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This is a wwPDB 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/ValidationPDFNotes.html

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

MolProbity : 4.02b-467
Mogul : 1.152013

Xtriage (Phenix) : NOT EXECUTED
EDS : NOT EXECUTED
Percentile statistics : 21963
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et. al. (1996)

Validation Pipeline (wwPDB-VP) : stable22683
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1 Overall quality at a glance (i)

The reported resolution of this entry is 2.10 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 Hfjm| N 20
Ramachandran outliers I W 1.6%
Sidechain outliers NN N 5.3%
Worse Better

0 Percentile relative to all X-ray structures

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

Mot ric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Clashscore 79885 3649 (2.10-2.10)
Ramachandran outliers 78287 3610 (2.10-2.10)
Sidechain outliers 78261 3611 (2.10-2.10)

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.
The upper red bar (where present) indicates the fraction of residues that have poor fit to the
electron density.

Note EDS was not executed.

Mol | Chain | Length Quality of chain
1 A 846
1 B 846
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PROTEIN DATA BANK


http://wwpdb.org/ValidationPDFNotes.html#h.u12kre77antu

Page 3

wwPDB X-ray Structure Validation Summary Report

1XO0OlI

2 Entry composition (i)

There are 5 unique types of molecules in this entry. The entry contains 13762 atoms, of which 0

are hydrogen and 0 are deuterium.

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 Glycogen phosphorylase, liver form.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N @) S
1 A 804 6508 4180 1107 1192 29 0 0 0
Total C N O S
1 B 804 6508 4180 1107 1192 29 0 0 0

There are 2 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
A 323 ALA GLY CONFLICT | UNP P06737
B 1323 ALA GLY CONFLICT | UNP P06737

e Molecule 2 is SUGAR (1-N-ACETYL-BETA-D-GLUCOSAMINE) (three-letter code: NBG)

(formula: CgHy5NOg).

UH
H \
HaC ~ N y, . e
0
0? oH
OH
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O
2 A 1 5 8 1 6 0 0
Continued on next page...
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O
2 B 1 15 3 1 6 0 0

e Molecule 3is PYRIDOXAL-5-PHOSPHATE (three-letter code: PLP) (formula: CgH1oNOgP).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O P
3 A 1 15 8 1 5 1 0 0
Total C N O P
3 B 1 15 8 1 5 1 0 0

e Molecule 4 is 5-CHLORO-1H-INDOLE-2-CARBOXYLICACID{[CYCLOPENTYL-(2-HY
DROXY-ETHYL)-CARBAMOYL]-METHYL}-AMIDE (three-letter code: 288) (formula:
C18H24C1N303).
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C Cl N O
4 A 1 25 18 1 3 3 0 0
Total C Cl N O
4 B 1 25 18 1 3 3 0 0

e Molecule 5 is water.

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O
5 A 323 393 393 0 0
Total O
5 B 313 313 313 0 0
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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-

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,

coded according to the number of geometric quality criteria for which they contain at least one
are shown in grey.

3 Residue-property plots (i)

e Molecule 1: Glycogen phosphorylase, liver form

Note EDS was not executed.
Chain A:

Page 6

VLA
€LH

694

LOM
994

T9a
LSH
STA
1472\
€74
8el

YeH
eed

6ey

TVCH

8ETA

9€TN
SECN

9TTA

wee1
L1za
j4%0:8

fATAN
[454)

Ll

76Td

c¢6Ts

88Td

78Td

810

0LTI

891D
L9TN

€9TX

0974
6STI

SSTA
0STT
9¥%1s
821a

Tera
(4

811a
60TQ

SOTh
7011

LEET

veey

oged

LyTd

{457

0EVT

i

SChT

€2va
(44778

(4728
61%d

STHA

e1vYd

OTVH
607X

90¥I
{0

{4028

06€Q
68EN

98€Y
§8€d
78€T

18ed
08€1

8.LeL

v.LEX

0LeX
69€b

SG9EM

€9€N

T9EM

8G€eN

Tser

8¥ed

9¥eI
Shev

eved
TvEH

(o4<):8
2150
CISA
6053

9084

Ll

6671

671
€671
474
T67M
0674

88%d

€871

LLyQ
9.¥d
S.va
2574
eLvd

6973
8994

9973

€9¥A

6SVH

LGP

SSPA

TSP

0S¥H

877D

i4748

EYVH
(4444

LEVA
9EVS

€EVH

2E8T
Te8d

e

LT8A

1184

L

¥6.d

T6LN
68.LD

€8.L0
8.

