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PDB ID : 3PXG / pdb_00003pxg
Title : Structure of MecA121 and ClpC1-485 complex
Authors : Wang, F.; Mei, Z.Q.; Wang, J.W.; Shi, Y.G.
Deposited on : 2010-12-09
Resolution : 3.65 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 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 3.65 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 |] W 0.307
Clashscore . 70
Ramachandran outliers D 11.8%
Sidechain outliers D (3.7%
RSRZ outliers I I 0.6%
Worse Better

I Percentile relative to all X-ray structures

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

Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Rree 180053 1062 (3.78-3.54)
Clashscore 190562 1009 (3.76-3.56)
Ramachandran outliers 187476 1054 (3.78-3.54)
Sidechain outliers 187428 1052 (3.78-3.54)
RSRZ outliers 180081 1061 (3.78-3.54)

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 98 32% 46% 17% P
%

1 b 98 32% 43% 20% P
%

1 C 98 29% 49% 17%

1 d 98 35% 43% 18% -
%

1 e 98 32% 45% 19% -

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
1 f 98 34% 43% 18% P
2 A 468 BT TS 53% 21% 6%
2 B 468 e 49% 24% 7%
2 C 468 I/OT 51% 20% 5%
2 D 468 I/OT 51% 18% 7%
2 E 468 L 20% 51% 20% %
2 F 468 e 51% 22% 6%
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2 Entry composition (i)

There are 2 unique types of molecules in this entry. The entry contains 24809 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 Adapter protein mecA 1.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
! e o T7O7t;L l 436 11;12 1(5)2 2 0 0 0
1 b o4 T;);;l 436 11;12 1(;2 2 0 0 0
! ¢ o T707t§L l 436 11;12 1(5)2 2 0 0 0
b d % T o 13 15 2 ¥ 0 0
L] e % T2 e 123 153 o ; 0 0
IEEEE T T IEEERE

e Molecule 2 is a protein called Negative regulator of genetic competence ClpC/MecB.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 A 442 gg ?01 2 0(592 6151 6(6)1 2 0 0 0
2 B 437 ggt;;il 2(?7 8 611]6 6(5)6 2 0 0 0
2 ¢ Add gg gg 2 (%5 6§2 6((?3 2 0 0 0
2 b 434 gggl 2(?7 0 611]3 6?3 2 0 0 0
2 b 434 gggl 2()C7 0 611]3 623 2 0 0 0
2 4 438 ggg?l 2(%1 611]7 6(5)7 2 0 0 0

There are 102 discrepancies between the modelled and reference sequences:

Chain

Residue

Modelled

Actual

Comment

Reference

A

? -

VAL

deletion

UNP P37571

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

Chain | Residue | Modelled | Actual Comment Reference
A ? - VAL deletion UNP P37571
A ? - ALA deletion UNP P37571
A ? - GLY deletion UNP P37571
A ? - THR deletion UNP P37571
A 280 ALA GLU | engineered mutation | UNP P37571
A ? - LEU deletion UNP P37571
A ? - HIS deletion UNP P37571
A ? - THR deletion UNP P37571
A ? - LEU deletion UNP P37571
A ? - ILE deletion UNP P37571
A ? - GLY deletion UNP P37571
A ? - ALA deletion UNP P37571
A ? - GLY deletion UNP P37571
A ? - GLY deletion UNP P37571
A ? - GLU deletion UNP P37571
A ? - GLY deletion UNP P37571
B ? - VAL deletion UNP P37571
B ? - VAL deletion UNP P37571
B ? - ALA deletion UNP P37571
B ? - GLY deletion UNP P37571
B ? - THR deletion UNP P37571
B 280 ALA GLU | engineered mutation | UNP P37571
B ? - LEU deletion UNP P37571
B ? - HIS deletion UNP P37571
B ? - THR deletion UNP P37571
B ? - LEU deletion UNP P37571
B ? - ILE deletion UNP P37571
B ? - GLY deletion UNP P37571
B ? - ALA deletion UNP P37571
B ? - GLY deletion UNP P37571
B ? - GLY deletion UNP P37571
B ? - GLU deletion UNP P37571
B ? - GLY deletion UNP P37571
C ? - VAL deletion UNP P37571
C ? - VAL deletion UNP P37571
C ? - ALA deletion UNP P37571
C ? - GLY deletion UNP P37571
C ? - THR deletion UNP P37571
C 280 ALA GLU | engineered mutation | UNP P37571
C ? - LEU deletion UNP P37571
C ? - HIS deletion UNP P37571
C ? - THR deletion UNP P37571

