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KIDNEY BEAN PURPLE ACID PHOSPHATASE
Klabunde, T.; Strater, N.; Krebs, B.

1995-02-20

2.65 A(reported)

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 2.65 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 I I . 12
Ramachandran outliers I | N 0.7%
Sidechain outliers 0 W 0.7%
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))
Clashscore 79885 2700 (2.70-2.62)
Ramachandran outliers 78287 2657 (2.70-2.62)
Sidechain outliers 78261 2657 (2.70-2.62)

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 432 -
1 B 432 .
1 C 432 -
1 D 432 -

WORLDWIDE
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2 Entry composition (i)

There are 5 unique types of molecules in this entry. The entry contains 14334 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 PURPLE ACID PHOSPHATASE.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 A 424 gzgil 22(313 61(\)15 6(3)6 1SO 0 0 0
1 B 424 gzgil 22(313 61(j5 6(3)6 1SO 0 0 0
L ¢ 424 ’gzgzl 22(313 61(\)IS 6(??6 1SO 0 0 0
L) D 20| 0 oas a5 66 10 0 0 0

There are 8 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
A 253 TYR HIS CONFLICT | UNP P80366
A 254 SER ILE CONFLICT | UNP P80366
B 253 TYR HIS CONFLICT | UNP P80366
B 254 SER ILE CONFLICT | UNP P80366
C 253 TYR HIS CONFLICT | UNP P80366
C 254 SER ILE CONFLICT | UNP P80366
D 253 TYR HIS CONFLICT | UNP P80366
D 254 SER ILE CONFLICT | UNP P80366

e Molecule 2 is SUGAR (N-ACETYL-D-GLUCOSAMINE) (three-letter code: NAG) (formula:

08H15NO6).
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OH
Ho,, 0 L
HN/ : OH
2 OH
H,C O
Mol | Chain | Residues Atoms ZeroOcc | AltConf

Total C N O

2 A 1 14 3 1 5 0 0
Total C N O

2 A 1 14 3 1 5 0 0
Total C N O

2 A 1 14 3 1 5 0 0
Total C N O

2 A 1 14 3 1 5 0 0
Total C N O

2 A 1 14 3 1 5 0 0
Total C N O

2 B 1 14 3 1 5 0 0
Total C N O

2 B 1 14 3 1 5 0 0
Total C N O

2 B 1 14 3 1 5 0 0
Total C N O

2 B 1 14 s 1 5 0 0
Total C N O

2 B 1 14 s 1 5 0 0
Total C N O

2 C 1 14 s 1 5 0 0
Total C N O

2 C 1 14 3 1 5 0 0
Total C N O

2 C 1 14 s 1 5 0 0
Total C N O

2 C 1 14 3 1 5 0 0
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Continued on next page...
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
o[ o+ [T
IR R
IR R
o [ L [ ool
o [ L [ oy o]
IR

e Molecule 3 is FE (III) ION (three-letter code: FE) (formula: Fe).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Fe
3 B 1 1 1 0 0
3 A 1 Total Fe 0 0
1 1
3 D 1 Total Fe 0 0
1 1
3 C | Toltal Fle 0 0

e Molecule 4 is ZINC ION (three-letter code: ZN) (formula: Zn).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Zn
4 B 1 1 1 0 0
4 A 1 Total Zn 0 0
1 1
4 D 1 Total Zn 0 0
1 1
Total Zn
4 C 1 1 1 0 0
e Molecule 5 is water.
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O
5 A 18 18 18 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 | B 17 foral D) 0 0
5 | ¢ 17 foral D 0 0
5 D 18 T‘it;l 108 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: PURPLE ACID PHOSPHATASE

Note EDS was not executed.
Chain A:

