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1 Overall quality at a glance (i)

The reported resolution of this entry is 2.00 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 | - . 12
Ramachandran outliers I | I 0.4%
Sidechain outliers I - ?.7%
Worse Better

0 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))
Clashscore 79885 6188 (2.00-2.00)
Ramachandran outliers 78287 6102 (2.00-2.00)
Sidechain outliers 78261 6100 (2.00-2.00)

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.
The upper red bar (where present) indicates the fraction of residues that have poor fit to the
electron density.

Note EDS was not executed.

Mol | Chain | Length Quality of chain

1 A 875 .
1 C 875 .
1 E 875 .
1 G 875 .
1 I 875 .
1 K 875 .
1 M 875 .
1 O 875 .
1 Q 875 .

1 S 875 .
1 U 875 .
1 W 875 .
2 B 274 -
2 D 274 -
2 F 274 —

2 H 274 —m
2 J 274 e

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

Mol

Chain

Length

Quality of chain

274

274

274

274

274

274

NN NN DN DN DO

M <3| =9 2 e

274

The following table lists non-polymeric compounds that are outliers for geometric or electron-
density-fit criteria:

Mol

Type

Chain

Res

Geometry

Electron density

6

BTT

S

905

X
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2 Entry composition (i)

There are 8 unique types of molecules in this entry. The entry contains 121823 atoms, of which 0

are hydrogen and 0 are deuterium.

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 Pyrogallol hydroxytransferase large subunit.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
L A 875 Eggzl 4564 1 E%Q 1;?97 488 ¥ ¥
L ¢ 875 Eggzl 4564 1 i\;%Q 1;2)7 488 0 0
L B 875 gggzl 41534 1 i\;Q 1%7 488 0 0
L G 875 Egg;l 4564 1 i\;9 12%7 488 0 0
L ! 875 ggg;l 4564 1 FSQ 12097 488 0 0
L Kk 875 Egg;l 4564 1 FSQ 12%7 488 0 0
L M 875 Egg;l 4564 1 FSQ 12%7 488 0 0
L O 875 EggaSI 4564 1 ESQ 12%7 488 0 0
L Q 875 %’gtgagl 4564 1 F89 12%7 488 0 0
L 5 875 ggg;l 4564 1 F89 12%7 488 0 0
L U 875 ggg;l 4564 1 539 12%7 488 0 0
L W 875 ggg;l 4564 1 539 12%7 488 0 0

There are 12 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
A 1 MET - INITIATING METHIONINE | UNP P80563
C 1 MET - INITIATING METHIONINE | UNP P80563
E 1 MET - INITIATING METHIONINE | UNP P80563
G 1 MET - INITIATING METHIONINE | UNP P80563
I 1 MET - INITIATING METHIONINE | UNP P80563
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Continued from previous page...

Chain | Residue | Modelled | Actual Comment Reference
K 1 MET - INITTIATING METHIONINE | UNP P80563
M 1 MET - INITIATING METHIONINE | UNP P80563
O 1 MET - INITTATING METHIONINE | UNP P80563
Q 1 MET - INITTATING METHIONINE | UNP P80563
S 1 MET - INITTATING METHIONINE | UNP P80563
U 1 MET - INITIATING METHIONINE | UNP P80563
W 1 MET - INITIATING METHIONINE | UNP P80563
e Molecule 2 is a protein called Pyrogallol hydroxytransferase small subunit.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N O S

2 B 274 2182 1371 364 423 24 0 0 0
Total C N O S

2 b 274 2182 1371 364 423 24 0 0 0
Total C N O S

2 F 274 2182 1371 364 423 24 0 0 0
Total C N O S

2 H 274 2182 1371 364 423 24 0 0 0
Total C N O S

2 J 274 2182 1371 364 423 24 0 0 0
Total C N O S

2 L 274 2182 1371 364 423 24 0 0 0
Total C N O S

2 N 274 2182 1371 364 423 24 0 0 0
Total C N O S

2 b 274 2182 1371 364 423 24 0 0 0
Total C N O S

2 R 274 2182 1371 364 423 24 0 0 0
Total C N O S

2 T 2 2182 1371 364 423 24 0 0 0
Total C N O S

2.0V 27d 2182 1371 364 423 24 0 0 0
Total C N O S

2 X 274 2182 1371 364 423 24 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Ca

3 P 1 1 1 0 0

3 K 1 Toltal Cla 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
3 B 1 Total Ca 0 0
1 1
3 W 1 Total Ca 0 0
1 1
3 N 1 Total Ca 0 0
1 1
5 X 1 Total Ca 0 0
1 1
Total Ca
3 S 1 1 1 0 0
Total Ca
3 J 1 1 1 0 0
5 B 1 Total Ca 0 0
1 1
5 v 1 Total Ca 0 0
1 1
5 A 1 Total Ca 0 0
1 1
5 R 1 Total Ca 0 0
1 1
5 M 1 Total Ca 0 0
1 1
5 D 1 Total Ca 0 0
1 1
Total Ca
3 I 1 1 1 0 0
3 U 1 Total Ca 0 0
1 1
Total Ca
3 L 1 1 1 0 0
3 G 1 Total Ca 0 0
1 1
Total Ca
3 Q 1 1 1 0 0
3 I 1 Total Ca 0 0
1 1
3 C 1 Total Ca 0 0
1 1
3 T 1 Total Ca 0 0
1 1
3 0 | Toltal Cla 0 0

Continued on next page...
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Continued from previous page...
Mol | Chain | Residues Atoms ZeroOcc | AltConf

3 F 1 Toltal Cla 0 0

e Molecule 4 is 2-AMINO-5,6-DIMERCAPTO-7-METHYL-3,7,8A,9-TETRAHYDRO-8-OXA
-1,3,9,10-TETRAAZA-ANTHRACEN-4-ONEGUANOSINE DINUCLEOTIDE (three-letter
code: MGD) (formula: C20H26N10013P282).

MGD

Mol | Chain | Residues Atoms ZeroOcc | AltConf
4 A 1 TZt7a1 2((3) i\(]) g 1;) g ; ;
4 A 1 TZt7a1 2((3) i\(]) 1(; 1;) 2 . ;
4 C 1 Tz;al 2(2] i\(]) 1()3 1;) 2 . ;
4 C 1 Tz;al 2(2] i\é 1(?)) 1;) 2 . ;
4 E 1 th7al 200 i\é 1(;) 1;) g ; 5
4 E 1 th7al 2(2] i\é 1(; }2> g . )
4 G 1 th?al 2% i\é 103 }2> 3 . 5
4 G 1 Tz‘c?al 2% i\(]) 103 }2> g . ;
4 I 1 Tz‘c?al 2% i\(]) ?3 }2> g . )

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
IR
KN TSI
I T

e Molecule 5 is MOLYBDENUM(IV) ION (three-letter code: 4MO) (formula: Mo).

Mol | Chain | Residues Atoms ZeroOcc | AltConf

5 G 1 Total Mo 0 0

1 1

Total Mo

5) Q 1 1 1 0 0
5 K 1 Total Mo 0 0

1 1
5 B 1 Toltal 1\/{0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Mo

5 I 1 1 1 0 0

5 C 1 Total Mo 0 0
1 1

5 W 1 Total Mo 0 0
1 1

5 A 1 Total Mo 0 0
1 1

5 U 1 Total Mo 0 0
1 1

5 0 1 Total Mo 0 0
1 1

5 g 1 Total Mo 0 0
1 1

5 M 1 Toltal 1\/{0 0 0

e Molecule 6 is BENZENE-1,24 5-TETROL (three-letter code: BTT) (formula: C4gHgOy).

BTT
o1 €6 05
HO. OH
[ =~ cs
s T /p4
HO o~ OH
02 c3 04
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C O
6 A 1 10 6 4 0 0
Total C O
6 C 1 10 6 4 0 0
Total C O
6 E 1 10 6 4 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
6 | «a 1 T‘igal g 2 0 0
6 I 1 T‘igal (g 2 0 0
6 K 1 T‘igal g 2 0 0
6 M 1 T‘ig‘ﬂ g 2 0 0
6 0 1 T‘igal g 2 0 0
I
6 S 1 T(igal g 2 0 0
6 U 1 T(igal g 2 0 0
6 W 1 T(igal g 2 0 0

e Molecule 7 is IRON/SULFUR CLUSTER (three-letter code: SF4) (formula: FeySy).

