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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
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http://wwpdb.org/validation /2016 /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
Mogul : 1.7 (RC4), CSD as536be (2015)

Xtriage (Phenix) : 1.9-1692

EDS : 1rb-20026688

Percentile statistics : 20151230.v01 (using entries in the PDB archive December 30th 2015)

Refmac : 5.8.0135
CCP4 : 6.5.0

Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)
Validation Pipeline (wwPDB-VP) : trunk26865
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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 Percentile Ranks Value
Rfree N 0 W 0.264
Clashscore N 38
Ramachandran outliers | D 2 2%
Sidechain outliers I | I 7.0%
RSRZ outliers I | W 3.5%
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))
R free 01344 1124 (3.24-3.16)
Clashscore 102246 1024 (3.22-3.18)
Ramachandran outliers 100387 1004 (3.22-3.18)
Sidechain outliers 100360 1003 (3.22-3.18)
RSRZ outliers 91569 1129 (3.24-3.16)

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. 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
3%
[ |

1 A 736 38% 47% 5%  10%
3%
[ |

1 B 736 38% 47% 5%  10%
7%
[ |

1 C 736 38% 47% 5%  10%
3%
[ |

1 D 736 39% 46% 5%  10%

The following table lists non-polymeric compounds, carbohydrate monomers and non-standard
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residues in protein, DNA, RNA chains that are outliers for geometric or electron-density-fit crite-

ria:
Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
2 ALF A 995 - X -
4 K A 997 - - X
4 K B 997 - - X
4 K C 997 - - X
4 K D 997 - - X
SPDE
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2  Entry composition (i)

There are 4 unique types of molecules in this entry. The entry contains 19764 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 Copper eflux ATPase.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 A 663 2(9)?41 31056 814\114 9(39 285 0 0 0
1 B 663 2(9)?41 31056 814\114 9(39 285 0 0 0
1 ¢ 663 th;i 31056 814\1]4 9(39 285 0 0 0
1 b 663 23?41 31056 814\1]4 9(39 285 0 0 0

e Molecule 2is TETRAFLUOROALUMINATE ION (three-letter code: ALF) (formula: AlF,).

ALF

F2

AL
F3
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Al F
2 A 1 5 1 4 0 0
Total Al F
2 B 1 5 1 4 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Al F
2 C 1 5 1 4 0 0
Total Al F
2 D 1 5 1 4 0 0

e Molecule 3 is MAGNESIUM ION (three-letter code: MG) (formula: Mg).

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

e Molecule 4 is POTASSIUM ION (three-letter code: K) (formula: K).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
1 | B 1 Toltal If 0 0
4| A 1 Toltal If 0 0
4| D 1 Toltal If 0 0
1 C 1 Toltal If 0 0
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10%

5%

47%

1, orange = 2 and red = 3 or more. A red dot above a residue indicates

wwPDB X-ray Structure Validation Summary Report

38%

3%

Chain A: -

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-
coded according to the number of geometric quality criteria for which they contain at least one

outlier: green = 0, yellow
any outlier are shown as a green connector. Residues present in the sample, but not in the model,

a poor fit to the electron density (RSRZ > 2). Stretches of 2 or more consecutive residues without
are shown in grey.

3 Residue-property plots (i)

e Molecule 1: Copper eflux ATPase
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Copper eflux ATPase

e Molecule 1

10%

5%

47%

38%

3%
[

Chain B

€TTL
(4944
1211

6111
8TTH

OTTH
ST1S
¥118
€11D
CTIN
TT1D
0TS

80T4d

90TH

e V01D
€0TH
2oTd

Ll

v6d
€61

© =3 o
© <) 2]
II = II:= II“

98H
Gg84d

784
[ esu
784
e

08a

€918
[4°123

09TH
63TV
8GTA

98TI
SGT1H
YTH

CSTI

6714
8YTW
L7TN
9711

4%

{47451

0%1S

bgcd
€92
TSTA
76T

6%2C1

T%C1

2ETH

@ 0€zI
622
@® 8CCH
PX44 )

{4 4cs

€cch
(44488

L12H

91¢I

® 7¥1Ts

e 012%

9021

0021

86TA

9611
G611
9671

26TV
T6TV

8874

98TA

€Lca
clea
TLTA
0Lcd
69cS
89cH

99¢d

SEET

62€Y

9zel

TCEN
0zel

8T€I

87D

08%S

8L¥%D

TLVY
eLVY
CTLYH
TLYA

89%N

LO%Y

09%H

63973

9GPy
991

TSPV
08PN

LY%A
ovbd

EYPL
{4747}

0v%Yd

8E¥%T

CTEVL
TEVT
0EWL

8THL
LTHY
9Twva
1478
4472
€Th1
cThL

61%4
81%d
LT%W
9T%Yd

454
ETPV

80%I
L0%1

€0%h

00%Y%

€991
098d
693L

998)
6§61

TSGA
0GSA

8%91
PAZeL )
9%GA
el oA
PP

TPSA
0bSY

6ESH
8€54d

Lgsa

14k

[£4h)