Page 7

| | vo1a | ezey | S0TA
m& 89€T mm; wm«m 099 5074
L9EA | 6geT £0TA
88H mmﬁ | 99gp m&. mmﬁ wmﬂ. [ |
| 8T 3984 661
mmm 8Ted 9N — mmq 8Ted wm& — [ ]
LT3 1123 G6T
6.4 1 F 261 ﬁmma [ |
8.4 [atecl 8geL |16l 261
| Lk 112N | 061 8ven | zevl |
9.1 | orer ¥5ed | 6sH L0TV 1 T€VS 88H
60z 1 88H 1 OvET 0£va |81
1 18€0 |81 S6TM 6€E) 6270 984
S6TM 1 984 8EEA | gewA 389
8vEn 1 | 127d [ ]
123 1 9.1 $EES 9ThA 9.1
Lo ove1 Ceenl 9811 | -7
691 v8TY 6£e) €S | g81d LTER YTvH
| sow | | ezev
8€€A 0gva 8T £Th
193 8LTY 1 6270 m»u 1 mmm_._ TTHN
| 99u vees 8.1 124 599
599 F | I 599 AN Teey | ozwd |
1 YLTH oges 9ZvA 1 9.LIN ozed 6T7M g8
| | L sua 1279 |
09M aTHM 8gY
1 29TA 12EV | vevH @ 1 $LTH 1798 @ zsd
98 ozed £2h qgs | otva 198
1 \.WS W N 1 Hm:, STHY op! 0sa
189 I 1274 < zsd STEN i < 6%H
0sa Pozsanl 189 1 £T7A ! SVL
6%1 HGTH 6THM < 0sa 90 1 < [ |
8vL | gstd | sreN 8THA ) 6% 1STh S0EL 6070 n 8EA
b mEmm oo M > i - F=5
) 108 m el
l omﬁm R—.ﬁ STHY e 7€ [ | omﬁm e I
| vivE 962H
TEH 1518 108 £TPA ) I T3S 96CH £0%S ) TEH
| ooen 9%1T | | [l TEH | oreT1 6T 20v4 a W) | ooen
62 1 96CH 6070 A | oen omE €62k 1 A 62b
8zb 6£TS 362H 8070 62b | z6Ts 66€H 82b
1 8ETh 1 o 8zh 1518 162N 86EL = [ |
geN 2628 9074 Q led 9%TT 1 | L6ed Q geN
HTA | oTeeN 1 < 9TV 1 a8TH 96EN < Tk
1 0624 £0%S @ geN 6£TS 1 1 @ | gzo
ozA 1 1 749 8ETh 1821 £6£a zed
1825 ooen | osen | ~ e
me | 9seH 86EL m ozA mmmm \.mmm m oZA
91a a8zil | Lesd
a1s $ITd 1 ommz ) — 9128 mmmm )
y1a 6.2d 91a SLed LTA
1 . 1 pmmm A 1 Za%! sled A mE
ota 9,28 .. ota | gen + i) ..
— —
64 €884 TTTL | el€1 64
z8ed < 1 1828 TLEW <
S0TA 1 = .. H17d 1 TLEN = ..
$07d 6LEX % m G £vey 1 % (@)
€0TA 1528 8,69 <2 TITY (47a't 89€T <2 o
| | | @) m | L9EA [e) =
mm._. ummx vLED M .nha 9ged 99€D M .M..ha
€161 3984
861 9gzd TLEN o O S0TA F Y9EN e O

