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PDB ID
Title
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Deposited on
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Feb 1, 2016 — 02:13 AM GMT

2FYN

Crystal Structure Analysis of the double mutant Rhodobacter Sphaeroides bel
complex

Esser, L.; Xia, D.

2006-02-08

3.20 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 user 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) : NOT EXECUTED

EDS : NOT EXECUTED

Percentile statistics : 20151230.v01 (using entries in the PDB archive December 30th 2015)
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)
Validation Pipeline (wwPDB-VP) :  trunk26865
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http://wwpdb.org/validation/2016/XrayValidationReportHelp
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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 3.20 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
Clashscore I . 04
Ramachandran outliers I N 2 4%
Sidechain outliers NN | T 7.2%
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))
Clashscore 102246 1024 (3.22-3.18)
Ramachandran outliers 100387 1004 (3.22-3.18)
Sidechain outliers 100360 1003 (3.22-3.18)

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.

Note EDS was not executed.

Mol | Chain | Length Quality of chain

1 A 445 59% 34%

1 D 445 5% 38%

1 G 445 56% 38%

1 J 445 53% 39%

1 M 445 54% 38%

1 P 445 54% 39%

2 B 269 59% 31% 5% 5%

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

Mol | Chain | Length Quality of chain
2 D) 269 52% 37% 6% 5%
2 H 269 60% 31% . 5%
2 K 269 57% 33% 5% 5%
2 N 269 54% 36% 5% 5%
2 Q 269 49% 40% 6% 5%
3 C 187 61% 28% 6% = o
3 F 187 54% 33% 9%
3 I 187 52% 37% 7%
3 L 187 60% 33% -
3 O 187 62% 29% 5% .
3 R 187 53% 37% 5%« .

The following table lists non-polymeric compounds, carbohydrate monomers and non-standard
residues in protein, DNA, RNA chains that are outliers for geometric or electron-density-fit crite-

ria:
Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
5 FES C 200 - - X -
5 FES F 200 - - X -
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2  Entry composition (i)

There are 7 unique types of molecules in this entry. The entry contains 41688 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 Cytochrome b.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N O S

1 A 128 3440 2322 548 555 15 0 0 0
Total C N O S

1 b 128 3440 2322 548 555 15 0 0 0
Total C N O S

1 G 128 3440 2322 548 555 15 0 0 0
Total C N O S

1 J 128 3440 2322 548 555 15 0 0 0
Total C N O S

1 M 428 3440 2322 548 555 15 0 0 0
Total C N O S

1 P 428 3440 2322 548 555 15 0 0 0

There are 12 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
A 1 MET - INITTATING METHIONINE | UNP Q02761
A 287 ARG SER ENGINEERED UNP Q02761
D 1 MET - INITIATING METHIONINE | UNP Q02761
D 287 ARG SER ENGINEERED UNP Q02761
G 1 MET - INITIATING METHIONINE | UNP Q02761
G 287 ARG SER ENGINEERED UNP Q02761
J 1 MET - INITTATING METHIONINE | UNP Q02761
J 287 ARG SER ENGINEERED UNP Q02761
M 1 MET - INITTIATING METHIONINE | UNP Q02761
M 287 ARG SER ENGINEERED UNP Q02761
P 1 MET - INITIATING METHIONINE | UNP Q02761
P 287 ARG SER ENGINEERED UNP Q02761
e Molecule 2 is a protein called Cytochrome cl.



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

Page 5 wwPDB X-ray Structure Validation Summary Report 2FYN
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 B 256 ?Sgl 12(310 31;6 3(;4 133 0 0 0
2 k 256 Bgl 12(310 3§6 3C7)4 133 0 0 0
2 H 256 ngzl 12040 3§6 3(7)4 183 0 0 0
2 K 256 Tgt;;l 12(510 3216 3(7)4 183 0 0 0
2 N 256 Tgt;él 12040 3§6 3?4 183 0 0 0
2 Q 256 Tgt;él 12040 3§6 3(7)4 183 0 0 0

There are 42 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
B 98 PRO ALA CONFLICT UNP Q02760
E 98 PRO ALA CONFLICT UNP Q02760
H 98 PRO ALA CONFLICT UNP Q02760
K 98 PRO ALA CONFLICT UNP Q02760
N 98 PRO ALA CONFLICT UNP Q02760
Q 98 PRO ALA CONFLICT UNP Q02760
B 264 HIS - EXPRESSION TAG | UNP Q02760
B 265 HIS - EXPRESSION TAG | UNP Q02760
B 266 HIS - EXPRESSION TAG | UNP Q02760
B 267 HIS - EXPRESSION TAG | UNP Q02760
B 268 HIS - INSERTION UNP Q02760
B 269 HIS - INSERTION UNP Q02760
E 264 HIS - INSERTION UNP Q02760
E 265 HIS - INSERTION UNP Q02760
E 266 HIS - INSERTION UNP Q02760
E 267 HIS - INSERTION UNP Q02760
E 268 HIS - INSERTION UNP Q02760
E 269 HIS - INSERTION UNP Q02760
H 264 HIS - INSERTION UNP Q02760
H 265 HIS - INSERTION UNP Q02760
H 266 HIS - INSERTION UNP Q02760
H 267 HIS - INSERTION UNP Q02760
H 268 HIS - INSERTION UNP Q02760
H 269 HIS - INSERTION UNP Q02760
K 264 HIS - INSERTION UNP Q02760
K 265 HIS - INSERTION UNP Q02760
K 266 HIS - INSERTION UNP Q02760
K 267 HIS - INSERTION UNP Q02760

