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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 user guide is available at
https://www.wwpdb.org/validation /2017 /Xray ValidationReportHelp
with specific help available everywhere you see the (1) symbol.

The types of validation reports are described at
http://www.wwpdb.org/validation /2017 /FAQs#types.

The following versions of software and data (see references (1)) were used in the production of this report:

MolProbity : 4-5-2 with Phenix2.0

Xtriage (Phenix) : 2.0

EDS : 3.0

Percentile statistics : 20250101.v01 (using entries in the PDB archive January 1st 2025)
CCP4 : 9.0.010 (Gargrove)
Density-Fitness : 1.0.12
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) : 2.49
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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 Percentile Ranks Value

Rfree | D .237

Clashscore NN | - 9
Ramachandran outliers 0 D 1.5%
Sidechain outliers | I 6.9
RSRZ outliers I I .1
Worse 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))
Riyree 180053 1456 (3.10-3.10)
Clashscore 190562 1539 (3.10-3.10)
Ramachandran outliers 187476 1467 (3.10-3.10)
Sidechain outliers 187428 1467 (3.10-3.10)
RSRZ outliers 180081 1456 (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

%
1 A 644 : 76% 21%

%
1 C 644 . 78% 19%

16%
2 B 915 —— 74% 22% o
8%

2 D 915 76% 20% -
3 E 214 76% 20%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
3 G 214 74% 21% 5%
4 F 226 76% 19% -
4 H 226 81% 14%
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2 Entry composition (i)

There are 5 unique types of molecules in this entry. The entry contains 31008 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 Complement C3 beta chain.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
1 A 642 5007 3187 848 957 15 0 0 0
Total C N O S
1 C 642 5007 3187 848 957 15 0 0 0

e Molecule 2 is a protein called Complement C3 alpha chain.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
2 B 903 7213 4572 1213 1390 38 0 0 0
Total C N O S
2 D 903 7213 4572 1213 1390 38 0 0 0

e Molecule 3 is a protein called Fab light chain.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
3 k 214 ?gzaol 1(?27 21;11 3(3)6 2 0 0 0
3 G 214 1;(()551&01 1(?27 21;11 3(3)6 2 0 0 0
e Molecule 4 is a protein called Fab heavy chain.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
4 F 221 1112231 10(311 21;11 3(2)4 g 0 0 0
4 H 221 ?6)51%1 I(SLI 2§1 3(2)4 g 0 0 0

e Molecule 5 is CALCIUM ION (CCD ID: CA) (formula: Ca).


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#entry_composition
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 A 1 Total Ca 0 0
1 1
5 C | Toltal Cla 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: Complement C3 beta chain

%

Chain A: :

21%

76%

LSTS
SETT
6CTL
€CTA
8071
01]

TOTA
00TT

€60

16D

78A
€84

Cas

S.M

LEA

s} ©0 N~ — o o m oM
= H - = = — = A

9zeT

Ll

60€T

v0eN

86CA
16271

vecy
£624

v8cA

8.LTA

8924
L9231

v9ca

0921
652H

evCA

€€CI

TE€TA

454
€1e1

0ored

8LIN

€LTI

7911

L

8ST1

e Molecule 1: Complement C3 beta chain

[472:0v]

6£90
8€9T1

SE9Y
ve9d

8298
9298
{4485

7194

%

Chain C: :

19%

78%

v8cA

18¢s

8.LZA
LLga

9921

29T1

€5CI

1624

E¥CA

vecL
€€CI

€eel

v1eA

01ed

SO0TA

€02

86TL

610

¥8TI

B6LTH

89TT
L1818

TSTI

8¥1d
LYIN

CYIN

6ETY

4t
EVPT
vy

8EVA
LEVS

SEVH
YeYT

6TV

6071
807"

