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The following versions of software and data (see references (1)) were used in the production of this report:
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EDS : 2232
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Refmac : 5.8.0158
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Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)
Validation Pipeline (wwPDB-VP) : 2.23.2
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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 3.10 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
Rfree
Clashscore
Ramachandran outliers

Sidechain outliers NN

RSRZ outliers IN{jm

Worse

Percentile Ranks

[
[
[

Value

I (278
- (3

D 3%

| D 3 5%

D 6.1%

Better

I 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))
Riree 130704 1094 (3.10-3.10)
Clashscore 141614 1184 (3.10-3.10)
Ramachandran outliers 138981 1141 (3.10-3.10)
Sidechain outliers 138945 1141 (3.10-3.10)
RSRZ outliers 127900 1067 (3.10-3.10)

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 of the lower bar indicate
the fraction of residues that contain outliers for >=3, 2, 1 and 0 types of geometric quality
criteria respectively. 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 548 - 58% 35% -
3%
1 B 548 62% 32% -
8%
1 D 548 r— 58% 36% -
9%
1 E 548 — 60% 34% -
%
2 C 263 50% 32% o 1e%
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2 Entry composition (i)

There are 4 unique types of molecules in this entry. The entry contains 20349 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 Protective antigen PA-63.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 A 521 Z(it;;l 26017 711]8 8(3)7 2 0 0 0
1 B 526 Z(igzl 26012 711]7 824 2 0 0 0
1 b 520 rﬁt??l 26ClB 711]7 8(?35 2 0 0 0
o 2| 26022 20 8(3)9 g 0 0 0

There are 87 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
A 303 PRO VAL | engineered mutation | UNP P13423
A 304 GLY HIS engineered mutation | UNP P13423
A ? - GLY deletion UNP P13423
A ? - ASN deletion UNP P13423
A ? - ALA deletion UNP P13423
A ? - GLU deletion UNP P13423
A ? - VAL deletion UNP P13423
A ? - HIS deletion UNP P13423
A ? - ALA deletion UNP P13423
A ? - SER deletion UNP P13423
A ? - PHE deletion UNP P13423
A ? - PHE deletion UNP P13423
A ? - ASP deletion UNP P13423
A ? - ILE deletion UNP P13423
A ? - GLY deletion UNP P13423
A ? - GLY deletion UNP P13423
A ? - SER deletion UNP P13423
A ? - VAL deletion UNP P13423
A ? - SER deletion UNP P13423
A ? - ALA deletion UNP P13423
A ? - GLY deletion UNP P13423

Continued on next page...
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Chain | Residue | Modelled | Actual Comment Reference
A ? - PHE deletion UNP P13423
B 303 PRO VAL | engineered mutation | UNP P13423
B 304 GLY HIS engineered mutation | UNP P13423
B ? - GLY deletion UNP P13423
B ? - ASN deletion UNP P13423
B ? - ALA deletion UNP P13423
B ? - GLU deletion UNP P13423
B ? - VAL deletion UNP P13423
B ? - HIS deletion UNP P13423
B ? - ALA deletion UNP P13423
B ? - SER deletion UNP P13423
B ? - PHE deletion UNP P13423
B ? - PHE deletion UNP P13423
B ? - ASP deletion UNP P13423
B ? - ILE deletion UNP P13423
B ? - GLY deletion UNP P13423
B ? - GLY deletion UNP P13423
B ? - SER deletion UNP P13423
B ? - VAL deletion UNP P13423
B ? - SER deletion UNP P13423
B ? - ALA deletion UNP P13423
B ? - GLY deletion UNP P13423
B ? - PHE deletion UNP P13423
D 303 PRO VAL | engineered mutation | UNP P13423
D 304 GLY HIS engineered mutation | UNP P13423
D ? - GLY deletion UNP P13423
D ? - ASN deletion UNP P13423
D ? - ALA deletion UNP P13423
D ? - GLU deletion UNP P13423
D ? - VAL deletion UNP P13423
D ? - HIS deletion UNP P13423
D ? - ALA deletion UNP P13423
D ? - SER deletion UNP P13423
D ? - PHE deletion UNP P13423
D ? - PHE deletion UNP P13423
D ? - ASP deletion UNP P13423
D ? - ILE deletion UNP P13423
D ? - GLY deletion UNP P13423
D ? - GLY deletion UNP P13423
D ? - SER deletion UNP P13423
D ? - VAL deletion UNP P13423
D ? - SER deletion UNP P13423