Continued on next page...
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Continued from previous page...
Chain | Residue | Modelled | Actual Comment Reference
K 268 HIS - INSERTION UNP Q02760
K 269 HIS - INSERTION UNP Q02760
N 264 HIS - INSERTION UNP Q02760
N 265 HIS - INSERTION UNP Q02760
N 266 HIS - INSERTION UNP Q02760
N 267 HIS - INSERTION UNP Q02760
N 268 HIS - INSERTION UNP Q02760
N 269 HIS - INSERTION UNP Q02760
Q 264 HIS - INSERTION UNP Q02760
Q 265 HIS - INSERTION UNP Q02760
Q 266 HIS - INSERTION UNP Q02760
Q 267 HIS - INSERTION UNP Q02760
Q 268 HIS - INSERTION UNP Q02760
Q 269 HIS - INSERTION UNP Q02760
e Molecule 3 is a protein called Ubiquinol-cytochrome ¢ reductase iron-sulfur subunit.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
3| ¢ 17 1340 843 237 254 6 0 0 0
Total C N O S
3 d 179 1340 843 237 254 6 0 0 0
Total C N O S
3 I 179 1340 843 237 254 6 0 0 0
Total C N O S
3 L 179 1340 843 237 254 6 0 0 0
Total C N O S
3 0 179 1340 843 237 254 6 0 0 0
Total C N O S
3 R 179 1340 843 237 254 6 0 0 0

There are 6 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
C 135 SER VAL | ENGINEERED | UNP Q02762
F 135 SER VAL | ENGINEERED | UNP Q02762
I 135 SER VAL | ENGINEERED | UNP Q02762
L 135 SER VAL | ENGINEERED | UNP Q02762
O 135 SER VAL | ENGINEERED | UNP Q02762
R 135 SER VAL | ENGINEERED | UNP Q02762

e Molecule 4 is PROTOPORPHYRIN IX CONTAINING FE (three-letter code: HEM) (for-

O RLDWIDE
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mula: C3yH3oFeN,Oy).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
IR
IR ISP HIEEE
IR ISR
IR ISR
IR SRR
ISR
e SR [
e SR [
SR [
o mESEYO e [
IR L
IR LR
IR AN

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
IR
IR
e oo
e oY
IR LR

e Molecule 5 is FE2/S2 (INORGANIC) CLUSTER (three-letter code: FES) (formula: FesS,).

FES

S1

Fe

FE2

Fe

FE1 S2
Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 C 1 Tfm %’3 0 0
5 P 1 Toéfal ]_;e 3 0 0
5 I 1 To4tal Fée 3 0 0
5 L 1 To4tal Fée 3 0 0
5 0 1 ij %’g 0 0
5 R 1 ij %’g 0 0

=
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=
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e Molecule 6 is STIGMATELLIN A (three-letter code: SMA) (formula: CsoHy207).

00 o “‘ ©
L b
= e ‘
o .O
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C O
6 A 1 a7 20 7 0 0
Total C O
6 D 1 a7 30 7 0 0
Total C O
6 G 1 a7 20 7 0 0
Total C O
6 J 1 a7 30 7 0 0
Total C O
6 M 1 a7 20 7 0 0
Total C O
6 P 1 37 30 7 0 0

e Molecule 7 is (1R)-2-{[(R)-(2-AMINOETHOXY)(HYDROXY)PHOSPHORYL]OXY }-1-[(
DODECANOYLOXY)METHYL|ETHYL (9Z)-OCTADEC-9-ENOATE (three-letter code:
LOP) (formula: Cg5H68N08P).
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LOP

Mol | Chain | Residues Atoms ZeroOcc | AltConf
IR
RN
IR
AEE NN N
NN N
RN NN
sPrpe
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34%

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

59%

wwPDB X-ray Structure Validation Summary Report

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
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)

outlier: green = 0, yellow
Note EDS was not executed.
e Molecule 1: Cytochrome b

Page 11

069
98N
S8y
78l
€8I

184

E€LA

7oA

20td

0021

+

S6Td

€674
TEIN

06TL

88TN
L1814

6971

9974

€810

TSTM

vv1d

THIL

EETH

0€TI

8CTL

oTTE

5

TN
TTIL

8TIX
LITR

431

(429}

80TA

9074
7014

001D

T64

£6CA

T6CH

682d

L82H
9821

T8CI

L9TA

£9cd

1921
0921

99Ty

Ll

€9TA
{4t
TSTA

6921
8¥cd

oved
ShTH
vvcd

{4748
Tl
ovea
6€£TH

LETY
9ETH

€ETS

62TA

LTTA
9TTH
et AN
vced

1

61CL

LICH
91Cd
STTV

€1¢I

60CA

S0TI

bLed

TLEV

0LET

89€M
L9gd

SO€I
Y9eN

CTOEN

09€Y

8g9¢gy

8YEM

9YEN

whevy
EYEN
CTYEA
9EEN
veLT

0ged
62EN

9TEI

%TeD

TzTeS
12€T

LI€I

STEA
YIEA

CIEA

+

e Molecule 1: Cytochrome b

CTOgR
10€d

6621

9623

8Thd

6THV
8T%A
L1%d

TT91

60%d
80%1
LO¥I
90%A

Y0vd

¥6€1

06€d

L8€4

g8€eL
78el

18€D
08€A

9LET

38%

55%

78I

C8H
182

LLA

SLT

LOW

woA

9L
09A

8sh

€64

670

9%1
SYM

171

281D

69TI
9914
€91h
[4:38)
TSTH
LYTR
THIL

9ETA

€ETN
ZETD

0ETI
6CTH
8CTL

9cta
STTH

€eTv
cTIA
TCTIX

811X
LTTX
9111

2218

0711

80TA

9071
G074
%014
€071

001D

89TA

SSTY

€9TA

pgea

0gea

8veEM
Lved
9%EA

vhey
EYEN
THEA
veeT

oged
62EN

9TEI

TTES

0zed

8TEY
LTEI
91€d

YIEA

CTIEA
T1EQ

6621

L6TK
96CTH

£6TA

T6CH

682d

9821

[4:14c)
1821

6.LTN
8.Lza

9LTH

L9TA

€924

7921
0921

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W


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

2FYN

wwPDB X-ray Structure Validation Summary Report

Page 12

: Cytochrome b

e Molecule 1

38%

56%

Chain G

€8I
C8H
184

LOW

oA
€91

6GI
8ah

%90
€94

671

9%I

44
£vM

64
8€d

9€d
SEI

€€I

0E€X

LTV

€21
[44:

