WDRLDWI

2PDB

PRUTEIN DATA BANK

wwPDB X-ray Structure Validation Summary Report (i)

PDB ID
Title
Authors
Deposited on
Resolution

Feb 28, 2014 — 08:17 AM GMT

1XPQ

Crystal structure of fmsl, a polyamine oxidase from yeast
Huang, Q.; Liu, Q.; Hao, Q.

2004-10-09

2.60 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) : dev-1323

EDS : stable22639

Percentile statistics : 21963

Refmac : 5.8.0049
CCP4 : 6.3.0 (Settle)

Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et. al. (1996)
Validation Pipeline (wwPDB-VP) : stable22683


http://wwpdb.org/ValidationPDFNotes.html
http://wwpdb.org/ValidationPDFNotes.html
http://wwpdb.org/ValidationPDFNotes.html#h.bb5rq2d7riym

Page 2 wwPDB X-ray Structure Validation Summary Report 1XPQ

1 Overall quality at a glance (i)

The reported resolution of this entry is 2.60 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 0 N 25
Ramachandran outliers TN 3.8%
Sidechain outliers NN | N 4.6%
RSRZ outliers I TN 1.4%
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 2154 (2.60-2.60)
Ramachandran outliers 78287 2113 (2.60-2.60)
Sidechain outliers 78261 2113 (2.60-2.60)
RSRZ outliers 66119 1718 (2.60-2.60)

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.

Mol | Chain | Length Quality of chain
1 A 513 [ -
1 B 513 B —
1 C 513 B —
1 D 513 [ —
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2 Entry composition (i)

There are 4 unique types of molecules in this entry. The entry contains 16332 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 FMS1 protein.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 A 498 gg;u;;l 25(326 615\;9 7(5)0 282 86 0 0
1 B 492 ggzzl 21396 627 721 282 144 0 0
L] © 195 | a0 om0 a0 Tas 20 | 8 0 ¥
LD 10|00 ot ot 70 2 | M 0 ¥

There are 20 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
A 509 LEU - CLONING ARTIFACT | UNP P50264
A 510 GLU - CLONING ARTIFACT | UNP P50264
A 511 HIS - CLONING ARTIFACT | UNP P50264
A 512 HIS - CLONING ARTIFACT | UNP P50264
A 513 HIS - CLONING ARTIFACT | UNP P50264
B 509 LEU - CLONING ARTIFACT | UNP P50264
B 510 GLU - CLONING ARTIFACT | UNP P50264
B 511 HIS - CLONING ARTIFACT | UNP P50264
B 512 HIS - CLONING ARTIFACT | UNP P50264
B 513 HIS - CLONING ARTIFACT | UNP P50264
C 509 LEU - CLONING ARTIFACT | UNP P50264
C 510 GLU - CLONING ARTIFACT | UNP P50264
C 511 HIS - CLONING ARTIFACT | UNP P50264
C 512 HIS - CLONING ARTIFACT | UNP P50264
C 513 HIS - CLONING ARTIFACT | UNP P50264
D 509 LEU - CLONING ARTIFACT | UNP P50264
D 510 GLU - CLONING ARTIFACT | UNP P50264
D 511 HIS - CLONING ARTIFACT | UNP P50264
D 512 HIS - CLONING ARTIFACT | UNP P50264
D 513 HIS - CLONING ARTIFACT | UNP P50264
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e Molecule 2 is SPERMINE (three-letter code: SPM) (formula: CioHogNy).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
2 | ¢ 1 total 1% ) 14 0
> | D 1 total 100 ) 14 0
> | B 1 total fé ) 14 0
2 A 1 Tﬁal 1% 12 14 0

e Molecule 3 is FLAVIN-ADENINE DINUCLEOTIDE (three-letter code: FAD) (formula:
CarHs3NgO15P2).
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
o[> [ 1 [ CYTT] 0 |
e [ [meYorl |
IR SN
IS SN

e Molecule 4 is water.

Mol | Chain | Residues Atoms ZeroOcc | AltConf
4 A 55 Tgf.)al 505 0 0
4 | B 54 foral 2 0 0
4| © 66 foral O 0 0
4| D 50 forl 9 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: FMS1 protein

Page 6
Chain A: =

|
664
861

T6A

684

184

S.4

TLN

0LT

S8TH
v81v

)
0
-
1%

1811

6LTM
8.1Q

9.L1D

YLIM
€LTT
cLTd
TL1T
OLTA
6914

L9711
99Th
S91d
911

09Th
LSTL

€GTH
[4hx°

i

0GT1T

8YTA

VI
SYIA

541]