T2ad

(44

v193

018y

9081

703A

COSH

@ 00sa

8670

96%A
S67A

£6%)

@ T6¥%L
@® 06%d

88%H

78%A

6791

LY9A
9%9a

+

2¥9D
THON

6€91
8€9D
LE91
9€90a

[44)

0€9d
629V

9T9A

€29D

2Tov
TTON

6T9A

L1971
919D
STON

€19

9694

L8SGA

€891

6450
8LSH

9491
SLSH
PLGA

L9sb

@ 9€L1
SELL
PELA

TELT
0€LY

Copper efflux ATPase

e Molecule 1

10%

5%

47%

38%

40/ o
-

Chain C

€CTL
(494
TC11

6111
811D

OTTH
ST1S
v118
€110
CTIN
TT1D
0118

8074

907

e 701D
€0TH
201D

G6A
v6d
€61
T6L
16T
06K

88Y

98M
G684
784

281D
813
08Th
6.1S

LLT4
OLTY
SLTH
vL1d
€L14
TLIA

69TH
89711
LOTA
99TV
S9TA

€918
(4129

R LDWIDE

09TH
66TV
8GTA

9GTI

YGTH

[419)

6714
8YIN
LYIN
9711

j44%)]

(47458

0%1s

O

PROTEIN DATA BANK

W



3RIF'U

wwPDB X-ray Structure Validation Summary Report

Page 8

£9cy
(4148
13204

6%C1
8¥ca

Shev
47448

19C1

6ETA

SETS

£eca
CETH

@® 0TI
622H
8TCTH
pXé4 )

etd4cs

€TTA
[44a
1443

81TV
PAY4S
91CI

® 7©Ics

(o) 2cS

9021

0021

86TA

96TL
S6TL
Y671

(434
16TV

88T4d

98TA

182V

S8

€82A
z8cd

6.23

9LTA
SLTH

€Lcd
cLea
TLTA
0Lcd
6928
89cH

99zd

[4°14:)
19Ta
09TA

8GTI
LSGTY

¥92d

96€EA

S€eT

62eY

ozeb

TTEW
0zed

8T€I

oTeY

08%S
8L%D
bLVY
eLVY
CTLYH
LA
89%N
L9%Y
09%H
68%a

el g
991

TSPV
08PN

LY%A
ovvd

{4747}

0v%d

8E¥%T

CTEVL
€91
0EVL

8THL
LTHY
9Tva
SThA
j£47
€TH1
TTHL

6T%)
81%d
LT%W
9THY

PI91
544

80%I
L0%1

€070

00%Y%

[rosa |
098d
65851

998Y
GSSI

TGSA
08GA

8791
LPSY
9%SA
SPSL
440!

THGA
0vsy

6ESIW
8€5d

Lzsa

j44:k

Teyl
Teaed
0csy

$198
€18h

0184

90SI

$0SA

COSH

@ 00sa

8670

96%A
S67A

£6%)

T6%L
® 06%d

88%H

AsiZ

PAZ)S
9%9a

*

Z%9D
THOW

6€9T
8€9D
LEIL
9€90a

TE9T
TEQY
0€9d
629V

9T9A

€299
[44°) )
TTOW

6191

L1971
919D
ST9)

€19%

969X

L8SA

€891

6.9a
8.9D

9.91
SLSW
HLIA
2980

€981

TTLA
6TLT
8TLY
LTLH

ETLY

*

60.LS
80.L7T

90471
S0LD
YOLL
€0L7T
T0Ld

0041
6691

9691
%69d

269D

0691

889K
1891

€894

089b
6.94

-

€L9S
TL9H
TL98
0491
6994
8994

£99)

® 1991
099a
689D

L8971
9991

$399A

{421 )