0ZH

LTH

¥10
E€TL

0Td

© © O
= o

06TL

88TN
810

€L1D

0L1d
6911

9914

]

T8TH

TvIL

9ETR

EETW

0ETI

8CTL

ozt1d
ST1Y

(445
11423

8TTA
LITR

431
€114
CITI

80TA

90TI
S0T4d
v014
€011
[0y

0019

764

[
164
06D

98N
984

T8CI
08TX

7921
0921

€9CA

gzl
444

(4444

61CL

LTCH
9124
STTY

€121

(24
60CA

L0TY

G021

£0cd

T0CT
0021

+

S6Td

€674
Z6IN

08€A

9LET

€Led

69¢€1

89€M
L9€d

S9€I
voeu
€984
COEN

09€Y

89¢ey
0sea
6%€1
8veM
L¥ed
oveN
ZheN
vEeT

oged
62eN

92el
gcel

TCEI
81V
LT1EI
91€d
STEA

TIEN
TI1EQ

CTOEX

6621

g6cH

£6TA

T6CH

68¢d

9821

8T%d

9THH

[ {47}
£THL

0g%d
61HY
8THA
L1%d

0T¥%I
60%d

90%A

Cytochrome b

S6€1
v6€1

06€d

88€d
L8€d

e Molecule 1

SG8EL

T8€D

39%

53%

I\
o
~

Chain J

LOW

oA
€91

TOL

09A
641

LTV

ved

€21

OZH

LTH

10
E€TL

T1d
01d

88TN
L810a

YLTH

L

6911

99174

€GTh

TSTH

THIL

9ETR

EETW
TETH

0€TI

8ZTL

oTTa

-

8TTA
LITR

218!

CTTI

0TT1

183

€4GTA
c¢aca

6%CI
8%cd

9ved
eidi
vhed

{474
TvCL
ovea
6€TH

LeTy
ogcH

EETS

T€TY

622CA

8zcH
yX44

gL
¥ced

{444\

61CL

L1CH
o1cd
STTV

€1CI

oTey
60CA

L0V

S0TI

£0cd

10271
0021

+

S6Td

€6TH
CTETN

06TL

09€Yd

8GeY

gGeY
paea

TSEL
06ea
6%€T
8YEM
9YEA
TYEA

9EEW

veel

oged
(S148

9TEI

weed
€ced
TTES

6621
L6TR
96CH
S6cd

£6CA

T6CH
062V
682¢d
98¢1
0921

lctd §

6TYN
8C%d

oThH
GTva

€ThL
(4441

0cvd
61HY
8THA
L1%d

(4545
T1%1

60%d
80%1
L0%I
90%A

Y0%d

86EY

G6€1
v6e1

06ed

1.8€d

G8EL

£8€h

T8€D
08€A

9LET

bled

: Cytochrome b

e Molecule 1

38%

54%

Chain M

€81
C8H
T84

S.L1

ToL

=)
©
=

8sl

W1

(o2
6X

La
9H

I

RLDWIDE

erpBe

0O
PROTEIN DATA BANK

W



2FYN

wwPDB X-ray Structure Validation Summary Report

Page 13

€674
TEIN

06TL

8L1L

6971

9914

€GTh

L

TSTH

TYIL

0%IH

9ETR

EETH
CTETD

0E€TI

8CTTL

9g1d

(445,

8TIX
LTTR

Y11d

1

(4933
80TA
G074
Y014
€071

007D

el

8.ca

L9TA

€924

T921
0921

9621
it )

€8TA
cgca
TSTH

6%CI
8¥cd

o¥ed
SHTH
vvcd

(4448

ovea
6€TH

felotacs
SETY

€€Ts

o€y
62TA

LTTA
9TTH
STTL
veTd

61CL

LICH
91Td
124 )

€1el

60TA

S0TI

cocd

T02T
0021

+

9674

09¢gY

89¢gY

i

bsen

0sea

8YEM

9YEA

i4244

EVEN

9EEN

veeT

oged

62eN

8TEV

9TEI

¥ced
€ced
TTES
|54°29

LI€I

ETEM
CTEN
T1E0
0TEY

3

10€4

LB6TR
96TH

¥62d
£6CTA

T6CH

682d

98T1

1821

6THN
8Thd

el
Scva
iZ42%

i

0Z¥%d
6T%V
8T¥A
LT%d

9LET

vLed

0,7

89€M
L9g4d
99X
S9€I
voey
£9e4d
CTOEN
T9¢ed

: Cytochrome b

e Molecule 1

39%

54%

Chain P

98N
S84

€81

1832

S.1

€LA

LOW

YoM

TOL
09A

8sh

%80
€54

6%A
8%D

~
a

9H

I

il

0L1d
6971
89TV

9914

9674

YT
€GTh

TSTH

LYTR

TYIL

0% TH

LETT
9ETR

EETH

0E€TI

8CTTL

9gTd

(495

1921
0921

9921
96Ty

€9TA
zeea
1514

6921
8¥cd

9¥ed
Shch

(4748

6€TH

9€TH
SETY

€ETS

62CA
8ccd
LTTA

etaAn
¥ced

1

61CL

LTICH
91Cd
STTV

€1TI

60CA

S0TI

c0cd

0021

1

S6Td

€674
CTETN

06TL

0871

8LTL

EEEN

oged
62eN
8TEV

9TEI

¥Ted
e€zed
TTES

0zed

LTET
9ted

CTIEA
T7Ed
0TEV

3

T0ed

£6CA

T6CH

68cd

8Chd

oTva
qgva

£THL

1191
0T%I
60%d

T6EI

68EX
88€d
184

g8EL
8eb

18€D
08EA
6LEM

9LEI

0,7

L9gd
99X

voey
£€9ed
CTOEW
T9¢ed

: Cytochrome c1

e Molecule 2

5%

5%

31%

59%

Chain B

L

80TV
LOTYH

SOTH
vOTY

0071

86d

61

180

98d

Q
)
a

[
~
2]