53 FE1
Fe
FE
4F*?E%:e S92
S4
Fe
S1 FE3
Mol | Chain | Residues Atoms ZeroOcc | AltConf
7 B | Togtal Ff i 0 0
7 B 1 Togtal ie i 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
7 B | Togtal Ff i 0 0
7 | D 1 T";al Fj i 0 0
7 D 1 Togtal Ff i 0 0
7 D 1 Togtal ie i 0 0
7 F 1 Togal Ff i 0 0
7 F 1 Togtal Ff i 0 0
7 F 1 Togal Ff i 0 0
7 H 1 Togal Fj i 0 0
7 H 1 Togal Ff i 0 0
7 H 1 TOStal Ff i 0 0
7 ] 1 Togal ie i 0 0
7 ] 1 Togal P;f i 0 0
7 ] 1 Togal Ff 2 0 0
7 L 1 Togal Ff 2 0 0
7 L 1 Togal Ff 2 0 0
7 L 1 Togal ljf i 0 0
7 N 1 Togal ij i 0 0
7 N 1 T°8ta1 ij i 0 0
7 N 1 T°8ta1 P:f i 0 0
7 p 1 TOStal ij i 0 0
7 p | TOStal Ff i 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
7 p | Togtal Ff i 0 0
7| R 1 T";al Fj i 0 0
7 | R 1 Togtal Ff i 0 0
7| R 1 Togal Ff i 0 0
7 T 1 Togal Ff i 0 0
7 T 1 Togtal Ff i 0 0
7 T 1 Togal Ff i 0 0
7| v 1 Togal Ff i 0 0
7| v 1 Togal Ff i 0 0
7 v 1 Togal ie i 0 0
7 X 1 TOStal ]16 2 0 0
7 X 1 Togtal Pf 2 0 0
7 X 1 Togal Ff 2 0 0
e Molecule 8 is water.

Mol | Chain | Residues Atoms ZeroOcc | AltConf
8 A 681 1;)?;?1 621 0 0
8 B 169 Tloggl 1(6)9 0 0
8 C 684 T(),Ogjl 624 0 0
8 D 162 Tloggl 1(6)2 0 0
8 E 688 Tg’;gl 6(338 0 0
8 F 160 Tloggl 1(6)0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
8 a 632 Tg;;l 6(52 0 0
8 H 161 Tlogfl 1((?1 0 0
8 I 671 Tg?tfl 6(7)1 0 0
8 J 168 Tloggl 128 0 0
8 K 681 Tg;fl 6(;1 0 0
8 L 165 Tloggl 125 0 0
8 M 682 Tg;;l 6(8)2 0 0
8 N 160 Tlogsl 120 0 0
8 0 675 20;;1 6?5 0 0
8 P 160 110;31 120 0 0
8 Q 693 20;:? 1 6(;3 0 0
8 R 158 Tf;gl 1(5)8 0 0
8 S 665 T;joggl 6(;5 0 0
8 T 162 Tloggl 1(32 0 0
8 U 670 T6°7t§1 6(730 0 0
8 \% 154 Tf;jl 1(5) ) 0 0
8 W 675 T6°7t5al 6(7)5 0 0
8 X 165 Tloggl 1(6)5 0 0
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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-

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,

coded according to the number of geometric quality criteria for which they contain at least one
are shown in grey.

e Molecule 1: Pyrogallol hydroxytransferase large subunit

3 Residue-property plots (i)
Chain A:

Note EDS was not executed.

Page 14

0¥TL

8€TT

7ETd

8CTI

vera

TIIM

CITI
T11d

S0Td

00TT

STd

€10

018

T9€s
09€Y

85€0

95€D

2¢SeD

LYEV

Toed

962N

T6ca

9,24

CLTH

6SCA

85271

PAsTAc

€92N
ST

6%2a

veed

8120

9128

TICH

L8TM

9LTM

S.L1S

69TV

9974
991D

LSTX

€5TY

VTN

YYTH

T2sd

174578
€TSH

0TSA

908V
S0SL

3

867D

9674
G671
vevM
€674
(455218

06%I

8LVH

9,70
i)
T9%4
09%%
€8%d
[4cian
TSP

6EVT

114728
80%D
00%A&
LBEA
S6€T
v6ed
€6EA
68EL
88€S
L8eM
T84

8.LED
LL€D

€LET

590
€LON
0.L9d
1894
6794
9%9d
¥¥9a
993
£€94
0€9L
[44°)

619X
8190

74504
019
SO9N
9891
TL9Y

9950
S9SK

1

T9SI
095X

8GSS
LGS0

854
SPSN
YyaL
£%3D

TvSd
0%S1T

vesd
€ESA

STSh

€CSA

CTL8A
TL8%
0480

6581

LG8N

SG8H

§¢8d

€284

8183

S08A

7081
008I

P6.LN

98.LN

9LLS

0LLM

89.%

9GLL

PSLW
€GLX

0G4

EVLH

8E€LH
LELd

0E€LA

9CL1

LTLY

80,4

00,3
6693

9694
S6971

T890

e Molecule 1: Pyrogallol hydroxytransferase large subunit

Chain C:

0¥TL

8€TT

vETd

8CTI

TIIM

C¢ITI

S0Td

0071

994
S99

79e1
09eY
98€D
SG€ED
vSeEM
€9€D
[4s0]
LyEY
962N
z9eH
PAsIAc

€5CN

TSCH

6%2a

vveca

9CTA

§eeI

j£44)]

