WDRLDWI

2PDB

PRDTEIN DATA BANK

wwPDB X-ray Structure Validation Summary Report (i)

PDB ID
Title
Authors
Deposited on
Resolution

Feb 1, 2016 — 07:23 AM GMT

3AK5

Hemoglobin protease (Hbp) passenger missing domain-2
Nishimura, K.; Park, S.-Y.; Tame, J.R.H.

2010-07-07

2.20 A(reported)

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
A wuser guide is available at
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 2.20 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 NN M 0.279
Clashscore IR I - ©
Ramachandran outliers I (0 W 0.8%
Sidechain outliers NN W 6.8%
RSRZ outliers NN I 1.2%
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 91344 3774 (2.20-2.20)
Clashscore 102246 4477 (2.20-2.20)
Ramachandran outliers 100387 4404 (2.20-2.20)
Sidechain outliers 100360 4405 (2.20-2.20)
RSRZ outliers 91569 3781 (2.20-2.20)

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
1 A 975 : 78% 19%
1 B 975 : 78% 19%
1 C 975 = 77% 18%
1 D 975 £ 76% 18%
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2  Entry composition (i)

There are 3 unique types of molecules in this entry. The entry contains 30307 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 Hemoglobin-binding protease hbp.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
1 A 970 7278 4511 1268 1485 14 7 0 0
Total C N @) S
1 B 970 7278 4511 1268 1485 14 1 0 0
Total C N O S
1 C 952 7149 4435 1241 1459 14 1 1 0
Total C N @) S
1 b 948 7113 4411 1236 1452 14 ) 0 0
There are 4 discrepancies between the modelled and reference sequences:
Chain | Residue | Modelled | Actual Comment Reference
A 607 GLY - SEE REMARK 999 | UNP O88093
B 607 GLY - SEE REMARK 999 | UNP O88093
C 607 GLY - SEE REMARK 999 | UNP O88093
D 607 GLY - SEE REMARK 999 | UNP O88093

e Molecule 2 is CALCIUM ION (three-letter code: CA) (formula: Ca).

Mol | Chain | Residues Atoms ZeroOcc | AltConf

Total Ca

2 B 1 1 1 0 0

5 A 1 Total Ca 0 0

1 1

Total Ca

2 D 1 1 1 0 0
Total Ca

2 C 1 1 1 0 0

e Molecule 3 is water.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
3 A 426 ngl 4(2)6 0 0
3 B 430 ngl 420 0 0
3 C 321 1“302?1 3(2)1 0 0
3 D 308 1;0531 3(0)8 0 0
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19%

3

78%
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Chain A: :

i

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.

3 Residue-property plots (i)

e Molecule 1: Hemoglobin-binding protease hbp
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e Molecule 1: Hemoglobin-binding protease hbp

EETH

Sge1

{444

902h

i

coca

L6TL
961D

+
3

L8TR

+
b

T9TY
091a

SGTH

2S8T1
1918

wPIA

8€Td

6TITA

OTTIN

SOTA

1

00Td
661

16A

683

€81

+

TLD

0LN

96N

86€D

96EM

v6€S

Z6EN
T6€S
06€L
€8¢

TGeT

6EEL

GeeT

been
g€ced
(443

i

vied

L0Ea

+

862¢a

T6TH

S8cTy

9LTA

blch

69CA

L9za

[4e14-S
1928

65CS

elotact

9%21
SheH

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W


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

wwPDB X-ray Structure Validation Summary Report 3AKS

Page 6

0LLD

99.8
S9LN

coLa

2GLT

9L

42X
£v.LN

(478}

618V
|
0T9Y

| 601 |
805D S€La
| |
%091 TELA

Ll

v0.LY
€04a

6695
8694

T9%0
|
L99Y
|
zavh
LosEn
09%T L99N
1 9994
SH5a [ |
1 6999
6£%9 [ |
1 0g9b
£€%9 [ |
1 9598
eehy | wver |
1 £59a
6770 [ |
12 LE9A
LTHY [ |
9T €99
1 ® £g9l
8078 zEIA

oo
00%D

L1671

71671

7681

3

068b

7885

6983

T98R
198a

84G8d

1984

6%8d
8784

6€8S

0€84
628S

[44:3 4

7181
€188
T8l

€08S

008S
66.L1

L6LA

S6.LS

€6.LN

881D

SEOTL

CEOTd
TEOTV

€20TL

9T10TX

TIOTH
010TI

%0071

S66a
766V

986A

£86S
286h

6.6a

TL6L

1

€964

6G6L
8G6Y

SG6)