o
&~
=

@ o
© ~
=

~ ©
© ©
< B

cob
190

64d

LI

Az

(420

O%H
6€D

C8TH

087D

L91a
991d

%918

0974

LSTN

¥aTd

19Td
0gt1a
6%TH

Ly13

A%

8ETd

18271
0gcH

SYTh
1474
%21
(44448

07T

8ETL

9eTd

Cytochrome cl

veTh

1€cd

ot

+

9TCH
S1T1

13148

LOTH

e Molecule 2

wocA

O

R LDWIDE
PROTEIN DATA BANK

W



2FYN

wwPDB X-ray Structure Validation Summary Report

Page 14

5%

6%

37%

~ ®
© ©
1<H

52%

Chain E

76T

26S

180

T84
08a

€LL

I
~
Ed

0L4
690

T9b
T9a

LI

€9

9D
O%H

ved

081D

8LTL

TLIV

6910

S9TA

0974

LGTN

%914

1S9Td
081

PAAS
YTV

€91d
(441
L3Axs

6€Td
8€Td
LETD
PETA

0ETX

8CTd
LTTH

STTI
6T1S
9TTL
STTD
YT
TTTH
80TV
LOTYH
90TV

0071

86d

~
@
<

992N

1

16271
08y

8

j449

{474

0%C1

8ETL

9€Td

veTa

1€cd

oz

12cd

61TV
9TCTH
STT1
434S
T12A

L0TH

%0CA

cocy

€671
2°61d

06TH
6811
88Td
L81d

S8TH

CTBTH

: Cytochrome c1

e Molecule 2

31%

60%

Chain H

0TTd

LOTH

SO

€0TH

0071

86d

61

98d

08a

0L4

89L

99K

€90

190

188

cocy

96TX

€671
c61d

88Td
181d

981d
S8TH

CT8TH

1818

SLTA

TLIV
TL1d

6910
89TL

SOTA

0974

8GTH

SGTR
¥914

0gt1a
67TH

L7138

Cv1d
91H

8ETd

T1€TI

6z1d
8¢Td
LT1)
9T1H
STTI

6T1S

LTTD
9TTL
STTD
PTIH

letas

1

cach
18271
0gzH

S%Th
444

{444

Cytochrome c1

0%

veca

1€cd

otcH

{444

9TCH
S1T1

13148

L0OTH

e Molecule 2

5%

5%

33%

—
57%

Chain K

761

06d
684

180

g98d

c8d
T84
08a

0Ld
69b
89L
L9V
99&

€94
(4D}
19a

6Gd

188

LYI

OLTH

991d

918

1970
0974

LGTN

vaT4d

TSTd
0s1d

PAAKS

445
€¥1d

0v1a

8E€Td

YETA

CETX
TETI
0€TX

8¢1d
LTTD

Ll

et

LT1D
9T1L

A0

Cytochrome cl

80TV
LOTYH

S0TH

€0TH
2071

3

0071

86d

oTTH

9TCH
S121

TICA

LOTH

oy

€611
c61a

L81d

(4231

e Molecule 2

081D

5%

5%

36%

54%

Chain N

180

S8d

08a

€LL
CTLA

0.4

89L
L9V

S9v

(4]
T9Q

69d

09T

LI

vvd

9D
O%H
6€0

LEY

ved

TEX

0Td

087D

9LTH
SLTA

89TL

991d

0974

LGTN
9GTA

¥4Td

Tata
T1STd

LTTD
9TTL

YITH

80TV
L0TH
90TV
SOTH

€0TH

0071

86d
L6Y

%61

26S

O

R LDWIDE
PROTEIN DATA BANK

W



2FYN

wwPDB X-ray Structure Validation Summary Report

Page 15

TS¢1
06y

9%2TT

7921

(47448

0%21

8ETL
LETT
9€Td

vETA
EETY

TeTd
0€cTH

144

+

9TCH
S121

TICA

LOTH

v0TA

: Cytochrome cl

e Molecule 2

5%

<+ 10 N~ © O O w10 N~ O OO
© © © © ~ o © © ®© © D
=== < B Ex a % [

6%

40%

@ o
0 ©
A [

49%

Chain Q

[4°1]
T9a

L¥PI

Az

{4721
%D
O%H
6€0
8EY
LEY
9€0

ved

TEX

ocd

89TL

991d
S9TA

0974

LSTN

vaTd

TS1d

6%TH

26S

1

1821
0scy

9%C'1

92T

(4448

0%e1

LETT
9gzd
SETH
veTA
E£ETY

Tecd
0€TH

LTTH
9Ty

€2T1

8LTL

-sulfur subunit

1ron

inol-cytochrome ¢ reductase i

Ubiqu

e Molecule 3

6%

28%

61%

Chain C

69d
894
LSGA

9811

€811

3

6471

Ll

TLIT

€97H

8418

CSTH

LPTH

0%TA

0TTL

e Molecule 3

8072

%01a

-sulfur subunit

1ron

inol-cytochrome ¢ reductase

iqu

Ubi

9%

L

33%

54%

Chain F

T60

98y

281

8.LL

L4
9.4

YLI

Tid
€91
69d
893
LSA

6%S

3

£%a

8EW

9EN

PET

TEM
GTA
12D
ocy
6TL

9Tk

3

1Y
OTL

6471

3

€LTI
TLIT
LOTV
2515
€974
[4°29)
914

8G1S

9GTX
SSTH

0STd

44T
e€v1a

0T1H

8114
L11a
91711
STTL

60TV

LOTV

€0TI

00N

3

€61

9811
S8Th

e Molecule 3

€8TL

081a

-sulfur subunit

1ron

inol-cytochrome ¢ reductase i

iqu

Ubi

7%

37%

52%

Chain I

08I

+

47}

(4414

L

8EW

9EN

cen

(14}

LTK
9Tk
ST1

3

T
OTL

R LDWIDE

O

PROTEIN DATA BANK

W



2FYN

wwPDB X-ray Structure Validation Summary Report

Page 16

6471

€L11

TLIT

891d

3

€974

80713

v01a
€071

00TN

[
[
~

LN
96L

€61
T6h
76D

9811
s8Th
¥8T1
€8TL
z8TL
1872

-sulfur subunit

1ron

inol-cytochrome ¢ reductase i

