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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 2.85 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
Rfree NN I
Clashscore
Ramachandran outliers NN |

Sidechain outliers

[

0 Percentile relative to all X-ray structures

RSRZ outliers IS

Worse

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

Value
M 0.271
. 25
W 0.8%
W 15.8%
W 5.8%

Better

Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
R ree 01344 2228 (2.90-2.82)
Clashscore 102246 2499 (2.90-2.82)
Ramachandran outliers 100387 2439 (2.90-2.82)
Sidechain outliers 100360 2442 (2.90-2.82)
RSRZ outliers 91569 2236 (2.90-2.82)

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
7%
1 A 529 46% 39% 9% - 6%
6%
1 B 529 43% 42% 7% = 8%
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2  Entry composition (i)

There are 3 unique types of molecules in this entry. The entry contains 7830 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 Bacteriophytochrome (Light-regulated signal transduction his-

tidine kinase), PhyB2.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
1 A 198 3915 2467 715 719 14 0 2 0
1 B 186 Total C N O S 0 0 0

3806 2403 689 700 14

There are 16 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
A 522 LEU - EXPRESSION TAG | UNP Q6N5G2
A 523 GLU - EXPRESSION TAG | UNP Q6N5G2
A 524 HIS - EXPRESSION TAG | UNP Q6N5G2
A 525 HIS - EXPRESSION TAG | UNP Q6N5G2
A 526 HIS - EXPRESSION TAG | UNP Q6N5G2
A 527 HIS - EXPRESSION TAG | UNP Q6N5G2
A 528 HIS - EXPRESSION TAG | UNP Q6N5G2
A 529 HIS - EXPRESSION TAG | UNP Q6N5G2
B 522 LEU - EXPRESSION TAG | UNP Q6N5G2
B 523 GLU - EXPRESSION TAG | UNP Q6N5G2
B 524 HIS - EXPRESSION TAG | UNP Q6N5G2
B 525 HIS - EXPRESSION TAG | UNP Q6N5G2
B 526 HIS - EXPRESSION TAG | UNP Q6N5G2
B 527 HIS - EXPRESSION TAG | UNP Q6N5G2
B 528 HIS - EXPRESSION TAG | UNP Q6N5G2
B 529 HIS - EXPRESSION TAG | UNP Q6N5G2

e Molecule 2 is BILIVERDINE IX ALPHA (three-letter code

. BLA) (formula: 033H34N406).


http://wwpdb.org/validation/2016/XrayValidationReportHelp#entry_composition
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5 A
_OH
/4
- II\IH
Qe
o'
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O
2 A 1 43 33 4 6 0 0
Total C N O
2 B 1 43 33 4 6 0 0
e Molecule 3 is water.
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O
3 A 16 16 16 0 0
Total O
3 B 7 7 7 0 0
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. 6%

9%

39%

46%

wwPDB X-ray Structure Validation Summary Report

4%

outlier: green = 0, yellow = 1, orange = 2 and red = 3 or more. A red dot above a residue indicates
Chain A: ™

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: Bacteriophytochrome (Light-regulated signal transduction histidine kinase), PhyB2