90¥X

covA

66€S

CSEN

b
1

8ved
Lved
9VEW
seed

8TEL

9zel

Teed
0zed

81€d

+

€T€D

0T€T

LOEL

70eN

20eT

86CA

9620

SE9Y
E90

0£90

SOl
L6SA
68971

.90
€491

+

7SSA

2ssh
8CSS
815V
G191

0TSA

6671

96%d
G671

€67A
(4748

8vh

TLYI
TLY1

89%X

S9VI
258

097V

85¥%d

95PY
SSPT

€SP

6%¥T
8¥vL

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe


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

3G6J

wwPDB X-ray Structure Validation Summary Report

6£90
8€9T

Page 7

11

Complement C3 alpha cha

e Molecule 2

16%

22%

74%

Chain B

8684

7681

€881

8181
L1181

1980

83984

2888

T8y
0¥8A

i

€8h

9284

1181

6081

1084
€08A
96.LY
T6LD
T6LY
063

L8LN
98.L8

€8L7T

€LLT

86,4

€GLA

€¥.LS

YeLT

0€LQ

cLev

6961

@ S96A
796d

0961

056d

S¥6'1

8€6H

9e6d

8163

916N
ST64

€169

T16d

0068

@® 980TI

280TA

@ 8.L0T1
LLOTA

vL01ad

TLOTI
0L0TT

890TA

990TT

T90TA
090TA

9G071

@ €S07S

600TL

SO00TA
Y00TH

966N
€861
7861

1861

8161

SOTTA

€9T1Y

et

LY1T1

e ¥vild
EVITT

HHE-

® Ov1TA

8ETTA

#
+

EETTH

62TT1

9CTT1

(44229

TI1T1

LOTTIW
90T1d

00TTV

3

[
@® S60TA

[ ]
@® T601d
T60TY

I
3

8801

LYPTIA

€EVTA

® TEVTH
L]

@ O0TETT 8TYIA
LIETH (447491

61714

25745

96T
90€Td [ |

€611
TETTA
L8ETL
8zeTd

G8ET

T8ETT

91211

9LETY

°
e 9.211
® ©.TIA
o
® T.Tl1

LLTTIH
[ | ® 0271
TLITA

® L9CTH

L9TTA e 9921a

63510

7SSTA

2¢SSTa

0SSTD

L¥STI

EPSTI
THSTY
TYSTH
0%STI
6ESTA

Lesta

CESTT

0ESTA

8CTSTA
LTST1

GCSTL
CTTSTA

T2STA
0zsTa

81GTD

91814

L0STT

70STH

00STH

L6914

+

€8711

6L7TH
8L¥1D

9.¥13a

S9pTa

LSPTA

1S7T0

<
o
o
SE9TA
[ |
zeota
TEOTL
| ogota o
629TY =
} <
61978 ©
L791@ _mha S
a, 2
} =
<
momﬂs o
96511 o
-
° b}
z651a g
[«B}
9
W 2
38STT m
EEmn
£89TN
T8STW 2 %
} o
7LSTT = .-
| eLsTH 8 A
TLSTT <
| ) g
99511 M <
595Td -~
| ° O

2069
w68

068A
6884

288M
LL8A

€188
TL8T1

1980
S781
84

9esh
SESN

TE8N
9284
€181
1181
708K

S6.LA

S8LA
8Ly
€8.L7T

6LLL
8LLL

CcLLA

09.d
6S.d

Ly.L3

[47X:8

€00TA
000TA
966N
0663

7861

® ¥96d
® €96L

1960
® 0967
6561
8561

® 9561

7v6d

Tved
0¥6I

H

® 986D
® SE6A

WO RLDWIDE
PROTEIN DATA BANK



3G6J

wwPDB X-ray Structure Validation Summary Report

Page 8

6V

F

LYITI

TPI1d
EVITT

0%TTA

EETTH
CETTY

62111

9CTT1

vert1d

6TTT

80TTI

L6010

260Td
T60TH

v80TM
€80T
T80TA

TLOTI
04071

S90TS

290TH

SSO0TM

2S0Td

0501y

9Y0TV
SYOTV

EY0TV
120711
72011
81013
L1071
9101

80013

COETL

00€Td

@ L6TT1

[41axcy
@ T62TIM

88CTYd

8.CT1

® 9.21T1

i ZX47

® 0.211

+

29T

09CTA

ceTTY
TETTA

8¢CTd
91211

LOTIN

T8TTN

LLTTH

CTLITA

99TTL

19111

T8€T1

LLETL

SLETA

O0LETA

L

99€TI

CIET

09€TN

9VETH

veeT

v1€TD
€1eTd

TI€TL

88YT1T
e .L8%1d

08¥T1

9.y13d

€LYTd

TOVIN

LSPTA

mmmﬁ>
2Sh1d
TSHID

(47491

SPPTd

LEVTT

€EVTA
CEVTS

[
® OE¥ls

hmmﬁo

€CYIL

Nmmﬂq

81¥1d
® LI¥1IS
[ ]

17457458

€1¥1a

L

LOPTI

vov1a

TY9IN
0%91d
6€9TD
ST9Th

909TA

+

20%

009TI

%8919

T8ST

9814

¥L811

69574

99STI

PSSTA

8%STH

EYSTI

TYSTH
0%STI

CESTT

96¥%10

06714

Fab light chain

e Molecule 3

76%

Chain E

¥ST1
0STA
L%T0

9€TT
SETT

T€1S
i7411]