RLDWIDE

0
PROTEIN DATA BANK

] g ] =

W


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

1KBP

wwPDB X-ray Structure Validation Summary Report

Page 8

evey
(44

LETM
9€Td

Ll

€TTK

8T¢d
L1eyd

60cd

S6TM

Ll

7814

8.74

9LIN

YLTH

TLIX

Ll

CSTS

0§73

AR
9PTT

8ETH

11

7C11

(4428

AA%S

(435

CTLEN

89€1
L9EN

G9€X
T9EN

[4°1 4

vsed
Acteli]
8ven
0¥eI

6EEN
8EEX

vees

90€x%
S0eL
voex

Toed
86CH
1624
96CH
S6CH

1828

G982

1821

6.2d

9.zT8
S.2d

¥scs

T8¢s

€2}
=
=
<
=
[l
[9p]
o
=
[a W
=
O
=
€2}
—
[l
=
=
[l

o

i447:¢
£ThY

Tehd

8T¥A

+

1245718

607
8070

9074
€0%s

66€H
86€L

96EN

18ed

i

e Molecule 1
Chain D

TS89
0sa

149N
0ozA
LIA
91d

g18
v1a

64

LTTK

€CTA

81¢d
L12H

TTCN

Loy

S6TM

+

814

8.LT4

9LIN

YLTH

TLIA

Ll

LSTD

CST1S

0S73

LY1S
911

6ETS
8ETh

SETA

1

¥t

P14

Ll

SOTA

€0TX

¥sed
T5€d
8YEA
0%€I
6EEN
8EEX

YEES

ceed

Teey
0zed

STEN

80€d

90€X
SO0€L

T0€d
86T
L624
96CH
S6CH
€6CTA
062X
S8CTH
6.2d

9.2S

¥9cs

T9¢s

[474

9€Td

CETS

8¢cd

Te7S
0eva
627
8THA

9CTVA
SevM
i447:!
€T

Tevd
L1%S
E€TVA

60%a
807D

9074
€0%s

66€H
86EL

96€EN
L8¢ed
€8€Y
8.Led
gled
v.Le0
€Le1
CTLEN
TLEN

89€1
L9EA

S9€X
79eN

3

O

R LDWIDE
PROTEIN DATA BANK

W



Page 9 wwPDB X-ray Structure Validation Summary Report 1KBP

4 Data and refinement statistics (i)

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

Property Value Source
Space group Cc2221 Depositor
Cell constants 132.70A 347.30A 128.70A .
Depositor
a, b, c, a, B,y 90.00° 90.00° 90.00°
Resolution (A) 10.00 - 2.65 Depositor
% Data Completeness (Not available) (10.00-2.65) Depositor
(in resolution range)
Rinerge 0.07 Depositor
Rsym (Not available) Depositor
Refinement program X-PLOR 3.1 Depositor
R, Ryree 0.195 , 0.233 Depositor
Estimated twinning fraction No twinning to report. Xtriage
Total number of atoms 14334 wwPDB-VP
Average B, all atoms (A?) 39.0 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: ZN,
NAG, FE

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
RMSZ #|Z| >5 RMSZ #|Z| >5
1 A 0.98 2/3613 (0.1%) 1.00 7/4912 (0.1%)
1 B 0.89 1/3613 (0.0%) 0.96 7/4912 (0.1%)
1 C 0.96 1/3613 (0.0%) 0.98 7/4912 (0.1%)
1 D 0.96 2/3613 (0.1%) 1.00 8/4912 (0.2%)
All All 0.95 | 6/14452 (0.0%) | 0.98 | 29/19648 (0.1%)

Mol | Chain

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
A 0 2
1 B 0 1
1 C 0 1
1 D 0 2
All All 0 6

The worst 5 of 6 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
1 C 425 | TRP | CB-CG | -5.76 1.39 1.50
1 A 372 | MET | CG-SD | -5.57 1.66 1.81
1 B 425 | TRP | CB-CG | -5.39 1.40 1.50
1 D 378 | GLU | CG-CD | 5.08 1.59 1.51
1 D 308 | GLU | CD-OE2 | 5.04 1.31 1.25

The worst 5 of 29 bond angle outliers are listed below:


http://wwpdb.org/ValidationPDFNotes.html#h.nix4wpqb51w3
http://wwpdb.org/ValidationPDFNotes.html#h.qvc5tbdzdm7o
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Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(?)
1 B 132 | LEU | CA-CB-CG | -8.03 96.83 115.30
1 C 132 | LEU | CA-CB-CG | -7.59 97.84 115.30
1 C 230 | SER N-CA-C -6.98 92.14 111.00
1 A 230 | SER N-CA-C -6.96 92.21 111.00
1 D 230 | SER N-CA-C -6.88 92.42 111.00

There are no chirality outliers.

5 of 6 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
223 | TYR | Sidechain
290 | TYR | Sidechain
223 | TYR | Sidechain
223 | TYR | Sidechain
223 | TYR | Sidechain

UG QNN U U N
g Q| I | »=

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 3494 0 3307 81 0
1 B 3494 0 3306 93 0
1 C 3494 0 3306 83 0
1 D 3494 0 3307 83 0
2 A 70 0 65 2 0
2 B 70 0 65 0 0
2 C 70 0 65 0 0
2 D 70 0 65 1 0
3 A 1 0 0 0 0
3 B 1 0 0 0 0
3 C 1 0 0 0 0
3 D 1 0 0 0 0
4 A 1 0 0 0 0
4 B 1 0 0 0 0
4 C 1 0 0 0 0
4 D 1 0 0 0 0

Continued on next page...


http://wwpdb.org/ValidationPDFNotes.html#h.shu6hrz6hdk9

Page 12 wwPDB X-ray Structure Validation Summary Report 1KBP

Continued from previous page...