6791

® 9€l1
SELL
PELA

TELT
0gLd

LTLN
9TLI

Copper efflux ATPase

e Molecule 1

10%

5%

46%

39%

3%
L

Chain D

€11D
CTIN
11D
0T1S

80T4d

90TH

€0TH
ToTd

Ll

G6A

€61

o
)
41

© =3
© <)
< =

98M
984

I <
@Q Q
[ [

T81H

89T1
LOTA
99TV
S9TA

€918
CTOTR

09TH
63TV
8GTA

9STI

3

YATH

[4:193
1871

6714
8YTH
L7TN
9711

4%

eiZ4)
444

1921

6ETA

@ S€Ts

€eca
[434cs

@ 0€zI
62cH
8CCH
Lgey

44
2TT1
12T

81TV
L1TH
9121
@ 7©Its
012H
9021

0021

86TA

96TL
S6TL
7671

26TV
T6TV

8874

98TA

+

9TEV
ST€T

€TEL
z1ed

0T€D

80€H

18TV

S8TH

£8TA
¢8c¢d

6,23

9.LZA
SLTH

[kacs
clea
TLTA
0Lzd
692S
89zH

99zd

T92H
1920
09ZA

86CI

00%%

86EA

96€A

[4333

62€d

9zeh

[0S

8EYT

TEVL

0EPL

8THL
LTHY

GTYA
447
€21
TTYL

61%)
81%d
LIYH
9THY

254
ETPY

80%I
L0¥%1

£0%D

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



3RIF'U

wwPDB X-ray Structure Validation Summary Report

Page 9

LTsa

g4y

{44
124d
028v
ja5cks
0TSy

90SI

$0SA

COSH

® 00Sa

8670

96%A
S6%A

€674

T67L
® 06%d

® 88%d

TSS9V
6791
L%9A

9%9a

cv9d

DO = © N~ © OB
A@OOEE® MM 0
© OO ©O OO0
<< A3 AHBH =

9Z9A

€299
cTov
TCON

6197

L1971
9199
S19%

€193
T191

809I
094
9098
S09%
709a

c09d
TO9N
0091

868V

9694

L8GA

€881

6190
8.8

SLSH
¥LGA

LTLN
9CTLI

TTLA
6TL1
8TLY
LTLR

ETLY

+

60LS
80L7T

90L7T
Q0.LD
P0LL
€041

269D

0691

889K

6.94

9498

€198
TL93
TLOS
04971
6994
8994

£999

17991
099a
659D

1991
9991

994

@ 9gL1
SELL
YELA

TeLT
0€LY

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Page 10 wwPDB X-ray Structure Validation Summary Report 3RFU
4 Data and refinement statistics (i)
Property Value Source
Space group P1 Depositor
Cell constants 44.15A  72.98A 329.95A .
Depositor
a, b, c,a, 3, 89.96° 90.04°  90.22°
. 20.00 - 3.20 Depositor
Resolution (4) 7127 — 3.00 EDS
% Data completeness 96.8 (20.00-3.20) Depositor
(in resolution range) 95.5 (71.27-3.00) EDS
Rinerge (Not available) Depositor
Raym (Not available) Depositor
<I/o(I)>" 1.64 (at 3.01A) Xtriage
Refinement program PHENIX (phenix.refine: 1.6.4 486) Depositor
R R 0.235 , 0.261 Depositor
» Phfree 0.237 , 0.264 DCC
Rfree test set 1598 reflections (2.43%) DCC
Wilson B-factor (A?) 89.5 Xtriage
Anisotropy 0.526 Xtriage
Bulk solvent kyo(e/A?), By (A?) 0.28 , 83.6 EDS
0.438 for h,-k,-1
Estimated twinning fraction 0.428 for -h k-1 Xtriage
0.438 for -h,-k,]
L-test for twinning? < |L| > =046, < L* > = 0.29 Xtriage
Outliers 0 of 79676 reflections Xtriage
F,,F. correlation 0.93 EDS
Total number of atoms 19764 wwPDB-VP
Average B, all atoms (A?) 128.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 4.83% 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, 0.375 respectively for untwinned datasets,
and 0.333, 0.2 for perfectly twinned datasets.

WO 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: ALF,
K, MG

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 0.25 0/5017 0.53 0/6812
1 B 0.25 0/5017 0.53 0/6812
1 C 0.25 0/5017 0.53 0/6812
1 D 0.25 0/5017 0.53 0/6812
All All 0.25 | 0/20068 | 0.53 | 0/27248

Mol | Chain

There are no bond length outliers.
There are no bond angle outliers.
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
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 4934 0 0125 387 0
1 B 4934 0 5125 393 0
1 C 4934 0 5125 394 0
1 D 4934 0 5125 385 0
2 A > 0 0 2 0
2 B D 0 0 0 0
2 C > 0 0 1 0
2 D 5 0 0 1 0
3 A 1 0 0 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
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
All All 19764 0 20500 1547 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 38.