Continued on next page...
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Continued from previous page...
Chain | Residue | Modelled | Actual Comment Reference
D ? - ALA deletion UNP P13423
D ? - GLY deletion UNP P13423
E 303 PRO VAL | engineered mutation | UNP P13423
E 304 GLY HIS engineered mutation | UNP P13423
E ? - GLY deletion UNP P13423
E ? - ASN deletion UNP P13423
E ? - ALA deletion UNP P13423
E ? - GLU deletion UNP P13423
E ? - VAL deletion UNP P13423
E ? - HIS deletion UNP P13423
E ? - ALA deletion UNP P13423
E ? - SER deletion UNP P13423
E ? - PHE deletion UNP P13423
E ? - PHE deletion UNP P13423
E ? - ASP deletion UNP P13423
E ? - ILE deletion UNP P13423
E ? - GLY deletion UNP P13423
E ? - GLY deletion UNP P13423
E ? - SER deletion UNP P13423
E ? - VAL deletion UNP P13423
E ? - SER deletion UNP P13423
E ? - ALA deletion UNP P13423
E ? - GLY deletion UNP P13423
E ? - PHE deletion UNP P13423
e Molecule 2 is a protein called Lethal factor.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
2 ¢ 222 1816 1164 290 359 3 0 0 0
Total C N O S
2 F 222 1816 1164 200 359 3 0 0 0

e Molecule 3 is CALCIUM ION (three-letter code: CA) (formula: Ca).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
3 A 2 TO;al C;‘ 0 0
3 | B 2 foral Ca 0 0
3 | D 2 foral Ca 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
3 | E 2 foral Ca 0 0

e Molecule 4 is water.

Mol | Chain | Residues Atoms ZeroOcc | AltConf
4 | A 1 fotal O 0 0

4 | B 1 fotal O 0 0

4 | D 1 foral (1) 0 0

4 | E 1 foral (1) 0 0
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3 Residue-property plots (i)

These plots are drawn for all protein, RNA, DNA and oligosaccharide chains in the entry. The

first graphic for a chain summarises the proportions of the various outlier classes 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: Protective antigen PA-63
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29T

SSTT

S¥ex
7veca
€¥CI
(4448

oveL

9€Td

veCs

zeed
Teea

144
€eed

eces
11443

61CA

9121

j4%4:8

0121
602N

70CS

cocd
T0TL

L6TX
(4198
T61D
0673
68TA
88Td
S81a

8L1Y4

9.1d
SLTA

L9eA

€9EN

TOEN
09¢€1

b

9G€Q

2SET

8%ed

SYEL

8EET

9€EH

CTEEN
TEEL

GCES

20€d

00€L

S6TL

€6TL

68CI
88CL
1,824

TL21
0L2I

99ZH
S92a

LLVM
9LYN

TLYA

S9%d

E9PN

09%Y
6SYI

9G%A
SGHA

€57
[4ciA%

8Y¥1

i7472:8

(0747488

9EVA

62%S

® LTvd
14748

61VI
8T¥d

cTvd
125728

T0%1
00%d
® 66EN
86€d
L6€X
96€Y

98€D
S8€T

€8€1

6.ed
8.LE7T

vLET

6.5

69571

C¢9SI

65SS
8GSL

feisiefed
854

6753

LYSI

SPSY

(47478

€€5d

T€S4

vesy
€291

615d
8TSY

91SL
S1S3

2150

80SA

0S4
€054

8671

967D
V67N
€674

88%L

98vd

28¥d
7871
08%A
6.%3

0884

3

70,3

e Molecule 1: Protective antigen PA-63

COLL
TOLA
00LY

8691
LB9N
@® 9697
S69)

1

T69N

6891

3%

Chain B: .