812a

vicd

TICH

L8TM

281D

9LTM

S.L1S

69TV

9974
991D

LSTA

SSGTS

€5TY

VI

YYIH
E€VIS

TS

0TSA

905V
S0SL

T0ST

867D

9674
S6%A

€674
145708

06%I

8.LVH

9.%0
4sj]
T9%4
09%%
€8%d
[4cian
TSP
6€Y7T
9€¥d
9TV

€ThY
(447

8TVY

6071
80%D

20%d

S6€T
veed

68EL
88€S
L8eM
T84
8.LED

€LE7T

€994

1894
9G9M

9%9d
w¥oa
€%9d
{4748
€€94
0€9L
829K

619X
8190

Y19V
0194
SO9H
985S
9.8b
TL9Y

9950

€950

TOSI
095X

8GSS
LGS0

%584
SPSN
Pl
£%30
T¥ad

veSd
€ESA

€CSA

T2sd

4578
E€TSH

RLDWIDE

0
PROTEIN DATA BANK

] g ] =

W


http://wwpdb.org/ValidationPDFNotes.html#h.fmehr2ap71lr

wwPDB X-ray Structure Validation Summary Report 4VAE

Page 15

60871

S08A
080

3

0081

161D

T6.LN

3

S8.LY

0LLM
69LA

L9LK
LSLI

TSLN
€SLK

0§31
EVLN
8ELH
SELT
0€LA
9TLT
STLd
vTLs
0zLs
LTLY

80.4

00,3
6693

9693
9691

2890
5290
€LON

0L9d

S.18X%

TL8K
TL8Y

8980

6581

LS8N

Pyrogallol hydroxytransferase large subunit

GS8NH

6€81

0€8D

S28d

€T8X

8184

e Molecule 1

Chain E

9188

YYIH

0711

8ETT

veTd

YTIM

CITI
TT1Y

S0Td
0071
81
8LA
LLd
9.1
sS4
vL1

69

L9%
994

€91

8.L€D
LL80

09€V
9G€D
vsem
€G€D
2S€D
LyEY
LTen
ceed
rToed
LSTH
€GN
6%ca
¥¥ea
¥2eo

812a

9128

TIZH

66TA

L6714
961d

9LTM
SL1S

69TV

L9TL
9914
991D

LSTA

SSTS

€GTH

9VTH

¥yl
€%390

T%5d
0%ST

Szsh

€TSA

Tesd

1
2578
ETSH

0TSX

1
908y
S0SL

TS¥Y
6EVT

9T
SChY

1247}
6071
00%A

g6€T
v6ed

68€L
88€S
L8eM

T8€Y

00,3
6693

969%
S6971

17891

5290

TL9¥
049d

199a

€99

1594
959M

9%9d

799a

v€94
€€9H

TEOM
0€9L
629H
oV

8190
1193

0T9%
SO9KW
S894
9180

TLSY

T9SI
09SA

859SS
LSS0

iEES

SPSN

*

TL8%

6581

LS8N

Pyrogallol hydroxytransferase large subunit

GS8N

S%8a

£e8y

G28d

€T8X

8184

S08A

008I

T6.LN

98.LN

€9LK

083

EVLW

LgLd

0€LX

61,3

80.4

e Molecule 1
Chain G

VTN

s

0%TL

8€ETT

¥eTd

8¢TI

ZTIA

8TTL

4278

CI1I
T11d

S0Td

0071

831

8LA

S.d
L1

69N

L9
994

LSL

8SG€D

9G€D
SG€ED

€G€D
[4ci°0)]

LYEV

TCEY

Toed

96CN

LLTV

S92S

£9TM

6GCA
8GC1

€GN

6%ca

v¥ea

i7443)

812a

T

7021

L8TM

281D

9LTM

SL1S

vL1a

69TV

9914
991D

29N

LSTX

€GTH

0TSA

L0SL
905V
S0SL

T0ST

66%d

9674
S6%Y
vevM
€674
[ 4578

0671

€8¥d
28¥%A

8LVH

9.0

434}

09%3%

€9¥%d
[4°128

1791

6EVT

€EVL

v

S6€7T
v6ed

68€L
88€S
18eM
8¢ex1

8.L€D
1280

€LET
¥oe1

09€V

999M

TS9L

6794

9%9d

Y79

(472

v€94
£e9d

0€9L
B6T9H

8190
vIov
0T9%
SO9KW

985S
S894

9.3b
TL9Y
1991

9950
S9GA

1

T9SI
095K

L5580

Ll

SPSN
aahn
€790

T99d
0%9T

fete=]y]

€TSA

Tesd

2578
ETSH

SGS8N

S¥8a

6€8I

€E8Y

G28d

€T8K

8184

S08A

T08T
008I

T6.LN

98.LN

CLLN

69LK

L9LK

YSLW
€GLA

0§31

EVLN

8€LH
LgLd

0€LX

S2Ld
veLs

TTLH

80.4

00,3
6694

9693
S69T

7691

€99

1594

*

CTL8A

0480

6581

e Molecule 1

Chain I

LS8N

Pyrogallol hydroxytransferase large subunit

8ETT

¥eTd

YTIM

CITI
TTTH

60TA

S0Td

00TT

964

€84

RLDWIDE

0
PROTEIN DATA BANK

] g ] =

W



wwPDB X-ray Structure Validation Summary Report 4VAE

Page 16

el
92Tk
§eeI
ja8)
812a
vicd
TICH
1021
1673
L8TM
9LTM
VAR

vL1a

9974
S91D

LSTX

GSTS

€5TY

9V

YYTH
EVIS

908V
S0SL
T0ST
66%d
967X
G671
vevM
0671
8LYH
9,70

[4534]
T9%4

7Sva
€5¥d
e¢SvI
TSPY

B6EVT

eTvy
ey
124720
8IFV
viva
60VI
20vd
007X

v6ed
€6EN

68EL
L8EM
T8¢e%
8.LED
€LET
09€Y

85€0

9%9d

7790

cvon

€€93

TEOM
0€9L

[44°) §

8190
1194

vI9v
019X
SO9N
§85d
TLSH

L9ST

G9SK

1

T9SI
095X

893S
188D

7554

33 G
0 0 0
OH=

T9Sd

v€9d
€ESA

Szsb

€CSA

T2sd

1150

174578
€TSH

0TSA

0480

6581

LS8N

SSG8I

€E8Y

§28d

€C8A
8184
7080

1081
008I

L6.LD
76.LN
98.LN
CTLLR
YSLIN
0S¥
eV
8€LH
0€LX
9TL1
€CLH
9T.d
80.4

00,3
6694

9693
9691

€99

1594
959M

€59V

S.L8X%

TL8K
TL8%

Pyrogallol hydroxytransferase large subunit

e Molecule 1
Chain K

0%TL

8ETT

PETd

8CTI

(4498

8TTL

2975

S0Td

0071

€5€D
[4sion}
8€eh
Teev
TI€L
Toed
962N
LLey
692D

€9TM
c9TA

L52d
€52N
6%2a
vvea
9CTA
§eeI
44
8120
91es

TICH

96Td

9LTM
SG.LTS

69TV

9914
991D

GSTS
9VIN

EVIS

T0ST

[4sias
TSPY

6EVT

vevd
€EVd

1214720
60VI
20vd

T0%4
00%A&

86€d

96£Q

68EL

L8EM

8e)

8L€D

€LET

C9EH

09ev

95€D

6E9K
£€93

TE9M
0€9L

oV

8790
4193

vI9v
0193
S09W
9250
TLSH

9950

€950

T9SI
09SA

8GSS
188D

554
SPSN
vvSL
£%50

T9Sd
0%ST

v€Sd
€ESA

STSsh

€TSA

T2sd

74578
E€TSH

0TSX

L0SL
90SV
S0SL

8184

S08A
7080

7081
161D

76.LN

TLIN

69L&

L9LK

YSLR
€GLK

0S.L%

8E€LH
LELD

SELT

0E€LK

9CLT

€CLH
cTLA

LTLY
9T.d

80,4

00,3
6693

969%
S6971

€LON

€993

1894
959M

9%9d

7790

e Molecule 1

Chain M

cvon

S.8&

6S8L

LS8N

SS8W

S28d

€C8K

Pyrogallol hydroxytransferase large subunit

9V

YYTH
€VIS

0%TL

8ETT

YETd

YTTIM

(4298
T1TH

S0Td

00TT

964

8y

8LA

9.1

S/

vL1

691

L9%
994

LS1

[4cioh)

LveV

€EEY

Teed

8zed
LZEN

€eed
oeed

61€d

Toex

962N

T62d

PAsTAc

€52N

0S¢d
6%2a

vvea
wel
9TTA
§eer
veed
812a
vicd

TICH

96Td

9LTM
S.18

69TV

9914
S91D

LSTX

€5TY

S0SL
T0ST
66%d

967X
S67)

€674
06%1
8LYH
9.L%0
[4s34]
T9%4
09¥X
€9%d
[4sian
TSPY

6EVT

7470
£THY

124720
8TV
20vd
T0%4
00%X
v6ed
16€D
68€L
88€S
L8EM
8e)
8L€D

09€Y

m < W © oo
[Ts Yo JETs JT1 0
m Mmmo0n "
CEOO o

0.L9d
€99

1894
959M

cvon
€€93

TE9M
0€9L

8190
L7194

4250
0T9%
SO9N
T6SI
L8SH
eisieicy
9150
TLSY

1991

T9SI
095X

85SS
LSS0

LS

YyaL
£%30

Tvad

veqd
€ESA

174578
€TSH

0TSA

9085V

RLDWIDE

0
PROTEIN DATA BANK

] g ] =

W



wwPDB X-ray Structure Validation Summary Report 4VAE

Page 17

S28d

€T8K

8184

S08A
080

T081
0081

161D

T6LN

0LLM
69L&

L9LK

YL
€5LK

0S4
EYLW
8ELH
9€LS
0€LA

9TLT
STLd

673
TTLH
80.4

00,3
6693

9693
S691

T691
2890

8.94
L1190

§.90

G184

63981

LS8N

SGS8N

€E8Y

e Molecule 1

Chain O

TesH

Pyrogallol hydroxytransferase large subunit

EVIS

0711

8ETT

veTd

YTIM

CITI

S0Td

00TT

,8d

S84

81

8LA

9.1

sS4
YL

LYEV

LTEN

g€ced
ceed

T1€L

T0€d

CLTH

35928

€921
29T

PASA S

£G6ZN
CSTH

6%ca
9¢TA
§ecI
¥zed

812d

912S

¥iecd

TIZH

L8TM

2819

9LTM

S.L1S

69TV

9974
991D

C9TN

LSTA

€5TH

LYTM
9VTH

YPTH

T0ST

867D

9674

vevM
€674

06%1

6,70
8LVH

9L¥b
697V

[4340]
T9%4

€Svd
CSPI
TS¥Y
6EVT

9CTH
Sevd

[44L8

20vd
T0%4

S6€7T
v6ed

68€L
L8EM
T8€Y
8.LED

Y9€1

C9EH

09€V

95€D
SG€D
vsem
€9€D
[4ci°0]