9L.a
SLLY

0L.4

S9.7T
Y9LW
E€9LN

T9LI
09.a
6G.3

e Molecule 1: Glycogen phosphorylase, liver form

Chain B:

LSL7T
98,0
SG.d
SLD

ja 2]

860T.L

96070
S60TT

060TA

T80TYH
08013

8L0TD
LL0TH

V.L0TA
€L0TH

L90TM
99014

T901a

SY0TA
TPOTN

8€0TL

YEOTH
€€0TY

6201
8201y

9z0Ta

j4za2:)

sifia

8ETTA
9€TIN
GETIN
wmmﬁz
9CTTA
§geTd
¥eer1

0TZIN
60CTL

Logtd
90TTA

76T1d

RLDWIDE

¢6TTS

G8TTA
v8T1Yd

18110
YLTTIM
0LTTI
89TTh
€9TTA

09T1d
6STTI

GSTTA
0STTT
8zT1d

Te1Td
ocr1d

LITTT

STTT1
$ITT

CITTI
TITTV

90TTIN
SOTTD

2¢oTT1

0
PROTEIN DATA BANK

] g ] =

W


http://wwpdb.org/ValidationPDFNotes.html#h.fmehr2ap71lr

wwPDB X-ray Structure Validation Summary Report 1XOI

Page 7

TYETH

LEETT

veeTv

0€ETd
62€TA

Lz€1d

97€Td

Y1€TS

CIETH

80€TI

YOETT

00€TA

|

S62Th

98214

S.TTI

Lvetd

9EVTIS

€EVTA
[45745

0EVTT

F

14749

€cvia
[44749%

(4458
6T71d

STYTA

€Tv1d
]
60%TY
]
90%TI
SovTH
]
CO%TI
]
L6€Td
]
06€Td
68ETA
]
98€TYd
§8€THd
|
28eTd
18€Td
08€T1
6LETA
8LETL
LLETH
]
VLETA
]
0LETH
69ETH
]
SOETM
]
T9ETM
|
CSETI
|
8veTd
[ uerd
9VETI
SYETV
]

ZveTd

0vSTd
mmman_
wmmam
CESTY
0€STd
6CSTA
wmmﬁa
Nﬂm.;
60GTH

90STH

mmma..h
Y6711
€6711
[452%]
.ﬁm“:»
wwmﬁm
LL%Ta
9.%1d
S.%Td
YLVTT
mnmﬂm
6971
89714

99%TH

€9VTA
COVTI

6SVTH

LSHTH

SGHTA

CSYTA

0SYTH

3

8Y¥1D

OVVTI

EVVIH
[4a4424

LEVTH

6€9TH

9E9TA

ve91d
€€9TQ

TLSTH

99STh

C9STI

098TS
6GSTd
8GSTN
LGSTI
9GSTH
SGSTA

08573

L%5T0
9%STS

[saLrd |
LSLTT
9G.1Q
SG.7d
SLT0

2¢SLTd

YYLID

|
0%LTT

|
9€LTd
SELTT

€eLTd

3

6CLIN

LgL1a

STLTI

OTLTI
60LT4

20.LTd
ToLTd

86914
LB9TA

069TD
689TI

€891T1

089TY

v.L918

999TI

899Td
L99TI

F

19918

LY9IN
9%913

€¥9TI

19914

9€8T1
SE8TS
7e8TI
€EBTH

628Td

818TH

F

1810

+

20811

76.1d

TELIN

68L10

98LTH

€8LTD

9L.1a
SLLIY

0L.L7Y

VOLIN
€9LTN

09.1a
6GLTH

O

R LDWIDE
PROTEIN DATA BANK

W



Page 8 wwPDB X-ray Structure Validation Summary Report 1XOI

4 Data and refinement statistics (i)

Xtriage (Phenix) and EDS were not executed - this section will therefore be incomplete.

Property Value Source
Space group P 31 Depositor
Cell constants 123.91A 123.91A 123.10A .
Depositor
a, b, c, a, B,y 90.00° 90.00°  120.00°
Resolution (A) 99.00 - 2.10 Depositor
/0 Data completeness 92.6 (99.00-2.10) Depositor
(in resolution range)
Rinerge (Not available) Depositor
Rsym (Not available) Depositor
Refinement program CNS 0.5 Depositor
R, Ryree 0.206 , 0.249 Depositor
Estimated twinning fraction No twinning to report. Xtriage
Total number of atoms 13762 wwPDB-VP
Average B, all atoms (A?) 31.0 wwPDB-VP
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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: 288,
NBG, 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 | pyigy (47| 55 | RMSZ | #(7] >5
1 A 0.36 0/6653 0.61 0/8998
1 B 0.37 0/6653 0.62 1/8998 (0.0%)
All All 0.36 | 0/13306 | 0.61 | 1/17996 (0.0%)

There are no bond length outliers.

All (1) bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(°) | Ideal(°)
1 B 1323 | ALA | N-CA-C | -5.38 96.46 111.00

There are no chirality outliers.

There are no planarity outliers.

5.2 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 hydrogens
added by MolProbity. The Clashes column lists the number of clashes within the asymmetric unit,
and the number in parentheses is this value normalized per 1000 atoms of the molecule in the
chain. The Symm-Clashes column gives symmetry related clashes, in the same way as for the
Clashes column.

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 A 6508 0 6518 278 0
1 B 6508 0 6518 264 0
2 A 15 0 15 0 0
2 B 15 0 15 0 0
3 A 15 0 7 1 0
3 B 15 0 7 0 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
4 A 25 0 22 0 0
4 B 25 0 22 3 0
5 A 323 0 0 ol 0
) B 313 0 0 35 0
All All 13762 0 13124 536 0

Clashscore is defined as the number of clashes calculated for the entry per 1000 atoms (including

hydrogens) of the entry. The overall clashscore for this entry is 20.

