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https:/ /www.wwpdb.org/validation /2017 /EM ValidationReportHelp
with specific help available everywhere you see the (i) 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:

EMDB validation analysis : 0.0.1.dev43
Mogul : 1.8.4, CSD asb41be (2020)
MolProbity : 4.02b-467

buster-report : 1.1.7 (2018)
Percentile statistics :  20191225.v01 (using entries in the PDB archive December 25th 2019)
MapQ : 1.9.9
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) : 2.31.3
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1 Overall quality at a glance (i)

The following experimental techniques were used to determine the structure:
ELECTRON MICROSCOPY

The reported resolution of this entry is 2.90 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 |
Ramachandran outliers I N 1.1%
Sidechain outliers (] W 6 6%

Worse

Better

0 Percentile relative to all structures

[I Percentile relative to all EM structures

Motric Whole archive EM structures
(#Entries) (#Entries)
Clashscore 158937 4297
Ramachandran outliers 154571 4023
Sidechain outliers 154315 3826

The table below summarises the geometric issues observed across the polymeric chains and their fit
to the map. The red, orange, yellow and green segments of the 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 EM
map (all-atom inclusion < 40%). The numeric value is given above the bar.

Mol | Chain | Length Quality of chain

1 A 1887 = 80% 12% - 1%
1 B 1887 = 80% 12% . 1%
1 C 1887 = 80% 11% - 7%
1 D 1887 = 80% 1% - 7%
1 E 1887 = 80% 12% - 7%
1 F 1887 = 80% 12% - 7%
2 G 2040 86% 12%

2 H 2040 86% 13%

Continued on next page...
W O RLDWIDE
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Continued from previous page...

Mol | Chain | Length Quality of chain
2 I 2040 86% 13% -
2 J 2040 86% 13% -«
2 K 2040 86% 13% .
2 L 2040 86% 13% -
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2 Entry composition (i)

There are 4 unique types of molecules in this entry. The entry contains 178362 atoms, of which 0
are hydrogens and 0 are deuteriums.

In the tables below, 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 Fatty acid synthase subunit alpha.

Mol | Chain | Residues Atoms AltConf | Trace
! A Lot E%O()’tgé 86C50 22?(135 26058 582 0 0
1 B Lot E&Oggé 8605() 22?(135 26058 582 0 0
! ¢ Lot Eﬁogg; 8605() 2§\(I)5 26058 5S2 0 0
! b Lot Eﬂogg; 8(35() 2;\(1)5 26058 582 0 0
! B Lot E%Oggé 8(55() 2§)5 26058 582 0 0
! K Lot E%Oggé 86(35() 2?1:(1)5 26058 582 0 0
e Molecule 2 is a protein called Fatty acid synthase subunit beta.
Mol | Chain | Residues Atoms AltConf | Trace
5 a 92036 Total C N O S 0 0

16018 10265 2663 3034 56

Total C N O S
2 H 2036 16018 10265 2663 3034 56 0 0

Total C N O S
2 I 2036 16018 10265 2663 3034 56 0 0

Total C N O S
2 J 2036 16018 10265 2663 3034 56 0 0

Total C N O S
2 K 2036 16018 10265 2663 3034 56 0 0

Total C N O S
2 L 2036 16018 10265 2663 3034 56 0 0

e Molecule 3 is [(3 {R})-4-azanyl-2,2-dimethyl-3-oxidanyl-4-oxidanylidene-butyl| dihydrogen
phosphate (three-letter code: J8T) (formula: C¢H14NOgP).


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#entry_composition
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e Molecule 4 is FLAVIN MONONUCLEOTIDE (three-letter code: FMN) (formula: C17H2;N4OgP).
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FMN
HO—P—OHas
cF O‘:'s
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cam \\\:3’//:.3‘\\ . /N“j\ hi\ P 0%
ﬂ I ] LH
w7 :.-, ‘l\! . ='ri
o
Mol | Chain | Residues Atoms AltConf
Total C N O P
4 G 1 31 17 4 9 1 0
Total C N O P
4 H 1 31 17 4 9 1 0
Total C N O P
4 I 1 31 17 4 9 1 0
Total C N O P
4 J 1 31 17 4 9 1 0
Total C N O P
4 K 1 31 17 4 9 1 0
Total C N O P
4 L 1 31 17 4 9 1 0
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Full wwPDB EM Validation Report
A red diamond above a residue indicates a poor fit to the EM map for

this residue (all-atom inclusion < 40%). Stretches of 2 or more consecutive residues without any

atom inclusion in map density. Residues are color-coded according to the number of geometric

second graphic. The second graphic shows the sequence view annotated by issues in geometry and
quality criteria for which they contain at least one outlier: green = 0, yellow = 1, orange = 2

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

3 Residue-property plots (i)

and red = 3 or more.

Page 7

Sessnan s

et
et
.
TRER

86Td

625K 1110 [ ] ]
ET6H 0£TTa
1230

Q@ COPPPPO 909000000 o

<]
=
[ay]
-
<]
S
]
=
+—~
=)
or—
+
o
=) 891 Te6d LTTTA 1218 2SSTN
- STSh
= 79.d L16D 6TTTY 1118 SHSTS
0 _o//o €9.M PPSTL
- 960TS 80£TS
< . £67A 1941 ET6A [ | LOETL 82STL
o, 18073
g < ¢ 05,3 yoeN 2OETA 80GTM
= BN ¢ roea | 6L0TH [ ] 10T
n — 2Lyl 106K [ | €621S [ |
¢ [ | | 9L0TA [ | 6871
1Mm 83w 6€L0 9684 €8TTH [}
- N [ | mmD a mwmﬁ owmﬂ
€78
§= Thv et | 19071 92T TLYT
) oLih ¢ ] TELL 8.8H ] ] e
% TEVA 1 l $90TN $92TH [ ]
L ¢ ¢ | o215 ¢ | €90TH | | egera €97TA
5} PIPT G.81 290TA (47451 [ ]
= ¢ ¢ [ | | 7189 19018 19274 8vyTH
oY ¢ 1071 12L1 [ | [ | 09ZTH [ |
% < * omwm 9989 08070 [ ] ZHYIN
9980 $SCTA
= < ¢ v6€d [ ]
T = ¢ Coess Lk e
o= 24
% ® ¢ ¢ 26EL Lot 2981 ovoTd | wers | LTYTL
o Rt ¢ STLL [ ] 6€0TH 95210 | 9zETT
= ¢ oo | 0984 [ | — STYTI
iy .m ¢ N wm\.m [ ] ommE [ |
o 984 5v8s 6€CTH 6171d
m = S ¢ [ | SOLA [ ] ZZ0TL 8€ZTA 8TPTA
O 0 © ¢ ¢ 18€9 | zv8s | 1Z0TA ] L1918
m ) 08EV 0045 [ ] 0Z0TA TITIL [ |
= % o7 szes | eLEN | 6£84 [ | PIHTI
IS} = ¢ ¢ 8LET 2895 [ | L7078 3375
[} = ¢ LLER | Lz8s [ | 2021 [ |
= =) [ | 789D 100TA [ | 20%1H
) Wd 684 ¢ ¢ €93 | [ ] £021a [ ]
) [ | ¢ | | 0891 186N [ | 26ETT
ay e 8.1 ¢ ¢ 63eY | zz8h 986V L6TTL [ ]
°0 k3] | | 0292) | ] | CLETL
ey < 191 ¢ ¢ zvEd | z18Y £860 $8TTT I 72:1 4
2 . [ ] ¢ T7ED 999V A 2861 €811 0LETL
@ e v ¢ ] i orsx | zena |
- M | s ¢ ¢ 8T 9991 LL6K 18174 S9ETH
= = zva ¢ LEEA | [ ] [ ] [ ]
5 o | ¢ ¢ | osed 2s9a 126N LLTT z9eTd
= e Pia't geeH ] 86.N [ ] [ ] [ ]
m 2 3 [ ¢ ¢ €e9d 9963 L9TTT T5ETd
o 9 zzd ¢ ot ¢ vu ] [ | 99713
= o 3 o oTeb LN £6.4 6763 | sotTA
< .H 3} < 0ZA ¢ f [ ] [ ] v911S
R B o [ | ¢ ¢ 68.3 o6 [ | €€€TQ
9 = o = STL ¢ 6651 88.S [ | €571 | geeTh
= S M < [ | [ | 1863 TSTTA TEETD
= = 2 ¢ 1693 6LLT [} || | oeetd
& O
O "m ) Lom ¢ [ | | 8L 9261 52410 6TETA

R LDWIDE

O
PROTEIN DATA BANK

erbDeBe

W


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

Full wwPDB EM Validation Report EMD-4578, 6QL6

Page 8

9TLTT

90LTA
Y6914

18914

LLOTA
€L9TA

899Td
LS9TH

6791
8¥91h

E€Y91S
ZY9TL

0%91S

9C9TA
S29TT

2¢191a

60974
809TN

L1570

o

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

S9STD

TOSTH

Fatty acid synthase subunit alpha

e Molecule 1

7%

12%

80%

6%

Chain B

PO PO PPO 00000000

COPOPP & & & O O VOO 9000 oo o

86Td

9LTA

9971

T9TH

0%TI

Q@ COPPPPPO GP0PPPPPPPGO O O O O &G O O OO OO 0

TOEd

144y

creL

€67A

067X
68¥A

TLYT

8S¥L

ev¥S
{47448

{4578

TOvL
0074

v6ed

T6EL

98€4d

T8€d
08EY

8LET
LLEX

£9€X
65€Y
€5ed

[4430)]
7ed

8€EET
LEEN

SEEH

LS

6CSH

2250

14°)8

|
79.0
€oLM

T9.7

0§23

6eLb

€ELT

TELL

L
i

92TLD

TTLI

LTLK

STLL

804LS

SOLA

004D

S69D

0891

0.99

999Y

9991

259a

€€93

8TON

3

665N

L7160

€T6A
706N
TO6W

9684

684

8L8IH

S.8L
¥.89

9989
$S980

2981

0§84

S¥%8S

v8s

6€84

1288

2T8A

(45514

0T84

Ll

86.LN

L

£€6.,4

68.L4
88.S

6LLT

111D

L

89L1

LTTTA
6TTTH
96018

T80TY

6L0TH

9L0TA

+

Y90TN

T90TA
19018

0S0TD

0v01a
B6EOTI

9€0TY

2COoTL

1

020TA

L1074

TOOTA

L86N
986V

€860
2861

LL6K

TL6N

99631

67631

Svex

LE6Y

9261

ETEN

Teed

TCETS

TIETS

80ETS
LOETL

COETA
€621S

€8CTH
T8TTL

9210

79214

29T
19214
09CTI
vSCTA
8%C1D

9%2¢1d

3

6ECTH
8ETTA

(45490

oo

L02Th
|
€021a
|
L6TTL
|
¥8TT1
€8TTYH
eenia
18714
|
L9111
99T 1Y
[ sotiA
79118
i
€ST1d
CSTTA
1

0€TTA

TOSTH

CSSTN
S¥STS
8CSTL

80STM
L0STD

68714
98711

TLYTH
0LPTT

€9VTA
8vv1Y

TYYIN

LTYTL

6171d
8TI¥TA
L1718

1745428
ETVTA

(4045
C6ETT

CTLETL

0LETL

L9ETYH

S9ETH

2T9€Td

TveTd

+

€EETA

TEETD

¢
¢
¢
¢
¢
¢
¢

9TLTT
|

90LTA
]

76914

18914

i

LLITA
|
€L9TX
]
8991d
LS9TH
]
6791
8¥91h
|
€791S
V9Tl
L mwerr
0%91S
|
9C9TA
S29TT
|
2191a
]
60974
809TN
]

98G1D

€8STH

08STT

L1570

o

S9STD

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB EM Validation Report EMD-4578, 6QL6

Page 9

COPO 9O & & COPPPPPPO & V9PV PG O 990 990909090 29090 0

215

82811

08LIN

Fatty acid synthase subunit alpha

e Molecule 1

- 7%

11%

80%

6%
Chain C:
IN-

4

ccd

0CA

STL

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

COOPPO & & & GOPCO 90 oo o

COOPPPPO VPP PPPPPG & O & O O O O O O o o

LESN

BTSN

PXésii]