Ubiqu

e Molecule 3

33%

60%

Chain L

96.L

o &
@ o
o =

16D
061
680

984
8D
%81
€838
[4:29
180
8LL
PLI
€Ld
TLI
T.d

€91
41}

LSA

6%S

%47}

8EN

ve1

9811
G8Th
%811
€8TL

-sulfur subunit

1872

6LTI

TLT1

€9TH

CoTI

9Td

SGTH

LYTH

£71a

SETS

TETH

inol-cytochrome ¢ reductase

6210
8TTA
LT1H
OTTH
STTW
449

14 %S

T11d

e Molecule 3

60TV
80713
LOTV

¥0Ta
€0TI

1ron

Ubiqu

5%

29%

62%

Chain O

v01a
€071

96L

061

Tid
69d
893
LSA
6%S

7478
£%a

0%d

8EW

PeT
€ed

Ty
OTL

9811
G8Th
%811
£8TL

1812

-sulfur subunit

6LT7I

¥L1d

TLTT

89T7d

¥oTN
€974

9GTA

6%10

LYTH

8ETH

SETS
YETD

inol-cytochrome ¢ reductase

CETT
TE€TH

LT1H
9TTH

wTTIA

1c1E

8114
L11a

60TV
8073

1ron

Ubiqu

e Molecule 3

5%

37%

o o —
QO [
(=4 Mo

53%

Chain R

-
@
[

)
©
=4

< 10 © ©
© © ©
H S @ =

o
©
H

L

o ¢$ 0 N~
~NNENN
BoH o B

© o
0 0
[

6%S

£%a
(4414

1%
OTL

E8TL

1874

6LTI

TLTT

89Td

3

£9TH
ToTI
197Td

8GTS

9GTX
SGTH

6710

LYTH

{4745

0%TA

LETI

SETS

CETT
TETH

6210
8TTA
LTT1D
OTTH

wTTA

81Td

STTL

[431]

9811
S8Th
$81I

RLDWIDE

erpBe

0O
PROTEIN DATA BANK

W



Page 17

wwPDB X-ray Structure Validation Summary Report

4 Data and refinement statistics (i)

Xtriage (Phenix) and EDS were not executed - this section will therefore be incomplete.

Property Value Source
Space group Cl121 Depositor
Cell constants 351.30A 147.13A 160.83A .
Depositor
a, b, c,a, 3,7 90.00°  103.94°  90.00°
Resolution (A) 18.00 - 3.20 Depositor
7 Data completencss 95.2 (18.00-3.20) Depositor
(in resolution range)
Rinerge 0.13 Depositor
Raym (Not available) Depositor
Refinement program CNS 1.1 Depositor
R, Rree 0.224 , 0.254 Depositor
Estimated twinning fraction No twinning to report. Xtriage
Total number of atoms 41688 wwPDB-VP
Average B, all atoms (A2) 65.0 wwPDB-VP



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

Page 18 wwPDB X-ray Structure Validation Summary Report 2FYN

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:
HEM, LOP, FES, SMA

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 0.65 | 5/3570 (0.1%) | 0.73 0/4897

1 D 0.63 0/3570 0.75 0/4897

1 G 0.66 0/3570 0.76 0/4897

1 ] 0.65 | 2/3570 (0.1%) | 0.74 0/4897

1 M | 0.60 0/3570 0.72 0/4897

1 P 0.59 0/3570 0.73 0/4897

2 B 0.54 0/2010 0.73 0/2733

2 E 059 | 2/2010 (0.1%) | 0.76 | 1/2733 (0.0%)

2 H 0.67 | 2/2010 (0.1%) | 0.78 | 3/2733 (0.1%)

) K 0.58 0/2010 0.74 0/2733

2 N 0.56 0/2010 0.73 0/2733

2 Q 0.57 0/2010 0.78 | 1/2733 (0.0%)

3 C 0.66 0/1370 0.83 | 1/1866 (0.1%)

3 F 0.64 0/1370 0.84 | 1/1866 (0.1%)

3 I 0.65 0/1370 0.89 | 2/1866 (0.1%)

3 L 0.66 0/1370 0.81 0/1866

3 0 0.60 0/1370 0.83 | 1/1866 (0.1%)

3 R | 061 0/1370 0.83 | 2/1866 (0.1%)
Al | ANl | 062 |11/41700 (0.0%) | 0.76 | 12/56976 (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 M 0 1
1 P 0 2
2 E 0 1
2 N 0 1
2 Q 0 1

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

Mol

Chain

#Chirality outliers

#Planarity outliers

All

All

0

6

The worst 5 of 11 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
2 H 14 | GLU | CG-CD | 10.19 1.67 1.51
2 H 14 | GLU | CB-CG | 9.76 1.70 1.52
1 A 121 | TYR | CE2-CZ | -7.38 1.28 1.38
1 A 121 | TYR | CE1-CZ | -7.18 1.29 1.38
1 J 121 | TYR | CE1-CZ | -6.93 1.29 1.38

The worst 5 of 12 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(®)
2 Q 145 | CYS CA-CB-SG 9.36 130.84 114.00
2 H 14 | GLU | OE1-CD-OE2 | -7.65 114.12 123.30
2 H 145 | CYS CA-CB-SG | -5.81 103.54 114.00
2 H 183 | ILE CB-CA-C -5.64 100.32 111.60
3 C 7% | ARG N-CA-C -5.30 96.69 111.00

There are no chirality outliers.