€T1d
(4334

60T.L

*

€0TA
2071

00Td

76l
€6V
{49

88D

8.1

3

CTLL

6CA

— — o
~ o N
= H B

cI
Ta

L

0TZN

Ll

86TH
LBTL

(43198
T6TA

1874

€811
2818

SLTT

CTLIL

e Molecule 3

0L1a

¥o1L
€9TA

n

Fab light cha

5%

21%

74%

Chain G

SeTl
744

STTA

(434
TTTV

60TL

+

00Td

L

072N

Ll

96TA

T6TA

81T
08TL

3

SLT1

€9TA

0910

8STN

SSTD
® %S11

(5745’8

VT

e Molecule 4

17451

LETN
9€TT

11

Fab heavy cha

19%

76%

E
I&O
o

.
5
}m

Chain F

o
oA

.

TTTA

8071
LOTL

SOTh

Qo0TA
D00TA

00TS

764

8L

0z81

28I

6LA

9LN

L

89L

7SN
€GA
vZsd

TSI

CES

0€L

Lgd

811

111

902x

€02S

98TS

€8TL
T8TA

8L11

04771

6STT

0STA

VT4
SYIX

(04 %]

9ETY

LTI

11

: Fab heavy cha

e Molecule 4

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 3G6J

Page 9

14%

81%

+

Chain H:

3

0971

L¥1d

(4498

611d

L1

3

60TA

1

SOTh

181

S84

0281

Z8H

194

Ll

954

TSN
L2578

081

YEA

0€L

8¢S

Ll

CTA
111

LS

() 54'8
00CH
S6TI
6811
9818
€811
8.L171
cLIS

TLID
0LTT

O

R LDWIDE
PROTEIN DATA BANK

W



Page 10

wwPDB X-ray Structure Validation Summary Report

3G6J

4 Data and refinement statistics (i)

Property Value Source
Space group c121 Depositor
Cell constants 216.44A 180.42A 154.58A .
Depositor
a, b, c, a, B, 90.00°  115.73°  90.00°
. 20.00 - 3.10 Depositor
Resolution (A) 20.00 — 3.10 EDS
% Data completeness 100.0 (20.00-3.10) Depositor
(in resolution range) 99.6 (20.00-3.10) EDS
Rinerge (Not available) Depositor
Rsym 0.01 Depositor
<IJ)o(l) >"* 2.92 (at 3.12A) Xtriage
Refinement program REFMAC 5.2.0019 Depositor
R R 0.214 , 0.282 Depositor
7 Phfree 0.225 , 0.287 DCC
Rree test set 4843 reflections (5.00%) wwPDB-VP
Wilson B-factor (A?) 48.4 Xtriage
Anisotropy 0.110 Xtriage
Bulk solvent kg (e/A®), By, (A?) 0.30 , 36.7 EDS
L-test for twinning? <|L| > =050, < L*>=1033| Xtriage
Estimated twinning fraction No twinning to report. Xtriage
F,,F. correlation 0.90 EDS
Total number of atoms 31008 wwPDB-VP
Average B, all atoms (A?) 41.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 2.35% 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.

WO RLDWIDE
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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 | prig7 | 47155 | RMSZ | #2] >5

1 A 0.48 0/5108 0.69 0/6940

1 C 0.48 0/5108 0.70 0/6940

2 B 0.51 1/7356 (0.0%) | 0.74 | 8/9958 (0.1%)

2 D 0.49 0/7356 0.75 0/9958

3 E 0.49 0/1675 0.71 0/2276

3 G 0.53 0/1675 0.72 0/2276

4 F 0.50 0/1684 0.71 1/2294 (0.0%)

4 H 0.51 0/1684 0.75 0/2294
All All 0.49 | 1/31646 (0.0%) | 0.72 | 9/42936 (0.0%)

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 C 0 1
B 0 3
2 D 0 1
4 H 0 1
All All 0 6

All (1) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
2 B 912 | GLU | CA-C |6.31 1.55 1.52

The worst 5 of 9 bond angle outliers are listed below:


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#model_quality
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#standard_geometry
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Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(®)
2 B 1268 | GLN | N-CA-C | 10.95 128.01 111.04
2 B 965 | VAL | N-CA-C | -6.74 106.16 112.83
4 F 98 | TYR | N-CA-C | 6.13 123.86 110.80
2 B 1269 | GLU | N-CA-C | 5.58 117.11 109.18
2 B 1516 | GLU | CA-C-N | 5.46 126.66 119.84

There are no chirality outliers.