SCSA

£67A

68%A

TLYT

8SPL

EVYS
(474

CEVA

TO%L
0074

v6ed

C6EL

98€4d

18€d

8.LET

€9¢e)

7ed

8€€T

665N

86.LN

+

£6.,4

68.L4
88.LS

LLLD
9L.3

89.1

79.a
€9LM

T9.1

0§.,3

6L

€ELI

TELL

L

9TLD

TCLI

LTLA

STLL

0891
049D
999V
SG97T
2590
£e94d

8T9N

o

9963

6761

Sy

LEGH

9261

ET6H

T26d

L160

L

€T6A

706N

TO6H

9684

Y684

8L8H

S.8L
.80

9989

$S980

2981

0684

S¥8S

¥8s

6€8A

1288

TT8A

218V

018%

18114

L9711
99TTH

¥o118

€ST1d
CSTTA

0€TTA

LTTTA

B6TTTH

960TS

T80TY

6L0TH

9L0TA

+

L9011

H90TN

C90TA
T90TS

08071D

0v01a
B6EO0TI

9€0TYd

22011

F

020TA
L1074
TOOTA

186N
986Y

€860
2861

LL6K

TL6N

SOET

29ETd

TvETd

+

€EETA

b

TEETD

B6CETA

TCETS
TIETS

80€TS
LOETL

COETA
€62TS

€8CTIH
2¢8CTL

91210

v92Td

29T
19214
09CTH
vscTA

8%C1D

izan)

B6ECTH
8ETTA

cIeIL

o

L02Th

€0z1a

L6TTL

78T11
€8TTY

809TN

98STD

SO 0O & o0

€8STH
08ST1

LLSTD

G9STD

TOSTI

CSSTN
S¥STS
8CST.L

80STM
LOSTD

687 1YH
98711

TLYTH
0L%11

€9%TA
8¥v1yd

TYPIN

LTYTL

L

6TV1d
21529
L1718
1745428
[4ua%)
T6ETT
CTLETL
0LETL

L9€TY

¢
¢
¢
¢
¢
¢
¢

9GLTI

CTTLIA

LTL10Q
9TLTT

90LTA

V6914

18914

LLOTA

€L9TA

899Td
LS9TH

6791

E€Y91S
CYITL

0v91S

9C9TA
S29TT

2¢191a

60974

0000 O 06 000000 O 00 00000 00 SOO
Fatty acid synthase subunit alpha

e Molecule 1

R LDWIDE

w_ 0

PROTEIN DATA BANK



EMD-4578, 6QL6

Full wwPDB EM Validation Report

Page 10

7%

11%

80%

6%

Chain D
k-

(44

(S

STL

A A S e sl

©
)
—
A

COOPPO & & 00 G & GO0 G0 %00 o

¢
L/
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

2250

SCSK

€67A

68%A

CTLYT

8S%L

ev¥S

£9¢e4
65€Y

[44°0]
17ed

8€ET
LEEN

LESH

6CSH

6LL1

LLLD

*

89.1

¥oLa
€9.LM

9.1

0G.3

6€Lb

€eLT

TELL

L
i

9TLD

TCLI

LTLK

STLL

80.LS

SOLA

004D

0891

0499

999V

SG91

2590

€€94

8TIN

3
+

66SH

LEGY

9261

ET6IH

Tced

L7160

L

€T6A

706N

TO6KW

9684

+

7684

8L8W

S.81
v.8D

998D
9980

2981

0884

Sv8s

cv8s

6E8A

1288

[44:7)

(4514

o8y

+

86.LN

€64

68,4
88LS

€5T1a
CSTTA

0€TTA

LTTTA

6TTTH

960TS

T80T)

6L0TH

9L0TA

L9011

790TN

C90TA
T90TS

0S0TD

0v0Td
6E0TH

9€0TYd

2TOT.L

F

0Z0TA
L1074
TOOTA

L86N
986Y

€860
2861

LL6A
TLBN
99631
6%63

Svex

LOETL

CTOETA

€62T8

€8CTIN
¢8TTL

9,210

79214

29CTH
19214
09CTH
vSCTA

8¥CTD

iZan)

6ECTH
8ETTA

CICTIL

oo

L02ZTh
|
€0cta
i
LBTTL
|
Y8111
€8T1Y
[ zenia |
18114
|
L9711
99TTH
[ sotTA

vo11S

08ST1T

L1570

o

S9STD

TOSTH

CTSSTN
S¥STS
8CSTL

80STM
L0570

6871
98%1T1

TLYTH
0LPTT

€9%TA
8vv1d

TYYIN

LTYTL

L

61¥Td
8TVTA
LIVTS
1745421
140 A%
CT6ETT

CTLETL

0LETL

L9ETYH

SOET
CT9ETd

TvETd

@ SO0

08LIN

9TLTT

90LTXA
76914

18914

LLOTA
€LITA

8591d
LS9TH

679TY

€V91S
Zy9TL

0%9TS

9Z9TA
SCOTT

c191a

60914
809TN

985TH

€8STH

vv8Ti

82811

Q@ © COPPPPPPPG O VPP PPG & 20 990909090 G900 G0

Fatty acid synthase subunit alpha

e Molecule 1

7%

.

12%

80%

6%

Chain E

684

8.1

191

478

ova

Led

(44

0CA

STL

[2:8

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-4578, 6QL6

Full wwPDB EM Validation Report

Page 11

Q@ O 909000900 9000000

COPOPPO & & & & VOO G0 %00 o

86Td

9LTA

99TI

19T

0%TI

Q@ COPPPPPPO 0P PPPPGO & O ¢ O G OGO 0% o

T0ea

S2TS

crelL

2250

STSK

Ll

€67A

Ll

TLYT

8G¥L

ev¥s
{47448

CTEVA

TO%L
0074

76€d

TBEL

98€d

T8ed
08€EY

8LET
LLEX

€9e)

65€Y

THED
7Ed

8EET
LEEN

SEEH

LESH

B6CSH

*

89.1

¥9.a
€9LM

9.1

05,3

6£Lb

€ELT

TELL

L
#

92Ld

TCLI

LTLK

STLL

80.LS

S0LA

004D

1898

789D

0891

0499

999V

SS9T

2590

€€94

8TIN

3

66SH

E£C6H

T26d

L1760

L

€T6A

706N

TO6W

9684

+

v684

8L8H

S.81
¥.8D

998D
$980

2981

0584

S78S

v8s

6€E8K

1T8S

[44:7%

218V

0184

Ll

86.LN

L

£€6.,4

68.3
88.S

6LLT

L2010

0€TTd

LTTTA

6TTTY

96018

T80TH

6L0TH

9L0TA

19071

790TN

C290TA
19078

0S0TD

[0 {ohac
B6EO0TI

9€0Td

CCOT.L

020TA
L1014
T00TA

L86N
986V

€860
2861

LLBA
TL6N
99631
67634
Svex
LEBH

9261

TCETS
TIETS

80€TS
LOETL

COETA
€62TS

€8CTH
28TTL

91210
79214
29T
19214
09CTH
vscTA

8%C1D

iZan)

F

6ECTH
8ETTA

c¢iTIL

F

L02Th
€021d
L6TTL

78111
€8TTYH

78114
LLTTH

L9171
99TTH

¥o118

€ST1d
CSTTA

E€VTTY

CSSTN
S¥STS
8CSTL

80STM
LOSTD

687 1Y
98711

TLYTH
0L%T1

€9VTA

8vv1yd

LTYTL

mNmﬁH
6171d
8IFTA
hﬁmﬂm
145428
m.ﬁmﬂx
Nomﬁo
C6ETT

CTLETL

0LETL

GOET

29€Td

TPeTd

+

€EETA

b

TEETD

B6ZETA

@ 0000

9GLTI
CTLIA

LTL10Q
9TLTT

90LTA
V6914

18914

LLOTA
€L9TA

899Td
LS9TH

6791
8¥91h

E€Y91S
ZY9TL

0%91s

9C9TA
S29T1

2191a

60974
809TN

98G1D

€8STH
08ST1T

L1570

S9STD

TOSTH

P81

82811

OO 9O & O CPOPPPPPPPO G V9P PPO 290 290 O 2909090 29090 20

08LIN

€LLTA

Fatty acid synthase subunit alpha

e Molecule 1

7%

.

12%

80%

6%

Chain F

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

COOPPP & V00O & V0 GO G0 %% o

oo
D
—
o

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-4578, 6QL6

Full wwPDB EM Validation Report

Page 12

¢ ¢
| | 6TTTH * * ¢ M [ ] [ | [ |
MWMM 1160 [ | “ ¢ 8611 9evS vm;
1 960TS TZETS 2SSTN | sewy
“ Tosa €67 Lzed | ] ] ] ¢ ¢ vevd Tv.H
[] ﬂmE mmg 180T :mﬂm mﬂﬁm ¢ ¢ 1 EEVA [ |
0674 | 080TL . 0674 0841
¢ 687A 0523 06N 60T 80€TS 8TSTL ¢ R I [ |
¢ [ | | | | LOETL | | ¢ < 8871 OETH LTL1
¢ (41 106K 9L0TA | | 80SGTM ¢ Q [ | | |
[ ] oaTh mﬂwm uom:, Bms ommz ¢ ~ wms omS
8G¥L +
¢ [ ] mmt % mmmﬁm mwm:_ mumg ¢ mmS mmﬁ_ mmS
£V $90TN
¢ Thv Leest | | €90TH £8TTH 98711 L1210 ¢ 99TL 96N 0,9¥
[ | TELL 8.81 Z90TA Z8TIL | | 9TLTT [ | | | 6991
¢ zEVA 1 19018 | | 151N [ | ¢ 6STI 2LEN
| ¢ 1 9.2Td 0LvT1 90LTA ¢ | [}
1071 92Ld S/8L 05070 [ | [ | [ | 67TA £3EA
¢ 00%Y | %489 59214 £97TA $69TA ¢ [ ] | Tseh 2299
| 1l [ | | egzra [ | | 9vTd 1960 [ |
¢ 684 9989 29T 8vHTH 18974 [ ] [ | 97191
| gees 5980 ov01E 19214 [ | * ¢ zz11 sveL ]
¢ T6EL ik I mmms_ ome THYIN ¢ ﬁmﬁm | vveT wmw>
LL9TA P8I £7EN
¢ i Cona | 2981 920TY $STTA [ ] ¢ $ITL zres 669d
STLL | | SEOTL | | €L9TA ¢ < [ | | | | 868l
984 | 0984 [ | 8v21D LTPTL [ ] ¢ - 6011 6g€1 L6SH
¢ [ | Gl [ | 0E0TA | uTis * 8991d ¢ L | [ | | |
1884 8048 sv8s [ | 3245 LS9TH < 90TV 9zea €691
3228 08EY | [ | 2T0TL 6T¥1d [ ] ¢ Rt [ ] [ | [ |
¢ | eLEN S0LA z58s | TzoTA } STHTIA 6%9TY a 1071 s1ed 1681
8T | [ | 020TA 65CTH L1518 8591l = X [ | 098
¢ LLEK 00.d 6€8A | | 8ETTA | | [ | ¢ o 9 T0€L
[] | ] L7074 [] PIPTI €918 ¢ = [ |
“ mmmx mmmo 128S [ | [AT4 99 mﬂmg ZHITL ¢ n 163 \.mmx
TOOTA | 1peTI | Q 967 €994
¢ 65€4 omﬁ l [ | } [4NaT) 0%971S ¢ % | g6k 9821 [ |
¢ [ | 186N L02Th | | [ | ¢ = 60 | | 9TSL
2Hed 049D zesh 986V [ | Z6ETT 929TA ¢ scer ) [ | €821 ST91
¢ RAZo0) | [ | [ | £021a [ | ST9TT =) 063 [ |
¢ [ | 999V 414 €86 [ | ZLETL [ | ¢ > [ | otss
¢ 8EET | | 1188 2861 L6TTL | T.ETL 21910 ¢ N £9% | |
LEEN §991 0183 [ | [ | OLETL [ ] e} [ ] 1221 5059
| osed | 116K 81T | | 6097 ¢ i3) zsa 0.Lg¥ | |
“ SEEH wao | | £871Y 19€TY womﬂz < [ | [ | L6%)
crel TL6N | z8ria | 99e1s ovH 29271 9674
¢ €€93 86N [ | 18114 G9ETI 98919 ¢ Wd [ | | | | gewh
¢ | 1 9963 | | | | I % 8EN 9T H6YL
819N | | 19711 z9eTd ¢ = avzh €671
¢ £6.4 6v6d 99T T3 [ | €8STH ¢ | | z6v1
¢ ¢ ] ] [ sotmn | 19814 | & oveT [ 16w |
¢ 6631 68.1 mmg %ma cmmS ¢ © Mma om§
88.S + r
¢ 1893 [ | L1863 £3TTQ 118 ¢ = .. 621 sezd $8HT
R [ | 6LL1 | | mmm:, €EETA ¢ % (@) [ | $ECT | |
623K | 8L 9261 | TeeTA } 61 ££2S 65T
¢ | gzed 1110 | | omma TEETH mwmﬁc owmﬁz ) m . 8d | zee1 [ |
123 1 £26W | ogemd 14 T€TT 657
¢ | ozsh | | zzen LTTTA 62ETA 19STH €LLTA M = I | | | |
¢ 92SA 89.1 126d [ | | sgeTr [ | [ | ® @) £2es 8HHA