The worst 5 of 1547 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:C:123:THR:HG23 | 1:C:124:PRO:HD3 1.31 1.12
1:B:123: THR:HG23 | 1:B:124:PRO:HD3 1.31 1.12
1:A:123:THR:HG23 | 1:A:124:PRO:HD3 1.31 1.12
1:D:123: THR:HG23 | 1:D:124:PRO:HD3 1.31 1.12
1:A:662:ARG:HB2 | 1:A:663:GLY:HA3 1.34 1.09

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 661/736 (90%) 578 (87%) | 69 (10%) | 14 (2%) 9| 46
1 B 661/736 (90%) 578 (87%) | 68 (10%) | 15 (2%) 8 44
1 C 661/736 (90%) 578 (87%) | 69 (10%) | 14 (2%) 9| 46
1 D 661/736 (90%) 579 (88%) | 68 (10%) | 14 (2%) 9] 46

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

Mol

Chain

Analysed

Favoured

Allowed

Outliers

Percentiles

All

All

2644,/2944 (90%)

2313 (38%)

274 (10%)

57 (2%)

M

5 of 57 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 224 PRO
1 A 662 ARG
1 B 224 PRO
1 C 224 PRO
1 C 662 ARG

5.3.2 Protein sidechains ()

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 523/586 (89%) 486 (93%) | 37 (T%) 181 57
1 B 523/586 (89%) 486 (93%) | 37 (7%) 181 57
1 C 523/586 (89%) 486 (93%) | 37 (%) 181 57
1 D 523/586 (89%) 487 (93%) | 36 (%) 197 59
All All 2092/2344 (89%) | 1945 (93%) | 147 (7%) 191 58

5 of 147 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 B 583 THR
1 C 183 VAL
1 D 466 LEU
1 B 674 THR
1 C 99 GLU

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 14 such
sidechains are listed below:


http://wwpdb.org/validation/2016/XrayValidationReportHelp#protein_sidechains
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Mol | Chain | Res | Type
1 B 502 HIS
1 B 727 ASN
1 D 308 HIS
1 B 498 GLN
1 C 727 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 carbohydrates in this entry.

5.6 Ligand geometry (i)

Of 12 ligands modelled in this entry, 8 are monoatomic - leaving 4 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).

. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg#|Z| > 2 | Counts RMSZg#|Z| > 2
2 ALF A 995 - 0,4,4 0.00 - 0,6,6 0.00 -
2 ALF B 995 - 0,4,4 0.00 - 0,6,6 0.00 -
2 ALF C 995 - 0,4,4 0.00 - 0,6,6 0.00 -
2 ALF D 995 - 0,4,4 0.00 - 0,6,6 0.00 -

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.
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Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
2 ALF A 995 - - 0/0/0/0 |0/0/0/0
2 ALF B 995 - - 0/0/0/0 | 0/0/0/0
2 ALF C 995 - - 0/0/0/0 | 0/0/0/0
2 ALF D 995 - - 0/0/0/0 |0/0/0/0

There are no bond length outliers.

There are no bond angle outliers.

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

3 monomers are involved in 4 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
2 A 995 | ALF 2 0
2 C 995 | ALF 1 0
2 D 995 | ALF 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.
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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 | 663/736 (90%) 0.04 |24 (3%) 46 31 |56, 106,243,371 | 0
1 B 663 /736 (90%) 0.03 |24 (3%) 46 31 |55, 106, 244,373 | 0
1 C | 663/736 (90%) 0.05 | 27 (4%) 41 27 |55, 106, 244, 371 | 0
1 D 663 /736 (90%) 0.02 |19 (2%) 55 41 |56, 106, 244, 369 | 0
All All 2652/2944 (90%) 0.03 94 (3%) 48 32 | 55, 106, 244, 373 0

The worst 5 of 94 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
1 C 500 | ASP 10.1
1 A 500 | ASP 9.0
1 B 490 | PRO 8.0
1 B 214 | SER 7.7
1 D 489 | ALA 7.7

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 carbohydrates 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. LLDF column lists the quality of electron
density of the group with respect to its neighbouring residues in protein, DNA or RNA chains.
The B-factors column lists the minimum, median, 95 percentile and maximum values of B factors

WO RLDWIDE

PROTEIN DATA BANK
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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 | LLDF | B-factors(A?) | Q<0.9
4 K A 997 1/1 0.59 0.40 10.02 | 141,141,141,141 0
4 K C 997 1/1 0.72 0.38 6.50 | 144,144,144,144 0
4 K B 997 1/1 0.90 0.33 2.95 154,154,154,154 0
4 K D 997 1/1 0.84 0.27 2.15 | 160,160,160,160 0
3 MG C 996 1/1 0.99 0.22 1.84 58,58,58,58 0
2 ALF B 995 5/5 0.96 0.20 0.85 48,60,80,130 0
2 ALF D 995 5/5 0.95 0.21 0.61 57,62,80,127 0
2 ALF A 995 5/5 0.98 0.21 0.59 37,50,60,136 0
2 ALF C 995 5/5 0.98 0.19 0.59 45,57,62,117 0
3 MG D 996 1/1 0.98 0.21 0.51 7070707 0
3 MG B 996 1/1 0.97 0.19 0.45 67,67,67,67 0
3 MG A 996 1/1 0.98 0.17 | -0.02 68,68,68,68 0

6.5 Other polymers (i)

There are no such residues in this entry.


http://wwpdb.org/validation/2016/XrayValidationReportHelp#fit_nonstandard_and_ligands
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