5 of 6 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
2 E 32 | TYR | Sidechain
1 M 302 | TYR | Sidechain
2 N 32 | TYR | Sidechain
1 P 199 | TYR | Sidechain
1 P 302 | TYR | Sidechain

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 3440 0 3428 170 0
1 D 3440 0 3428 174 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 G 3440 0 3428 183 0
1 J 3440 0 3428 185 0
1 M 3440 0 3428 189 0
1 P 3440 0 3428 175 0
2 B 1953 0 1848 92 0
2 B 1953 0 1848 107 0
2 H 1953 0 1848 102 0
2 K 1953 0 1848 103 0
2 N 1953 0 1848 109 0
2 Q 1953 0 1848 127 0
3 C 1340 0 1303 99 0
3 F 1340 0 1303 74 0
3 I 1340 0 1303 67 0
3 L 1340 0 1303 o1 0
3 O 1340 0 1303 54 0
3 R 1340 0 1303 72 0
4 A 86 0 60 7 0
4 B 43 0 30 0 0
4 D 86 0 60 12 0
4 B 43 0 30 1 0
4 G 86 0 60 10 0
4 H 43 0 30 2 0
4 J 86 0 60 17 0
4 K 43 0 30 1 0
4 M 86 0 60 13 0
4 N 43 0 30 2 0
4 P 86 0 60 11 0
1 Q 43 0 30 1 0
3 C 4 0 0 2 0
S F 4 0 0 2 0
5 I 4 0 0 0 0
d L 4 0 0 0 0
d O 4 0 0 1 0
d R 4 0 0 1 0
6 A 37 0 42 2 0
6 D 37 0 42 1 0
6 G 37 0 42 1 0
6 J 37 0 42 1 0
6 M 37 0 42 2 0
6 P 37 0 42 0 0
7 A 45 0 67 3 0
7 D 45 0 67 1 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
7 G 45 0 67 5 0
7 J 45 0 67 1 0
7 M 45 0 67 3 0
7 P 45 0 67 1 0
All All 41688 0 40668 1946 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 24.

The worst 5 of 1946 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:Q:157:ASN:HB2 | 2:Q:183:ILE:HD11 1.30 1.14
2:B:183:.ILE:HG23 2:B:185:MET:H 1.12 1.09
1:G:33:ILE:HD11 | 1:G:249:ILE:HD11 1.32 1.09
1:J:33:ILE:HD11 1:J:249:ILE:HD11 1.31 1.06
1:P:33:ILE:HD11 | 1:P:249:ILE:HD11 1.37 1.06

There are no symmetry-related clashes.

5.3 Torsion angles (i)

5.3.1 Protein backbone (1)

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 426/445 (96%) 392 (92%) 28 (7%) 6 (1%) 14 57
1 D 426/445 (96%) 385 (90%) | 37 (9%) 4 (1%) 21 67
1 G 426/445 (96%) 384 (90%) | 34 (8%) 8 (2%) 50
1 J 426/445 (96%) 379 (89%) | 37 (9%) 10 (2%) 8| 44
1 M 426/445 (96%) 380 (89%) | 38 (9%) 8 (2%) 10§ 50
1 P 426/445 (96%) 380 (89%) | 39 (9%) 7 (2%) 127 54

Continued on next page...
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
2 B 254/269 (94%) | 224 (88%) | 23 (9%) | 7 (3%) 6|
2 E 254/269 (94%) | 218 (86%) | 28 (11%) | 8 (3%)
2 H 254/269 (94%) | 220 (87%) | 29 (11%) | 5 (2%) 9|
2 K 254/269 (94%) | 225 (89%) | 21 8%) | 8 (3%)
2 N 254/269 (94%) | 219 (86%) | 26 (10%) | 9 (4%)
2 Q 254/269 (94%) | 215 (85%) | 30 (12%) | 9 (4%)
3 C 177/187 (95%) | 153 (86%) | 20 (11%) | 4 (2%) 8|
3 F 177/187 (95%) | 153 (86%) | 18 (10%) | 6 (3%)
3 I 177/187 (95%) | 151 (85%) | 19 (11%) | 7 (4%)
3 L 177/187 (95%) | 151 (85%) | 21 (12%) | 5 (3%) 6|
3 o) 177/187 (95%) | 154 (87%) | 19 (11%) | 4 (2%) 8|
3 R 177/187 (95%) | 149 (84%) | 21 (12%) | 7 (4%)

All | Al | 5142/5406 (95%) | 4532 (88%) | 488 (10%) | 122 (2%)

5 of 122 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 415 GLU
2 B 43 LYS
3 C 109 ALA
1 D 414 ILE
1 D 415 GLU

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 353/366 (96%) 332 (94%) 1 (6%) 24 65
1 D 353/366 (96%) 331 (94%) | 22 (6%) 23 64
1 G 353/366 (96%) 332 (94%) 1 (6%) 24 65
1 J 353/366 (96%) 329 (93%) | 24 (T%) 200 59

Continued on next page...
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Continued from previous page...
Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 M 353/366 (96%) 330 (94%) | 23 (6%) 211 61
1 P 353/366 (96%) 330 (94%) | 23 (6%) 211 61
2 B 203/215 (94%) 191 (94%) 12 (6%) 24 65
2 E 203/215 (94%) 187 (92%) 16 (8%) 157 53
2 H 203/215 (94%) 192 (95%) 11 (5%) 27 68
2 K 203/215 (94%) 190 (94%) 13 (6%) 22 62
2 N 203/215 (94%) 189 (93%) 14 (7%) 19 59
2 Q 203/215 (94%) 190 (94%) 13 (6%) 221 62
3 C 138/144 (96%) 122 (88%) | 16 (12%) 30
3 F 138/144 (96%) | 118 (86%) | 20 (14%) 19
3 I 138/144 (96%) 126 (91%) 12 (9%) 137 45
3 L 138/144 (96%) 127 (92%) 11 (8%) 151 52
3 O 138/144 (96%) 126 (91%) 12 (9%) 131 45
3 R 138/144 (96%) 123 (89%) | 15 (11%) 33
All All 4164/4350 (96%) | 3865 (93%) | 299 (7%) 18 57
5 of 299 residues with a non-rotameric sidechain are listed below:
Mol | Chain | Res | Type
2 H 181 SER
1 J 321 ILE
2 Q 80 ASP
3 I 10 THR
1 J 10 GLU
Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 84 such

sidechains are listed below:

Mol | Chain | Res | Type
2 H 22 GLN
1 J 177 GLN
1 P 238 GLN
2 H 62 GLN
3 I 97 ASN
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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.