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W



Full wwPDB EM Validation Report EMD-4578, 6QL6

Page 13

SL6%
TL61
2963
SG64
L9761

9E6N

or6b
L06A
8680
684
L8834
v.L8N
0484
8984

S98M
%981

S98H
¥S81

8¥8S

S¥8lL

L28A

00871

Y6.LW

6L.d
8LLA

9.L.a

TLLD

69.LS

09.H

0scTd

L¥T1D

9€TT1

S0CT1

S6TTA

8GTTd
LSTTS
9ST1D

STV

0STTY
6VTTM

TYITT

TETTS

01T1d

€0TT4d

G80T1T

T80TH

0L0TI

75011

8%0TA

Yv0TA

070711

€E0TS

TEOTH

T00Td
000TI

L66V

99914

+

EVHTA

134429

9CYTL

STPIN
80%TS
68ETI

GLETL
VLETL

L9€TD

SSETN
YSeETS

8¥eTT
LYETT

0veTd
6EETA

CEETY
TEETM
0€ETD

0ZeTT
6TETH

L1€TY

vieTy
€IETS

S9CT

0GLTH

8VLIL

CYLIA

0vLTL

8ELTd

LELTT
9ELT

CILIN

+

069TA
68910

+

S99TA

€99TL

6E€9TH

LE9TT

S€9TY
Y291l
9T9TA

90974
S09TA

06574
98STS
€8STI
8LSTL
69GTd
L9574

C¢GSTd
TSS74

68%TI

L2611

71611

L0611

96810

8L8TA

0481V

19818
99814

GS8TI
PS8TH

3
L

9¥81d
S781a
v¥81Yd

LESTL
9€8TI

TEBTA

8C8TA

Se8tTd
¥Z8TI

11874
808TS
S08TV
70814
€08T.L
TeLtd

€8L11

T8LTT

8LLTD

0LLTT

T9L1S

B6SLTS

9¥02a
0%02a
[advan
L1024
9102V
S10CL
0T0CA
1861d

98613
G86TA

€86TN

Fatty acid synthase subunit beta

8611

8L6TS

€L61S

896T1d

L561d

GS6Td

e Molecule 2

€S6TA

SE6TH
veetd

13%

86%

Chain H

0674

88TI

78TA

€LTT

99TL

6STI

67TA

o914

(0458

[4as
TeTd

4209

60TT

90TV

TOTI

760

Yevd
EEVA

0EVH

Ll

61%Y

9.LEN

TLEN

EGEA

T9ea

SheL

EVEN
cves

6EET
9zea
STed
TOEL
L6y
9821

€8CI

T.2L
(kA §

19271
il

0%2T

3

g€ed
vecr
€ETS

TeTT

€2TS

86TT

00LT
6L9T
0,94
6991
%99d
€991
2299
9191
209
66Sd
L6SH
€691

TSSL
0SSA

9%9H

6€90
9294

9TSL
STS7T

07SS
S08D

L6941
9674

v6vL
€671
[457A0

067M

¥8¥%I

6LYI

6SPA

8¥vA

9EVS

Ly6L

9E6N

016D
LO6A
8680
7684
1883
7.L8N
0483
8984

S98M
7981

SG8H
981

8%8S

S¥8lL

1T8A

008T

T6.LN

6LLd
8LLA

9.L.a

TLLD

69.S

09.H

¥SLA

T¥.LH

0€LT

LTLI

S0CT1

S6TTA

8STT4d
LSTTS
9STTD

CSTTV

0811y
6YTTM

cYITT

TETTS

0ot1T1d

€0TT4d

G80T1T

T80TH

04071

75011

8%0TA

7voTA

0%0T1T

€E0TS

TEOTH

T00TQ
000TI

166V

SL6%

TL6T

2963

SS864

EVPTA

1547458

9CYTL

(44490

STPIN

80%1S

86ETYH

68€TI

SLETL
VLETL

L9ETD

YoETH

GSETN
YSETS

8YETT
LYETT

0¥eTd
6EETA

CEETY
TEETM
0EETD

0CETT
6TET

LIETY

vietd
€IETS

S9CTH

0SCTd

L¥T1D

9€TTT

0%LTL

8€LTA
LELTI
9ELTI

CILIN

+

68910

08911

S99TA

€99TL

6€9TH

8€9TI

LEITT

YCoTL

9T9TA

S09TA

L6STY

06STY

98318

€8STI

8LSTL

69574

L9STY

2¢SSTd
TSSTd

68%TI

98714

9LYIN

ZA4%

89%T.L

99914

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB EM Validation Report EMD-4578, 6QL6

Page 14

0L8TY

L9818
99874

SG8TI
PS8TIW

3
L

ove1d
0 S¥81Q

vv81d
8E8TI
LESTL
9E8TI
TEBTA
8C8TA
§¢8Td
1814
808TS
S08TY
0814
€08TL
T6.1d

€8LTT

T8L11

8LLTH

ELLIY

0LLTT

T9L1S

6GLTS

0SLTH

8VLIL
LYLTH

A& 4

TYLIA

9¥0ca
0¥0za
2eocl
L1021
9102V
ST0CL
0T0CTA
1861d

98613
S86TA

€86TN

178671

8L61S

€L61S

896Td

1967d

SS67d

Fatty acid synthase subunit beta

€S6TA

SE€6Td
ve61d

L2611

¢

¥1611
L0611
96810

8L8TA

e Molecule 2

13%

86%

Chain I

0674

88TI

78TA

€LTT

99TL

6STI

67TA

9vTd

(0458

[4aN¢
Terd

P11l

60TT

90TV

T0TI

760

9EVS

Yevd
EEVA

0EVH

Ll

61%d

9LEN

CLEN

E€GEA

1Sed

SveL

EVEN
(478

6EET
9zea
STed
TOoEL
L6ty
98CL

€821

T.2L
(kA §

L9271
eizdi]

0%21

3

O d N M
mo oo o
Sl S
= e e

geed
vect
€ETS

T€TT

€2Ts

86TT

T¥.LH
0ELT
LTLI
0047
6,971
0494
69971
%994
€991
[44°0]
9191
CO09A
665d
LBSKH
€691

TS8SL
0SSA

€794

9151
STS7T

01SS
S08D

L6%Y
9674

¥8vI
6.%1
6S¥A

8¥¥A

TL61
2963
SG64
LY61
9E6N
¥16T1
o16b
L06A
8680
684
1,884
¥.8N
0484
8984

S98M
%981

SG8H
581

8785

S¥8lL

LT8A

0087

Y6.LW

6L.d
8LLA

9..a
CTLLD
69.S
09.H

¥SLA

9€TT1

+
3

S02T1

G6TTA

+
+

89TT4
LSTTS
9GT1D

CSTTIV

0STTYd
6YTTM

eyIT1

TETTS

0t111d
€0TTd
S80TT
T80TH
0L0TI
7S0T1
8%0TA
wPoTA
070711
€E€0TS
TEOTH

To0tTa
000TI

L66V

S.L6%

9LVIN

ZA 4%

89VT.L

99914

EYFTA

134429
9CYTL
cTYIL
STPIN
80%TS
68ETI

SLETL
VLETL

L9€TD

GGETN
¥SeTS

8¥eTT
LYETT

0veTd
B6EETA

CEETYH
TEETM
0€ETD

0ZeTT
B6TETH

L1€T4d

vieTd
€1€TS

0S21d

PAzas)

Ao 4

8V.LTIL
LYLTA

CYLIA
0vLTL
8ELTA
LELTI
9ELTI

CILIN

069TA
68910

08911

S99TA

€99TL

0%9T4
6€9TH
8€9TI
LE9TT

Se9TYd

YCoTL

9T9TA

90974
S09TA

L6STY

06574
68STA

98STS

€8GTI

8LSTL

L9574

2¢GSTd
TSST4

68%TI

98%T4

L0611
96810
8L8TA
0487V

L9818
99814

SS8TI
YS8TH

F

9¥81d
S¥8Ta

¥¥814d
8ESTI
LESTL
9€8TH
TEBTA
8Z8TA

S¢8Td
¥C81L

11814
808TS
S08TV
70814
€08T.L
T6.L1d

€8LT1

T8LT1

8LLTD

ELLTV
0LLTT

T19L1S

6SLTS

0SLTH

L

9¥0za
0¥0za
¢zToTL
L1021
9102V
ST0CL
0TOZA
1861d

9861
G86TA

€86TN

18671

8L61S

€L6TS

8961d

L56Td

Fatty acid synthase subunit beta

G56Td

e Molecule 2

€96TA

Se6Td
ve61d

L2611

71611

13%

86%

Chain J

8611

0674

88TI

¥8TA

€LTT

99TL

6STI

67TA

9¥Td

1T
Terd

P11l

60TT

90TV

T0TI

760

R LDWIDE

erbDeBe

O
PROTEIN DATA BANK

W



Full wwPDB EM Validation Report EMD-4578, 6QL6

Page 15

8¥¥A

9EVS

Yevd
EEVA

OEVH

Ll

6174

9.LEN

TLEN

€SEN

15ed

SvEL

EVEN
(4748

6€EET
92ed
STed
TOEL
1,624
9821

€821

TL2L
0LV

L9271
Sveh

02T

M - w0
NI @000
N NN
n Ad N H A

Tv.H
0ELT
LTLT
00,7
6.L971
0494
6991
%994
€991
[44°5]
9191
C09A
665d
LBSH
€691

TSSL
0SSA

9YSd

€954
92sy

9151
STS7T

018S
508D

L6731
9674

7671

26¥L

¥8vI

6.L%1

6S¥A

TL61
296
SG64
LY61
9€6N
¥161
o16d
L06A
8680
Y684
1,884
¥.L8N
0,84
8984

S98M
%981

SG8H
%981

8¥%8S

S¥8L

LT8A

0081
Y6.LW

6L.d
8LLA

9..a
TLLD
69.S
09.H

PSLA

LyT1d

9€TT1

S0CT1

S6TTA

89114
LSTTS
98T1D

CSTTV

0STTYd
67TTM

(4743

TETTS

0TT1d

€0TTd

S80T1

T80TH

0L0TI

%5011

8%0TA

wPoTA

07071

€€0TS

TEOTH

To0Ta
000TI

L66V

S.L6)