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

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-

3 Residue-property plots (i)

Page 5

o
>
T
—
J<b)
n
<
B
e als 9v1d [ | HTED ® LLbE < o Ll9u e 98T
TLY A1 4341 | erEy F o 9Lty <) 991 | ggrd
0.d vh1d o TcTy [450] 96€d V) =) I ve1d
I £HIN ® 0gzA 1 | geea BLpY 1m. €ETT
THIL [ ] 808k 7680 £Lpd = €9 zeTd
194 1321 LOES | g68S oI = o T9A 1671
991 ° | 9zel 90EA z6ed ° hl EN TON 1
s szek [Usoga  [WEEEEN e ouvd ooy 8z11
8£1d [ | $0EY 06€4 ° = . 635 o oLzrs
[ze1a ] (454" | | ° .S o | san 9e1a
9£TH | 1Ees 8620 G8EA +2 & 188 STTH
09y 1 0zeh ® 1625 | 8en m 9gY Z4n't
688 zetd | eTev 9621 £8€a 637A = [ | £TTH
881 1 8Tzd 01 z8€e4d 8GHL I3 €91 2e11
185 62TA 1121 | Leb =] z8a 1
| oegv 48 [ereall o escs 9gvY < | oren 8114
Ga1 1218 ST 282N | agpA e o0 LTTY
R 1 1eS | ¥9vE — | oI
€91 [ ] 6.2H qLEs < 994 °
[ | TeT1 0Ted 8.LTH BLEY = | oepT e ¥IID
695 1271 602a L Len €LED oo 423 e €11a
1 8021 9.4TH TLEW 0S7M 0 N GO L erd
8114 I sLEN | oTET 6951 ~ a THH e TITL
LTIy $LTA 0LEY 8HHi Lw . Thd @ OTTA
v 9174 502d €L2H 69€T I = ovb
228 1 TLTk 89EH z2aT — . oeer °
[ | ° 128 L9€d SHHL 128y mo 8EY
geI ® 102 L oLl 99ed 1 [ | 5} L€9 907Y
HEH [ | 692H 99€s 4%t 8191 = 9gd 1
[ | 1111 %610 89ZL 1999 [ | S I £0TN
0gy 0TTA | g619 192d £1GA = | zorr
e 6za | z61S | [ O T ge1 70TY
820 90Ty 16TM £92Y 09D 1190 A [ ]
| lza [ | [ ] 2921 63EY GeH1 o018 = e L&
e 92l £0TN »8TA 192A 8GEL | wePH 6081 @ 86
e 921 I €8T 09zs ££%S | soga m L6
811 6924 L0938 3 969
007V 1 | 8sgs [ ] far G6H
66d 1821 £3Ea z0gd hC I
HLTY | 9gza 1258 T0SH
J i sser Comv ooss S 26
969 TL1E pagd 6TS 6654 S o 1
I 1L1S | esey | Leewn | S ) 684
2529 ovEY 9THh L6%d o A
€67 15271 gveN | emnL 9674 S
1 LOTH 1 oHED 510 —
684 9910 8veN £YET | empd ) °
| | er | Twev (4321 Q
° €9Td 9vza 1764 | 199 z674 o z81T
2911 avzd 0%EN o0THY e M 8%
281 [ | | wheA 6£€Y4 60%S 06%3 .. o e 08H
18% L8Th €21 geen | gova | 68%3 — % 1
08H | 9911 Thed 1 L0%Y 88%4 @ 9.LA
A 9sTY | oTHeS SEEY | 90%H L8%M .|u. ‘. QLN
8.1 oved 1 50%S [ | 3 m wL1
| ud f | esgu ogex | wopT 28y ) €LT
9LA 0574 8ETL 6zed €0BM [ 212 SR m |
Coam 65TA | oLgTH 20%S 0871 M < 0.d
pL1 8YTS 9€TI | eLvb < I
€L1 LbTH ggea o 8L¥1 ) @)

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe


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

4R70

wwPDB X-ray Structure Validation Summary Report

Page 6

L7121
91¢a

1S
€12d

TICH
0124

8021

z0cs
T0Ca

002Y

8672

€610
261Ss

S8TX

[eema
€814
[4:39)