LETS

0€Td

3

Te1d

+

STT1

€111

0T1d

80Td

90TH

29CA
652N
it}
T8I
8%Ck
Lvea

ovey
S7CN

even

LETN

TETA

ceTH
TETS

6¢cd
8zcy

g¢es
veen

0zes
6721
81Ty
L1271
9TCM

€12d
212d

07zd
602V

902

€028
zoca
T0ZA
002N
6611

S6TN
z6Th
T6TH
061D

88TA

65ed
85€T

vSem
€5€0

6VEL

68€d

1

S8€d

8LEY

9LEN
SLET

ELEW

69€A

79es

T9EA

ETGH

TTISH
0154
60571
8054
L0ST
208y
£67M
0674
€87
6.7d
SLvY
YLvI
€L7Y
0L%D
69%D
89¥N
S9VY

€9%A
[42i%)

09%7A

YSvd

e Molecule 1: FMS1 protein

Chain B: &

[4i4)

677V

670

L7Y4

3

S7D

€74

0LTX
6974

L9771

S91d
7911

09Th
65TQ

LSTL

¥3T10
€914
[415'1

0STT

12428

VI

4%
ia1y]

wid

LETS

YETT
€E€TH
ZETY

0€Td

8211

9CTV

CCTIN

6110
8TTA

9114

42!
€111

0T1d

801Q
LOTA

7014

664

Ted

8€TO
LETN

YETA

TETH

pXaan
921

€2TA
zeed
1220

6121

9TCM

ja14v]
€1ed
(454

oteh
,024
yocA

€02s
20ea

L1674

€61D

T6TH

61€S

9T€T
STEL

€T€I
cTeN
TI€S

20€d

00€d

86C1

96231

¥6T1
€62V

06CZH
6821

9824

28¢I
T82A
08¢d
6.L24
8.TT

S.2h
T.2d
042D
6924
89CT
S9zd

29CA

0921
6GCN
8GC1

+

[4c{AN
1621

67CA

Lvza

14728
€¥TA

RLDWIDE

0
PROTEIN DATA BANK

] g ] =

W


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

1XPQ

wwPDB X-ray Structure Validation Summary Report

Page 7

0%€T
B6EEW

9€eT
geed
veea
€€eT

i

TTen

oeed
TeeN

09%A

9G%d
i

8¥¥D
Lyvd

Yvvd

eevy
[4574¢

0€vd

8TYN

(45748

0T¥a
6071

L0¥X

4%

TO%A

08VH

8L¥D
LLYY

e Molecule 1

Chain C

S.vY
PLYVI

11

FMS1 prote

881
184
98D
S8a

S.4

CTLN

0L1
69L

L9H

S9M
¥9s
€9V
09a
PASES
14528
871

S¥D

€74

izt

LEA
9€T

€ed
(4%

Le1

€ey
[4a}

6TV
8TI

¥TI
€11
(498

63
83

9GTT
$ST0
ZGTH
6711
8¥TA

SYTA
PIT

1714

6ETD

LETS
9ETA

TETH

9CTY

445

14498

1574
0¥ca
6€TT

€02s

002N
6611

S6TN
7614
€6TD
261D

98T

1811

LLTT
9.L1D

TLIM
€LTT

TLTT
0LTX

992x

792d

(421418

0921

1

€EVY
(457488

8TV
9T%a
® STvI
174578
1354

90V

4028

00¥%d
66€D

S6€d

88€Y

98€S
S98¢€d

T8€l

8LEV

9LEN

69€N

79€S

CT9EN
T9EA

€G€0

0veT
B6EEN

L0S7T
90871

11

1278
€9%A

09%A

FMS1 prote

SG%d

Ly7Yd

174728

£vva
(a4

6EVN

e Molecule 1

Chain D

LEVA

S91d

1911
0970

8STN
LSTL

2STY

2149
LYTH
514971
SYTA

cvid
714

6ETO

® LETIS
9ETA

TETH
0€Td

3

TeTd

8TTA
L1TI

STTT
228

o
©
%]