£396N

96N
SH6W

1961

6E6L
ve6Y
TE6Y
czed

1261

S60T4

T60TA

L8074

9.0TH

€L0ThH

0.0Ta

69071

v90TH

8G0TA

€90TL

9%0TA

PP0TL

0%0T4

Hemoglobin-binding protease hbp

e Molecule 1

JO/O

18%

w—
77%

Chain C

coca
TOoTH

661X

I

T6TA

68TA

T

LLTA

BL1D

TLIA

LSTd

914

2811

8YIN

S¥1a

TPIX

8€Td

€18

TEIN

745
€TIA

8073

SOTA

T6A

-

OLN

95N

Sl

¥8ea

0LgN

PoeN

268e1

6EEL

SEET

62ES

eced

TIEN

£0gY

00€I

6624

862a

162N

9.LTA

69TA

L9za

8gza

eietacy

€9TL

192d

8%ZH

44499

(444

9€TL
S€Ts

6zeh

etaa

0TCH

80CL

€02s

|

Ll

wTon

TTON

8191

STOH

€191

9Tsv
et}
bean

619V
%091
008N
66%A
86%a

S8%d
78¥N

8L%L

+

® 8S¥D

]

TS9PN
0S%1

9v¥H
Svva

1472’0

LT%%

80%S

T0%I
00%D

v6es

0e84d
6285

P18l

Ll

€088

3

S6.S

8LLS
LLLD
9LLN

PLLT

0LLD

TSLL

S¥.D

(4775}

LELY

SELA

E€E€LT

TELA

TTLL

0TLL

L0471

v0.Y

8L9S

bL9%

899L
L99N

LP9L

LEQA

€964

0961

8964

*

TS6Y
0G6L

£96M
(4230}
TH6L

i
B

TE6Y
0E6N

261
£T6N

TT6A

616N
@ 8164

Y1671

(413}

016b

288N

LL8A

vL8Y

T98k
7980

898d

S8

S90TH
790T%

LS0TS
95071

€G0TL

15010

8%01H

9%0TA

£707S
[47494)
9078
07074

Lg0ta

ST0T1

Hemoglobin-binding protease hbp

ETOTN

TI0TH
0T0TI

9660

€661
266N

H

786V

00TIN
660TA
86073
L60TL
S60T4
CT60TR
880TH

S80TY

CTLOTR

890TA

e Molecule 1

18%

76%

8610

961D

+

78TY

18TA

SLTH
LTh
ELTY

+

L81d
98TV

PaT1d
€4Ta

449
Y11

8ETH

9€Ta

Ll

STTH

€TTA
[4433

0TTI

90Td
SOTA

963

T6A

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 3AKS

Page 7

81€d

STeY
bred

CIEN

60€d

£0€3
20eh

00€I
66Cd

L6271

S6CI
v6TA

062N

182H

€921
{414

88za

jeletacs

€8Tk

(474

6€TH

Ll
1

6zch

§STT1

{444

81CL

80TL

902h

1

coca

0021

TTSA

008N

1874
08%3

8L%L
LLPT

€L%d
LYY

84%DH

il

0S%1

ov¥d
S¥Pa

SE¥D

£THA

L1474

SO%N

T0%I

16€S

68EL

98ELR

S8EN

ELEA

0LEN

89€EN

S9€D
Y9EN

8GET

TheEN

€ged

8LLS
LLLD
9LLN

PLLT

0LLD

G9.LY

T9La

TSLL

9%Lh

LELY

SeLa

sTLb

TTLL

0TLL

Ll

$0.LY

c0Ld

6698

9991

099H

6€90

YE9D

CTE9N

919D
ST9H
v194
€197

(440
Tv6L
ve6Y
TEBY

TZ6L

[413]

ot6bd
® 6061

@ 906a

1

668D
£68D
688A
¥88S
€881
288H

6.8d

LL8A

8981

998HM

298k
7980

6G8A

F

L8871

9%8N
S%81

T8y

0€84

8280

S6.LS

07074

620TA

L207d

ST0T1

ETOTN

TI0TH

986A

2860

6.6a

SL6L

TL6L

G969

S96)