5.6 Ligand geometry (i)

36 ligands are modelled in this entry.

In the following table, the Counts columns list the number of bonds (or angles) for which Mogul
statistics could be retrieved, the number of bonds (or angles) that are observed in the model and
the number of bonds (or angles) that are defined in the chemical component dictionary. The Link
column lists molecule types, if any, to which the group is linked. 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] > 2 is considered an outlier worth inspection. RMSZ is
the root-mean-square of all Z scores of the bond lengths (or angles).

Mol | Type | Chain | Res | Link CountsBOIPI{(ll\/IlSeantis\m > 2 CountsBOl—-I{ll(\i/[Sa;glj;Z] > 2
4 HEM A 501 1 30,50,50 | 2.85 11 (36%) | 24,82,82 | 3.35 8 (33%)
4 [HEM | A [502] 1 305050 3.10 | 9(30%) | 24,8282 | 3.65 | 9 (37%)
6 | SMA | A [ 503| - [353838| 181 | 5(14%) |405252| 2.28 | 10 (25%)
7 LOP A 204 - 43,4444 | 0.67 0 44,49,49 | 1.34 7 (15%)
4 [HEM | B [ 301 | 2 [305050| 3.02 | 10 (33%) | 24,82,82 | 3.40 | 9 (37%)
S FES C 200 3 0,4,4 0.00 - 0,4,4 0.00 -

4 [HEM | D [ 501 | 1 305050 | 2.80 | 10 (33%) | 24,82,82 | 3.28 | 8 (33%)
4 HEM D 502 1 30,50,50 | 2.81 9 (30%) | 24,82,82 | 3.26 8 (33%)
6 SMA D 503 - 35,38,38 | 2.41 9 (25%) | 40,52,52 | 1.69 8 (20%)
7 [ LoP | D [ 504 | - [434444] 074 | 1(2%) | 44,4949 | 139 | 4 (9%)
4 HEM E 301 2 30,50,50 | 2.93 10 (33%) | 24,82,82 | 3.38 8 (33%)
d FES F 200 3 0,4,4 0.00 - 0,4,4 0.00 -

4 [HEM | G [501] 1 305050 2.82 | 12 (40%) | 24,82,82 | 3.39 | 8 (33%)
4 HEM G 502 1 30,50,50 | 3.23 10 (33%) | 24,82,82 | 3.37 9 (37%)
6 SMA G 203 - 35,38,38 | 1.84 9 (25%) | 40,52,52 | 2.15 9 (22%)

WO RLDWIDE

PROTEIN DATA BANK



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

Page 25 wwPDB X-ray Structure Validation Summary Report 2FYN
Mol | Type | Chain | Res | Link CountsBOIgll\/IISeantlﬁléjﬂ > 2 CountsBOI;Lll(\i/[;;gle#ZZ] > 2
7 LOP G 504 - 43,4444 | 0.79 1 (2%) 44,4949 | 1.45 6 (13%)
4 HEM H 301 2 30,50,50 | 2.95 11 (36%) | 24,82,82 | 3.45 8 (33%)
5 FES | 200 3 0,4,4 0.00 - 0,4,4 0.00 -
4 HEM J 501 1 30,50,50 | 2.99 13 (43%) | 24,82,82 | 3.38 8 (33%)
4 HEM J 502 1 30,50,50 | 3.00 11 (36%) | 24,82,82 | 3.58 8 (33%)
6 SMA J 503 - 35,38,38 | 1.78 5 (14%) | 40,52,52 | 1.88 8 (20%)
7 LOP J 504 - 43,44,44 | 0.68 0 44,4949 | 1.32 5 (11%)
4 HEM K 301 2 30,50,50 | 3.02 10 (33%) | 24,82,82 | 3.39 8 (33%)
5 FES L 200 3 0,4,4 0.00 - 0,4,4 0.00 -
4 HEM M 501 1 30,50,50 | 2.66 9 (30%) | 24,82,82 | 3.30 8 (33%)
4 HEM M 502 1 30,50,50 | 3.03 10 (33%) | 24,82,82 | 3.39 8 (33%)
6 SMA M 503 - 35,38,38 | 1.98 7(20%) | 40,52,52 | 2.07 8 (20%)
7 LOP M 504 - 43,44,44 | 0.73 0 44,4949 | 1.39 8 (18%)
4 HEM N 301 2 30,50,50 | 2.86 9 (30%) | 24,82,82 | 3.44 10 (41%)
5t FES O 200 3 0,4,4 0.00 - 0,4,4 0.00 -
4 HEM P 501 1 30,50,50 | 2.73 9 (30%) | 24,82,82 | 3.34 8 (33%)
4 HEM P 502 1 30,50,50 | 2.96 9 (30%) | 24,82,82 | 3.44 8 (33%)
6 SMA P 503 - 35,38,38 | 1.97 6 (17%) | 40,52,52 | 1.75 10 (25%)
7 LOP P 504 - 43,4444 | 0.66 1 (2%) 44,4949 | 1.36 6 (13%)
4 HEM Q 301 2 30,50,50 | 2.82 12 (40%) | 24,82,82 | 3.31 8 (33%)
5 FES R 200 3 0,4,4 0.00 - 0,4,4 0.00 -