5 of 6 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
2 B 1267 | HIS | Peptide
2 B 1268 | GLN | Peptide
2 B 964 | PRO | Peptide
1 C 40 PHE | Peptide
2 D 1639 | CYS | 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 5007 0 5068 104 0
1 C 5007 0 5068 104 0
2 B 7213 0 7142 129 0
2 D 7213 0 7140 128 0
3 E 1640 0 1591 31 0
3 G 1640 0 1591 36 0
4 F 1643 0 1593 31 0
4 H 1643 0 1593 30 0
5 A 1 0 0 0 0
) C 1 0 0 0 0

All All 31008 0 30786 953 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 553 close contacts within the same asymmetric unit are listed below, sorted by
their clash magnitude.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#close_contacts
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
4:F:82:MET:HE2 | 4:F:82(C):LEU:HD21 1.11 1.05
4:H:82:MET:HE2 | 4:H:82(C):LEU:HD21 1.39 1.03
2:B:1381:LEU:CD2 | 2:B:1457:VAL:HG12 1.90 1.01
3:E:90:GLN:NE2 3:E:92: TYR:O 1.92 1.00
4:F:82:.MET:HE2 | 4:F:82(C):LEU:CD2 1.98 0.94

There are no symmetry-related clashes.

5.3 Torsion angles (i)

5.3.1 Protein backbone (3)

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 640/644 (99%) 595 (93%) | 37 (6%) 8 (1%)
1 C 640/644 (99%) 581 (91%) | 48 (8%) | 11 (2%)
2 B 897/915 (98%) 798 (89%) | 79 (9%) | 20 (2%)
2 D 897/915 (98%) 809 (90%) | 70 (8%) | 18 (2%)
3 E 212/214 (99%) 204 (96%) 8 (4%) 0
3 G 212/214 (99%) 200 (94%) | 12 (6%) 0
4 F 217/226 (96%) 203 (94%) | 12 (6%) 2 (1%)
4 H 217/226 (96%) 211 (97%) 6 (3%) 0
All All 3932/3998 (98%) | 3601 (92%) | 272 (7%) | 59 (2%)

5 of 59 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 548 SER
1 A 549 GLU
2 B 913 GLY
2 B 935 VAL
2 B 968 MET



https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#torsion_angles
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#protein_backbone
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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 566/567 (100%) | 525 (93%) | 41 (T%) 131 40

1 C 566/567 (100%) | 542 (96%) | 24 (4%) 26 58

2 B 799/810 (99%) 754 (94%) | 45 (6%) 197 49

2 D 799/810 (99%) 751 (94%) | 48 (6%) 171 47

3 E 188/188 (100%) | 169 (90%) | 19 (10%) 28

3 G 188/188 (100%) | 165 (88%) | 23 (12%) 20

4 F 181/185 (98%) 160 (88%) | 21 (12%) 22

4 H 181/185 (98%) 163 (90%) | 18 (10%) 29
All All 3468/3500 (99%) | 3229 (93%) | 239 (7%) 41

5 of 239 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
2 D 861 GLN
4 H 7 SER
2 D 1490 | ARG
3 G 176 SER
4 H 172 SER

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 100
such sidechains are listed below:

Mol | Chain | Res | Type
2 D 834 GLN
2 D 1481 ASN
4 H 200 HIS
2 D 836 GLN
2 D 1327 HIS

5.3.3 RNA (D

There are no RNA molecules in this entry.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#protein_sidechains
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#rna
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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 oligosaccharides in this entry.

5.6 Ligand geometry (i)

Of 2 ligands modelled in this entry, 2 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.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands
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 642/644 (99%) -0.24 9 (1%) 73 53 3,29, 61, 99 0
1 C 642/644 (99%) -0.18 8 (1%) 176 58 | 3,31, 64,119 0
2 B 903/915 (98%) 0.75 148 (16%) 2, 72, 148, 165 0
2 D 903/915 (98%) 0.09 76 (8%) 2,26, 144, 154 | 0
3 E 214/214 (100%) -0.33 0 -| 4, 24, 47, 82 0
3 G 214/214 (100%) -0.31 1 (0% 2,13, 43, 77 0
4 F 221/226 (97%) -0.42 0 -|- 2, 18, 58, 91 0
4 H 221/226 (97%) -0.46 1 (0% 2,12, 36, 86 0
All | ALl | 3960/3998 (99%) 0.04 243 (6%) 27 |15 | 2,29, 133, 165 0

The worst 5 of 243 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
1324 | THR 6.4
1300 | GLU 5.8
1294 | ALA 5.6
1295 | SER 4.9
1272 | LEU 4.8

CIFIECIFCIENY
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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 oligosaccharides 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
) CA C 645 1/1 0.95 0.05 54,54,54,54 0
5} CA A 645 1/1 0.96 0.03 47.47,47 .47 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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