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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 2.60 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 I 0 17
Ramachandran outliers IR | D 1.3%
Sidechain outliers N 0 N 9.0%
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 2154 (2.60-2.60)
Ramachandran outliers 78287 2113 (2.60-2.60)
Sidechain outliers 78261 2113 (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.

Note EDS was not executed.

Mol | Chain | Length Quality of chain
1 A 545 m—
B 543 m—
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2 Entry composition (i)

There are 2 unique types of molecules in this entry. The entry contains 9324 atoms, of which 1742
are hydrogens 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 THERMOSOME (ALPHA SUBUNIT).

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C H N O S
1 A 503 4668 2356 884 662 752 14 384 0 0

e Molecule 2 is a protein called THERMOSOME (BETA SUBUNIT).

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C H N O S
2 B 502 4656 2370 &858 651 758 19 858 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-

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: THERMOSOME (ALPHA SUBUNIT)

3 Residue-property plots (i)
Chain A:

Note EDS was not executed.

Page 4

c1ed

602

L0TA

S02H
702D

1

86TA

TBTA
T6TI

9814

€8TV

6LTA

2%

TLIV

(JAXS

3
i

9911

Y9TL

L

0918

7STI
€9TA
[ashx:

9YIL

4745’8

15749}

6€1a
8ETI
LETI

*

92g1d

+

(o) ce

00€H

L6TA
9620

v6CI

6821

182A
6.LTH
S.2d
vLeH
€L2d
0LaL
99271

T9¢%

652d
8520

9821
feictdv]
141

1924

6¥¢d

LYTH

S¥CI

€¥T1

0¥za

SETH

€ETN

622d

2T
92T

VCCH
€CTh
T

(44’8

81¢I

T6EI

68EN

L8EY
98€Y

w8en
€8€d

T8EA
08EA
6LEH
8LEQ

9.€D
S.€D
.e4

TLET

0LeS

99¢ed
S9EN

9G€Y
SGEQ
vsea
€G€D
[4°108

67€d

LYEN

sved

TeT
oveN

8CeN

8TSA
L7150

STSI
Y194

[45:28

e Molecule 2: THERMOSOME (BETA SUBUNIT)

Chain B:

0TSL

6671
8674

S6%1

651

Teen
0zea
61CA
81¢I
L121

71CI

[414i]

602a

€0TH

TOCA

6610
061X

1874
9811

08TA

8.L1d

+

2918

L

8SGTL

3

2811
TST1

(57458

Lv1a

47420

0%TI

veETN

TETd
0€TS

SCID

TCIA
0CTL

8TTH

Lveyd
oved

oves
6EES
8EES

0€ET
8CEY
14214
2eel

vIEA
mmmm
60€X

90V

€0€T1

]
€62)
z62h

0621
]
¥8CA
[eses |
{4108
1821
|
8.LTA
|
9924
|
€921
|
LS2I
|
ST
el |
2¢sea
TS24
(olsact
]
9vCI
]
£ved

Tved

veca

ceed

Lvvd
9v¥d
SYPI

£vva

15441
LEPA
YeVY

€EVT
[4:574]

oevYd

9THI

14494

S1vd

RLDWIDE

0
PROTEIN DATA BANK

] g ] =

W


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

1A6D

wwPDB X-ray Structure Validation Summary Report

Page 5

02SI
B6TSA

7191

Ll

7093

L

Levd

687X

O

R LDWIDE
PROTEIN DATA BANK

W



Page 6 wwPDB X-ray Structure Validation Summary Report 1A6D

4 Data and refinement statistics (i)

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

Property Value Source
Space group 1422 Depositor
Cell constants 168.30A  168.30A 203.40A .
Depositor
a, b, c, a, B,y 90.00° 90.00° 90.00°
Resolution (A) 8.00 - 2.60 Depositor
/0 Data completeness 01.3 (8.00-2.60) Depositor
(in resolution range)
Rinerge 0.07 Depositor
Rsym (Not available) Depositor
Refinement program X-PLOR 3.851 Depositor
R, Ryree 0.215 , 0.298 Depositor
Estimated twinning fraction No twinning to report. Xtriage
Total number of atoms 9324 wwPDB-VP
Average B, all atoms (A?) 32.0 wwPDB-VP
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5 Model quality (i)

5.1 Standard geometry (i)

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 | pyiar 7155 | RMSZ | #(2] >5
1 A 0.52 0/3812 0.74 | 2/5139 (0.0%)
B 0.54 0/3834 0.73 1/5166 (0.0%)
All All 0.53 0/7646 0.74 | 3/10305 (0.0%)

There are no bond length outliers.

All (3) bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(®) | Ideal(°)
1 A o7 ASP | N-CA-C | 6.16 127.64 111.00
1 A 160 | SER | N-CA-C | 5.35 125.45 111.00
2 B 376 | GLY | N-CA-C | -5.12 100.31 113.10

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 3784 884 3050 132 0
2 B 3798 858 3034 106 0
All All 7582 1742 6084 229 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 17.

WORLDWIDE
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The worst 5 of 229 close contacts within the same asymmetric unit are listed below.

Atom-1 Atom-2 Distance(A) | Clash(A)
2:B:152:LEU:HD11 | 2:B:400:LEU:HD13 1.43 0.97
2:B:243:PRO:HD3 | 2:B:293:LYS:HD3 1.49 0.94
1:A:218:ILE:HD11 | 1:A:321:LEU:HD11 1.49 0.91
1:A:186:ARG:HG3 | 1:A:191:ILE:HD12 1.54 0.87
1:A:138:ILE:HD11 | 1:A:499:THR:CG2 2.07 0.84

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.

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 A 501/545 (92%) | 464 (93%) | 29 (6%) 8 (2%) 147 28
2 B 500/543 (92%) | 477 (95%) | 18 (4%) 5 (1%) 22 45
All All 1001/1088 (92%) | 941 (94%) | 47 (5%) | 13 (1%) 181 35

5 of 13 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 57 ASP
1 A 145 SER
1 A 206 SER
1 A 377 THR
1 A 428 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.
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 A 411/442 (93%) | 375 (91%) | 36 (9%) 147 27
2 B 410/446 (92%) | 372 (91%) | 38 (9%) 137 24
All All 821/888 (92%) | 747 (91%) | 74 (9%) 147 26

5 of 74 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 A 467 ASP
2 B 105 LEU
2 B 490 ASN
1 A 478 LEU
2 B 49 MET

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 12 such

sidechains are listed below:

Mol | Chain | Res | Type
2 B 300 GLN
2 B 301 HIS
2 B 432 GLN
2 B 254 ASN
2 B 431 GLN

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)

There are no ligands in this entry.
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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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