98¥T4d

9LYVIN

ZA 4%

89VT.L

99914

+

EVFIA

134429
9CYTIL
cTYIL
STPIN
80%TS
68ETI

SLETL
YLETL

L9€TD

SSETN
¥SeTs

8¥ETT
LYETT

0veTd
B6EETA

2EETH
TEETM
0€ETD

0CeTT
B6TETH

L1€74

vietd
€T€TS

0s¢1d

8V.LTL
LYLTH

>

CYLIA

0vLTL

8ELTA
LELTT
9ELTW

CTILIN

069TA
68910

08911

S99TA

€99TL

0%9T4
6€9TH
8€9TI
LE9TT

S€9TYH
YCoTL
9T9TA

90974
S09TA

L6STY

06574
68STA

98318
€8GTI
8LSTL
L9514

2¢SSTd
TSSTd

68%TI

LO6TT
96810
8L8TA
0.L8TV

L981S
99874

SG8TI
PS8TIH

F

97874
S¥8TQ

¥¥814
8EBTH
LEBTL
9E8TI
TEBTA
8Z8TA

eracack
%281l

11814
808TS
S08TV
70814
€08T.L
T6.TQ

€8L11

T8LT1

8LLTD

ELLTV
0LLTT

T9L1S

6S.LTS

0SLTH

L

9v0cTa
0¥0z3a
2eocl
LT0TY
9102V
ST0CL
0T0CA
1861d

98613
S86TA

€86TN

178671

8L61S

€L61S

8961d

1961d

S961d

e Molecule 2

€S6TA

SE€6Td
ve61d

L2611

v1611

Fatty acid synthase subunit beta

13%

86%

Chain K

0674

88TI

¥8TA

€LTT

99TL

6STI

67TA

9¥Td

EVIS

[44 %
Terd

PITL

60TT

90TV

T0TI

760

Yevd
EEVA

0EVH

TOoEL
1624
98CL

€821

T.2L
(kA §

L9271

921
feizdi]

0%21

3

geed
vect
€ETS

T€TT

€22S

86TT

0ELT
LTLI
0047
6.L971

0494
69971

2T9d
9T9L
209A
665d
LBSKH
€691

TGSL
0GSA

LYST

£v38d

9151
STS7T

01SS
S08D

L6%Y
9674

6%l
€671
[45728

067M

¥8¥%1

6.L%1

6S¥A

8¥¥A

9EVS

2963
SG664
LY61

9E6N

o16d
L06A
8680
Y684
1,884
¥.L8N
0,84
8984

S98M
%981

SG8H
581

8785

S¥8L

LT8A

00871

v6.LN

6L.d
8LLA

9..a

TLLD

69.S

09.H

¥SLA

Tv.H

9€TT1

+
3

S0CT1

S6TTA

+
+

89TT4d
LST1S
98T1D

CSTTY

0STTYd
6YTTM

[4749%!

TETTS

0TTId

€0TTd

S80TT

T80TH

0L0TI

75011

8%0TA

wP0TA

0%0T1

€E€0TS

TEOTH

T00TQ
000TI

L66V

S.L6%

CLe1

ZA A%

89VT.L

99¥T4d

EYFIA

134429

9THTL

STPVIN
80¥1S
68ETI

GLETL
YLETL

L9€TD

GSETN
vSeETS

8YETT
LYETT

0veTd
6EETA

CEETYH
TEETM
0EETD

0CZeTT
BTET

L1€T4

vIeTy
€IETS

S9TTH

0S21d

AZas)

R LDWIDE

erbDeBe

O
PROTEIN DATA BANK

W



Full wwPDB EM Validation Report EMD-4578, 6QL6

Page 16

G99TA

€99TL

6E9TH

LEITT

SE9TH

YCotTL

9T9TA

90914
S09TA

06STYH

98STS

€8STI

8LSTL

69514

L9814

2S8STd
T8STd

68VTI

98¥Td

9LYTIN

96810
8.L8TA
0487V

L98TS
99874

9G68TI
Y981

3
L

9v813a
S¥81Q
¥¥814d

LESTL
9E8TI

TEBTA

8C8TA

9281
%2811

118731
808TS
S08TY
v0814
€08TL
T6.10

€8LT1

T8L11

8LLTD

+

0LLTT

1918

6GLTS

0GLTH

8VLIL
PAZAY S

9¥0za
0v0za
2eoTL
L1084
9102V
§10CL
0T0TA
1861d

986TY
G86TA

€86TN

T86T1

8L61S

€L6TS

8961d

L561d

G56Td

Fatty acid synthase subunit beta

€S6TA

Se6Td
ve61d

L2611

71611

L0611

e Molecule 2

13%

86%

Chain L

0674

88TI

¥8TA

€LTT

99TL

6STI

67TA

9vTd

[4a%t
TeTd

4208

60TT

90TV

TOTI

760

Yevd
EEVA

0EVH

Ll

61%d

9.LEN

TLEN

EGEA

T9ea

SveL

EVEN
cves

6EET
9zea
qTed
TOoEL
L6ecd
98¢l

€8CI

T.2L
(kA §

19271

9%2T
Eizds]

0%21

3

geed
vect
€ETS

1€

€2TS

86TT

LTLI

00LT

6,971

0,94

69971

%99d

€991

(440

9191

CO09A

665d

L6SH

€691

TSSL
0SSA

9%S9H

6€390a

9294

9TSL
STS7T

07SS

S05D

L6¥)
9674

767l
€671
[45728

06%M

¥8¥%I

6.L%1

6S¥A

8¥vA

9€EVS

SS564
L761

9E6N

016d
LO6A
8680
7684
18831
¥.8N
0,84
8984

S98M
%981

SG8H
581

8%8S

SY8L

LZ8A

0087
Y6.LN

6L.Ld
8LLA

9..a
TLLD
69.S
09.H
¥SLA
Tv.H

0ELT

+

S02T1

S6TTA

+

89TT4
LSTTS
9STTID

CSTTV

0STTYd
6YTTM

cyITT

TETTS

0TTId

S80T1

T80TH

0L0TI

75011

8%0TA

7v0TA

0%0T1T

€E0TS

TE0TH

T00TQ
00071

L66Y
SL6%
TL61

2963

89%T.L

99914

+

EVPTA
1547459
9CHIL
cTYTL
STPIN
80¥%TS
86ETYH
68ETI

SLETL
VLETL

L9ETH
v9ETH

GSETN
YSETS

8¥ETT
LYETT

0veTd
6EETA

CEETY
TEETM
0EETD

0ZeTT
6TETH

L1€TY4

vietd
€I€TS

S9TT
0S2Td

9€TT1

9ELTI

CILIN

68910

08971

S99TA

€99TL

6E9TH

8E€9TI

LEITT

%291l

9T9TA

S09TA

LBSTY

06574

98STS

€8STI

8LSTL

69574

L9574

2GSTd
TSST1d

68711

98%T4

9LVIN

YLv14

F

788TM

8L8TA

04871V

19818
99814

SS8TI
YS8TIH

F

9¥81d
S¥81d

7¥814d
8E8TI
LESTL
9€8TIH
TEBTA
8Z8TA
§z8Td
T18Td
808TS
S08TV
70814
€08T.L
T6.L1a

€8LT1

T8LTT

8LLTD

ELLTY

0LL11

T9L1S

6SLTS

0SLTH

8VLIL
LyLTH

L

9%02a
0v02a
20Tl
L1021
9102V
ST0C2L
0T0TA
1861d

986TY1
S86TA

€86TN

18611

8L6TS

€L6TS

896Td

L561d

S56Td

€G6TA

SE6TE
ve6Td

L2611

V1611

L06TT
9061V

968TH

O

R LDWIDE
PROTEIN DATA BANK

W



Page 17

Full wwPDB EM Validation Report

EMD-4578, 6QL6

4 Experimental information (i)

Property Value Source

EM reconstruction method SINGLE PARTICLE Depositor
Imposed symmetry POINT, D3 Depositor
Number of particles used 144526 Depositor
Resolution determination method | FSC 0.143 CUT-OFF Depositor
CTF correction method PHASE FLIPPING AND AMPLITUDE | Depositor

CORRECTION

Microscope FEI TITAN KRIOS Depositor
Voltage (kV) 300 Depositor
Electron dose (e~ /Az) 62 Depositor
Minimum defocus (nm) 1000 Depositor
Maximum defocus (nm) 3000 Depositor
Magnification 132000 Depositor
Image detector FEI FALCON IIT (4k x 4k) Depositor
Maximum map value 0.106 Depositor
Minimum map value -0.043 Depositor
Average map value 0.001 Depositor
Map value standard deviation 0.008 Depositor
Recommended contour level 0.01 Depositor
Map size (A) 339.19998, 339.19998, 339.19998 wwPDB

Map dimensions 320, 320, 320 wwPDB

Map angles (°) 90.0, 90.0, 90.0 wwPDB

Pixel spacing (A) 1.06, 1.06, 1.06 Depositor
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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:
FMN, J8T

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 | prigy | 417) >5 | RMSZ 47| >5

1 A 0.75 | 0/13918 | 0.93 5/18809 (0.0%)

1 B 0.75 | 0/13918 | 0.93 5/18809 (0.0%)

1 C 0.75 | 0/13918 | 0.93 5/18809 (0.0%)

1 D 0.75 | 0/13918 | 0.93 5/18809 (0.0%)

1 E 0.75 | 0/13918 | 0.93 5/18809 (0.0%)

1 F 0.75 | 0/13918 | 0.93 5/18809 (0.0%)

2 G 0.68 | 0/16383 | 0.86 0/22229

2 H 0.68 | 0/16383 | 0.86 0/22229

2 I 0.68 | 0/16383 | 0.86 0/22229

2 J 0.68 | 0/16383 | 0.86 0/22229

2 K 0.68 | 0/16383 | 0.86 0/22229

2 L 0.68 | 0/16383 | 0.86 0/22229
All All 0.71 | 0/181806 | 0.89 | 30,/246228 (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 A 0 1
1 B 0 1
1 C 0 1
1 D 0 1
1 E 0 1
1 F 0 1
2 G 0 3
2 H 0 3
2 I 0 3
2 J 0 3
2 K 0 3

Continued on next page...
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Mol | Chain | #Chirality outliers | #Planarity outliers
2 L 0 3
All All 0 24
There are no bond length outliers.
All (30) bond angle outliers are listed below:
Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(?)
1 A 1017 | ARG | CB-CA-C | 641 123.22 110.40
1 C 1017 | ARG | CB-CA-C | 6.40 123.21 110.40
1 F 1017 | ARG CB-CA-C 6.39 123.18 110.40
1 B 1017 | ARG CB-CA-C 6.39 123.17 110.40
1 D 1017 | ARG CB-CA-C 6.38 123.16 110.40
1 E 1017 | ARG CB-CA-C 6.34 123.08 110.40
1 A 1585 | LYS CB-CA-C 6.32 123.04 110.40
1 C 1585 | LYS CB-CA-C | 6.30 123.00 110.40
1 E 1585 | LYS CB-CA-C 6.24 122.88 110.40
1 B 1585 | LYS CB-CA-C 6.22 122.85 110.40
1 F 1585 | LYS CB-CA-C 6.22 122.83 110.40
1 D 1585 | LYS CB-CA-C 6.14 122.69 110.40
1 F 1680 | ARG | CG-CD-NE | -6.09 99.01 111.80
1 E 1680 | ARG | CG-CD-NE | -6.07 99.05 111.80
1 A 1680 | ARG | CG-CD-NE | -6.07 99.06 111.80
1 D 1680 | ARG | CG-CD-NE | -6.07 99.06 111.80
1 C 1680 | ARG | CG-CD-NE | -6.06 99.07 111.80
1 B 1680 | ARG | CG-CD-NE | -6.04 99.12 111.80
1 A 1566 | ARG | NE-CZ-NH1 | 5.63 123.12 120.30
1 B 1566 | ARG | NE-CZ-NH1 | 5.57 123.08 120.30
1 F 1566 | ARG | NE-CZ-NH1 | 5.56 123.08 120.30
1 D 1566 | ARG | NE-CZ-NH1 | 5.54 123.07 120.30
1 E 1566 | ARG | NE-CZ-NH1 | 5.44 123.02 120.30
1 C 1566 | ARG | NE-CZ-NH1 | 5.40 123.00 120.30
1 E 1264 | ARG | CG-CD-NE | -5.14 101.00 111.80
1 A 1264 | ARG | CG-CD-NE | -5.14 101.01 111.80
1 D 1264 | ARG | CG-CD-NE | -5.12 101.06 111.80
1 C 1264 | ARG | CG-CD-NE | -5.12 101.06 111.80
1 F 1264 | ARG | CG-CD-NE | -5.08 101.14 111.80
1 B 1264 | ARG | CG-CD-NE | -5.05 101.20 111.80
There are no chirality outliers.
All (24) planarity outliers are listed below:
$roe
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<
)

Chain | Res | Type | Group
1565 | GLY | Peptide
1565 | GLY | Peptide
1565 | GLY | Peptide
1565 | GLY | Peptide
1565 | GLY | Peptide
1565 | GLY | Peptide
1605 | VAL | Peptide
2046 | GLU | Peptide
975 | LYS | Peptide
1605 | VAL | Peptide
2046 | GLU | Peptide
975 | LYS | Peptide
1605 | VAL | Peptide
2046 | GLU | Peptide
975 | LYS | Peptide
1605 | VAL | Peptide
2046 | GLU | Peptide
975 | LYS | Peptide
1605 | VAL | Peptide
2046 | GLU | Peptide
975 | LYS | Peptide
1605 | VAL | Peptide
2046 | GLU | Peptide
975 | LYS | Peptide

wnl Bunl el B B ReM G GRS Rl ] Rustfas| Raui §pl Fep K] Res] o Hwi R@]lvs] iocg

NI NN NN NN P ] =]

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 13665 0 13647 107 0
1 B 13665 0 13647 103 0
1 C 13665 0 13647 99 0
1 D 13665 0 13647 100 0
1 E 13665 0 13647 107 0
1 F 13665 0 13647 103 0
2 G 16018 0 15993 110 0
2 H 16018 0 15993 114 0
2 I 16018 0 15993 111 0
2 J 16018 0 15993 111 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
2 K 16018 0 15993 112 0
2 L 16018 0 15993 115 0
3 A 13 0 0 1 0
3 B 13 0 0 1 0
3 C 13 0 0 1 0
3 D 13 0 0 1 0
3 E 13 0 0 1 0
3 F 13 0 0 1 0
4 G 31 0 19 2 0
4 H 31 0 19 2 0
4 I 31 0 19 2 0
4 J 31 0 19 2 0
4 K 31 0 19 2 0
4 L 31 0 19 2 0

All All 178362 0 177954 1206 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 3.