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

Chain | Residue | Modelled | Actual Comment Reference
C ? - LEU deletion UNP P37571
C ? - ILE deletion UNP P37571
C ? - GLY deletion UNP P37571
C ? - ALA deletion UNP P37571
C ? - GLY deletion UNP P37571
C ? - GLY deletion UNP P37571
C ? - GLU deletion UNP P37571
C ? - GLY deletion UNP P37571
D ? - VAL deletion UNP P37571
D ? - VAL deletion UNP P37571
D ? - ALA deletion UNP P37571
D ? - GLY deletion UNP P37571
D ? - THR deletion UNP P37571
D 280 ALA GLU | engineered mutation | UNP P37571
D ? - LEU deletion UNP P37571
D ? - HIS deletion UNP P37571
D ? - THR deletion UNP P37571
D ? - LEU deletion UNP P37571
D ? - ILE deletion UNP P37571
D ? - GLY deletion UNP P37571
D ? - ALA deletion UNP P37571
D ? - GLY deletion UNP P37571
D ? - GLY deletion UNP P37571
D ? - GLU deletion UNP P37571
D ? - GLY deletion UNP P37571
E ? - VAL deletion UNP P37571
E ? - VAL deletion UNP P37571
E ? - ALA deletion UNP P37571
E ? - GLY deletion UNP P37571
E ? - THR deletion UNP P37571
E 280 ALA GLU | engineered mutation | UNP P37571
E ? - LEU deletion UNP P37571
E ? - HIS deletion UNP P37571
E ? - THR deletion UNP P37571
E ? - LEU deletion UNP P37571
E ? - ILE deletion UNP P37571
E ? - GLY deletion UNP P37571
E ? - ALA deletion UNP P37571
E ? - GLY deletion UNP P37571
E ? - GLY deletion UNP P37571
E ? - GLU deletion UNP P37571
E ? - GLY deletion UNP P37571

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

Chain | Residue | Modelled | Actual Comment Reference
F ? - VAL deletion UNP P37571
F ? - VAL deletion UNP P37571
F ? - ALA deletion UNP P37571
F ? - GLY deletion UNP P37571
F ? - THR deletion UNP P37571
F 280 ALA GLU | engineered mutation | UNP P37571
F ? - LEU deletion UNP P37571
F ? - HIS deletion UNP P37571
F ? - THR deletion UNP P37571
F ? - LEU deletion UNP P37571
F ? - ILE deletion UNP P37571
F ? - GLY deletion UNP P37571
F ? - ALA deletion UNP P37571
F ? - GLY deletion UNP P37571
F ? - GLY deletion UNP P37571
F ? - GLU deletion UNP P37571
F ? - GLY deletion UNP P37571

grbB



Page 8 wwPDB X-ray Structure Validation Summary Report 3PXG

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: Adapter protein mecA 1

Chain a: 32% 46% 17% ..

N~
o
=

Y164
C168
M170
T171
E174
V175
N177
S180
I181
L182
E184
Y185

S190

L196
1203
1204
S205
E206
H207
A208
L209
T211

K214
H215
F216

D
00
-
©n

e Molecule 1: Adapter protein mecA 1

%

. . B
Chain b: 32% 43% 20% -
o
© N~ 0 o - N~ o (3] n O [ee] o [32] 0 N~ 00 < © [+ o < W0 © 00 oN
IS RSRS ™ o o IS < < < < ) [t} [} n © © © ~~Es N~ ~ ©
I“°I”I“’H“""”"°"“"”Iﬁ“l‘”""l
0 O [} [} [eNeNoNeoNeNeNe] - o
o -~ ~ AN ANANANNANAN o N N NN
n v 12} ~ HH MDD < J B - Xom
e Molecule 1: Adapter protein mecA 1
3%
. B
Chain c: 29% 49% 17% ..