32%

62%

v.Le1

89eN
L9EN

E€9EN

TOEN
09€1

LSEL
9GeQ

® tsel

0SEN

8¥ed

oveM

TEEN
Teel

® ¥0€D

20€d

00€L

86CL

S6CL

€621

68C1
88CL
182y

08¥A
6.%3

LLVM
9LYN

TLYA

S9%d

E9PN

09%Y
6371

9§74
SS7A

£5¥a
2Shl

8Y¥1

RLDWIDE

1747208

(074788

9EVA

(35728
81¥d

STPN

CcTvd
195723

S0%T

1091
4]
66EN
86€d
L6€N
96V

€8€1

6.Led
8Le7T

0O
PROTEIN DATA BANK

W

erpBe


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#residue_plots

wwPDB X-ray Structure Validation Summary Report 3KWV

Page 9

26354

9854
S8SV

0854

6991

2981

6938
8951

9950
¥Ssd

6754

L%SI

S¥Su

(4778

€€94

T€84

€291

818N

9151
STS4

21sa

80SA

7054
€054

967D
T6TN
€674

88VL

98¥%d

28%d
18%1

8991

9998
S991

C99KH

099X
6594

LS9N
9991
SG9A

€993
2591

8%9a
L¥93

S794

€V9I
(47428

8€91

SE€9I

T€91

6291

9299

® MO N Mo
o oS00 0 oo
© [ N N ~
SH<>EXEER

0291

® LTI9Y

STOV

ETON

TT9A

8090

€091

TOoN

8654

9654

SELD
TELT

0ELX
® ltlLd
9CLI
S2LT
YL
eTLA
9TLL
ETLN

80LI

G693
7694

T69N
0698

T8N

9,91

tigen PA-63

1ve an

Protecti

e Molecule 1

36%

58%

8%

Chain D

29T

§S21

vvca

€eed
eees
1344

61CA

9121

j4%4'8

0121
60CN

021

0TS

c¢ozd
T0CL

L6TH
T61D
0673
68TA
8874
S81Q

8L1Y4

9.1d
SLTA

T9EN
09€1

LSEL
9G€d

CGET

0SEN

8ved

SYEL

8€EET

CEEN
T€EL

SCES

20€d

00EL

86CL

S6CL

€62T1

@® 68CI

S.T3
¥.L2N

k

0.2I

99ZH

6S¥I

9G¥A
SSPA

€5%a
[4ciAn

8v¥1

474728

(0478

(35728
8T¥%d

CTvd
TT%A

L6€N
96€V

88EN

98€D
S8€T

€8€T

6.ed
8LET

vLeT

89¢eN
L9EA

€9€EN
{444

6951

CT9SI

6GSS
8GSL

SGSa
%534

6754

LYST

fei7c)!

LSON

9€9Y

STOY

o <
o
© ©
X M|

TT9A
0198
6094
8090

S09A

€091

TO9N

2694

98931
983V

2854

0854
6,50

STLT
¥TLI
€TLA

8TLL

9TLL
STLA

crLE
® T1.S

60LN

3

70,3

COLL
TOLA

00LY

6594

tigen PA-63

1ve an

Protect

e Molecule 1

34%

60%

9%

Chain E

STTH

€eed
(4443

(44}

81T

9121

TICH

L0TI

S02d

€021

LBTH

96TA

0674
68TA

L8TT

S8Td

8.1

T9eN
09€T

LSeL
® 9sed

® <TSET

0SEN

8%ed

oveEM
SYEL

LN

b

0.21

99K

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report SKWV

Page 10

eicic
¥ovd

09%Y
6SVI

9SV&
GSPA

€57a
[4sjA%

8%¥1

174728

0%%1

9EVA

62VS

L2vd
92va

6TVI
8Tvd

STPN

crvd
TIvA

T0%1
007D

@® 66€EN

86€d
L6€X
96€V

98€D
G8ET

€8€1

6Led
8LET

vLET

TLEL

L9EA

€9EN

2T9SI

65SS
8551

§5Sa
SEES

6751

LYSI

i)