All (1206) 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)
3:B:1901:J8T:04 1:E:1417:SER:OG 1.97 0.82
3:C:1901:J8T:04 1:D:1417:SER:OG 1.98 0.81
3:A:1901:J8T:04 1:F:1417:SER:OG 1.98 0.79
2:K:894:ARG:NH1 2:K:898:ASP:0OD2 2.16 0.78
2:G:894:ARG:NH1 2:G:898:ASP:0OD2 2.16 0.78
2:H:1741:ILE:HG22 2:H:1983:ASN:HA 1.65 0.78
2:H:894:ARG:NH1 2:H:898:ASP:0D2 2.16 0.78
2:1:894:ARG:NH1 2:1:898:ASP:0OD2 2.16 0.78
1:C:1417:SER:OG 3:D:1901:J8T:04 2.01 0.78
2:L:1741:1LE:HG22 2:1:1983:ASN:HA 1.64 0.78
1:B:1417:SER:OG 3:E:1901:J8T:04 2.01 0.78
1:C:845:SER:OG 1:D:845:SER:OG 2.01 0.78
2:1:894:ARG:NH1 2:1:898:ASP:0OD2 2.16 0.77
2:J:894:ARG:NH1 2:J:898:ASP:0D2 2.16 0.77
2:K:1741:1LE:HG22 2:K:1983:ASN:HA 1.64 0.77
2:J:1741:1LE:HG22 2:J:1983:ASN:HA 1.64 0.77
1:A:845:SER:OG 1:F:845:SER:OG 2.01 0.77
2:1:1741:1LE:HG22 2:1:1983:ASN:HA 1.64 0.77
2:G:1741:1ILE:HG22 2:G:1983:ASN:HA 1.65 0.77

Continued on next page...
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:B:845:SER:OG 1:E:845:SER:OG 2.01 0.77
1:A:1417:SER:OG 3:F:1901:J8T:04 2.01 0.75
2:H:1739:GLU:O 2:H:1987:PRO:HD3 1.90 0.71
2:J:1739:GLU:O 2:J:1987:PRO:HD3 1.90 0.71
2:L:1739:GLU:O 2:L:1987:PRO:HD3 1.90 0.71
2:1:1739:GLU:O 2:1:1987:PRO:HD3 1.90 0.71
2:G:1739:GLU:O 2:G:1987:PRO:HD3 1.90 0.71
2:K:1739:GLU:O 2:K:1987:PRO:HD3 1.90 0.71
1:C:1261:PHE:CE1 1:F:1338:GLU:HG3 2.29 0.68
1:B:1338:GLU:HG3 1:D:1261:PHE:CE1 2.29 0.68
1:B:1261:PHE:CE1 1:D:1338:GLU:HG3 2.29 0.68
1:C:1338:GLU:HG3 1:F:1261:PHE:CE1 2.29 0.68
1:A:1261:PHE:CE1 1:E:1338:GLU:HG3 2.29 0.67
1:A:1338:GLU:HG3 1:E:1261:PHE:CE1 2.29 0.67
2:H:1742:VAL:HG22 | 2:H:1983:ASN:HD22 1.62 0.65
2:L:1742:VAL:HG22 | 2:L:1983:ASN:HD22 1.62 0.65
2:G:1742:VAL:HG22 | 2:G:1983:ASN:HD22 1.62 0.64
2:K:1742:VAL:HG22 | 2:K:1983:ASN:HD22 1.62 0.64
2:K:870:GLU:O 2:K:874:ASN:ND2 2.31 0.64
2:1:1742:VAL:HG22 2:1:1983:ASN:HD22 1.62 0.63
2:J:1742:VAL:HG22 | 2:J:1983:ASN:HD22 1.62 0.63
2:G:870:GLU:O 2:G:874:ASN:ND2 2.31 0.63
2:L:870:GLU:O 2:L:874:ASN:ND2 2.31 0.63
2:H:870:GLU:O 2:H:874:ASN:ND2 2.31 0.63
2:J:870:GLU:O 2:J:874:ASN:ND2 2.31 0.63
2:1:870:GLU:O 2:1:874:ASN:ND2 2.31 0.62
2:1:2015:THR:O 2:1:2017:-LYS:N 2.34 0.61
2:H:2015: THR:O 2:H:2017:LYS:N 2.34 0.61
2:J:2015: THR:O 2:J:2017:LYS:N 2.34 0.61
2:1:2015:THR:O 2:L:2017:LYS:N 2.34 0.61
1:B:1039:MET:O 1:B:1609:ARG:NH2 2.34 0.61
1:F:1039:MET:O 1:F:1609:ARG:NH2 2.34 0.61
2:H:245:GLN:HE21 2:H:505:GLY:HA2 1.66 0.61
2:J:1314:ARG:NH2 2:1.:315:PRO:O 2.34 0.60
2:1.:245:GLN:HE21 2:1:505:GLY:HA2 1.66 0.60
2:G:315:PRO:O 2:H:1314:ARG:NH2 2.34 0.60
2:1:245:GLN:HE21 2:1:505:GLY:HA2 1.66 0.60
2:J:245:GLN:HE21 2:J:505:GLY:HA2 1.66 0.60
2:H:315:PRO:O 2:1:1314:ARG:NH2 2.34 0.60
2:K:315:PRO:O 2:1:1314:ARG:NH2 2.35 0.60
2:J:315:PRO:O 2:K:1314:ARG:NH2 2.34 0.60

Continued on next page...



Page 23

Full wwPDB EM Validation Report

EMD-4578, 6QL6

Continued from previous page...

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:A:7T17:TYR:CZ 1:A:721:ILE:HD11 2.37 0.60
2:G:1314:ARG:NH2 2:1:315:PRO:O 2.34 0.60
2:G:1986:LYS:N 2:G:1987:PRO:HD2 2.17 0.60
1:D:1039:MET:O 1:D:1609:ARG:NH2 2.34 0.60
1:E:717:TYR:CZ 1:E:721:1ILE:HD11 2.37 0.60
2:K:1986:LYS:N 2:K:1987:PRO:HD2 2.17 0.60
2:H:1986:LYS:N 2:H:1987:PRO:HD2 2.17 0.59
2:G:245:GLN:HE21 2:G:505:GLY:HA2 1.66 0.59
1:C:1039:MET:O 1:C:1609:ARG:NH2 2.34 0.59
1:E:1039:MET:O 1:E:1609:ARG:NH2 2.34 0.59
1:A:1039:MET:O 1:A:1609:ARG:NH2 2.34 0.59
1:.C:717:TYR:CZ 1:C:721:ILE:HD11 2.37 0.59
1:D:717:'TYR:CZ 1:D:721:1ILE:HD11 2.37 0.59
2:1:1986:LYS:N 2:1:1987:PRO:HD2 2.17 0.59
2:K:245:GLN:HE21 2:K:505:GLY:HA2 1.66 0.59
2:1:1986:LYS:N 2:1:1987:PRO:HD2 2.17 0.59
2:L:231:LEU:HA 2:L:236:ILE:HD11 1.84 0.59
2:J:1986:LYS:N 2:J:1987:PRO:HD2 2.17 0.59
1:A:168:MET:SD 1:A:168:MET:N 2.75 0.59
1:E:168:MET:SD 1:E:168:MET:N 2.75 0.59
1:C:168:MET:SD 1:C:168:MET:N 2.75 0.59
1:D:168:MET:SD 1:D:168:MET:N 2.75 0.59
2:H:231:LEU:HA 2:H:236:ILE:HD11 1.84 0.59
2:K:2015: THR:O 2:K:2017:LYS:N 2.34 0.59
1:A:1276:GLN:O 1:A:1282: THR:HG21 2.03 0.58
1:B:717:TYR:CZ 1:B:721:ILE:HD11 2.37 0.58
2:1:1054:LEU:HB2 4:1:2101:FMN:HM72 1.84 0.58
2:J:1054:LEU:HB2 4:J:2101:FMN:HM72 1.84 0.58
2:G:2015:THR:O 2:G:2017:LYS:N 2.34 0.58
1:C:1276:GLN:O 1:C:1282: THR:HG21 2.03 0.58
1:D:1276:GLN:O 1:D:1282: THR:HG21 2.03 0.58
1.F:717:TYR:CZ 1:F:721:.1ILE:HD11 2.37 0.58
2:1:231:LEU:HA 2:1:236:1ILE:HD11 1.84 0.58
2:J:231:LEU:HA 2:J:236:ILE:HD11 1.84 0.58
1:E:1276:GLN:O 1:E:1282: THR:HG21 2.03 0.58
1:F:1276:GLN:O 1:F:1282: THR:HG21 2.03 0.58
2:K:231:LEU:HA 2:K:236:1ILE:HD11 1.84 0.58
2:G:231:LEU:HA 2:G:236:ILE:HD11 1.84 0.58
1:B:1276:GLN:O 1:B:1282: THR:HG21 2.03 0.58
2:K:1054:LEU:HB2 | 4:K:2101:FMN:HM72 1.86 0.58
2:G:1745:LYS:CE 2:G:1745:LYS:HA 2.34 0.58