N169
M170
T171
E174
V175
N177 @
S180
1181 ®
L182
E184

sasad gEIREt

D
00
=
©n

e Molecule 1: Adapter protein mecA 1

Chain d: 35% 43% 18% -

L e L aE e

WO RLDWIDE

er

PROTEIN DATA BANK

K126
L127
Q128
F129
V130
R132
F133
E137
V139
S143
L145
N146
N148
$150
T153
Y155
F157
E158
c168
M170
T171
E174
V175
N177
$180
1181
L182
5189


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

3PXG

wwPDB X-ray Structure Validation Summary Report

Page 9

9124
STCH
4598

Adapter protein mecA 1

1121

80Ty
LOCH
902d
S02s
%021
€021

1

66TA

e Molecule 1

9611
S6TH

06TS

19%

45%

32%

3

%

Chain e

7814

2811

08TS

8.0

SLIA

vi1d

TLTL
OLT

891D

V91X

(42198

8974
LSTd

SSTA

€GTL

0STS

8YIN

9VIN
SY1T

E€VIS

L

6ETA

LETH

zeTd

0ETA
6214
8zTh
1211
9T

9124

18%

43%

34%

Adapter protein mecA 1

e Molecule 1

Chain f

78134

2811

SLIA
vL1d

TLTIL
OLT

891D

2228

(42198

8GTd
LSGT4

SGTA

€STL

0STS

9VIN
SP11

E€V1S

*

6ETA

LETH

ety
T€T1
OETA
6214
8zTh
g1
9CTA

9124
STCH
4598

Negative regulator of genetic competence ClpC/MecB

112l

802V
LOTH

S02s
%021
€021

1

261S

e Molecule 2

067S
681S

6%

21%

© N~
< <
< <

53%

19%

Chain A

o N~ o O
Iu..l-‘mm

€97

0971
6%V

44
€vd
(a0
wa
ovYd

8€T
LED

SET
eI
€€H
ced
Tel
0gd
621

O N m [te)

NN N

[ B - ©
©
)
3

—
©
=

810

©
~
-

E€TA
{458

otV

9TIN
STIN

€TTA
[44%:]
12TV

6TTA

163

S6Y

€6a
C6H

061

S8)

€84

N
©
a

o
©
>

)
~
7]