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
5 A 18 0 0 1 0
5 B 17 0 0 1 0
5 C 17 0 0 3 0
) D 18 0 0 2 0
All All 14334 0 13486 339 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 12.

The worst 5 of 339 close contacts within the same asymmetric unit are listed below.

Atom-1 Atom-2 Distance(A) | Clash(A)
1:A:73:LYS:HA 1:A:73:LYS:HE2 1.50 0.93
1:B:129:THR:HG21 | 1:B:155:LYS:HE3 1.53 0.91
1:D:73:LYS:HE2 1:D:73:LYS:HA 1.52 0.91
1:C:73:LYS:HA 1:C:73:LYS:HE2 1.53 0.89
1:A:359:ILE:H 1:A:359:ILE:HD13 1.35 0.89

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 422 /432 (98%) 387 (92%) | 32 (8%) 3 (1%) 30 59
1 B 422/432 (98%) 380 (90%) | 39 (9%) 3 (1%) 30 59
1 C 422 /432 (98%) 386 (92%) | 32 (8%) 4 (1%) 25 52
1 D 422/432 (98%) 388 (92%) | 32 (8%) 2 (0%) 38 68
All All 1688/1728 (98%) | 1541 (91%) | 135 (8%) | 12 (1%) 30 59

5 of 12 Ramachandran outliers are listed below:

Mol

Chain

Res | Type

1

A

175 ASP

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

Mol | Chain | Res | Type
1 C 175 ASP
1 A 65 GLY
1 B 175 ASP
1 C 65 GLY

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 373/381 (98%) 339 (91%) 34 (9%) 147 28
1 B 373/381 (98%) 338 (91%) 35 (9%) 131 26
1 C 373/381 (98%) 334 (90%) | 39 (10%) 104 21
1 D 373/381 (98%) 336 (90%) | 37 (10%) 23
All All 1492/1524 (98%) | 1347 (90%) | 145 (10%) 24

5 of 145 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 B 371 ASN
1 C 129 THR
1 D 316 VAL
1 B 403 SER
1 C 33 THR

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

sidechains are listed below:

Mol | Chain | Res | Type
1 B 399 HIS
1 C 34 GLN
1 D 294 ASN
1 C 25 ASN
1 C 88 HIS

5 of 51 such
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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.

5.5 Carbohydrates (i)

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

Of 28 ligands modelled in this entry, 8 are monoatomic - leaving 20 for Mogul analysis.

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 Count?or;g\/llgrzlgt;jZ | > 2 CountsBOIg{?\/[ESuZlgleﬁsé\Z | > 2
2 NAG A 433(A) 1 12,14,15 | 0.99 0 15,19,21 | 1.20 1 (6%)
2 | NAG | A [434(A)] 1 [121415] 103 | 1(8%) | 151021 1.52 | 2 (13%)
2 NAG A 435(A) 1 12,14,15 | 0.66 0 15,19,21 | 0.92 1 (6%)
2 NAG A 436(A) 1 12,14,15 | 0.93 0 15,19,21 | 0.90 0
2 | NAG | A [437(A)| 1 |121415| 127 | 1(8%) | 151921 0.90 0
2 |NAG | B [433(A)] 1 [121415] 082 | 1(8%) | 151021 | 1.14 | 4 (26%)
2 [NAG | B [434(A)| 1 [121415] 089 | 1(8%) | 151921 | 1.44 | 4 (26%)
2 NAG B 435(A) 1 12,14,15 | 0.55 0 15,19,21 | 0.79 1 (6%)
2 NAG B 436(A) 1 12,14,15 | 0.91 0 15,19,21 | 0.93 0
o | NAG | B [437(A)| 1 |1214,15| 116 | 1(8%) | 151921 | 0.89 | 1 (6%)
2 NAG C 433(A) 1 12,14,15 | 0.73 0 15,19,21 | 1.08 1 (6%)
2 |NAG | C [434A)] 1 [121415] 101 | 1(8%) |151921| 1.56 | 3 (20%)
2 NAG C 435(A) 1 12,14,15 | 0.37 0 15,19,21 | 0.81 1 (6%)
2 NAG C 436(A) 1 12,14,15 | 0.84 0 15,19,21 | 0.90 0
2 NAG C 437(A) 1 12,14,15 | 1.08 1 (8%) | 15,19,21 | 0.76 0