08b

pXaan
9¢CI

¥een
€T
{444

L

8TCH

LLTT

€LT1
cL1E
TLTT
0LTX
6974

L9711

9€eT

ceEN
Teed

6CEN

LZEN
9CET

wzen
€ced
ceed

9T€T
STEL

cred
T1€S

90€M

86C1

96234

¥621

1624

6821

692d

29CA

0921
692N

T4l

[4c{AN
1821

8¥Ck

g6ed
76eT1
€684

T6EN
06€d

88€Y
L8€T

S8€d
¥8e1

8LEV

SLET
TLEN

cLed

T9EN

65€4

L5ed
95€b

vaeEM
€9€D

67EL

BEEN

O

R LDWIDE
PROTEIN DATA BANK

W



1XPQ

wwPDB X-ray Structure Validation Summary Report

Page 8

09%A

e
0
]
<
<

L0ST

S0Sa

20SY

6673

RLDWIDE

0
PROTEIN DATA BANK

] g ] =

W



Page 9

wwPDB X-ray Structure Validation Summary Report

4 Data and refinement statistics (i)

Property Value Source
Space group P1211 Depositor
Cell constants 103.05A  98.13A 123.83A .
Depositor
a, b, c,a, 3,y 90.00°  103.28°  90.00°
Resoluton (4) w051 251 s
% Data completeness (Not available) (35.23-2.60) Depositor
(in resolution range) 73.5 (49.84-2.51) EDS
Rinerge (Not available) Depositor
Reym (Not available) Depositor
<I/o(I)>" 2.88 (at 2.51A) Xtriage
Refinement program CNS 1.0 Depositor
R R 0.232 0.309 Depositor
» Thfree 0.252 , (Not available) DCC
Ryree test set No test flags present. DCC
Wilson B-factor (A2) 43.7 Xtriage
Anisotropy 0.200 Xtriage
Bulk solvent kg (e/A3), By (A?) 0.32, 26.7 EDS
Estimated twinning fraction No twinning to report. Xtriage
L-test for twinning <|L| >=050,<L[?*>=0.34| Xtriage
Outliers 0 of 66311 reflections Xtriage
F,,F. correlation 0.92 EDS
Total number of atoms 16332 wwPDB-VP
Average B, all atoms (A?) 40.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 3.91% of the height of the origin peak. No significant pseudotranslation is detected.

Intensities estimated from amplitudes.
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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: SPM,
FAD

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 0.39 0/4080 0.64 0/5515
1 B 0.39 0/4025 0.65 0/5441
1 C 0.40 0/4047 0.64 0/5471
1 D 0.38 0/4008 0.63 1/5419 (0.0%)
All All 0.39 | 0/16160 | 0.64 | 1/21846 (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 D 380 | LEU | CA-CB-CG | 5.92 128.90 115.30

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 3997 0 3916 202 0
1 B 3946 0 3881 217 0
1 C 3967 0 3900 159 0
1 D 3929 0 3857 207 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
2 A 14 0 26 0 0
2 B 14 0 26 0 0
2 C 14 0 26 0 0
2 D 14 0 26 0 0
3 A 23 0 31 3 0
3 B 53 0 31 8 0
3 C 53 0 31 1 0
3 D 53 0 31 3 0
4 A 95 0 0 1 0
4 B o4 0 0 8 0
4 C 66 0 0 2 0
4 D 20 0 0 1 0

All All 16332 0 15782 778 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 25.

The worst 5 of 778 close contacts within the same asymmetric unit are listed below.

Atom-1 Atom-2 Distance(A) | Clash(A)
1:A:292:GLY:H 1:A:451:SER:HA 1.00 1.07
1:A:289:ILE:HD11 | 1:A:462:MET:HG3 1.35 1.05
1:A:122:MET:HE1 | 1:A:145:VAL:HG22 1.39 1.05
1:D:32:ILE:HD12 | 1:D:507:LEU:HD12 1.40 1.02
1:D:278:LEU:HA | 1:D:470:GLN:HE22 1.25 0.99

There are no symmetry-related clashes.

5.3 Torsion angles

5.3.1 Protein backbone (1)

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.

Percentiles

Mol | Chain Analysed Favoured | Allowed | Outliers
1 A 492/513 (96%) 418 (85%) | 53 (11%) | 21 (4%)
1 B 486/513 (95%) 420 (86%) 45 (9%) 21 (4%)
1 C 489/513 (95%) 426 (87%) | 49 (10%) | 14 (3%)
Continued on next page...
$roe
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Continued from previous page...

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles |
1 D 484/513 (94%) | 404 (84%) | 61 (13%) | 19 (4%) IE
All | Al | 1951/2052 (95%) | 1668 (86%) | 208 (11%) | 75 (4%) |E

5 of 75 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 289 ILE
1 A 290 HIS
1 A 291 PHE
1 A 420 PRO
1 B 133 HIS

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 439/454 (97%) 417 (95%) | 22 (5%) 34 61
1 B 435/454 (96%) 415 (95%) | 20 (5%) 37 66
1 C 437/454 (96%) 420 (96%) 17 (4%) 43 74
1 D 433/454 (95%) 412 (95%) | 21 (5%) 35 64
All All 1744/1816 (96%) | 1664 (95%) | 80 (5%) 37 66

5 of 80 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 B 377 GLN
1 C 124 LYS
1 D 291 PHE
1 B 382 ASN
1 B 471 ASP

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 53 such
sidechains are listed below:


http://wwpdb.org/ValidationPDFNotes.html#h.wukab16u9ff
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Mol | Chain | Res | Type
1 B 255 GLN
1 B 439 ASN
1 D 329 ASN
1 B 259 ASN
1 B 362 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.

