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This is a wwPDB Geometry-Only 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

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

Validation Pipeline (wwPDB-VP) : 2.49
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https://www.wwpdb.org/validation/2017/XrayValidationReportHelp
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp
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1 Overall quality at a glance (i)

The following experimental techniques were used to determine the structure:
SOLUTION SCATTERING

The reported resolution of this entry is unknown.
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 - 32

Worse Better
H Percentile relative to all X-ray structures

[ Percentile relative to X-ray structures of similar resolution

Motric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Clashscore 190562 -

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%

Note EDS was not executed.

Mol | Chain | Length Quality of chain

1 1-A 1213 95% 5%
1 2-A 1213 91% 9%
1 3-A 1213 97%

1 4-A 1213 94% 6%
1 5-A 1213 94% 6%
1 6-A 1213 94% 6%
1 7-A 1213 95% 5%
1 8-A 1213 95% 5%
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2 Entry composition (i)

There is only 1 type of molecule in this entry. The entry contains 9704 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 factor H.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 1-A 1213 fgtl‘? 1513 0 0 1213
1 2-A 1213 ?gtgl 12013 0 0 1213
1 3-A 1213 ?ggl 12013 0 0 1213
1 4-A 1213 f;gl 12013 0 0 1213
1 5-A 1213 ?gtlzl 12013 0 0 1213
1 6-A 1213 ggl 12013 0 0 1213
1 7-A 1213 ?ggl 1513 0 0 1213
1 8-A 1213 f;gl 12013 0 0 1213

There is a discrepancy between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment | Reference
A 402 HIS TYR variant UNP P08603



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

Note EDS was not executed.

e Molecule 1: Complement factor H

5%

95%

Chain 1-A:

€TLd

6898

9891
G891

€994

2598

L2910

E€T9H

8994

09sa@
65SS

82ST
pxac)

80SS
L0SX

6971
897V

€9%S
29va

7478

8€vd
LEVS

SThY
428
€2hd
8VEV

oved
Shed

veed
€TeN

91€d
S1€I

6.2d
8.TS

0LTd

viA

ozzgTa

9LTIN

S9TTH

YoTT1

€911

8TTID

STITI

26071

690TS

9%0TL

0TOTY
600TY

1861

S.6D

6261
826D

1,83

S¥LA

SELH

e Molecule 1: Complement factor H

9%

91%

Chain 2-A:

]
91ed
ST€I

S82H
¥8CH

6.L2d
8.2S

S9¢H
[4vaS
¥61a
€618
2610
T6TH

6874
8874

€814
LLIA
9L14
SLT4
YLIA
ELTV
0LT4
L9713

8GTA
LSTI

2S1d
TSIV

LYT1
9%10
SYIA
vYIA
EVIA
0%TI
8€TI
Le1Q
9ETN
SETL
21y
verI

€vd

61d

690TS

L%0TS

0OTOTY

1861

8.L6M
LL6%

.61
TS6A
T€6D
0€6d

6261
8269

9260

vzed

1268
ozeM
616X
8169

916X
ST160

€161
2164

e Molecule 1: Complement factor H

0164
T06D
006L
6684
8685
S68L

T68A
068S

€88S

088L

97%

Chain 3-A:

6.L0TS

LT6W

8981

095a
6598

625N
8291

8098
1083
90SI
18%A

0LPY
69%1

€978
(424748

i
17478

8EVd
LEVS

SCTHV
v
€ehd

18ed
08€es

91ed
STEI

6.2d
8.TS

€923

LScH

T¥CA

6ccd

6028

08TS

z8)

8¢y

TeCTY
SOCTA
8CTTA
LTTTA
9C11s

2801

e Molecule 1: Complement factor H

6%

94%

Chain 4-A:

