | 1.95 3 (20%) | 21,2223 | 1.89 5 (23%)
2 PLP F 1386 1 15,15,16 | 1.98 4 (26%) | 21,22,23 | 2.01 7 (33%)

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.
-> means no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
2 PLP C 1386 1 - 0/6/6/8 | 0/1/1/1
2 PLP H 1386 1 - 0/6/6/8 |0/1/1/1
2 PLP E 1386 1 - 0/6/6/8 |0/1/1/1
2 PLP J 1386 1 - 0/6/6/8 |0/1/1/1
2 PLP G 1386 1 - 0/6/6/8 |0/1/1/1
2 PLP A 1386 1 - 0/6/6/8 | 0/1/1/1
2 PLP D 1386 1 - 0/6/6/8 | 0/1/1/1
2 PLP I 1386 1 - 1/6/6/8 | 0/1/1/1
2 PLP B 1386 1 - 0/6/6/8 |0/1/1/1
2 PLP F 1386 1 - 0/6/6/8 |0/1/1/1

The worst 5 of 39 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
2 A 1386 | PLP | O3-C3 | -6.24 1.22 1.36
2 | 1386 | PLP | O3-C3 | -6.07 1.23 1.36
2 E 1386 | PLP | O3-C3 | -6.05 1.23 1.36
2 J 1386 | PLP | O3-C3 | -6.04 1.23 1.36
2 H 1386 | PLP | O3-C3 | -6.02 1.23 1.36

The worst 5 of 46 bond angle outliers are listed below:
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Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(°)
2 H 1386 | PLP | O4P-C5A-C5 | 6.76 122.03 109.36
2 | 1386 | PLP | O4P-C5A-C5 | 6.26 121.09 109.36
2 G 1386 | PLP | O4P-C5A-C5 | 5.93 120.46 109.36
2 E 1386 | PLP | O4P-C5A-C5 | 5.20 119.11 109.36
2 F 1386 | PLP | O4P-C5A-C5 | 5.04 118.81 109.36

There are no chirality outliers.

All (1) torsion outliers are listed below:

Mol

Chain

Res

Type

Atoms

2

|

1386

PLP

C4-C5-C5A-04P

There are no ring outliers.

4 monomers are involved in 4 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
2 H 1386 | PLP 1 0
2 E 1386 | PLP 1 0
2 D 1386 | PLP 1 0
2 B 1386 | PLP 1 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.


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 755/755 (100%) -0.13 18 (2%) 59 57 |10, 23, 41,56 | 4 (0%)
1 B 755/755 (100%) -0.01 21 (2%) 53 51 | 11,22, 40,55 5 (0%)
1 C 755,755 (100%) -0.01 23 (3%) 50 49 | 11,25,43,58 | 4 (0%)
1 D 755/755 (100%) -0.25 13 (1%) 70 68 | 8,18,34,57 | 3 (0%)
1 E 755/755 (100%) -0.03 24 (3%) 47 46 | 8,21,39,54 | 4 (0%)
1 F 755/755 (100%) -0.05 26 (3%) 45 44 | 10,22, 38,57 | 2 (0%)
1 G 755/755 (100%) 0.01 34 (4%) 33 31 | 9,25 42,60 | 7 (0%)
1 H 755,755 (100%) -0.28 13 (1%) 70 68 | 6,15,32,59 | 3 (0%)
1 I 755/755 (100%) -0.13 21 (2%) 53 51 | 7,18,36,54 | 1 (0%)
1 J 755,755 (100%) -0.07 18 (2%) 59 57 | 8, 26,42, 55 | 4 (0%)
All | Al | 7550/7550 (100%) | -0.10 | 211 (2%) 53 51 | 6,22, 40,60 | 37 (0%)

The worst 5 of 211 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
G 323|A] | TYR 8.2

J 323[A] | TYR 7.0
F 323[A] | TYR 6.9
E

I

323[A] | TYR | 6.6
323[A] | TYR | 6.6

= = = =] =

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

There are no non-standard protein/DNA /RNA residues 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
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6.3 Carbohydrates (i)

There are no monosaccharides 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. 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.

Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
2 PLP B 1386 | 15/16 0.96 0.46 2,2,3,5 15
2 PLP I 1386 | 15/16 0.96 0.52 2,224 15
2 PLP D 1386 | 15/16 0.97 0.49 2,2,2.2 15
2 PLP E 1386 | 15/16 0.97 0.53 2,224 15
2 | PLP A | 1386 | 15/16 | 0.97 | 0.42 2224 15
2 PLP J 1386 | 15/16 0.97 0.48 2,246 15
2 PLP G 1386 | 15/16 0.98 0.49 22,58 15
2 PLP H 1386 | 15/16 0.98 0.44 2,2,2,2 15
2 PLP C 1386 | 15/16 0.98 0.44 2,2,4,6 15
2 PLP F 1386 | 15/16 0.98 0.46 2,2,2.3 15

6.5 Other polymers (i)

There are no such residues in this entry.


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