WORLDWIDE
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Mol | Type | Chain | Res | Link | o0 | Raisz | 12> 2 | Counts | RMSZ| £12] > 2
2 NAG D 433(A) 1 12,14,15 | 1.01 0 15,19,21 | 1.20 1 (6%)

2 NAG D 434(A) 1 12,14,15 | 1.06 1(8%) | 15,19,21 | 1.65 3 (20%)
2 NAG D 435(A) 1 12,14,15 | 0.60 0 15,19,21 | 0.90 1 (6%)
2 NAG D 436(A) 1 12,14,15 | 0.84 0 15,19,21 | 0.86 0

2 NAG D 437(A) 1 12,14,15 | 1.80 4 (33%) | 15,19,21 | 1.21 2 (13%)

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
2 NAG A 433(A) 1 - 0/6/23/26 | 0/1/1/1
2 NAG A 434(A) 1 - 0/6/23/26 | 0/1/1/1
2 NAG A 435(A) 1 - 0/6/23/26 | 0/1/1/1
2 NAG A 436(A) 1 - 0/6/23/26 | 0/1/1/1
2 NAG A 437(A) 1 - 0/6/23/26 | 0/1/1/1
2 NAG B 433(A) 1 - 0/6/23/26 | 0/1/1/1
2 NAG B 434(A) 1 - 0/6/23/26 | 0/1/1/1
2 NAG B 435(A) 1 - 0/6/23/26 | 0/1/1/1
2 NAG B 436(A) 1 - 0/6/23/26 | 0/1/1/1
2 NAG B 437(A) 1 - 0/6/23/26 | 0/1/1/1
2 NAG C 433(A) 1 - 0/6/23/26 | 0/1/1/1
2 NAG C 434(A) 1 - 0/6/23/26 | 0/1/1/1
2 NAG C 435(A) 1 - 0/6/23/26 | 0/1/1/1
2 NAG C 436(A) 1 - 0/6/23/26 | 0/1/1/1
2 NAG C 437(A) 1 - 0/6/23/26 | 0/1/1/1
2 NAG D 433(A) 1 - 0/6/23/26 | 0/1/1/1
2 NAG D 434(A) 1 - 0/6/23/26 | 0/1/1/1
2 NAG D 435(A) 1 - 0/6/23/26 | 0/1/1/1
2 NAG D 436(A) 1 - 0/6/23/26 | 0/1/1/1
2 NAG D 437(A) 1 - 0/6/23/26 | 0/1/1/1

The worst 5 of 12 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
2 D | 437(A) | NAG | C4C3 | 3.83 1.62 1.52
2 D | 437(A) | NAG | C4.C5 | 2.84 1.59 1.53
2 B 437(A) | NAG | C4-C5 | 2.77 1.59 1.53
2 D 437(A) | NAG | C3-C2 | 2.56 1.57 1.52
2 A [ 434(A) | NAG | C4-C5 | 2.50 1.58 1.53

means
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The worst 5 of 26 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(?)
2 D 434(A) | NAG | 05-C5-C6 | -4.15 102.62 106.98
2 A 434(A) | NAG | O5-C5-C6 | -3.24 103.58 106.98
2 A 434(A) | NAG | C4-C3-C2 | -3.16 103.58 111.32
2 C 434(A) | NAG | C4-C3-C2 | -3.08 103.77 111.32
2 C 434(A) | NAG | 05-C5-C6 | -3.02 103.82 106.98

There are no chirality outliers.

There are no torsion outliers.

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.


http://wwpdb.org/ValidationPDFNotes.html#h.cdia527f7fwo
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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.


http://wwpdb.org/ValidationPDFNotes.html#h.l5atkha42khp
http://wwpdb.org/ValidationPDFNotes.html#h.q689e5ptm5x8
http://wwpdb.org/ValidationPDFNotes.html#h.kym9nh1j9imb
http://wwpdb.org/ValidationPDFNotes.html#h.4bvim6byo1m0
http://wwpdb.org/ValidationPDFNotes.html#h.4bvim6byo1m0
http://wwpdb.org/ValidationPDFNotes.html#h.4bvim6byo1m0
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