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W


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

3GAU

wwPDB Geometry-Only Validation Summary Report

Page 5

EVSN
625N
82ST
Lesy

80SS
L0SY

1874
08%D
6.L71

€978
4kt

8EVd
LEYS

SeTvy
v
€2vd

9ved
sved

91€d
STEI

S8¢H

6.cd
8.TS

99¢s
8TTA
90ZA
86TM
961D
68Td
69TH
PSIN
18TV
0STL
67TA
8¥1d
LYTT

vIA

TeeTy
0€TTH

S0TTA

¢6TTYd

SOTTH

€60TN

9%0TL

Sv01a

44UxS

€%01D

CTOTA

0Z0T.L

268V

698d

Y6.LN

TSN

oLy

€eLd

0L9%

699N

899d

1994

9594

L%94

T79A

7194
E€T9H

8994
1994
9954
S9GA

09sa
6GSS

759D

S%90

Complement factor H

e Molecule 1

94%

Chain 5-A

8Ted

20eL
TOEV

882a
182D

6.2d
8.TS

9928

porace

€5Td

EVTA

8TTXA

26d

S7D

61d

ety
0€TTH

0TOTY

8860
1861

S.L6D

0€6d

SELH

0691

§29d

T094

0980
6538

067D

98¥D
S8¥Q

€9¥S
c9va

8€Vd
LEVS

Complement factor H

SEVD
Sevy
74728
€ehd

T8ed
08€s

€LEH
cLET

€9eL

LSED

e Molecule 1

6%

94%

TSN

SELH

0691

€T9H

8954

095a
6GSS

L0893
90ST

€978
29vd

LSPN

e

8E¥d
LEYS

PEVN
€EVH

Sevy
i7472'8
£€evd
96EN

T9€4d
09€H

oved
sved

TCEL

91€ed
ST€I

TOEY

€823

6.cd
8.TS

¥9za

6ccd

60CS

86013

S60TN
¥601D

16070

88014
18074

€LOTA
CLOTY

690TS
L¥01S
97011
svoTa
¥vo1d
€V0TD
YEOTN
ZCO0TA

0ZOT.L
6T0TV

L86L

S.69

6261
826D

8169

8.L8H

698d

968D

608d

LB6LM

T6LN

693

L9LN

6GLI

9G.S
SG.LS

Complement factor H

e Molecule 1

5%

95%

Chain 7-A

€TLd

095a

€ehd
(44748

T8ed
08€s

(5278
8¥ev

oved
sved

€TeN

91ed
STEI

6.2d
8.2s

62¢cd

60CS
8021

vIA

2éd

T€CTH
62CTY
L20TY
600TY
8860
S.6D
(438
0€6d
7088
208N
66.d
86.a
L6.LM
SL.Ls
TLLN
€LLH
cLLa
TLL4
89.%
€50

STLA

Complement factor H

e Molecule 1

5%

95%

Chain 8-A

8981
SELH
0691
989A
8E9N
€T9H
8954
1954
9953
S9SK

09sa
65SS

€¥SN

€9¥S
c9va

8€¥d
LEYS

Sevy
74728
€ehd
18¢Y

oved
sved

TEEN

91ed
ST€I

§82H

6.Lcd
8.2S

S9TH

Loca
902A

YSIN
€979

EVIA

€64

0zera
61CTM

S9TTH
¥o111
€9T170

(44978
154298

TETTV
0ETTd

9%0TL
Sv0Ta
¥vo1d
€Y01D

CTOTA
TCOTA

LT6W
€68H

268V
T68A

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Page 6 wwPDB Geometry-Only Validation Summary Report 3GAU

4 Model quality (i)

4.1 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).

There are no protein, RNA or DNA chains available to summarize Z scores of covalent bonds and
angles.

There are no bond length outliers.
There are no bond angle outliers.
There are no chirality outliers.

There are no planarity outliers.

4.2 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 1-A 1213 0 0 30 0
1 2-A 1213 0 0 68 0
1 3-A 1213 0 0 23 0
1 4-A 1213 0 0 44 0
1 5-A 1213 0 0 45 0
1 6-A 1213 0 0 37 0
1 7-A 1213 0 0 34 0
1 8-A 1213 0 0 31 0
All All 9704 0 0 312 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 32.

The worst 5 of 312 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:568:GLU:CA | 1:A:613:HIS:CA 1.76 1.59

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

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:A:311:SER:CA | 1:A:357:CYS:CA 1.78 1.59
1:A:387:ARG:CA | 1:A:408:GLN:CA 1.76 1.58
1:A:480:GLY:CA | 1:A:508:SER:CA 1.82 1.55
1:A:265:LYS:CA | 1:A:284:HIS:CA 1.83 1.55

There are no symmetry-related clashes.

4.3 Torsion angles (i)

4.3.1 Protein backbone (3)

There are no protein backbone outliers to report in this entry.

4.3.2 Protein sidechains (1)

There are no protein residues with a non-rotameric sidechain to report in this entry.

4.3.3 RNA (D

There are no RNA molecules in this entry.

4.4 Non-standard residues in protein, DNA, RNA chains (i)

There are no non-standard protein/DNA/RNA residues in this entry.

4.5 Carbohydrates (i)

There are no oligosaccharides in this entry.

4.6 Ligand geometry (i)

There are no ligands in this entry.

4.7 Other polymers (i)

There are no such residues in this entry.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#torsion_angles
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#protein_backbone
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#protein_sidechains
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
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands
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4.8 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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