0.4

© N~
© ©
w4

€94

v6Td

CTBTA
T6TH

6811

v91d
€911

1

191d
09TL

9GTS

6%1S
8%TD

STIN
445

[474%!
1711

8ETA
LETD

6CTA

€924

652d

0%ZH

8ETH

SETH

€€CI
{444
T€Cd

LTTN

etadi]
(444
13448

912V

viexa
€12D

112D

0T€D

L0€D

082V

Llgd

TLTD

0220

992a
S9CH

L6€d

S6ET

TeEV
06€X

98€4d
98¢y

69ed
89¢ed
L9EL

S9€8

C9EH

65€d

LS€Y

GSeY

zsed
TSET

6ved
8vel
LYES
9ved

vvea
£ves
cved
T7ed

8€ED

09%M

it
€SPA

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W



3PXG

wwPDB X-ray Structure Validation Summary Report

Page 10

6975
89YN
L9%3

79v0

29%d

Negative regulator of genetic competence ClpC/MecB

e Molecule 2

7%

24%

49%

17%

~ oo o
~NK®
B >

Chain B

180
081
67V
8¥)
L9V
il

7T

(4
Tey

w0 o O
= =
oM

L1V

1

€TA
(45’8

oty
64
84
LL

7D
€4

STTd
74958
€111
(4258

0TTT

LOTH
9073

701D
€0TA
COTA

00TH

163

S6v

T6NW

067

984

€84

0.4

191
998

€94

1

TBTA
T6TH
0610

S8TY
781D

Z8TA

6L11
8.18
L.1a

SLTY
VLIV

TLIY

0LTT
6910

L9TV

G918

29TL

09TL
6STN
85TV

9STS

4453

(4458
711

8ETA

TETT

62TA

€eeY

092y
652a

[4%44%

0%T
B6ETA
8€TY
LETA

YETT

82ZZN
Lz

€22h

Tee
0zeTd
6124

I

€12D

T12D

62eY

L2ed

Sed

€TEX
ceen

€T€D

T1€0
0T€D

L0€D

€0€s

082Y
6.2a
8.T1

6924

1923

cLed

0LEY

89ed
L9EL

S9€s

TGET

8EEY

9€ed
seed

SS¥a

€G¥A

6771

Lv%d

i

28¥%S

Negative regulator of genetic competence ClpC/MecB

8LV

SLva
® Y.vd

897N

9970

fe-
e Molecule 2

5%

51% 20%

21%

Chain C

%50

T8h
081
6%Y

LYY
oY

v
eva
v
wa
o7y

8€1
LED

SE€T
eI
€EH

TeL
0gd

S¢d
Tl

{44
144
(o4c

810

€TA
(4!

oty
64
84
LL

-_—

[ tery
ETTIA 061D
[44x:| 6811
12TV
0TTY
9818
S8TH
81D
911D e8Il
ST1d C8TA

<
-
-
I:

[49%1 6LT1
OTT1 L.1d
6071 9,74
80T SLTA
LOTH VLIV
9013 L ear
| sotL (A
01D TLTL
E0TA 0LTT
COTA 691d
00TH L9TY

¥91a
€911

-
09TL

{4374 6STN

o)
)
<

1

[ o N M w0 oMo
SEQ® o o@o o 6o
H > B X8 Ao

SYIN
¥¥1s
[44%!
1548

w
~
12}

0.4 8ETA
il
TETT
197 | oets
998 6CTA
| |
€93 9TIN

292)

652a

£72a

(07474

8ETH

SETH

€€CI
ceed
Teed

LTCTN

etadi]
{444
Teet

91CV

¥iexa
€12D

112D

602d

O

R LDWIDE
PROTEIN DATA BANK

W



3PXG

|
+

L0€D

20ed

00€T

082V

wwPDB X-ray Structure Validation Summary Report

L.24

TLTD

0.2b

S9TH

€921

Page 11

L6€4

76€T

Teev
06€X1

98¢€4d
3S8eY

89ed
L9EL

TGET

67ed
8¥€L
L¥ES
9ved

vven
€ves
cved

SO%Y

€0%Y

(49728

00%S
66€D

L9%d

79vh
€974
c9ovd

Negative regulator of genetic competence ClpC/MecB

e Molecule 2

7%

18%

51%

21%

Chain D

€94

90
09I
694

evd

SET
vel
€€H

TeL
0€d
621
8CN

(4]
21
€cd
[4a
Tey
0zd

810

168

0.4

197
99s

S6TA
7614

TBTA
1614

68TI

1

S8TY
781D

Z8TA

cLIY
TLIL
0LTT
69TQ

LTV

v91d

T9Td
09TL
6STN

(4458
711

8ETA

TETT

6CTA

S9CH

€921

0924
652

[viga

8€TY

SETH

€€CI
geTH
Teed

L2

+
il

€zeh
aeeey
12T

912V

v1exa
€12H

112D

6023

S0CA
v0ed

T0TY

L61S
96TT

i
+

L0€D

coed
T0EN

082y

L.24

TLTH

(k4]

€6€Qd

TeEV
06€X1

98€4d
G8€Y

T8€A
08eY
6.eQ

LLET
9.Le)

vLEV
€LEV
gLEd

89¢ed
L9EL

S9€S

C9EH
T9€H

65€d

L5€d
95ed
G5€Y

vven
€ves
eved
7D

970
€97)