959M
8¥9d
STON
TV
€898
0€9L
8190
45
0T9%
SO9W
L8SH
9480
TLSY

9950

£€99a

T9SI
0994

85998
LSS0

iEES
SPSN

TPl
€%350

T98d
0%9T
B6EST
5zsb
€CSA
Tesd
ETSH
0TSA

908V
S0SL

0480

998)1

6581

LS8N

GS8N

GZ8d

€C8A
8184

S08A
%080

7081

T6.LN

€8LD
CLLR
€GLK
083
eV

8€LH
LgLd

0€LX

9TLT
S2Ld

€CLH
0zLs

LTLY
9T.d

80.LY

00,3
6693

969
S69T

€99)

TL8K

Pyrogallol hydroxytransferase large subunit

e Molecule 1
Chain Q

0%TL

8ETT

YETd

(4498

8TTL

TTIM

(4298
TrTY

S0Td

€070

8y
8LK

S/
YT

691

193
994

LS1
98)

1

sva
4748

Sea

zea

8CTH

921

cea
ey

STd

6N

[43)
W

LveV
€EEY
Teed
8zced
61€d
962N
T6ca
$928
£9CH
65T
85CT
PAsTAC
€52N

0Sed
6%2a

vvea

geer
veed

812d
vicd
TICH

96Td

9LTM
S.LTS
v.L1a
69TV

9914
991D

LSTX
€5TY
VTN

4745:¢

86%D

96V
S67)
vevM
€674
06%1
8LYH
9.L%0
[4s34]
Tovd
09¥X
€5¥d
[4si A
TSPA
6EVT
veVd
€€V
SThY
eevd
80%D

20vd
T0%d

LBEX
v6ed
68€L
88€S
L8EM
T8¢eY
8.L€D

€LET

T9€S
09ev

95€D
isio0)]
7SEM

[4s150]

£€94

TEOM
0€9L

ST
[44°) 4
0294
6194
8790
4193
vI9Y
0193
SO9N
eisicics
9480

TLSY

S9SA

1

T9SI
09G4

893S
188D

89S
SPSN
vvSL
€%50

T9Sd
0%S1T

v€Sd
€ESA

szsb

1745°78
E€TSH

0TSA

905V
S0SL

€051

T0S1

06.I

98.LN

78LI

0LLM
69LK

L9LK

SN
€39LK

0SG.3
EVLN
8E€LH
LELd
9€LS
0E€LA
S¢Ld

LTLY

TTLH

0023
6694

9694
S6971

T691
189
z89h
S.90
0.,9d
€993

1994
9G9M

TS9L
6794

cvon

S.L8X
CTL8A
T84
0.8a

638L

LS8N

SSG8H

€E8Y

§¢8d

€284

8184

Pyrogallol hydroxytransferase large subunit

918S
018d

S08A
08d

7081
008I

L6.LD

P6.LN

e Molecule 1
Chain S

RLDWIDE

0
PROTEIN DATA BANK

] g ] =

W



wwPDB X-ray Structure Validation Summary Report 4VAE

Page 18

(4298

S0Td
00TT
18d
S84
8y
8LK
L.d
9.1
S.4
YT
691
994
LSL
9G)
0%d
6EV
Sea

zea
TEW

8TH

921

cea
Tey

STd

CTL

W

7SeM
[4sion}
LvEV
Teed

8zed
LZEN

oeed
TrEL
Toex
T62d
S9TS
€92M
1524
€92N
6%2a
vvea
9CTA
§eer
44
812a
v1cd
TICH

1674
96Td

9LTM
S.18

69TV

9914
S91D

LSTX

€5TY

€TSA

T2sd

174578
€TSH

0TSA

908V

867D
9674
S67
vevM

06%I

8.LVH

9,70

z97h
T9%4

€9%d
{41748
TSPA
6E7T
YeVd

L2vd
9TV

114720

00%&

S6€T

68€L

L8EM

0LEW

99¢eM

C9EH

09ev

95€D

S.90
0.L9d
€99
959M

€59V

i

LYON
9%9d

79

6E€94

£€93

TE9M
0€9L

929d
ST

8790
4193

vI9Y
0193

SO09W
7093

9950
S9SA

€950

T9SI
09SA

85SS
PAsiEro]

954

YyaL
£%3D

TSd
0%ST

8TSM

STSh

6€81

S28d

€C8A

8184

9188

S08A
$08d

1081
161D
Y6LN
98.LN
€810
CTLLR
0LLM

YSLH
€GLK

0S¥
EVLN
8ELH
0ELA

6T.LY
8CTLA

S¢Ld

€CLH
0zLs

LTLY
9T.d

80,4
Y0LI
T0LD
00,3
6693

969
S6971

S.L8X

CTL8A
L84
0,80

8980

9984

6581

LS8N

e Molecule 1

Chain U

SG8H

Pyrogallol hydroxytransferase large subunit

0%TL

8E€TT

YETd

8CTI

TITM

CITI

L0TS

S0Td
vota

00TT

[4cioh)

LveV

LTEN

ceed

TI€L

Toed

Tecd

692D

9928

LSTY

€5CN

0S2d
6%2a

vveca
92Tk
§eeI
j44]
8120
vicd

TICH

961d

281D

3

9LTM
S.L1S

69TV

9914
S91D

SSTS

VTN

YYTH

€TSH

0TSX

905V
S0SL

3

867D

9674

vevM
€674
{45708

0671

8.LVH

.70

i)
T9%4

€5%d
¢SPI
TSPH
6EYT
9THN

viva

60VI
80¥D

86€d

96€Q
S6€T
v6ed
€6EN

68EL

L8EM

Y9€I

CT9EH
T9€s
09ev

95€D
SG€ED
7SeEM

6794

9%9d

7790

cvon
€€93

TE9M
0€9L

929d
ST

6194
8190
1193
V19V

0T9%

3

7093
L8SH
9,50
TLSY

9950
S9SA

€950

T9SI
095X

8GSS
LSS0

LS
SPSN

YyaL
£%3D

T9Sd
8¢SM

5zsh

€CSA

Tesd

8184
0r8d
S08A
7081
161D
98.LN

0LLM
69LK

L9LK

YSLN
€GLK

0G4
EVLH
8E€LH
SELT

6C.LY
8CTLA

S¢.Ld

€CLH
cTLA

61,3

LTLY
9T.d

80,4

%0L1

00,3
6691

96931
9691

E€LON

€99

9G9M

TS9L

S.L8X

698L

LS8N

SSG8W

6€81

S¢8d

e Molecule 1

Chain W

€84

Pyrogallol hydroxytransferase large subunit

0vTL

8€TT

7ETd

8CTI

(4498

8TTL

YITIM

(4298
TIre

80Td
L0TS

vo1a

184

S84

8y

8LA

9.1

S.4

YT

691

L9
994

€91
LSL

98)
SeY

[4cioh)