TS6Y

SheN

660TA

|

C60TA

06071

L8074

€L0TD
890TA
LOOTH

19013
09073

LS0TS

€G0TL

0S0TS

8%0TH
LY0TA

O

R LDWIDE
PROTEIN DATA BANK

W



Page 8

wwPDB X-ray Structure Validation Summary Report

4 Data and refinement statistics (i)

Property Value Source
Space group C121 Depositor
Cell constants 292.80A 53.94A 335.95A .
Depositor
a, b, c,a, 3, 90.00°  107.32°  90.00°
. 48.56 — 2.20 Depositor
Resolution (4) 4856 — 2.20 EDS
% Data completeness 100.0 (48.56-2.20) Depositor
(in resolution range) 93.1 (48.56-2.20) EDS
Rinerge (Not available) Depositor
Raym (Not available) Depositor
<I/o(I)>" 3.33 (at 2.20A) Xtriage
Refinement program REFMAC 5.5.0109 Depositor
R R 0.226 , 0.280 Depositor
» Hhfree 0.224 . 0.279 DCC
Rfree test set 11985 reflections (5.28%) DCC
Wilson B-factor (A?) 29.4 Xtriage
Anisotropy 0.084 Xtriage
Bulk solvent kyo(e/A?), By (A?) 0.33, 44.1 EDS
Estimated twinning fraction No twinning to report. Xtriage
L-test for twinning? <|L| > =045, < L* > =0.27 Xtriage
Outliers 11 of 239062 reflections (0.005%) Xtriage
F,,F. correlation 0.95 EDS
Total number of atoms 30307 wwPDB-VP
Average B, all atoms (A?) 32.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The analyses of the Patterson function reveals
a significant off-origin peak that is 94.28 % of the origin peak, indicating pseudo translational
symmetry. The chance of finding a peak of this or larger height randomly in a structure without
pseudo translational symmetry is equal to 3.1752e-09. The detected translational NCS is most likely
also responsible for the elevated intensity ratio.

Tntensities 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:
CA

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\ (o7 #éy >5 RMSZ #é\ >5
1 A 1.07 | 3/7407 (0.0%) | 0.99 | 17/10069 (0.2%)
1 B 1.15 | 6/7407 (0.1%) | 1.04 | 20/10069 (0.2%)
1 C 1.09 | 5/7278 (0.1%) | 0.99 | 9/9895 (0.1%)
1 D 126 | 7/7236 (0.1%) | 1.12 | 11/9835 (0.1%)
Al | ANl | 1.14 | 21/29328 (0.1%) | 1.04 | 57/39868 (0.1%)

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 1
1 B 0 2
1 C 0 2
1 D 0 2
All All 0 7

The worst 5 of 21 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
1 D 89 | GLU | CD-OE2 | -51.39 0.69 1.25
1 B 851 | GLU | CG-CD | -31.69 1.04 1.51
1 B 955 | LYS CE-NZ | 29.51 2.22 1.49
1 D 89 | GLU | CD-OE1 | 25.27 1.53 1.25
1 A 619 | LYS CE-NZ | -23.79 0.89 1.49

The worst 5 of 57 bond angle outliers are listed below:


http://wwpdb.org/validation/2016/XrayValidationReportHelp#model_quality
http://wwpdb.org/validation/2016/XrayValidationReportHelp#standard_geometry
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
1 D 523 | ASP | CB-CG-OD2 | -43.35 79.29 118.30
1 D 89 GLU | OE1-CD-OE2 | 31.72 161.37 123.30
1 C 523 | ASP | CB-CG-OD1 | -26.34 94.59 118.30
1 D 89 | GLU | CG-CD-OE1 | -20.08 78.14 118.30
1 B 851 | GLU | CG-CD-OE1 | 19.40 157.10 118.30

There are no chirality outliers.

5 of 7 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
1 A 968 | SER | Peptide
1 B 1069 | LEU Peptide
1 B 963 | PHE | Peptide
1 C 523 | ASP | Sidechain
1 C 968 | SER | 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 7278 0 6993 115 0
1 B 7278 0 6993 109 0
1 C 7149 0 6858 141 0
1 D 7113 0 6823 136 0
2 A 1 0 0 0 0
2 B 1 0 0 0 0
2 C 1 0 0 0 0
2 D 1 0 0 0 0
3 A 426 0 0 15 0
3 B 430 0 0 15 0
3 C 321 0 0 9 0
3 D 308 0 0 7 0

All All 30307 0 27667 497 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 9.