[474°78

S67D
767N
€674

8871

98%d

28%d
871
08%A
6.7

LLYM
9LYN

TLVA

2591

8%90

8€91

S€91

b

@ T1€91

6291

00000
©
I
©
[T

0291

ST9Y

€193

6093

S09A

€091

TOON

6650
8654

9684

2694

9893
S8SV

08S)
6.5

69571

0€L1

LgLd

SCTLT

® T69N
® 069

289N

9,91

8991

9998
G991

DO =N
0 © © ©
© © © ©
m A=

LSON
9991
SS90

€99%

SELD
PeLT
€€Ld

. Lethal factor

e Molecule 2

2%

16%

32%

50%

Chain C

SL

ELN

794

291

094

98)
S8

T84
05D

8VA

91

oA

(9771

LEX

veq

TeL
0eX

991d
5910

(415 8
8STa
LSTd
9STS

(55428

LYTA

vV
evTd

® LETA

SETT

€ETS

TETI
0ETA
6211

(4458

0CTA
6TTA

4258

SOTX
¥0TI

TOTY

cveN
Tved

8€¢d
€€TT
6CCH
9ged
aeey
ja14)]
TTCN
602N

pAorace
9021

i uace
€02A
zoes
1024

86Td

9674
S6TX

€610

T6TL
0674

8811

. Lethal factor

e Molecule 2

16%

33%

49%

8%

Chain F

t

794

291

094

® 8%A

ovI
Svi
14208

LYTA

vV
EVINA

O%IN

LETA

SETH

(4458

0ZTX
B6TTA

174998

OTTH

SOTH
70TI

TOTY
00Ta

L1671
96Y

61
€6S

T6H

S8a

(42N
181

6.0

SN

Plaace

(444§

S6TA

€610

T6TL
0674

8811

98710

€818

1818
8LIN
SLIN

vLTT
ELTA

0LTd

b

991d
S9TD

(42198
8STa

LSTY
9518

(55498

{444\
Tved

8€td

€E€TT
CTETA

6CCH

O

R LDWIDE
PROTEIN DATA BANK

W



Page 11

wwPDB X-ray Structure Validation Summary Report

KWV

4 Data and refinement statistics (i)

Property Value Source
Space group P 4212 Depositor
Cell constants 178.38A 178.38A  240.36A .
Depositor
a, b, c,a, B,y 90.00° 90.00° 90.00°
. 49.84 - 3.10 Depositor
Resolution (A) 49.84 — 3.10 EDS
% Data completeness 92.1 (49.84-3.10) Depositor
(in resolution range) 92.1 (49.84-3.10) EDS
Rinerge 0.07 Depositor
Reym (Not available) Depositor
<IJ)o(l) >"* 2.46 (at 3.12A) Xtriage
Refinement program PHENIX (phenix.refine: 1.5 2) | Depositor
R R 0.249 , 0.281 Depositor
7 Phfree 0.245 , 0.278 DCC
Rree test set 2000 reflections (2.83%) wwPDB-VP
Wilson B-factor (A?) 73.4 Xtriage
Anisotropy 0.171 Xtriage
Bulk solvent kg (e/A®), By, (A?) 0.27 , 53.3 EDS
L-test for twinning? <|L| > =044, < [?* > =0.27 Xtriage
Estimated twinning fraction No twinning to report. Xtriage
F,,F. correlation 0.89 EDS
Total number of atoms 20349 wwPDB-VP
Average B, all atoms (A?) 100.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 2.67% 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, 0.333 respectively for untwinned datasets,
and 0.375, 0.2 for perfectly twinned datasets.
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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 | pyigy | 417055 | RMSZ | (7] >5

1 A 0.26 0/4249 0.41 0/5764

1 B 0.23 0/4240 0.41 0/5752

1 D 0.26 0/4242 0.41 0/5754

1 E 0.25 0/4258 0.41 0/5776

2 C 0.23 0/1850 0.39 1/2493 (0.0%)

2 F 0.23 0/1850 0.39 | 1/2493 (0.0%)
All All 0.25 | 0/20689 | 0.40 | 2/28032 (0.0%)

There are no bond length outliers.

All (2) bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(°)
2 C 182 | ASP | CB-CG-OD2 | 5.21 122.98 118.30
2 F 182 | ASP | CB-CG-OD2 | 5.19 122.97 118.30

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 4178 0 4149 171 0
1 B 4169 0 4143 145 0
1 D 4171 0 4142 173 0

WO RLDWIDE
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Continued on next page...
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Continued from previous page...

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 B 4187 0 4157 154 0
2 C 1816 0 1797 59 0
2 F 1816 0 1797 65 0
3 A 2 0 0 0 0
3 B 2 0 0 0 0
3 D 2 0 0 0 0
3 E 2 0 0 0 0
4 A 1 0 0 0 0
4 B 1 0 0 0 0
4 D 1 0 0 0 0
4 E 1 0 0 0 0

All All 20349 0 20185 746 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 18.