LYEV

LTEN

ceed
TCEV

TI€L

Toed

962N

LLey

CLTH

692D

S9CS

€92M
c9TH

pAsTAc

€52N

0§2d
6%2a

9CTA
SeeI
veed
812a
vicd

961d

9LTM
S.L1S

69TV

9914
S91D

VI

YYIH
E€¥1S

908V
S0SL

3

867D

967X
S6%Y

1435218

0671

L8%A

8LYH

9.L%0
[4534]
1974
09¥X
€8%d
2¢SPI
TSPH

6EYT

eThy
cevd
134720
8TVV
20¥d
00%&
68€L
88€S
L8EM
T8¢ex
8L€D
€LET
CT9EH
T9€s
09ev
95€D
SG€ED

vaem
€G€D

RLDWIDE

0
PROTEIN DATA BANK

] g ] =

W



wwPDB X-ray Structure Validation Summary Report 4VAE

Page 19

€99

1594
959M

8%94

9%9d
SPON
¥¥oa
faac) §
8190
450
0T9%
SO9N

985S
S894

9150
TLSY

9950
G9SK

£99d

T9ST
09SX

LSS0

Ll

TPl
€%350

TvSd
0%ST

7€qd
€ESA

839N

€TSA

T2sd

174578
E€TSH

0TSK

TLBA

0480

6581

LS8N

GS8N

€580
LY8R
6€81
8184
%080

7081
0081

L6.LD

76.LN

0LLM
LS8.1

YSLW
€GLA

0§31
EVLN
0€LX
SCLd
€CLH

6T,

LTLY
9T.d

00,3
6693

969
S69T

€LON

S.L8X%

Pyrogallol hydroxytransferase small subunit

e Molecule 2
Chain B

9TTM

TITN

(435

601D

9071
SOTT

L

(4

PASIA

vSexa

PAZAN

Teed

8¢ed

€1y

0tTgd

S0ZA

€021

68T

S8TYH
78Td

2811

LLTH
9LTI

TL13
0Ltd

L9TH
99T

8STA

SGTd

Ll

48
SY10

Pyrogallol hydroxytransferase small subunit

€v1d
(47491

8TTH

€TTY

8114

e Molecule 2
Chain D

ovd

D
2]
=

~
N
=

©
N
A

441

[44))

8TIN

91D

1

LA

SA
128

)
(=

ca

86TA

781d

28TL

8.1d
LLTH
9LTI

0LTd

89TA

99T

YOI

851X
LSTT

eishc

6¥%10

VIV

€¥1d
{47490

1

0%v1d
6ETY

6210
8T

i41]
€CTV

TCIN
8114
LTIN
9TTM

VIR

6921
892a

ST

Pyrogallol hydroxytransferase small subunit

2¢sea
8€Ta

ceTd
Tecd

8¢cd
geed
9TCA
g1y
0124
€021

ToCY

e Molecule 2
Chain F

€TTY

8114

9TTM

PITH

3

80TL

90TT

vord

C6A

884

69

91D

6921
892a

L5tTs

5

LvTA

G€TA

Teed

fordacy

912A

11544

T12d
0124

S0TA

€0C1

Tozgy

78Td

28TL
8.L1d
LLTH
9.T1
SLTA
0L73
99Tx
[4shxc

8STA
LSTT

Ll

9TV
S%10

ev1d
CYIN

0¥Td

8ETM

8CTTN

Pyrogallol hydroxytransferase small subunit

e Molecule 2
Chain H

8TTN

€CTV

8114

YT

[43%]

3

80T.L

90TT
SOTT
vora

T6A

3

S.d

3

OLH
69

19d
991
S9d
L
€94

6SN
89y

Eiz)

ovd
6EW

44

[443)

0z4d

8IN

0oTA

o <™
2] >

¥L21

6921
892a

99CA

s

Tecd

viexa
€12V

RLDWIDE

T12d
0124

€021

Toey

S6Td

T6TT

781d

2811

8.L1d
LLTH

0L1d

99T

YOI

8GTH

VTV
S710

€71d
(47431

0
PROTEIN DATA BANK

] g ] =

W



4VAE

wwPDB X-ray Structure Validation Summary Report

e Molecule 2: Pyrogallol hydroxytransferase small subunit
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4 Data and refinement statistics (i)

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

Property Value Source
Space group P1 Depositor
Cell constants 172.57TA  178.44A 179.66A .
Depositor
a, b, c,a, 3,7 63.83° 64.40° 65.04°
Resolution (A) 2499 - 2.00 Depositor
/ Data completeness 96.5 (24.99-2.00) Depositor
(in resolution range)
Rinerge 0.12 Depositor
Roym 0.12 Depositor
Refinement program CNS 1.1 Depositor
R, Ryree 0.172 , 0.203 Depositor
Estimated twinning fraction No twinning to report. Xtriage
Total number of atoms 121823 wwPDB-VP
Average B, all atoms (A?) 19.0 wwPDB-VP
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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: BTT,
SF4, 4MO, CA, MGD

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 | py/q7 #|Z| >5 RMSZ #|Z| >5
0.33 0/7219 0.63 3/9786 (0.0%
0.32 0/7219 0.61 3/9786 (0.0%
0.33 0/7219 0.63 2/9786 (0.0%
0.33 0/7219 0.63 3/9786 (0.0%
0.32 0/7219 0.62 3/9786 (0.0%
0.33 0/7219 0.63 4/9786 (0.0%
0.33 0/7219 0.63 3/9786 (0.0%
0.33 0/7219 0.62 3/9786 (0.0%
0.33 0/7219 0.63 4/9786 (0.0%
0.32 0/7219 0.62 4/9786 (0.0%

(0.0%)
(0.0%)
(0.0%)
(0.0%)
(0.0%)
(0.0%)
(0.0%)
(0.0%)
oo
0.32 0/7219 0.62 4/9786 (0.0%)
0.32 0/7219 0.61 3/9786 (0.0%)
0.55 5/2231 (0.2% 0.73 6,/3009 (0.2%)
(0.1%)
(0.2%)
(0.2%)
(0.2%)
(0.1%)
(0.1%)
(0.1%)
(0.2%)
(0.2%)
(0.1%)
(
0

0.44 4/2231 (0.2% 0.64 2/3009 (0.1%

0.54 5/2231 (0.2% 0.72 5/3009 (0.2%

0.54 4/2231 (0.2%
0.52 4/2231 (0.2%

0.72 5/3009 (0.2%

)

)

3

) | 070 | 5/3009 (0.2%
052 | 4/2231 (0.2%) | 0.71 | 4/3009 (0.1%
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(
051 | 4/2231 (0.2% 0.70 | 4/3009 (0.1%
051 | 4/2231 (0.2% 0.68 | 4/3009 (0.1%
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(

(

(

0

0.55 4/2231 (0.2% 0.71 5/3009 (0.2%
0.48 4/2231 (0.2% 0.67 5/3009 (0.2%
0.45 3/2231 (0.1% 0.65 2/3009 (0.1%
0.43 3/2231 (0.1%) 0.61 2/3009 (0.1%)
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The worst 5 of 48 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
2 F 19 | CYS | CB-SG | -9.78 1.65 1.82
2 p 23 | CYS | CB-SG | -9.55 1.66 1.82
Continued on next page...
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Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
2 H 19 CYS | CB-SG | -9.47 1.66 1.82
2 J 23 CYS | CB-SG | -9.47 1.66 1.82
2 H 23 CYS | CB-SG | -9.46 1.66 1.82

The worst 5 of 88 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(®) | Ideal(°)
1 M 352 | GLY | N-CA-C | -9.07 90.42 113.10
1 I 352 | GLY | N-CA-C | -8.62 91.55 113.10
1 Q 352 | GLY | N-CA-C | -8.60 91.61 113.10
1 A 352 | GLY | N-CA-C | -8.54 91.74 113.10
1 E 352 | GLY | N-CA-C | -8.48 91.90 113.10

There are no chirality outliers.

There are no planarity outliers.

5.2 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 hydrogens
added by MolProbity. The Clashes column lists the number of clashes within the asymmetric unit,
and the number in parentheses is this value normalized per 1000 atoms of the molecule in the
chain. The Symm-Clashes column gives symmetry related clashes, in the same way as for the

Clashes column.