09%M

€0%Y
(40718
TO%YH

69%S
89¥N
L9%3

Negative regulator of genetic competence ClpC/MecB

e Molecule 2

7%

20%

51%

20%

%

Chain E

€94

190

683
8Gd

ST
%50

zsy
180
081
6%V

ovYd

8€T
LED

SET
eI
E€EH

TEL
0ogd
621

S¢D

g€y
{44}
144
(04

8Th

E€TA
{458

64
8d
LL

€d

O

R LDWIDE
PROTEIN DATA BANK

W



3PXG

wwPDB X-ray Structure Validation Summary Report

wn g (=3
~ ~ K ©
0 >

Page 12

LOTH
9074

¥01D
€0TA
COTA

00TH

o o)
o) )
I2I¢.

061

984

€84
28d

0.4

197
998

C6TA
1614

S8TYH

791a

T91d
09TL
BSTN

(47491
711

8ETA
LETD

6CTA

SETH

€€TI
{44
T€2d

L2TN

L

6024

S0ZA
702d

101

66TH
8674

LOED

coed
T0EX

082V

LL24

cLTD

0.2b

S9TH

€924

16€4

T6eeV
06€X1

98€d

vLevV
€LEY
cLed

+

89ed
L9EL

S9€S

C9EH

L5€Y

SGeY

zsed
TGET

Negative regulator of genetic competence ClpC/MecB

69%S
897N
L9%3

970
€9P)
29vd

e Molecule 2

09%M
6S¥S

6%

< w
w0 w0
(LI

22%

51%

18%

Chain F

o N~ 0O

90

694
8594

{414
T8h

6%Y

LYY
oY

D
evd

wa

S
=

8€1

9€1
Se1
el

ced
TeL
0gd
621

2D

® w © o
g © 0 =]
Mo =]

{4
Ty
0ozd

810

€TA
{428

€CTA
[4qx:§
e 1T1V

OTTT

80TI
LOTH
9074

701D
€0TA
COTA

00TH

L1634

S6eYV

- o
[ )
n =

084

S.8

0.4

191
998

7oA
€94

061D

981S
S8TH
781D

Z8TA

791a

T91d
09T.L
6STN

445

[474%¢
1548

8ETA
LETD

€11

6CTA

9CIN

85¢d

(07478

8ecy

SeTd

€eCI
ceTd
Teed

LTTN

1

€zeh
ceey
114488

812y

S02A
v02d

10T

6614
8614

9671
S6TA
76143

BTN
1614

vIey
€1€D
ciel
T1€0
01ed

L0ED

20ed

00€T

08TV
6,20

1,24

(k43

0.2d

S9TH

€92

0924
652a

T6EV
06EX

98€4d
S8EY

+

89€d
L9EL

G9€S

CT9EH
T9EH

LS4

SSeY

€EEY
TELY

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report

3PXG

WO RLDWIDE

er

PROTEIN DATA BANK



Page 14 wwPDB X-ray Structure Validation Summary Report 3PXG
4 Data and refinement statistics (i)
Property Value Source
Space group P3121 Depositor
Cell constants 137.56A 137.56A 445.65A .
Depositor
a, b, c,a, B,y 90.00° 90.00°  120.00°
. 49.52 — 3.65 Depositor
Resolution (A) 4952~ 3.65 EDS
% Data completeness 96.2 (49.52-3.65) Depositor
(in resolution range) 96.2 (49.52-3.65) EDS
Rinerge 0.08 Depositor
Reym (Not available) Depositor
<I/o(I)>" 1.92 (at 3.67A) Xtriage
Refinement program PHENIX (phenix.refine: 1.6 289) Depositor
R R 0.257 , 0.303 Depositor
» Thfree (Not available) , 0.307 DCC
Rree test set 2858 reflections (5.37%) wwPDB-VP
Wilson B-factor (A?) 142.2 Xtriage
Anisotropy 0.366 Xtriage
Bulk solvent kg (e/A®), By, (A?) 0.32, 3234 EDS
L-test for twinning? <|L| > =047, < L?* > = 0.30 Xtriage
Estimated twinning fraction 0.036 for -h,-k,1 Xtriage
F,F. correlation 0.94 EDS
Total number of atoms 24809 wwPDB-VP
Average B, all atoms (A?) 240.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 1.96% 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)