The worst 5 of 746 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:A:266:MET:H 1:A:295: THR:HG21 1.36 0.90
1:D:699:TYR:HA | 1:D:726:ILE:HG12 1.58 0.86
1:A:699:TYR:HA | 1:A:726:ILE:HG12 1.58 0.85
1:D:210:ILE:HD11 | 2:F:188:LEU:HB2 1.59 0.84
1:D:625:GLU:HB3 | 1:D:679:LYS:HE3 1.57 0.84

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

521 /548 (95%)

471 (90%)

45 (9%)

5 (1%)

157 49

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

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 B 520/548 (95%) 462 (89%) | 54 (10%) 4 (1%) 19 54
1 D 520/548 (95%) 468 (90%) 47 (9%) 5 (1%) 157 49
1 E 522 /548 (95%) 469 (90%) 47 (9%) 6 (1%) 147 46
2 C 220/263 (84%) 183 (83%) | 30 (14%) 7 (3%) 22
2 F 220/263 (84%) 183 (83%) | 30 (14%) 7 (3%) 22
All All 2523/2718 (93%) | 2236 (89%) | 253 (10%) | 34 (1%) 42

5 of 34 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 732 TYR
2 C 162 LYS
1 D 732 TYR
2 F 162 LYS
1 A 303 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.

Mol | Chain Analysed Rotameric | Outliers | Percentiles

1 A 474/491 (96%) 455 (96%) | 19 (4%) 31 65

1 B 473/491 (96%) 456 (96%) | 17 (4%) 35 67

1 D 473/491 (96%) 455 (96%) | 18 (4%) 33 66

1 E 475/491 (97%) 457 (96%) | 18 (4%) 33 66

2 C 200/236 (85%) 196 (98%) 4 (2%) 55 180

2 F 200/236 (85%) 196 (98%) 4 (2%) 55 180
All All 2295/2436 (94%) | 2215 (96%) | 80 (4%) 36 68

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

Mol

Chain

Res | Type

1

D

713 ASN

Continued on next page...
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Mol | Chain | Res | Type
1 E 644 VAL
1 E 240 THR
1 E 514 LEU
1 E 713 ASN

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. There are
no such sidechains identified.

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 monosaccharides in this entry.

5.6 Ligand geometry (i)

Of 8 ligands modelled in this entry, 8 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.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#rna
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands
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5.8 Polymer linkage issues (i)

There are no chain breaks in this entry.


https://www.wwpdb.org/validation/2017/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 527/548 (96%) 004 |15(2%) 53 30 | 46, 82, 173, 206 0

1 B 526,548 (95%) 002 |19 (3%) 42 |22 | 45,83, 158, 206 0

1 D 526/548 (95%) 0.20 44 (8%) | 11 47, 82, 171, 206 0

1 E 528/548 (96%) 0.28 52 (9%) 46, 84, 160, 205 0

2 C 222 /263 (84%) 0.06 6 (2%) 54 31 |69,126,169,201 | 0

2 F 222 /263 (84%) 0.36 20 (9%) {9 3] |68, 126, 170,198 | 0
All | Al | 2551/2718 (93%) |  0.15 | 156 (6%) |21 |9 | 45,92, 169, 206 0

The worst 5 of 156 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
1 E 674 | THR 9.5
1 E 425 | ASP 8.8
1 A 427 | PHE 7.8
1 A 425 | ASP 7.8
1 E 624 | THR 6.8

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 monosaccharides in this entry.



https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_model_data
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_protein_na_chains
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_nonstandard_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_nonstandard_and_ligands
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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. 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.

Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
3 CA A 736 1/1 0.98 0.22 52,52,52,52 0
3 CA D 737 1/1 0.98 0.19 55,55,995,55 0
3 CA B 736 1/1 0.99 0.22 57,57,57,57 0
3 CA B 737 1/1 0.99 0.17 48,48,48,48 0
3 CA D 736 1/1 0.99 0.20 65,65,65,65 0
3 CA A 737 1/1 0.99 0.15 45,45,45,45 0
3 CA E 736 1/1 0.99 0.17 52,52,52,52 0
3 CA E 737 1/1 0.99 0.20 48,48,48,48 0

6.5 Other polymers (i)

There are no such residues in this entry.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_nonstandard_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_nonstandard_and_ligands
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