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 A 6998 0 6632 150 0
1 C 6998 0 6632 157 0
1 E 6998 0 6632 140 0
1 G 6998 0 6632 141 0
1 I 6998 0 6632 141 0
1 K 6998 0 6632 149 0
1 M 6998 0 6632 152 0
1 O 6998 0 6632 140 1
1 Q 6998 0 6632 160 0
1 S 6998 0 6632 155 0
1 U 6998 0 6632 151 0
1 W 6998 0 6632 139 0
2 B 2182 0 2077 64 0
2 D 2182 0 2077 38 0
2 F 2182 0 2077 67 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
8 D 162 0 0 1 0
8 E 688 0 0 14 0
8 F 160 0 0 1 0
8 G 682 0 0 9 0
8 H 161 0 0 1 0
8 I 671 0 0 6 0
8 J 168 0 0 2 0
8 K 681 0 0 6 0
8 L 165 0 0 3 0
8 M 682 0 0 11 0
8 N 160 0 0 1 0
8 O 675 0 0 12 1
8 P 160 0 0 3 0
8 Q 693 0 0 13 0
8 R 158 0 0 2 0
8 S 665 0 0 13 0
8 T 162 0 0 1 0
8 U 670 0 0 9 0
8 \Y 154 0 0 0 0
8 W 675 0 0 8 0
8 X 165 0 0 2 0

All All 121823 0 105060 2542 2

Clashscore is defined as the number of clashes calculated for the entry per 1000 atoms (including
hydrogens) of the entry. The overall clashscore for this entry is 12.

The worst 5 of 2542 close contacts within the same asymmetric unit are listed below.

Atom-1 Atom-2 Distance(A) | Clash(A)
1:U:426:MET:HE1 | 1:U:618:GLN:HG2 1.31 1.10
1:1:356:GLY:N 4:1:903:-MGD:O1B 1.86 1.09
1:C:356:GLY:N 4:C:903:MGD:01B 1.86 1.09
1:C:557:CYS:H 1:C:564:ASN:HD21 1.08 1.00
2:D:19:CYS:HB3 2:D:145:CYS:HB3 1.44 1.00

All (2) 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.

Atom-1 Atom-2 Distance(A) | Clash(A)
8:A:1584:HOH:O | 8:0:1361:HOH:O[1_644] 2.06 0.14
1:0:162:ASN:O | 8:A:1584:HOH:O[1-466] 2.19 0.01
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5.3 Torsion angles
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 873/875 (100%) 827 (95%) 44 (5%) 2 (0%) 56 51
1 C 873/875 (100%) 833 (95%) 37 (4%) 3 (0%) 50 44
1 E 873/875 (100%) 832 (95%) 39 (4%) 2 (0%) 56 51
1 G 873/875 (100%) 833 (95%) 37 (4%) 3 (0%) 50 44
1 I 873/875 (100%) 826 (95%) 44 (5%) 3 (0%) 50 44
1 K 873/875 (100%) 831 (95%) 39 (4%) 3 (0%) 50 44
1 M 873/875 (100%) 829 (95%) 41 (5%) 3 (0%) 50 44
1 O 873/875 (100%) 827 (95%) 43 (5%) 3 (0%) 50 44
1 Q 873/875 (100%) 835 (96%) 35 (4%) 3 (0%) 50 44
1 S 873/875 (100%) 826 (95%) 43 (5%) 4 (0%) 38 29
1 U 873/875 (100%) 829 (95%) 41 (5%) 3 (0%) 50 44
1 W 873/875 (100%) 826 (95%) 44 (5%) 3 (0%) 50 44
2 B 272/274 (99%) 260 (96%) 11 (4%) 1 (0%) 43 36
2 D 272/274 (99%) 259 (95%) 12 (4%) 1 (0%) 43 36
2 F 272/274 (99%) 259 (95%) 11 (4%) 2 (1%) 30 120
2 H 272/274 (99%) 258 (95%) 12 (4%) 2 (1%) 30 120
2 J 272/274 (99%) 261 (96%) 10 (4%) 1 (0%) 43 36
2 L 272/274 (99%) 259 (95%) 11 (4%) 2 (1%) 30 120
2 N 272/274 (99%) 262 (96%) 9 (3%) 1 (0%) 43 36
2 P 272/274 (99%) 260 (96%) 11 (4%) 1 (0%) 43 36
2 R 272/274 (99%) 260 (96%) 10 (4%) 2 (1%) 30 120
2 T 272/274 (99%) 259 (95%) 11 (4%) 2 (1%) 30 120
2 \Y 272/274 (99%) 258 (95%) 13 (5%) 1 (0%) 43 36
2 X 272/274 (99%) 252 (93%) 18 (7%) 2 (1%) 30 120

All All 13740/13788 (100%) | 13061 (95%) | 626 (5%) | 53 (0%) 43 36
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5 of 53 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 177 GLU
1 C 177 GLU
1 E 177 GLU
1 G 177 GLU
1 K 177 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 729/729 (100%) 713 (98%) 16 (2%) 64 65
1 C 729/729 (100%) 713 (98%) 16 (2%) 64 65
1 E 729/729 (100%) 716 (98%) 13 (2%) 7173
1 G 729/729 (100%) 713 (98%) 16 (2%) 64 65
1 I 729/729 (100%) 714 (98%) 15 (2%) 66 67
1 K 729/729 (100%) 714 (98%) 15 (2%) 66 67
1 M 729/729 (100%) 713 (98%) 16 (2%) 64 65
1 O 729/729 (100%) 714 (98%) 15 (2%) 66 67
1 Q 729/729 (100%) 713 (98%) 16 (2%) 64 65
1 S 729/729 (100%) 717 (98%) 12 (2%) 7 TT
1 U 729/729 (100%) 715 (98%) 14 (2%) 69 71
1 W 729/729 (100%) 713 (98%) 16 (2%) 64 65
2 B 235/235 (100%) 223 (95%) 12 (5%) 33 26
2 D 235/235 (100%) 221 (94%) 14 (6%) 27 120
2 F 235/235 (100%) 227 (97%) 8 (3%) 49 45
2 H 235/235 (100%) 226 (96%) 9 (4%) 44 39
2 J 235/235 (100%) 223 (95%) 12 (5%) 33 26
2 L 235/235 (100%) 225 (96%) 10 (4%) 40 33
2 N 235/235 (100%) 226 (96%) 9 (4%) 44 39
2 P 235/235 (100%) 223 (95%) 12 (5%) 33 26

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

Mol | Chain Analysed Rotameric | Outliers | Percentiles
2 R 235/235 (100%) 227 (97%) 8 (3%) 49 45
2 T 235/235 (100%) 224 (95%) 11 (5%) 36 29
2 \Y 235/235 (100%) 225 (96%) 10 (4%) 40 33
2 X 235/235 (100%) 223 (95%) 12 (5%) 33 26
All All 11568/11568 (100%) | 11261 (97%) | 307 (3%) 57 56

5 of 307 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 K 493 PHE
1 M 818 GLU
1 W 373 LEU
1 K 605 MET
2 L 157 LEU

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 229 such
sidechains are listed below:

Mol | Chain | Res | Type
1 K 564 ASN
2 N 27 HIS
1 W 171 HIS
1 K 697 ASN
1 M 162 ASN

5.3.3 RNA (D

There are no RNA chains 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.
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5.6 Ligand geometry (i)

Of 108 ligands modelled in this entry, 36 are monoatomic - leaving 72 for Mogul analysis.