S8TS

@® £8CS

18TV

6.LCH
8.LTH

9LTH
Slch
j2%4
€LTn
TLTR

0Lz21
69CH
89CL
L9¢d
99Ts
S9TA
%92s

2921

639cd

b

§gcI

® Tsed
® 1821

6¥%cd
8y

S¥ved
4744
£%C1

15443

® 6¢€cd
8ETA

TLEN
TLET

69¢€1
89€EN
L9€H
99¢€H
S9€S

T9€T
8GEL
LGET

9G€D

e ©aed
@ €8ed

8¥%eT
PAZHS

Hed
TvEd

0%EN
6EEY

0€€d

82e1

+

BTed
0ozen
61€h
81y

T1EY
0T€A

€£0€d

TOET

66CH
® 8620

96CI

762D

2621
1624

6€%d
8EVA

SEYT

(454

62%S

474

b

i

(574°S

LO%Y
90%H

E0%H
T0%S

66EY
86€h

96€d

Y6€d

C¢6ed

064

G8EA

£8€a

YLEY

8093

$0SA

2083

6674

L6%d

v67Y
£6%a

S8va
78vd
£8%S

T8%Y
08%L

® 8L¥1
® LL%W

@ 69%A

8Y¥NW

444
EYHV

99D

8791

9T8A
S78a

€TSA

T18a

O

R LDWIDE
PROTEIN DATA BANK

W



Page 7 wwPDB X-ray Structure Validation Summary Report 4R70
4 Data and refinement statistics (i)
Property Value Source
Space group P3121 Depositor
Cell constants 143.31A 143.31A 120.51A .
Depositor
a, b, c, a, B,y 90.00° 90.00°  120.00°
Resoluton (4) 303 25 s
% Data completeness 98.5 (20.00-2.85) Depositor
(in resolution range) 98.1 (31.03-2.84) EDS
Rinerge 0.07 Depositor
Raym (Not available) Depositor
<IJo(l)>" 1.51 (at 2.85A) Xtriage
Refinement program PHENIX (phenix.refine: 1.8 1069) Depositor
R R 0.185 , 0.260 Depositor
» Hhfree 0.204 , 0.271 DCC
Rfree test set 1682 reflections (5.34%) DCC
Wilson B-factor (A?) 94.6 Xtriage
Anisotropy 0.058 Xtriage
Bulk solvent ky(e/A3), By(A?) 0.30 , 88.3 EDS
Estimated twinning fraction 0.029 for -h,-k,1 Xtriage
L-test for twinning? <|L|>=048, < L* > =0.31 Xtriage
Outliers 0 of 33567 reflections Xtriage
F,.F. correlation 0.95 EDS
Total number of atoms 7830 wwPDB-VP
Average B, all atoms (A?) 124.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 2.20% 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

PROTEIN DATA BANK
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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:
BLA

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 | p\ (57 #é\ >5 | RMSZ #éy >5
1 A 111 | 7/4011 (02%) | 1.22 | 14/5461 (0.3%)
1 B 111 | 10/3893 (0.3%) | 1.16 | 11/5301 (0.2%)
All | ANl | 1.11 | 17/7904 (0.2%) | 1.20 | 25/10762 (0.2%)

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
1 A 0 4
1 B 0 1

All All 0 5

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

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
1 B 318 | ALA | CA-CB | -7.80 1.36 1.52
1 A 298 | CYS | CB-SG | -7.48 1.69 1.82
1 B 330 | GLU | CD-OE2 | 7.15 1.33 1.25
1 A 184 | VAL | CB-CG1 | -7.12 1.38 1.52
1 B 327 | VAL | CB-CG1 | -6.66 1.38 1.52

The worst 5 of 25 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(®)
1 A 397 | TLE | CG1-CB-CG2 | -9.61 90.26 111.40
1 A 207 | LEU | CB-CG-CD2 | -8.28 96.93 111.00
1 A 181 | ARG | NE-CZ-NH1 | -7.78 116.41 120.30
1 A 347 | LEU | CB-CG-CD2 | -7.70 97.92 111.00

Continued on next page...


http://wwpdb.org/validation/2016/XrayValidationReportHelp#model_quality
http://wwpdb.org/validation/2016/XrayValidationReportHelp#standard_geometry
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Continued from previous page...

Mol | Chain | Res

Type Atoms

Z | Observed(°)

Ideal(°)

1 A 166

CYS CA-CB-SG

-6.89 101.60

114.00

There are no chirality outliers.

All (5) planarity outliers are listed below:

Mol | Chain | Res | Type | Group
1 A 137 | ASP | Peptide
1 A 141 | TYR | Peptide
1 A 441 | GLY | Peptide
1 A 49 SER | Peptide
1 B 141 | TYR | Peptide

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 3915 0 3893 192 2
1 B 3806 0 3775 203 2
2 A 43 0 31 13 0
2 B 43 0 31 6 0
3 A 16 0 0 3 0
3 B 7 0 0 0 0
All All 7830 0 7730 393 2

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 25.

The worst 5 of 393 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:B:97:GLY:O 1:B:100:ALA:N 2.00 0.95
1:B:217:ILE:HG22 | 1:B:222:ARG:HG2 1.46 0.94
1:A:149:VAL:HG21 | 1:B:338:VAL:HG11 1.52 0.92
1:B:265:VAL:HG13 | 1:B:270:LEU:HD11 1.53 0.90
1:A:351:LEU:HD11 | 1:A:357:LEU:HD12 1.55 0.87
grbB


http://wwpdb.org/validation/2016/XrayValidationReportHelp#close_contacts
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All (2) symmetry-related close contacts are listed below. The label for Atom-2 includes the sym-
metry operator and encoded unit-cell translations to be applied.