In the following table, the Chirals column lists the number of chiral outliers, the number of chiral
centers analysed, the number of these observed in the model and the number defined in the chemical

component dictionary. Similar counts are reported in the Torsion and Rings columns.
no outliers of that kind were identified.

b

Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
4 HEM A 501 1 - 0/10/54/54 | 0/0/8/8
4 HEM A 502 - 0/10/54/54 | 0/0/8/8
6 SMA A 503 - - 0/33/34/34 | 0/2/2/2
7 LOP A 504 - - 0/48/48/48 | 0/0/0/0
4 HEM B 301 2 - 0/10/54/54 | 0/0/8/8
5 FES C 200 3 - 0/0/4/4 | 0/1/1/1
4 HEM D 501 1 - 0/10/54/54 | 0/0/8/8
4 HEM D 502 1 - 0/10/54/54 | 0/0/8/8
6 SMA D 503 - - 0/33/34/34 | 0/2/2/2
7 LOP D 504 - - 0/48/48/48 | 0/0/0/0
4 HEM E 301 2 - 0/10/54/54 | 0/0/8/8

Continued on next page...
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Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
5t FES F 200 3 - 0/0/4/4 1 0/1/1/1
4 HEM G 501 1 - 0/10/54/54 | 0/0/8/8
4 HEM G 502 - 0/10/54/54 | 0/0/8/8
6 SMA G 503 - - 0/33/34/34 | 0/2/2/2
7 LOP G 504 - - 0/48/48/48 | 0/0/0/0
4 HEM H 301 2 - 0/10/54/54 | 0/0/8/8
5t FES I 200 3 - 0/0/4/4 |1 0/1/1/1
4 HEM J 501 1 - 0/10/54/54 | 0/0/8/8
4 HEM J 502 1 - 0/10/54/54 | 0/0/8/8
6 SMA J 503 - - 0/33/34/34 | 0/2/2/2
7 LOP J 504 - - 0/48/48/48 | 0/0/0/0
4 HEM K 301 2 - 0/10/54/54 | 0/0/8/8
5t FES L 200 3 - 0/0/4/4 |1 0/1/1/1
4 HEM M 501 1 - 0/10/54/54 | 0/0/8/8
4 HEM M 502 1 - 0/10/54/54 | 0/0/8/8
6 SMA M 503 - - 0/33/34/34 | 0/2/2/2
7 LOP M 504 - - 0/48/48/48 | 0/0/0/0
4 HEM N 301 2 - 0/10/54/54 | 0/0/8/8
5 FES O 200 3 - 0/0/4/4 | 0/1/1/1
4 HEM P 501 1 - 0/10/54/54 | 0/0/8/8
4 HEM P 502 1 - 0/10/54/54 | 0/0/8/8
6 SMA P 503 - - 0/33/34/34 | 0/2/2/2
7 LOP P 504 - - 0/48/48/48 | 0/0/0/0
4 HEM Q 301 2 - 0/10/54/54 | 0/0/8/8
5 FES R 200 3 - 0/0/4/4 | 0/1/1/1

The worst 5 of 228 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
4 G 502 | HEM | C3B-C4B | -8.57 1.44 1.51
4 J 502 | HEM | C3C-CAC | -8.46 1.35 1.51
4 A 502 | HEM | C3C-CAC | -8.07 1.36 1.51
4 P 502 | HEM | C3B-C4B | -7.44 1.45 1.51
4 K 301 | HEM | C3B-C4B | -7.36 1.45 1.51

The worst 5 of 238 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(®)
4 J 502 | HEM | C3C-CAC-CBC | -11.34 107.06 124.46
4 A 502 | HEM | C3C-CAC-CBC | -10.73 108.00 124.46
4 P 502 | HEM | C3C-CAC-CBC | -10.55 108.28 124.46
4 J 501 | HEM | C3B-CAB-CBB | -10.19 108.82 124.46

Continued on next page...
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Continued from previous page...
Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(®)
4 A 502 | HEM | C3B-CAB-CBB | -10.06 109.02 124.46

There are no chirality outliers.
There are no torsion outliers.
There are no ring outliers.

32 monomers are involved in 104 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
4 A 501 | HEM 4 0
4 A 502 | HEM 3 0
6 A 503 | SMA 2 0
7 A 504 | LOP 3 0
5 C 200 | FES 2 0
4 D 501 | HEM 8 0
4 D 502 | HEM 4 0
6 D 503 | SMA 1 0
7 D 504 | LOP 1 0
4 E 301 | HEM 1 0
5 F 200 | FES 2 0
4 G 501 | HEM 8 0
4 G 502 | HEM 2 0
6 G 503 | SMA 1 0
7 G 504 | LOP 5 0
4 H 301 | HEM 2 0
4 J 501 | HEM 10 0
4 J 502 | HEM 7 0
6 J 503 | SMA 1 0
7 J 504 | LOP 1 0
4 K 301 | HEM 1 0
4 M 501 | HEM 11 0
4 M 502 | HEM 2 0
6 M 503 | SMA 2 0
7 M 504 | LOP 3 0
4 N 301 | HEM 2 0
5 O 200 | FES 1 0
4 P 501 | HEM 6 0
4 P 502 | HEM 5 0
7 P 504 | LOP 1 0
4 Q | 301 | HEM 1 0
5 R 200 | FES 1 0
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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#polymer_linkage
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6 Fit of model and data (i)

6.1 Protein, DNA and RNA chains (i)

EDS was not executed - this section will therefore be empty.

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

EDS was not executed - this section will therefore be empty.

6.3 Carbohydrates (i)

EDS was not executed - this section will therefore be empty.

6.4 Ligands (i)

EDS was not executed - this section will therefore be empty.

6.5 Other polymers (i)

EDS was not executed - this section will therefore be empty.


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