The worst 5 of 497 close contacts within the same asymmetric unit are listed below, sorted by
their clash magnitude.


http://wwpdb.org/validation/2016/XrayValidationReportHelp#close_contacts
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:C:364[B]:ASN:OD1 | 1:D:364:ASN:ND2 1.76 1.16
1:B:632:VAL:HG12 1:B:634:GLY:H 1.27 0.99
1:A:401:ILE:HD12 1:A:421:LEU:HD11 1.40 0.99
1:C:842: THR:HG22 3:C:1285:HOH:O 1.62 0.97
1:D:172: THR:HG22 1:D:174:GLN:H 1.31 0.94

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 966/975 (99%) 898 (93%) | 55 (6%) | 13 (1%) 151111
1 B 966/975 (99%) 900 (93%) | 61 (6%) 5 (0%) 34 35
1 C 945/975 (97%) 876 (93%) | 63 (7%) 6 (1%) 30 29
1 D 938/975 (96%) 870 (93%) | 60 (6%) 8 (1%) 21 119
All All 3815/3900 (98%) | 3544 (93%) | 239 (6%) | 32 (1%) 24 22

5 of 32 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 338 GLY
1 A 1022 ASP
1 C 85 ASN
1 D 85 ASN
1 A 85 ASN

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.


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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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
A 785/787 (100%) | 735 (94%) | 50 (6%) 221 24
B 785/787 (100%) | 721 (92%) | 64 (8%) 147113
C 772/787 (98%) 724 (94%) | 48 (6%) 23 25
D 767/787 (98%) 719 (94%) | 48 (6%) 220 24
All All 3109/3148 (99%) | 2899 (93%) | 210 (7%) 200 21

—_ | = = =

5 of 210 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 B 850 ASP
1 C 87 GLN
1 D 808 ASN
1 B 946 ASN
1 B 1046 VAL

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 51 such
sidechains are listed below:

Mol | Chain | Res | Type
1 C 85 ASN
1 C 467 ASN
1 D 743 ASN
1 C 350 ASN
1 C 621 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.


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
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5.6 Ligand geometry (i)

Of 4 ligands modelled in this entry, 4 are monoatomic - leaving 0 for Mogul analysis.
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.

No monomer is involved in short contacts.

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#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

A | 970/975 (99%) 0.21 | 9 (0%) 13, 31, 53, 66 | 4 (0%)

B 970/975 (99%) 0.19 | 5 (%) hor)for] | 13, 30,53, 70 | 2 (0%)

C | 952/975 (97%) 20.18 70 | 14, 32, 54, 69 | 2 (0%)
( (

17 (1%) 71
D 948/975 (97%) 0.18 | 14 (1%) (76 75 | 15,32, 54, 65 | 4 (0%)
All | Al | 3840/3900 (98%) | -0.19 | 45 (1%) 81 80| | 13, 31, 54, 70 | 12 (0%)

— | = =] =

The worst 5 of 45 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
991 | LEU 6.1
1049 | PHE 5.5
633 | THR 5.2
968 | SER 5.2
909 | LEU 5.0

e N N
wilellisvlwie)

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


http://wwpdb.org/validation/2016/XrayValidationReportHelp#fit_model_data
http://wwpdb.org/validation/2016/XrayValidationReportHelp#fit_protein_na_chains
http://wwpdb.org/validation/2016/XrayValidationReportHelp#fit_nonstandard_and_ligands
http://wwpdb.org/validation/2016/XrayValidationReportHelp#fit_nonstandard_and_ligands
http://wwpdb.org/validation/2016/XrayValidationReportHelp#fit_nonstandard_and_ligands
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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
2 CA A 1200 1/1 0.99 0.13 0.96 22,22,22,22 0
2 CA C 1200 1/1 1.00 0.10 0.08 19,19,19,19 0
2 CA B 1200 1/1 0.99 0.10 | -0.34 19,19,19,19 0
2 CA D 1200 1/1 0.99 0.10 | -1.02 22,22,2222 0
6.5 Other polymers (i)
There are no such residues in this entry.
grDe


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