5.5 Carbohydrates (i)

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

8 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 Count?or?{jl\/llgrzlgt;jZ | > 2 Coun‘csBOFI{II(\i/[Sa%rl gle;a;Z | > 2
3 | FAD | A | 803 | - |585858| 116 | 5(8%) | 85,89,80 | 1.34 | 8 (9%)
2 SPM A 924 - 13,13,13 | 0.92 1 (7%) | 12,12,12 | 0.56 0
3 FAD B 804 - 58,568,508 | 1.27 6 (10%) | 85,89,89 | 1.77 17 (20%)
2 SPM B 923 - 13,13,13 | 0.95 1 (7%) | 12,12,12 | 0.58 0
3 FAD C 801 - 58,58,58 | 1.25 7 (12%) | 85,89,89 | 1.95 14 (16%)
2 SPM C 921 - 13,13,13 | 0.96 1 (7%) | 12,12,12 | 0.59 0
3 FAD D 802 - 58,58,58 | 1.15 | 6 (10%) | 85,89,89 | 1.39 | 11 (12%)
2 SPM D 922 - 13,13,13 | 0.96 1 (7%) | 12,12,12 | 0.60 0

WORLDWIDE
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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 FAD A 803 - - 0/34/50/50 | 0/1/6/6
2 SPM A 924 - - 0/11/11/11 | 0/0/0/0
3 FAD B 804 - - 0/34/50/50 | 0/1/6/6
2 SPM B 923 - - 0/11/11/11 | 0/0/0/0
3 FAD C 801 - - 0/34/50/50 | 0/1/6/6
2 SPM C 921 - - 0/11/11/11 | 0/0/0/0
3 FAD D 802 - - 0/34/50/50 | 0/1/6/6
2 SPM D 922 - - 0/11/11/11 | 0/0/0/0

The worst 5 of 28 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
3 D 802 | FAD | C9A-N10 | 3.44 1.43 1.38
3 B 804 | FAD | PA-O3P | 3.36 1.66 1.59
3 B 804 | FAD | C9A-N10 | 2.97 1.43 1.38
3 C 801 | FAD | C9A-N10 | 2.78 1.43 1.38
3 C 801 | FAD | C5X-N5 | 2.65 1.39 1.35

The worst 5 of 50 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(°)
3 C 801 | FAD | O2A-PA-O5B | -6.40 76.25 108.51
3 C 801 | FAD | O5B-PA-O1A | 6.20 133.67 109.37
3 C 801 | FAD | O3P-PA-O1A |-5.30 73.27 111.28
3 C 801 | FAD | O2A-PA-O1A | -5.09 83.80 112.21
3 B 804 | FAD | C4B-O4B-C1B | -5.06 104.25 109.75

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.
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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)

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 498/513 (97%) -0.48 7(1%) 72 |72 |20, 38,63,93| 22 (4%)
1 B 492/513 (95%) 045 | 4 (0%) |83 |85] | 18,37, 61,79 | 37 (7%)
1 C 495/513 (96%) 047 | 4 (0%) |83 |85] | 19, 36, 63, 87 | 33 (6%)
1 D 490/513 (95%) 0.39 |13 (2%) 52 49 | 18,40, 68,92 | 34 (6%)
All | Al | 1975/2052 (96%) | -0.45 |28 (1%) 72 72 | 18,38, 65,93 | 126 (6%)

The worst 5 of 28 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
423 | ASN 5.2
134 | LEU 3.9
135 | GLY 3.7
424 | ILE 3.5
425 | ALA 3.3

JUETY JUNIY UG U U
oo | | 3| =

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
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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 | RSR | LLDF | B-factors(A?) | Q<0.9
3 FAD C 801 | 53/53 0.16 0.88 20,28,40,44 0
3 FAD A 803 | 53/53 0.14 0.10 27,32,36,37 0
3 FAD B 804 | 53/53 0.13 -0.11 23,32,40,41 0
3 FAD D 802 | 53/53 0.12 -0.23 28,34,39,39 0
2 | SPM | C | 921 | 14/14 | - T [ 175.178,181,181 | 14
2 | SPM | D | 922 | 14/14 | - T [ 161,165,160,160 | 14
2 SPM B 923 | 14/14 - - 134,138,142,142 14
2 SPM A 924 | 14/14 - - 142,144,145,145 14

6.5 Other polymers (i)

There are no such residues in this entry.
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