Continued on next page...
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

2:K:1745:LYS:HA 2:K:1745:LYS:CE 2.34 0.58
2:G:1054:LEU:HB2 | 4:G:2101:FMN:HM72 1.86 0.58
2:H:1745:LYS:HA 2:H:1745:LYS:CE 2.34 0.58
2:L:1745:LYS:CE 2:L:1745:LYS:HA 2.34 0.58
2:1:1778:GLN:HB3 2:1:1831:VAL:HG13 1.86 0.57
2:J:1778:GLN:HB3 2:J:1831:VAL:HG13 1.86 0.57
1:A:161:LYS:HD2 1:A:166:ILE:HD11 1.85 0.57
1:E:1064:ASN:ND2 1:E:1073: THR:OG1 2.37 0.57
1:A:1064:ASN:ND2 1:A:1073: THR:OG1 2.37 0.57
2:1:1745:LYS:HA 2:1:1745:LYS:CE 2.34 0.57
2:J:1745:LYS:HA 2:J:1745:LYS:CE 2.34 0.57
2:H:234:ILE:N 2:H:235:PRO:CD 2.68 0.57
2:L:234:ILE:N 2:L:235:PRO:CD 2.68 0.57
2:G:1778:GLN:HB3 | 2:G:1831:VAL:HG13 1.86 0.57
1:C:1302:VAL:HG23 | 1:F:1302:VAL:HG23 1.86 0.57
1:E:161:LYS:HD2 1:E:166:ILE:HD11 1.86 0.57
2:H:1156:CYS:SG 2:H:1250:PRO:HD?2 2.45 0.57
2:K:1778:GLN:HB3 | 2:K:1831:VAL:HG13 1.86 0.57
2:L:1156:CYS:SG 2:L:1250:PRO:HD2 2.45 0.57
1:A:1302:VAL:HG23 | 1:E:1302:VAL:HG23 1.86 0.57
1:B:1302:VAL:HG23 | 1:D:1302:VAL:HG23 1.86 0.57
1:F:161:LYS:HD2 1:F:166:1ILE:HD11 1.85 0.57
2:G:1156:CYS:SG 2:G:1250:PRO:HD2 2.45 0.57
2:K:234:ILE:N 2:K:235:PRO:CD 2.68 0.57
2:G:234:ILE:N 2:G:235:PRO:CD 2.68 0.57
1:B:161:LYS:HD2 1:B:166:ILE:HD11 1.85 0.57
1:D:161:LYS:HD2 1:D:166:ILE:HD11 1.86 0.57
2:L:1054:LEU:HB2 | 4:L:2101:FMN:HM72 1.85 0.57
2:H:1054:LEU:HB2 | 4:H:2101:FMN:HM72 1.85 0.57
2:K:1156:CYS:SG 2:K:1250:PRO:HD2 2.45 0.57
1:C:1064:ASN:ND2 1:C:1073: THR:OG1 2.37 0.56
1:D:1064:ASN:ND2 1:D:1073:THR:0G1 2.37 0.56
2:H:1778:GLN:HB3 | 2:H:1831:VAL:HG13 1.86 0.56
2:G:1689:ASP:0O 2:G:1693:ARG:HB2 2.06 0.56
1:B:168:MET:SD 1:B:168: MET:N 2.75 0.56
1:C:161:LYS:HD2 1:C:166:1LE:HD11 1.86 0.56
1:F:1064:ASN:ND2 1:F:1073: THR:OG1 2.37 0.56
2:1:1866:PHE:CE1 2:1:1870:ALA:HB1 2.41 0.56
2:J:1156:CYS:SG 2:J:1250:PRO:HD2 2.45 0.56
2:J:1866:PHE:CE1 2:J:1870:ALA:HB1 2.41 0.56
2:1:1778:GLN:HB3 2:1:1831:VAL:HG13 1.86 0.56