The worst 5 of 536 close contacts within the same asymmetric unit are listed below.

Atom-1 Atom-2 Distance(A) | Clash(A)
1:B:1434:GLU:H 1:B:1434:GLU:CD 1.62 0.98
1:A:96:GLN:HE21 | 1:A:105:GLN:HE22 1.10 0.98
1:A:236:ASN:HB3 1:A:834:ILE:HB 1.46 0.97
1:A:434:GLU:CD 1:A:434:GLU:H 1.65 0.96
1:B:1168:GLN:HE21 1:B:1647:ASN:H 1.03 0.96

There are no symmetry-related clashes.

5.3 Torsion angles

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 800/846 (95%) 748 (94%) | 39 (5%) | 13 (2%) 14
1 B 800/846 (95%) 749 (94%) | 38 (5%) | 13 (2%) 14
All All 1600/1692 (95%) | 1497 (94%) | 77 (5%) | 26 (2%) 14

5 of 26 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 316 PHE
1 A 318 SER
1 B 1317 GLY
1 B 1320 | ARG

Continued on next page...
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Continued from previous page...
Mol | Chain | Res | Type
1 B 1322 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 702/739 (95%) 663 (94%) | 39 (6%) 30 25

1 B 702/739 (95%) | 666 (95%) | 36 (5%) | 33 29
All | Al | 1404/1478 (95%) | 1329 (95%) | 75 (5%) | 32 28

5 of 75 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 A 692 MET
1 B 1078 CYS
1 B 1730 | GLU
1 A 730 GLU
1 A 833 LYS

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

Mol | Chain | Res | Type
1 A 614 HIS
1 B 1073 HIS
1 B 1576 GLN
1 A 754 GLN
1 B 1032 ASN

5.3.3 RNA (D

There are no RNA chains 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.

WORLDWIDE
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5.5 Carbohydrates (i)

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

6 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).

Mol | Type | Chain | Res | Link | o PURc 800 | e | s 417 = 2
3 [ PP | A |80 | - [141516| 1.87 | 5(35%) | 20,22,23| 1.19 | 2 (10%)
2 [ NBG| A |81 | - [151515| 1.48 | 3(20%) | 212121 1.35 | 2 (9%)
4 | 288 A | 862 | - [272727| 224 | 3(11%) | 373737 | 1.84 | 5 (13%)
3 [ PP | B |1860| - [141516| 1.70 | 1(7%) |20,22,23| 1.20 | 2 (10%)
2 [ NBG| B |1861] - [151515| 1.77 | 3(20%) | 212121 | 1.30 | 2 (9%)
4 | 288 B [1862| - [272727] 226 | 2(7%) |37.37.37| 1.82 | 4 (10%)

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
3 PLP A 860 - - 0/6/6/8 | 0/1/1/1
2 | NBG | A | 861 | - - 0/5/26/26 | 0/1/1/1
4 288 A 862 - 1/1/4/5 | 1/16/27/27 | 0/1/3/3
3 PLP B 1860 - - 0/6/6/8 |0/1/1/1
2 | NBG | B |1861| - - 0/5/26/26 | 0/1/1/1
4 | 288 B | 1862 | - | 1/1/4/5 | 1/16/27/27 | 0/1/3/3
The worst 5 of 17 bond length outliers are listed below:
Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
4 B 1862 | 288 | O17-C15 | -10.36 1.21 1.41
4 A 862 288 | O17-C15 | -9.81 1.22 1.41

Continued on next page...

means
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Continued from previous page...

Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
3 B 1860 | PLP C3-C2 -4.93 1.37 1.40
3 A 860 | PLP C3-C2 -4.69 1.37 1.40
2 B 1861 | NBG | C2-C1 4.46 1.57 1.52

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

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(®)
4 B 1862 | 288 | O17-C15-C14 | 6.76 119.34 107.77
4 A 862 288 | 017-C15-C14 | 6.71 119.26 107.77
4 B 1862 | 288 | C14-C15-N16 | 6.53 120.42 110.73
4 A 862 288 | C14-C15-N16 | 6.17 119.88 110.73
2 A 861 | NBG C5-05-C1 4.56 118.83 112.50

All (2) chirality outliers are listed below:

Mol | Chain | Res | Type | Atom
4 A 862 288 C15
4 B 1862 | 288 C15

All (2) torsion outliers are listed below:

Mol | Chain | Res | Type Atoms
4 B 1862 | 288 | N16-C15-C14-N12
4 A 862 288 | N16-C15-C14-N12

There are no ring outliers.

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues

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)

EDS was not executed - this section will therefore be empty.

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

EDS was not executed - this section will therefore be empty.

6.3 Carbohydrates (i)

EDS was not executed - this section will therefore be empty.

6.4 Ligands (i)

EDS was not executed - this section will therefore be empty.

6.5 Other polymers (i)

EDS was not executed - this section will therefore be empty.
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