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 | Ohain | Res | Link | P00 808 e 417 - o
4 |MGD| A [902| 5 [525252] 221 | 18 (34%) | 73,81,81 | 3.46 | 19 (26%)
4 |MGD| A |903| 5 [525252| 250 | 21 (40%) | 73,81,81 | 2.79 | 25 (34%)
6 | BTT| A |905| 5 |10,10,10| 859 | 6 (60%) |14,14,14 | 219 | 3 (21%)
7 | SF4 B |302| 2 121212 1063 | 11 (91%) | 0,24,24 | 0.00 -

7 | SF4 B [303] 2 [121212] 1069 | 8(66%) | 024,24 | 0.00 _
7 | SF4 B |304| 2 121212 1072 | 9 (75%) | 024,24 | 0.00 -
4 |MGD| C |902| 5 [525252| 228 | 18 (34%) | 73,81,81 | 3.48 | 20 (27%)
4 |MGD| € [903| 5 [525252] 242 | 18 (34%) | 73,81,81 | 3.24 | 19 (26%)
6 | BTT| C |o905| 5 [1010,10] 861 | 6 (60%) |14,14,14| 224 | 3 (21%)
7 | SF4 D [302] 2 [121212] 10.85 | 10 (83%) | 0,24,24 | 0.00 -
7 | SF4 D |303] 2 [|121212] 11.29 | 8 (66%) | 024,24 | 0.00 -
7 | SF4 D |304] 2 [12,1212] 1053 | 10 (83%) | 024,24 | 0.00 -
4 |MGD| E |902| 5 [525252]| 222 | 17 (32%) | 73,81,81 | 3.21 | 22 (30%)
4 |MGD| E [903| 5 [525252] 243 | 19 (36%) | 73,81,81 | 2.91 | 24 (32%)
6 | BTIT| E |905] 5 |1010,10| 864 | 6 (60%) | 14,1414 | 216 | 3 (21%)
7 | SF4 F[302] 2 [12,12,12] 1047 | 9(75%) | 0,24.24 | 0.00 -
7 | SF4 F [303] 2 [1212,12] 11.18 | 8(66%) | 0,24,24 | 0.00 -
7 | SF4 F[304] 2 [121212] 10.14 | 10 (83%) | 024,24 | 0.00 -
4 |MGD| G |902| 5 [525252] 223 | 17 (32%) | 73,81,81 | 3.20 | 19 (26%)
4 |MGD]| G |903| 5 [525252] 234 | 20 (38%) | 73,81,81 | 3.20 | 25 (34%)
6 | BTIT| G |905| 5 |1010,10| 860 | 6 (60%) | 14,1414 | 215 | 3 (21%)
7 | SF4 H |302] 2 [12,1212] 1040 | 8 (66%) | 024,24 | 0.00 -
7 | SF4 H [303] 2 [121212] 1144 | 8 (66%) | 0,24,24 | 0.00 _
7 | SF4 H |304] 2 [121212] 1031 | 9 (75%) | 024,24 | 0.00 -
4 |MGD| 1 902 | 5 [525252] 218 | 18 (34%) | 73,81,81 | 3.20 | 21 (28%)
4 |MGD| 1 903 | 5 [52,5252] 236 | 18 (34%) | 73,8181 | 3.22 | 18 (24%)
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Mol | Type | Chain | Res | Link | oo | RS | 41252 | Couns | RMSE| £12]5 2
6 BTT I 905 5 10,10,10 | 8.56 6 (60%) | 14,14,14 | 2.22 3 (21%)
7 SF4 J 302 2 12,12,12 | 10.29 9 (75%) 0,24,24 | 0.00 -
7 Sk4 J 303 2 12,12,12 | 10.87 | 8 (66%) 0,24,24 | 0.00 -
7 SF4 J 304 2 12,12,12 | 10.85 9 (75%) 0,24,24 | 0.00 -
4 MGD K 902 5 52,52,52 | 2.28 17 (32%) | 73,81,81 | 3.22 17 (23%)
4 MGD K 903 5 52,562,562 | 2.46 21 (40%) | 73,81,81 | 2.69 | 25 (34%)
6 BTT K 905 5 10,10,10 | 8.59 6 (60%) | 14,14,14 | 2.24 3 (21%)
7 SF4 L 302 2 12,12,12 | 10.79 9 (75%) 0,24,24 | 0.00 -
7 SF4 L 303 2 12,1212 | 11.46 8 (66%) 0,24,24 | 0.00 -
7 SF4 L 304 2 12,12,12 | 10.55 9 (75%) 0,24,24 | 0.00 -
4 MGD M 902 5 52,652,562 | 2.18 15 (28%) | 73,81,81 | 3.25 21 (28%)
4 MGD M 903 5 52,5252 | 2.31 17 (32%) | 73,81,81 | 3.23 | 21 (28%)
6 BTT M 905 5 10,10,10 | 8.55 6 (60%) | 14,14,14 | 2.18 3 (21%)
7 SF4 N 302 2 12,12,12 | 10.26 | 10 (83%) | 0,24,24 | 0.00 -
7 SF4 N 303 2 12,1212 | 11.02 8 (66%) 0,24,24 | 0.00 -
7 SF4 N 304 2 12,1212 | 10.53 9 (75%) 0,24,24 | 0.00 -
4 MGD O 902 5 52,652,562 | 2.28 19 (36%) | 73,81,81 | 3.49 | 22 (30%)
4 MGD O 903 5 52,52,52 | 2.43 20 (38%) | 73,81,81 | 3.17 | 28 (38%)
6 BTT O 905 5 10,10,10 | 8.58 6 (60%) | 14,14,14 | 2.22 3 (21%)
7 SkF4 P 302 2 12,12,12 | 11.15 | 10 (83%) | 0,24,24 | 0.00 -
7 SF4 P 303 2 12,12,12 | 10.95 8 (66%) 0,24,24 | 0.00 -
7 SkF4 P 304 2 12,12,12 | 10.09 9 (75%) 0,24,24 | 0.00 -
4 MGD Q 902 5 52,52,52 | 2.25 18 (34%) | 73,81,81 | 3.22 18 (24%)
4 MGD Q 903 5 52,562,502 | 2.34 16 (30%) | 73,81,81 | 3.52 25 (34%)
6 BTT Q 905 5 10,10,10 | 8.59 6 (60%) | 14,14,14 | 2.17 3 (21%)
7 SF4 R 302 2 12,12,12 | 11.03 9 (75%) 0,24,24 | 0.00 -
7 SF4 R 303 2 12,1212 | 11.02 8 (66%) 0,24,24 | 0.00 -
7 SkF4 R 304 2 12,12,12 | 10.32 9 (75%) 0,24,24 | 0.00 -
4 MGD S 902 5 52,52,52 | 2.25 18 (34%) | 73,81,81 | 3.33 | 20 (27%)
4 MGD S 903 5 52,652,562 | 2.28 18 (34%) | 73,81,81 | 3.27 18 (24%)
6 BTT S 905 5 10,10,10 | 8.63 6 (60%) | 14,14,14 | 2.22 4 (28%)
7 SF4 T 302 2 12,12,12 | 10.79 9 (75%) 0,24,24 | 0.00 -
7 SF4 T 303 2 12,1212 | 11.71 8 (66%) 0,24,24 | 0.00 -
7 SF4 T 304 2 12,12,12 | 10.04 | 9 (75%) 0,24,24 | 0.00 -
4 MGD U 902 5 52,562,502 | 2.31 17 (32%) | 73,81,81 | 3.39 | 22 (30%)
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Mol | Type | Chain | Res | Link | oo | RS | 41252 | Couns | RMSE| 412]5 2
4 MGD U 903 5 52,652,562 | 2.25 16 (30%) | 73,81,81 | 3.09 | 21 (28%)
6 BTT U 905 5 10,10,10 | 8.58 6 (60%) | 14,14,14 | 2.25 3 (21%)
7 Sk4 \Y 302 2 12,12,12 | 10.92 9 (75%) 0,24,24 | 0.00 -
7 SF4 \Y 303 2 12,1212 | 11.50 8 (66%) 0,24,24 | 0.00 -
7 SF4 \Y 304 2 12,12,12 | 10.34 | 10 (83%) | 0,24,24 | 0.00 -
4 MGD W 902 5 52,652,562 | 2.25 17 (32%) | 73,81,81 | 3.24 | 20 (27%)
4 MGD W 903 5 52,5252 | 2.35 20 (38%) | 73,81,81 | 3.29 | 24 (32%)
6 BTT W 905 5 10,10,10 | 8.58 6 (60%) | 14,14,14 | 2.22 3 (21%)
7 SF4 X 302 2 12,12,12 | 11.35 9 (75%) 0,24,24 | 0.00 -
7 SF4 X 303 2 12,1212 | 11.70 8 (66%) 0,24,24 | 0.00 -
7 SF4 X 304 2 12,12,12 | 10.31 | 11 (91%) | 0,24,24 | 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.

Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
4 MGD A 902 D - 0/22/66/66 | 0/6/6/6
4 MGD A 903 > - 2/22/66/66 | 0/6/6/6
6 BTT A 905 D - 0/0/0/0 0/1/1/1
7 SF4 B 302 2 - 0/0/48/48 | 0/6/5/5
7 SkF4 B 303 2 - 0/0/48/48 | 0/6/5/5
7 SF4 B 304 2 - 0/0/48/48 | 0/6/5/5
4 MGD C 902 d - 0/22/66/66 | 0/6/6/6
4 MGD C 903 3 - 0/22/66/66 | 0/6/6/6
6 BTT C 905 5 - 0/0/0/0 0/1/1/1
7 SF4 D 302 2 - 0/0/48/48 | 0/6/5/5
7 SF4 D 303 2 - 0/0/48/48 | 0/6/5/5
7 SF4 D 304 2 - 0/0/48/48 | 0/6/5/5
4 MGD E 902 > - 0/22/66/66 | 0/6/6/6
4 MGD E 903 D - 2/22/66/66 | 0/6/6/6
6 BTT E 905 D - 0/0/0/0 0/1/1/1
7 SF4 F 302 2 - 0/0/48/48 | 0/6/5/5
7 Sk4 F 303 2 - 0/0/48/48 | 0/6/5/5
7 SF4 F 304 2 - 0/0/48/48 | 0/6/5/5
4 MGD G 902 5 - 0/22/66/66 | 0/6/6/6
4 MGD G 903 D - 0/22/66/66 | 0/6/6/6
6 BTT G 905 D - 0/0/0/0 0/1/1/1
7 SF4 H 302 2 - 0/0/48/48 | 0/6/5/5

(2
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g
b
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Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
7 SF4 H 303 2 - 0/0/48/48 | 0/6/5/5
7 SF4 H 304 2 - 0/0/48/48 | 0/6/5/5
4 MGD I 902 5 - 0/22/66/66 | 0/6/6/6
4 MGD I 903 5 - 0/22/66/66 | 0/6/6/6
6 BTT I 905 5 - 0/0/0/0 0/1/1/1
7 SF4 J 302 2 - 0/0/48/48 | 0/6/5/5
7 SF4 J 303 2 - 0/0/48/48 | 0/6/5/5
7 SF4 J 304 2 - 0/0/48/48 | 0/6/5/5
4 MGD K 902 5 - 0/22/66/66 | 0/6/6/6
4 MGD K 903 5 - 1/22/66/66 | 0/6/6/6
6 BTT K 905 5 - 0/0/0/0 0/1/1/1
7 SF4 L 302 2 - 0/0/48/48 | 0/6/5/5
7 SF4 L 303 2 - 0/0/48/48 | 0/6/5/5
7 SF4 L 304 2 - 0/0/48/48 | 0/6/5/5
4 MGD M 902 5 - 0/22/66/66 | 0/6/6/6
4 MGD M 903 5 - 0/22/66/66 | 0/6/6/6
6 BTT M 905 5 - 0/0/0/0 0/1/1/1
7 SF4 N 302 2 - 0/0/48/48 | 0/6/5/5
7 SF4 N 303 2 - 0/0/48/48 | 0/6/5/5
7 SF4 N 304 2 - 0/0/48/48 | 0/6/5/5
4 MGD O 902 5 - 0/22/66/66 | 0/6/6/6
4 MGD O 903 5 - 1/22/66/66 | 0/6/6/6
6 BTT O 905 5 - 0/0/0/0 0/1/1/1
7 SF4 P 302 2 - 0/0/48/48 | 0/6/5/5
7 Sk4 P 303 2 - 0/0/48/48 | 0/6/5/5
7 SF4 P 304 2 - 0/0/48/48 | 0/6/5/5
4 MGD Q 902 5 - 0/22/66/66 | 0/6/6/6
4 MGD Q 903 5 - 0/22/66/66 | 0/6/6/6
6 BTT Q 905 5 - 0/0/0/0 0/1/1/1
7 SkF4 R 302 2 - 0/0/48/48 | 0/6/5/5
7 SF4 R 303 2 - 0/0/48/48 | 0/6/5/5
7 SF4 R 304 2 - 0/0/48/48 | 0/6/5/5
4 MGD S 902 5 - 0/22/66/66 | 0/6/6/6
4 MGD S 903 5 - 0/22/66/66 | 0/6/6/6
6 BTT S 905 5 - 0/0/0/0 0/1/1/1
7 SF4 T 302 2 - 0/0/48/48 | 0/6/5/5
7 SkF4 T 303 2 - 0/0/48/48 | 0/6/5/5
7 SF4 T 304 2 - 0/0/48/48 | 0/6/5/5
4 MGD U 902 5 - 0/22/66/66 | 0/6/6/6
4 MGD U 903 5 - 0/22/66/66 | 0/6/6/6
6 BTT U 905 5 - 0/0/0/0 0/1/1/1
7 SF4 \Y 302 2 - 0/0/48/48 |0/6/5/5

Continued on next page...
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Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
7 SF4 \Y 303 2 - 0/0/48/48 | 0/6/5/5
7 SF4 \Y 304 2 - 0/0/48/48 | 0/6/5/5
4 | MGD W 902 5 - 0/22/66/66 | 0/6/6/6
4 | MGD W 903 5 - 0/22/66/66 | 0/6/6/6
6 BTT W 905 5 - 0/0/0/0 0/1/1/1
7 SF4 X 302 2 - 0/0/48/48 | 0/6/5/5
7 SF4 X 303 2 - 0/0/48/48 | 0/6/5/5
7 SF4 X 304 2 - 0/0/48/48 | 0/6/5/5

The worst 5 of 826 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
7 D 302 | SF4 | S1-FE4 | -20.60 2.19 2.33
7 X 302 | SF4 | S1-FE4 | -20.03 2.19 2.33
7 X 302 | SF4 | S3-FE1 | -19.96 2.19 2.33
7 F 303 | SF4 | S1-FE4 | -19.83 2.19 2.33
7 \Y 302 | SF4 | S1-FE4 | -19.83 2.19 2.33

The worst 5 of 551 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(°)
4 C 902 | MGD | C6-C5-N7 | -23.09 131.03 134.14
4 A 902 | MGD | C6-C5-N7 | -23.03 131.04 134.14
4 O 902 | MGD | C6-Ch-NT7 | -22.85 131.06 134.14
4 U 902 | MGD | C6-C5-NT7 | -21.95 131.18 134.14
4 S 902 | MGD | C6-C5-N7 | -21.29 131.27 134.14

There are no chirality outliers.

5 of 6 torsion outliers are listed below:

Mol | Chain | Res | Type Atoms
4 A 903 | MGD | PB-O5-C5’-C4’
4 K 903 | MGD | PB-0O5-C5’-C4’
4 E 903 | MGD | PB-0O5-C5’-C4’
4 O 903 | MGD | PB-05-C5’-C4’
4 E 903 | MGD | C2-C1-N9-C8

There are no ring outliers.
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5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues

There are no chain breaks in this entry.


http://wwpdb.org/ValidationPDFNotes.html#h.cdia527f7fwo
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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/ValidationPDFNotes.html#h.l5atkha42khp
http://wwpdb.org/ValidationPDFNotes.html#h.q689e5ptm5x8
http://wwpdb.org/ValidationPDFNotes.html#h.kym9nh1j9imb
http://wwpdb.org/ValidationPDFNotes.html#h.4bvim6byo1m0
http://wwpdb.org/ValidationPDFNotes.html#h.4bvim6byo1m0
http://wwpdb.org/ValidationPDFNotes.html#h.4bvim6byo1m0
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