Continued on next page...
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:B:1064:ASN:ND2 1:B:1073: THR:0G1 2.37 0.56
2:1:234:1ILE:N 2:1:235:PRO:CD 2.68 0.56
2:1:1156:CYS:SG 2:1:1250:PRO:HD2 2.45 0.56
2:J:234:.1LE:N 2:J:235:PRO:CD 2.68 0.56
2:K:1689:ASP:O 2:K:1693:ARG:HB2 2.06 0.56
1:F:168:MET:SD 1:F:168:MET:N 2.75 0.56
2:L:1451:GLN:N 2:L:1451:GLN:HE21 2.03 0.56
1:D:793:ARG:HA 1:D:797:- THR:HG23 1.88 0.56
2:G:1866:PHE:CE1 2:G:1870:ALA:HB1 2.41 0.56
2:H:1451:GLN:HE21 2:H:1451:GLN:N 2.04 0.56
2:H:1689:ASP:0O 2:H:1693:ARG:HB2 2.06 0.56
2:K:1866:PHE:CE1 2:K:1870:ALA:HB1 2.41 0.56
2:1:1689:ASP:O 2:1:1693:ARG:HB2 2.06 0.56
1:C:793:ARG:HA 1:C:797.: THR:HG23 1.88 0.56
2:1:1689:ASP:0O 2:1:1693:ARG:HB2 2.06 0.55
2:1:159:ILE:HA 2:1:271: THR:O 2.06 0.55
2:1:1451:GLN:HE21 2:1:1451:GLN:N 2.04 0.55
2:J:159:ILE:HA 2:J:271:THR:O 2.06 0.55
2:J:1451:GLN:N 2:J:1451:GLN:HE21 2.04 0.55
2:K:1451:GLN:HE21 2:K:1451:GLN:N 2.03 0.55
2:J:1689:ASP:0O 2:J:1693:ARG:HB2 2.06 0.55
1:D:1362:PRO:HA 1:D:1365:MET:SD 2.47 0.55
2:G:159:ILE:HA 2:G:271:THR:O 2.06 0.55
2:G:1451:GLN:HE21 2:G:1451:GLN:N 2.03 0.55
1:C:1362:PRO:HA 1:C:1365:MET:SD 2.47 0.55
2:H:159:1LE:HA 2:H:271:THR:O 2.06 0.5
2:L:159:ILE:HA 2:L:271: THR:O 2.06 0.55
2:1.:1866:PHE:CE1 2:1.:1870:ALA:HB1 2.41 0.55
2:K:159:ILE:HA 2:K:271:THR:O 2.06 0.55
1:C:1402:GLY:HA2 1:C:1658:PRO:HD3 1.88 0.55
2:H:1866:PHE:CE1 2:H:1870:ALA:HB1 2.41 0.55
2:K:52:ASP:O 2:K:63:LYS:NZ 2.40 0.55
2:G:52:ASP:O 2:G:63:LYS:NZ 2.40 0.55
1:B:1362:PRO:HA 1:B:1365:-MET:SD 2.47 0.55
1:F:1362:PRO:HA 1:F:1365:MET:SD 2.47 0.55
1:D:1402:GLY:HA2 1:D:1658:PRO:HD3 1.88 0.55
2:J:52:ASP:O 2:J:63:LYS:NZ 2.40 0.55
2:1:52:ASP:O 2:1:63:LYS:NZ 2.40 0.54
2:1:1775:GLN:HG2 2:1:1836:MET:CE 2.37 0.54
1:F:793:ARG:HA 1:F:797:-THR:HG23 1.88 0.54
1:F:1402:GLY:HA2 1:F:1658:PRO:HD3 1.88 0.54
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Atom-1 Atom-2 distance (A) overlap (A)
1:B:793:ARG:HA 1:B:797:-THR:HG23 1.88 0.54
2:J:1775:GLN:HG2 2:J:1836:MET:CE 2.37 0.54
2:G:1775:GLN:HG2 2:G:1836:MET:CE 2.37 0.54
1:E:793:ARG:HA 1:E:797:- THR:HG23 1.88 0.54
2:K:1775:GLN:HG2 2:K:1836:MET:CE 2.37 0.54
1:B:1402:GLY:HA2 1:B:1658:PRO:HD3 1.88 0.54
1:E:1402: GLY:HA2 1:E:1658:PRO:HD3 1.88 0.54
1:A:1402:GLY:HA2 1:A:1658:PRO:HD3 1.88 0.54
1:A:793:ARG:HA 1:A:797: THR:HG23 1.88 0.54
1:B:1414:ILE:HG12 1:D:1293:SER:HB2 1.90 0.54
1:A:1362:PRO:HA 1:A:1365:MET:SD 2.47 0.54
2:H:52:ASP:0O 2:H:63:LYS:NZ 2.40 0.54
2:1:52:ASP:O 2:L:63:LYS:NZ 2.40 0.54
1:C:1414:ILE:HG12 1:F:1293:SER:HB2 1.90 0.54
1:E:1362:PRO:HA 1:E:1365:MET:SD 2.47 0.54
1:D:966:LYS:CE 1:D:971:ASN:HD21 2.21 0.53
2:1:301: THR:HG21 2:1:448:VAL:HG21 1.90 0.53
2:J:301: THR:HG21 2:J:448:VAL:HG21 1.90 0.53
2:L:1775:GLN:HG2 2:L:1836:MET:CE 2.37 0.53
1:A:1414:1LE:HG12 1:E:1293:SER:HB2 1.90 0.53
1:B:1293:SER:HB2 1:D:1414:1LE:HG12 1.90 0.53
2:H:1775:GLN:HG2 2:H:1836:MET:CE 2.37 0.53
1:C:966:LYS:CE 1:C:971:ASN:HD21 2.22 0.53
1:F:966:LYS:CE 1:F:971:ASN:HD21 2.22 0.53
1:B:966:LYS:CE 1:B:971:ASN:HD21 2.22 0.53
1:C:1293:SER:HB2 1:F:1414:.1ILE:HG12 1.91 0.53
1:E:966:LYS:CE 1:E:971:ASN:HD21 2.21 0.53
1:F:1470:LEU:HD13 | 1:F:1489:ARG:HD2 1.91 0.53
1:A:1293:SER:HB2 1:E:1414:1LE:HG12 1.91 0.53
2:G:1956:ARG:HB3 2:G:1957:PRO:HD3 1.91 0.53
2:1:1956:ARG:HB3 2:L:1957:PRO:HD3 1.91 0.53
1:A:966:LYS:CE 1:A:971:ASN:HD21 2.22 0.53
1:B:1470:LEU:HD13 1:B:1489:ARG:HD2 1.91 0.53
2:1:1956:ARG:HB3 2:1:1957:PRO:HD3 1.91 0.53
1:B:986:ALA:HB2 1:B:1047:LEU:HD13 1.90 0.53
2:H:1956:ARG:HB3 2:H:1957:PRO:HD3 1.91 0.53
2:1:1330:GLY:HA2 2:1:1374: THR:HG21 1.91 0.53
2:J:1956:ARG:HB3 2:J:1957:PRO:HD3 1.91 0.53
2:G:1152:ALA:O 2:G:1156:CYS:HB2 2.09 0.52
2:H:301:THR:HG21 2:H:448:VAL:HG21 1.90 0.52
2:J:1330:GLY:HA2 2:J:1374:THR:HG21 1.91 0.52
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Atom-1 Atom-2 distance (A) overlap (A)
2:K:301: THR:HG21 2:K:448:VAL:HG21 1.90 0.52
2:K:1152:ALA:O 2:K:1156:CYS:HB2 2.09 0.52
2:K:1956:ARG:HB3 2:K:1957:PRO:HD3 1.91 0.52
2:G:301:THR:HG21 2:G:448:VAL:HG21 1.90 0.52
1:F:986:ALA:HB2 1:F:1047:LEU:HD13 1.91 0.52
2:L:301: THR:HG21 2:1:448:VAL:HG21 1.90 0.52
2:H:1152:ALA:O 2:H:1156:CYS:HB2 2.09 0.52
2:1:1152:ALA:O 2:1.:1156:CYS:HB2 2.09 0.52
1:A:986:ALA:HB2 1:A:1047:LEU:HD13 1.91 0.52
1:A:1246:CYS:SG 1:A:1327:CYS:SG 3.05 0.52
1:D:1470:LEU:HD13 | 1:D:1489:ARG:HD2 1.91 0.52
2:J:283:ILE:O 2:J:286: THR:HG22 2.09 0.52
1:A:1657:HIS:CD2 1:A:1658:PRO:HD2 2.45 0.52
2:G:1330:GLY:HA2 | 2:G:1374:THR:HG21 1.91 0.52
1:C:1470:LEU:HD13 | 1:C:1489:ARG:HD2 1.91 0.52
1:D:1657:HIS:CD2 1:D:1658:PRO:HD2 2.45 0.52
1:E:986:ALA:HB2 1:E:1047:-LEU:HD13 1.91 0.52
1:E:1246:CYS:SG 1:E:1327:CYS:SG 3.05 0.52
2:K:1330:GLY:HA2 | 2:K:1374:THR:HG21 1.92 0.52
1:C:986:ALA:HB2 1:C:1047:LEU:HD13 1.91 0.52
1:C:1657:HIS:CD2 1:C:1658:PRO:HD2 2.45 0.52
1:D:986:ALA:HB2 1:D:1047:LEU:HD13 1.91 0.52
1:E:1657:HIS:CD2 1:E:1658:PRO:HD2 2.45 0.52
2:1:283:ILE:O 2:1:286: THR:HG22 2.09 0.52
2:1:1152:ALA:O 2:1:1156:CYS:HB2 2.09 0.52
2:J:1152:ALA:O 2:J:1156:CYS:HB2 2.09 0.52
1:A:1036:ARG:NH1 1:A:1040:GLU:OE1 2.41 0.52
1:A:1470:LEU:HD13 | 1:A:1489:ARG:HD2 1.91 0.52
1:B:1583:HIS:CE1 1:B:1585:LYS:HA 2.45 0.52
1:C:1246:CYS:SG 1:C:1327:CYS:SG 3.05 0.52
1:D:1246:CYS:SG 1:D:1327:CYS:SG 3.05 0.52
1:E:1470:LEU:HD13 1:E:1489:ARG:HD2 1.91 0.52
1:F:1583:HIS:CE1 1:F:1585:LYS:HA 2.45 0.52
1:E:1036:ARG:NH1 1:E:1040:GLU:OE1 2.41 0.52
1:E:1583:HIS:CE1 1:E:1585:LYS:HA 2.45 0.52
2:H:283:1LE:O 2:H:286: THR:HG22 2.09 0.52
2:L:283:ILE:O 2:L:286: THR:HG22 2.09 0.52
1:B:1657:HIS:CD2 1:B:1658:PRO:HD?2 2.45 0.51
1:F:1657:HIS:CD2 1:F:1658:PRO:HD2 2.45 0.51
2:1:864:LEU:HD11 2:1:868:PHE:CZ 2.45 0.51
2:J:864:LEU:HD11 2:J:868:PHE:CZ 2.46 0.51
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Atom-1 Atom-2 distance (A) overlap (A)
1:A:1583:HIS:CE1 1:A:1585:LYS:HA 2.45 0.51
1:F:89:TYR:OH 2:1:1791:ASP:OD2 2.17 0.51
2:K:190:PHE:O 2:K:194:THR:0G1 2.28 0.51
1:B:89:TYR:OH 2:H:1791:ASP:0D2 2.18 0.51
2:H:864:LEU:HD11 2:H:868:PHE:CZ 2.46 0.51
2:H:1804:PHE:CZ 2:H:2010: TYR:HB2 2.46 0.51
2:1:864:LEU:HD11 2:L:868:PHE:CZ 2.46 0.51
1:A:1430:ARG:HG2 1:A:1430:ARG:O 2.11 0.51
2:G:190:PHE:O 2:G:194:THR:0G1 2.28 0.51
1:E:1430:ARG:O 1:E:1430:ARG:HG2 2.11 0.51
1:F:1030: TRP:O 1:F:1035: THR:OG1 2.27 0.51
2:1:90:GLU:O 2:1:94:CYS:SG 2.65 0.51
2:J:1343:VAL:O 2:J:1343:VAL:HG22 2.11 0.51
2:G:1804:PHE:CZ 2:G:2010:TYR:HB2 2.46 0.51
2:H:1330:GLY:HA2 | 2:H:1374:THR:HG21 1.91 0.51
2:1:1343: VAL:HG22 2:1:1343:VAL:O 2.11 0.51
2:1:1804:PHE:CZ 2:1:2010: TYR:HB2 2.46 0.51
2:J:1804:PHE:CZ 2:J:2010: TYR:HB2 2.46 0.51
2:K:1804:PHE:CZ 2:K:2010:TYR:HB2 2.46 0.51
2:L:1804:PHE:CZ 2:L:2010: TYR:HB2 2.46 0.51
2:G:283:ILE:O 2:G:286:THR:HG22 2.09 0.51
2:J:146:PHE:HA 2:J:149:VAL:HG12 1.93 0.51
2:K:283:ILE:O 2:K:286: THR:HG22 2.09 0.51
1:D:1583:HIS:CE1 1:D:1585:LYS:HA 2.44 0.51
2:1:146:PHE:HA 2:1:149:VAL:HG12 1.93 0.51
1:B:1248:GLY:O 1:B:1331:GLY:HA2 2.11 0.51
2:J:90:GLU:O 2:J:94:CYS:SG 2.65 0.51
2:1.:1330:GLY:HA2 | 2:1.:1374:THR:HG21 1.91 0.51
2:1.:1665: VAL:HA 2:1.:1805:ALA:O 2.11 0.51
1:A:1248:GLY:O 1:A:1331:GLY:HA2 2.11 0.51
2:G:864:LEU:HD11 2:G:868:PHE:CZ 2.46 0.51
1:F:1248:GLY:O 1:F:1331:GLY:HA2 2.11 0.51
2:H:1665:VAL:HA 2:H:1805:ALA:O 2.11 0.51
2:1:1665: VAL:HA 2:1:1805:ALA:O 2.11 0.51
2:J:1665:VAL:HA 2:J:1805:ALA:O 2.11 0.51
2:K:864:LEU:HD11 2:K:868:PHE:CZ 2.46 0.51
1:E:1248:GLY:O 1:E:1331:GLY:HA2 2.11 0.51
2:L:190:PHE:O 2:L:194:THR:OG1 2.28 0.51
2:H:1343:VAL:HG22 2:H:1343:VAL:O 2.11 0.50
2:G:9:LEU:HD21 2:G:34:GLN:HB2 1.93 0.50
1:C:1583:HIS:CE1 1:C:1585:LYS:HA 2.45 0.50
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1:D:1248:GLY:O 1:D:1331:GLY:HA2 2.11 0.50
1:F:1036:ARG:NH1 1:F:1040:GLU:OE1 2.40 0.50
2:1:1343:VAL:O 2:1:1343:VAL:HG22 2.11 0.50
2:H:106:ALA:HB2 2:H:545:GLN:HG2 1.94 0.50
2:K:9:LEU:HD21 2:K:34:GLN:HB2 1.94 0.50
2:1:106:ALA:HB2 2:L:545:GLN:HG2 1.94 0.50
2:G:1737:ILE:HD12 2:G:1739:GLU:HG2 1.94 0.50
1:C:89:TYR:OH 2:1:1791:ASP:0OD2 2.18 0.50
1:C:1248:GLY:O 1:C:1331:GLY:HA2 2.11 0.50
1:D:1430:ARG:O 1:D:1430:ARG:HG2 2.11 0.50
2:K:1343:VAL:HG22 2:K:1343:VAL:O 2.11 0.50
1:B:1036:ARG:NH1 1:B:1040:GLU:OE1 2.41 0.50
1:C:1430:ARG:O 1:C:1430:ARG:HG2 2.11 0.50
1:D:89:TYR:OH 2:J:1791:ASP:0D2 2.18 0.50
1:F:1430:ARG:HG2 1:F:1430:ARG:O 2.11 0.50
2:K:1737:1ILE:HD12 2:K:1739:GLU:HG2 1.94 0.50
2:L:9:LEU:HD21 2:L:34:GLN:HB2 1.94 0.50
2:G:1343:VAL:O 2:G:1343:VAL:HG22 2.11 0.50
2:G:1665:VAL:HA 2:G:1805:ALA:O 2.11 0.50
1:B:525:TYR:O 1:B:529:MET:HG2 2.12 0.50
1:B:1430:ARG:O 1:B:1430:ARG:HG2 2.11 0.50
2:H:9:LEU:HD21 2:H:34:GLN:HB2 1.94 0.50
2:G:146:PHE:HA 2:G:149:VAL:HG12 1.93 0.50
2:K:1665:VAL:HA 2:K:1805:ALA:O 2.11 0.50
2:L:1737:1ILE:HD12 2:1:1739:GLU:HG2 1.94 0.50
1:A:525:TYR:O 1:A:529:MET:HG2 2.12 0.50
2:G:1738:PHE:CD1 | 2:G:1837:THR:HG23 2.47 0.50