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:A:442:ARG:NE | 1:B:98:ASP:0OD1[6_555] 1.99 0.21
1:A:390:ARG:NH2 | 1:B:458: THR:OG1[3_564] 2.06 0.14

5.3 Torsion angles (i)
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 498/529 (94%) | 449 (90%) | 45 (9%) 4 (1%) 24 56
1 B 480/529 (91%) | 440 (92%) | 36 (8%) 4 (1%) 24 56
All All 978/1058 (92%) | 889 (91%) | 81 (8%) 8 (1%) 24 56

5 of & Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 99 PRO
1 B 70 PRO
1 A 67 ARG
1 B 100 ALA
1 A 69 PRO

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.


http://wwpdb.org/validation/2016/XrayValidationReportHelp#torsion_angles
http://wwpdb.org/validation/2016/XrayValidationReportHelp#protein_backbone
http://wwpdb.org/validation/2016/XrayValidationReportHelp#protein_sidechains
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Percentiles

Mol | Chain Analysed Rotameric | Outliers
1 A 421/445 (95%) | 350 (83%) | 71 (17%)
1 B 409/445 (92%) | 349 (85%) | 60 (15%)

All All 830/890 (93%) | 699 (84%) | 131 (16%)

5 of 131 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 A 438 VAL
1 B 65 LEU
1 B 438 VAL
1 A 447 LEU
1 A 471 ILE

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 9 such
sidechains are listed below:

Mol | Chain | Res | Type
1 B 269 HIS
1 B 501 HIS
1 B 398 GLN
1 B 42 HIS
1 B 344 GLN

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)

2 ligands are modelled in this entry.


http://wwpdb.org/validation/2016/XrayValidationReportHelp#rna
http://wwpdb.org/validation/2016/XrayValidationReportHelp#nonstandard_residues_and_ligands
http://wwpdb.org/validation/2016/XrayValidationReportHelp#nonstandard_residues_and_ligands
http://wwpdb.org/validation/2016/XrayValidationReportHelp#nonstandard_residues_and_ligands
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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 | "' RMSZ | #|2|>2 | Counts | RMSZ | #|7| > 2
2 BLA A 900 1 36,46,46 | 3.08 17 (47%) | 45,67,67 | 1.89 14 (31%)
BLA B 900 1 36,46,46 | 3.09 16 (44%) | 45,67,67 | 2.14 15 (33%)

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 BLA A 900 1 - 0/22/74/74 | 0/4/4/4
2 BLA B 900 1 - 0/22/74/74 | 0/4/4/4

The worst 5 of 33 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
2 A 900 | BLA | C1C-C2C | -4.35 1.35 1.47
2 B 900 | BLA | C1D-C2D | -4.05 1.36 1.45
2 A 900 | BLA | C4D-C3D | -3.94 1.38 1.45
2 B 900 | BLA | C1C-C2C | -3.45 1.37 1.47
2 A 900 | BLA | C1B-C2B | -3.40 1.38 1.45

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

Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(?)
2 A 900 | BLA | CHA-C4D-C3D | -3.76 116.92 125.48
2 A 900 | BLA C3A-C4A-NA | -3.70 104.23 110.29
2 A 900 | BLA | CBC-CAC-C3C | -3.52 108.92 127.70
2 B 900 | BLA | CAD-CBD-CGD | -3.49 106.00 112.78
2 B 900 | BLA | CHA-C4D-C3D | -3.37 117.81 125.48

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

means
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2 monomers are involved in 19 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
2 A 900 | BLA 13 0
2 B 900 | BLA 6 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.


http://wwpdb.org/validation/2016/XrayValidationReportHelp#nonstandard_residues_and_ligands
http://wwpdb.org/validation/2016/XrayValidationReportHelp#polymer_linkage
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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 /529 (94%) -0.17 23 (4%) 36 30 | 61,107, 181, 236 0
1 B 486/529 (91%) 0.10 34 (6%) 19 |13] | 65, 132, 200, 232 0
All All 984,/1058 (93%) -0.04 57 (5%) 26 120 | 61, 119, 194, 236 0

The worst 5 of 57 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
477 | ARG 6.4
355 | GLN 5.3
114 | GLY 5.1
353 | ASP 4.9
476 | ARG 4.8

e e L i
> | | | =

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
of atoms in the group. The column labelled ‘Q< 0.9’ lists the number of atoms with occupancy
less than 0.9.
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
2 BLA B 900 | 43/43 0.87 0.32 0.84 | 108,145,171,175 0
2 BLA A 900 | 43/43 0.90 0.32 0.79 82,104,136,142 0

6.5 Other polymers (i)

There are no such residues in this entry.
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