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 | pyio7' i 17155 | RMSZ #|Z| >5
1 a 0.61 0/786 0.93 2/1059 (0.2%)
1 b 0.73 0/786 0.98 4/1059 (0.4%)
1 c 0.83 1/786 (0.1%) 0.98 2/1059 (0.2%)
1 d 0.69 0/791 0.95 4/1066 (0.4%)
1 e 0.63 0/791 0.94 1/1066 (0.1%)
1 f 0.62 0/786 0.93 2/1059 (0.2%)
2 A 0.65 | 2/3408 (0.1%) 1.08 22/4589 (0.5%)
2 B 0.79 1/3384 (0.0%) 1.26 33/4556 (0.7%)
2 C 0.70 1/3415 (0.0%) 1.10 19/4602 (0.4%)
2 D 0.67 0/3370 1.08 19/4537 (0.4%)
2 E 0.63 0/3370 1.07 21/4537 (0.5%)
2 F 0.62 | 2/3389 (0.1%) 1.07 24/4563 (0.5%)
All All 0.68 | 7/25062 (0.0%) | 1.08 | 153/33752 (0.5%)

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
2 A 0 1
2 C 0 1
2 D 0 1
2 E 0 1
2 F 0 1
All All 0 5

The worst 5 of 7 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
2 B 334 | PHE | CA-CB | 7.17 1.65 1.53
2 F 64 | VAL | CA-CB | 5.99 1.60 1.54
2 F 334 | PHE | CA-CB | 5.89 1.63 1.53

Continued on next page...
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Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
2 A 334 | PHE | CA-CB | 5.45 1.62 1.53
1 c 212 | ILE | CA-CB |-5.43 1.46 1.54

The worst 5 of 153 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(°)
2 B 230 | VAL | CA-C-N | -10.48 106.74 119.84
2 B 230 | VAL | C-N-CA | -10.48 106.74 119.84
2 B 409 | THR | CA-C-N | 9.63 130.30 120.38
2 B 409 | THR | C-N-CA | 9.63 130.30 120.38
2 A 203 | ASN | CA-C-N | 8.63 128.77 120.31

There are no chirality outliers.

All (5) planarity outliers are listed below:

Mol | Chain | Res | Type | Group
2 A 210 | PRO | Peptide
2 C 210 | PRO | Peptide
2 D 210 | PRO | Peptide
2 E 210 | PRO | Peptide
2 F 210 | PRO | 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 772 0 752 72 0
1 b 772 0 752 77 0
1 c 772 0 752 103 0
1 d T 0 754 73 0
1 e T 0 754 69 0
1 f 772 0 752 79 0
2 A 3380 0 3390 515 0
2 B 3356 0 3379 610 0
2 C 3386 0 3384 044 0
2 D 3342 0 3372 475 1
2 E 3342 0 3372 014 0
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https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#close_contacts

Page 17 wwPDB X-ray Structure Validation Summary Report 3PXG

Continued from previous page...

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
2 F 3361 0 3381 539 1

All All 24809 0 24794 3461 1

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 70.

The worst 5 of 3461 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)
2:C:363:ARG:CZ | 2:C:471:VAL:HA 1.72 1.19
2:B:230:VAL:HG12 | 2:B:231:PRO:CD 1.71 1.18
2:E:181:PRO:HB2 | 2:E:182:VAL:HA 1.25 1.18
2:B:304:LEU:HD22 | 2:B:305:ALA:N 1.58 1.18
2:B:169:ASP:0O 2:B:173:ILE:HB 1.44 1.18

All (1) 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)
2:D:441:SER:OG | 2:F:40:ARG:O[1_565| 1.94 0.26

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 92/98 (94%) 76 (83%) 12 (13%) 4 (4%) 16
1 b 92/98 (94%) 76 (83%) 12 (13%) 4 (4%) 16
1 92/98 (94%) 74 (80%) 14 (15%) 4 (4%) 16
1 d 93/98 (95%) 76 (82%) 13 (14%) 4 (4%) 16
1 e 93/98 (95%) 76 (82%) 13 (14%) 4 (4%) 16
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 f 92/98 (94%) 73 (79%) 15 (16%) 4 (4%)
2 A 434/468 (93%) 277 (64%) | 98 (23%) | 59 (14%)
2 B 429/468 (92%) 272 (63%) | 88 (20%) | 69 (16%)
2 C 438 /468 (94%) 274 (63%) | 103 (24%) | 61 (14%)
2 D 426/468 (91%) 277 (65%) | 97 (23%) | 52 (12%)
2 E 426/468 (91%) 276 (65%) | 100 (24%) | 50 (12%)
2 F 430/468 (92%) 273 (64%) | 103 (24%) | 54 (13%)
All All 3137/3396 (92%) | 2100 (67%) | 668 (21%) | 369 (12%)

5 of 369 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 a 169 ASN
2 A 42 GLY
2 A 98 LEU
2 A 144 SER
2 A 183 ILE

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.

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

87/92 (95%

o

87/92 (95%

87/92 (95%

(o e

87/92 (95%

)

(95%)

(95%)

87/92 (95%)
(95%)

(95%)

87/92 (95%

344/394 (87%)

1
1
1
1
1
1
2
2
2

Q|| |- o

(
350/394 (89%)
349/394 (89%)
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
2 D 350/394 (89%) 292 (83%) | 58 (17%)
2 E 350/394 (89%) 286 (82%) | 64 (18%)
2 F 350/394 (89%) 284 (81%) | 66 (19%)

All All 2615/2916 (90%) | 2125 (81%) | 490 (19%)

5 of 490 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
2 C 366 ILE
2 F 176 GLU
2 D 207 ILE
2 F 109 LEU
2 F 366 ILE

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 118
such sidechains are listed below:

Mol | Chain | Res | Type
2 C 468 ASN
2 F 223 GLN
2 D 228 ASN
2 F 137 GLN
1 f 159 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 oligosaccharides in this entry.
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5.6 Ligand geometry (i)

There are no ligands in this entry.

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.
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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 94/98 (95%) -0.55 0 | 100 180, 227, 340,398 | 0
1 b 94/98 (95%) -0.02 1(1%) 78] 52 |133,195,320,369| 0
1 c 94/98 (95%) 0.19 3(3%) 50 30 | 127,194,315, 374 | 0
1 d 95,98 (96%) -0.22 0 125, 198, 325,357 | 0
1 e 95,98 (96%) -0.36 ( 139, 196, 317,357 | 0
1 f 94/98 (95%) -0.55 0 174, 224, 366, 376 | 0
2 A 442 /468 (94%) -0.21 ( 120, 243, 393,613 | 0
2 B 437/468 (93%) -0.36 ( 106, 210, 317,493 | 0
2 C 444/468 (94%) -0.10 ( 97, 240, 364, 533 0
2 D 434/468 (92%) -0.30 ( 112, 240, 368, 489 | 0
2 E 434/468 (92%) -0.20 ( 81 115, 241, 368, 465 | 0
2 F 438/468 (93%) -0.25 ( 133, 251, 376, 477 | 0

All | Al | 3195/3396 (94%) | -0.24 | 19 (0%) 64 | 97,231, 365, 613 0

The worst 5 of 19 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
2 E 480 | VAL 3.4
1 c 181 | ILE 3.1
2 C 320 | TYR 2.9
2 C 207 ILE 2.9
2 E 381 | TYR 2.9

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

There are no non-standard protein/DNA/RNA residues in this entry.
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6.3 Carbohydrates (i)

There are no oligosaccharides in this entry.

6.4 Ligands (i)

There are no ligands in this entry.

6.5 Other polymers (i)

There are no such residues in this entry.
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