1:F:525:TYR:O 1:F:529:MET:HG2 2.12 0.50
2:1:1355:ASN:ND2 2:1:1408:SER:OG 2.45 0.50
2:J:1355:ASN:ND2 2:J:1408:SER:OG 2.45 0.50
2:K:1738:PHE:CD1 | 2:K:1837:THR:HG23 2.47 0.50
1:C:764:ASP:0OD1 1:C:810:LYS:NZ 2.45 0.49
1:D:764:ASP:OD1 1:D:810:LYS:NZ 2.45 0.49
1:E:525:TYR:O 1:E:529:MET:HG2 2.12 0.49
2:H:1737:ILE:HD12 2:H:1739:GLU:HG2 1.94 0.49
2:K:146:PHE:HA 2:K:149:VAL:HG12 1.93 0.49
2:G:106:ALA:HB2 2:G:545:GLN:HG2 1.94 0.49
1:D:198:PRO:HG3 1:D:212: THR:HG21 1.94 0.49
2:H:146:PHE:HA 2:H:149:VAL:HG12 1.93 0.49
2:H:297:ARG:O 2:H:301: THR:HG22 2.13 0.49
2:J:9:LEU:HD21 2:J:34:GLN:HB2 1.94 0.49
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2:K:297:ARG:O 2:K:301: THR:HG22 2.13 0.49
2:1:146:PHE:HA 2:1:149:VAL:HG12 1.93 0.49
2:L:297:ARG:O 2:L:301: THR:HG22 2.12 0.49
1:A:764:ASP:OD1 1:A:810:LYS:NZ 2.45 0.49
2:G:297:ARG:O 2:G:301:THR:HG22 2.13 0.49
2:H:1738:PHE:CD1 | 2:H:1837:THR:HG23 2.47 0.49
2:1:1737:.ILE:HD12 2:1:1739:GLU:HG2 1.94 0.49
2:J:17371ILE:HD12 2:J:1739:GLU:HG2 1.94 0.49
2:K:106:ALA:HB2 2:K:545:GLN:HG2 1.94 0.49
1:C:198:PRO:HG3 1:C:212: THR:HG21 1.95 0.49
2:1:9:LEU:HD21 2:1:34:GLN:HB2 1.94 0.49
1:E:764:ASP:OD1 1:E:810:LYS:NZ 2.45 0.49
2:L:1738:PHE:CD1 2:L:1837:-THR:HG23 2.47 0.49
1:F:764:ASP:0OD1 1:F:810:LYS:NZ 2.45 0.49
2:H:1355:ASN:ND2 2:H:1408:SER:OG 2.45 0.49
2:1::1355:ASN:ND2 2:1.:1408:SER:OG 2.45 0.49
1:B:764:ASP:OD1 1:B:810:LYS:NZ 2.45 0.49
1:E:89:TYR:OH 2:K:1791:ASP:0D2 2.17 0.49
2:K:1355:ASN:ND2 2:K:1408:SER:OG 2.45 0.49
2:G:1355:ASN:ND2 2:G:1408:SER:OG 2.45 0.49
1:F:901:MET:HE1 1:F:926:LEU:HB3 1.95 0.49
2:1:106:ALA:HB2 2:1:545:GLN:HG2 1.94 0.49
2:J:106:ALA:HB2 2:J:545:GLN:HG2 1.94 0.49
1:D:983:GLN:HE22 2:J:962:LYS:HD2 1.78 0.49
2:1:997:ALA:HA 2:1:1000:ILE:HD12 1.95 0.49
2:G:1739:GLU:HB2 2:G:1987:PRO:HB3 1.95 0.49
2:H:778:TYR:HB3 2:H:779:PRO:HD3 1.95 0.49
2:K:1739:GLU:HB2 2:K:1987:PRO:HB3 1.95 0.49
2:L:778:TYR:HB3 2:L:779:PRO:HD3 1.95 0.49
2:J:372:ASN:HB3 2:J:515:LEU:HD21 1.95 0.48
2:1:372: ASN:HB3 2:1:515:LEU:HD21 1.95 0.48
2:J:997:ALA:HA 2:J:1000:1ILE:HD12 1.95 0.48
1:A:89:TYR:OH 2:G:1791:ASP:0OD2 2.18 0.48
2:H:1331:TRP:O 2:H:1332:ARG:C 2.52 0.48
2:J:778: TYR:HB3 2:J:779:PRO:HD3 1.95 0.48
2:J:1738:PHE:CD1 2:J:1837: THR:HG23 2.47 0.48
2:L:1331: TRP:O 2:1:1332:ARG:C 2.52 0.48
2:1:297:ARG:O 2:1:301: THR:HG22 2.12 0.48
2:I:778: TYR:HB3 2:1:779:PRO:HD3 1.95 0.48
2:1:1738:PHE:CD1 2:1:1837:-THR:HG23 2.47 0.48
2:J:297:ARG:O 2:J:301: THR:HG22 2.13 0.48
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2:L:597:-MET:HA 4:1:2101:FMN:N5 2.28 0.48
1:F:198:PRO:HG3 1:F:212: THR:HG21 1.95 0.48
2:1:190:PHE:O 2:1:194: THR:OG1 2.28 0.48
2:J:190:PHE:O 2:J:194:THR:OG1 2.28 0.48
1:C:525:TYR:O 1:C:529:MET:HG2 2.12 0.48
1:C:983:GLN:HE22 2:1:962:LYS:HD2 1.78 0.48
1:E:198:PRO:HG3 1:E:212:THR:HG21 1.95 0.48
1:A:198:PRO:HG3 1:A:212:THR:HG21 1.95 0.48
1:B:198:PRO:HG3 1:B:212:THR:HG21 1.95 0.48
1:C:381:GLU:HG3 1:D:390:VAL:HG13 1.96 0.48
1:D:525: TYR:O 1:D:529:-MET:HG2 2.12 0.48
2:H:90:GLU:O 2:H:94:CYS:SG 2.65 0.48
2:1:1739:GLU:HB2 2:1:1987:PRO:HB3 1.95 0.48
2:H:597:-MET:HA 4:H:2101:FMN:N5 2.28 0.48
2:J:1739:GLU:HB2 2:J:1987:PRO:HB3 1.95 0.48
1:B:901:MET:HE1 1:B:926:LEU:HB3 1.96 0.48
1:D:1036:ARG:NH1 1:D:1040:GLU:OE1 2.41 0.48
2:L:90:GLU:O 2:L:94:CYS:SG 2.65 0.48
2:G:997:ALA:HA 2:G:1000:ILE:HD12 1.95 0.47
1:B:1486:LEU:HG 1:B:1756:ILE:HD11 1.96 0.47
1:E:983:GLN:HE22 2:K:962:LYS:HD2 1.79 0.47
1:F:400:ARG:NH1 1:F:715: THR:HG21 2.29 0.47
2:H:997:ALA:HA 2:H:1000:ILE:HD12 1.95 0.47
2:H:1443:VAL:O 2:H:1446:SER:HB3 2.14 0.47
2:1:234:]ILE:HG21 2:1:425:SER:HB3 1.96 0.47
2:J:234:ILE:HG21 2:J:425:SER:HB3 1.96 0.47
2:1:997:ALA:HA 2:L:1000:ILE:HD12 1.95 0.47
1:A:983:GLN:HE22 2:G:962:LYS:HD2 1.79 0.47
1:C:44:VAL:CG1 1:C:78:ILE:HG13 2.45 0.47
1:C:390:VAL:HG13 1:D:381:GLU:HG3 1.96 0.47
1:C:1036:ARG:NH1 1:C:1040:GLU:OE1 2.41 0.47
1:D:1119:LYS:HE2 1:D:1341:PHE:CD1 2.49 0.47
2:1:1443:VAL:O 2:1:1446:SER:HB3 2.14 0.47
2:J:1443:VAL:O 2:J:1446:SER:HB3 2.14 0.47
2:K:997:ALA:HA 2:K:1000:ILE:HD12 1.95 0.47
2:G:372:ASN:HB3 2:G:515:LEU:HD21 1.95 0.47
1:B:400:ARG:NH1 1:B:715: THR:HG21 2.29 0.47
1:D:44:VAL:CG1 1:D:78:ILE:HG13 2.45 0.47
2:H:848:SER:HB3 2:H:854:ILE:HD11 1.96 0.47
2:K:372:ASN:HB3 2:K:515:LEU:HD21 1.95 0.47
2:K:1443:VAL:O 2:K:1446:SER:HB3 2.14 0.47
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2:1.:848:SER:HB3 2:L:854:ILE:HD11 1.96 0.47
2:1.:1443:VAL:O 2:1.:1446:SER:HB3 2.14 0.47
1:A:1239:HIS:CE1 1:A:1717:ASP:O 2.68 0.47
2:G:1443:VAL:O 2:G:1446:SER:HB3 2.14 0.47
1:F:1486:LEU:HG 1:F:1756:1LE:HD11 1.96 0.47
2:J:848:SER:HB3 2:J:854:ILE:HD11 1.96 0.47
2:K:778: TYR:HB3 2:K:779:PRO:HD3 1.95 0.47
2:1.:1739:GLU:HB2 2:1.:1987:PRO:HB3 1.95 0.47
1:B:390:VAL:HG13 1:E:381:GLU:HG3 1.95 0.47
1:B:1119:LYS:HE2 1:B:1341:PHE:CD1 2.49 0.47
1:B:1239:HIS:CE1 1:B:1717:ASP:0O 2.68 0.47
1:C:1119:LYS:HE2 1:C:1341:PHE:CD1 2.49 0.47
1:E:1239:HIS:CE1 1:E:1717:ASP:O 2.68 0.47
1:F:983:GLN:HE22 2:1:962:LYS:HD2 1.79 0.47
1:F:1239:HIS:CE1 1:F:1717:ASP:O 2.68 0.47
2:1:848:SER:HB3 2:1:854:1LE:HD11 1.96 0.47
2:K:848:SER:HB3 2:K:854:.1LE:HD11 1.97 0.47
2:G:778: TYR:HB3 2:G:779:PRO:HD3 1.95 0.47
2:G:848:SER:HB3 2:G:854:1ILE:HD11 1.97 0.47
2:G:1426:THR:HG23 | 2:G:1470:THR:HG23 1.97 0.47
1:B:44:VAL:CG1 1:B:78:ILE:HG13 2.45 0.47
1:E:655:LEU:HD22 1:E:916:LEU:HD11 1.97 0.47
1:F:44:VAL:CG1 1:F:78:ILE:HG13 2.45 0.47
1:F:1119:LYS:HE2 1:F:1341:PHE:CD1 2.49 0.47
2:H:1739:GLU:HB2 2:H:1987:PRO:HB3 1.95 0.47
2:J:1331: TRP:O 2:J:1332:ARG:C 2.52 0.47
2:K:1331:TRP:O 2:K:1332:ARG:C 2.52 0.47
2:K:1426: THR:HG23 | 2:K:1470:THR:HG23 1.97 0.47
1:A:390:VAL:HG13 1:F:381:GLU:HG3 1.96 0.47
1:A:400:ARG:NH1 1:A:715:THR:HG21 2.29 0.47
1:A:655:LEU:HD22 1:A:916:LEU:HD11 1.97 0.47
2:G:1331:TRP:O 2:G:1332:ARG:C 2.52 0.47
1:B:381:GLU:HG3 1:E:390:VAL:HG13 1.96 0.47
1:C:1486:LEU:HG 1:C:1756:1LE:HD11 1.96 0.47
1:D:983:GLN:HE22 2:J:962:LYS:CD 2.27 0.47
1:E:1119:LYS:HE2 1:E:1341:PHE:CD1 2.49 0.47
2:H:372:ASN:HB3 2:H:515:LEU:HD21 1.95 0.47
2:1:597:MET:HA 4:1:2101:FMN:N5 2.30 0.47
2:1:1331: TRP:O 2:1:1332:ARG:C 2.52 0.47
2:J:597:-MET:HA 4:J:2101:FMN:N5 2.30 0.47
2:1.:372: ASN:HB3 2:L:515:LEU:HD21 1.95 0.47
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1:A:1119:LYS:HE2 1:A:1341:PHE:CD1 2.49 0.47
2:G:805:VAL:HG22 2:G:1070:ILE:HD13 1.97 0.47
1:D:1486:LEU:HG 1:D:1756:1LE:HD11 1.96 0.47
1:E:1486:LEU:HG 1:E:1756:1LE:HD11 1.96 0.47
2:1:1426: THR:HG23 | 2:1:1470: THR:HG23 1.97 0.47
2:K:805:VAL:HG22 2:K:1070:ILE:HD13 1.97 0.47
1:A:864:VAL:HG22 1:A:921:PRO:HB3 1.97 0.47
2:G:597:MET:HA 4:G:2101:FMN:N5 2.29 0.47
1:C:1427:THR:O 1:C:1430:ARG:HD2 2.15 0.47
1:E:44:VAL:CG1 1:E:78:ILE:HG13 2.45 0.47
1:E:400:ARG:NH1 1:E:715:-THR:HG21 2.29 0.47
1:E:864:VAL:HG22 1:E:921:PRO:HB3 1.97 0.47
2:H:1854:MET:HA 2:H:1907:LEU:HD21 1.97 0.47
2:J:1426: THR:HG23 | 2:J:1470:THR:HG23 1.97 0.47
1:A:381:GLU:HG3 1:F:390:VAL:HG13 1.96 0.47
1:A:1486:LEU:HG 1:A:1756:1LE:HD11 1.96 0.47
1:B:901:MET:CE 1:B:926:LEU:HB3 2.45 0.47
1:B:1427: THR:O 1:B:1430:ARG:HD2 2.15 0.47
1:C:1239:HIS:CE1 1:C:1717:ASP:O 2.68 0.47
1:E:338:LEU:HD11 1:E:342:GLN:HE21 1.80 0.47
1:F:901:MET:CE 1:F:926:LEU:HB3 2.45 0.47
2:L:1854:MET:HA 2:1:1907:LEU:HD21 1.97 0.47
1:A:338:LEU:HD11 1:A:342:GLN:HE21 1.80 0.46
1:B:983:GLN:HE22 2:H:962:LYS:HD2 1.79 0.46
1:C:1418:VAL:N 1:C:1419:PRO:CD 2.78 0.46
1:D:1239:HIS:CE1 1:D:1717:ASP:O 2.68 0.46
1:D:1427:THR:O 1:D:1430:ARG:HD2 2.15 0.46
1:E:1427:THR:O 1:E:1430:ARG:HD2 2.15 0.46
1:F:1427:THR:O 1:F:1430:ARG:HD2 2.15 0.46
2:H:1663: THR:HA 2:H:1803:THR:O 2.16 0.46
2:K:597:MET:HA 4:K:2101:FMN:N5 2.29 0.46
2:1:1663: THR:HA 2:L:1803:THR:O 2.16 0.46
1:A:44:VAL:CG1 1:A:78:ILE:HG13 2.45 0.46
1:A:538:GLU:OE2 1:A:633:GLU:HA 2.16 0.46
2:G:234:1LE:HG21 2:G:425:SER:HB3 1.96 0.46
1:C:655:LEU:HD22 1:C:916:LEU:HD11 1.97 0.46
1:D:1418:VAL:N 1:D:1419:PRO:CD 2.78 0.46
1:E:529:MET:HE2 1:E:896:PHE:HE1 1.80 0.46
1:E:538:GLU:OE2 1:E:633:GLU:HA 2.16 0.46
1:F:983:GLN:HE22 2:1:962:LYS:CD 2.28 0.46
2:J:1745:LYS:HA 2:J:1745:LYS:HE2 1.97 0.46
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1:A:1427:THR:O 1:A:1430:ARG:HD2 2.15 0.46
1:C:538:GLU:OE2 1:C:633:GLU:HA 2.16 0.46
1:C:983:GLN:HE22 2:1:962:LYS:CD 2.28 0.46
1:D:538:GLU:OE2 1:D:633:GLU:HA 2.16 0.46
1:D:655:LEU:HD22 1:D:916:LEU:HD11 1.97 0.46
2:H:1745:LYS:HA 2:H:1745:LYS:HE2 1.97 0.46
2:1:234: ILE:HG21 2:L:425:SER:HB3 1.96 0.46
1:A:529:-MET:HE2 1:A:896:PHE:HE1 1.80 0.46
2:G:1854:MET:HA 2:G:1907:LEU:HD21 1.97 0.46
1:C:966:LYS:HE3 1:C:971:ASN:HD21 1.81 0.46
1:F:733:ILE:HD13 1:F:763: TRP:CH2 2.50 0.46
1:F:1418:VAL:N 1:F:1419:PRO:CD 2.78 0.46
2:H:234:.1LE:HG21 2:H:425:SER:HB3 1.96 0.46
2:1:1663: THR:HA 2:1:1803:THR:O 2.16 0.46
2:1:1745:LYS:HA 2:1:1745:LYS:HE2 1.98 0.46
2:J:1663: THR:HA 2:J:1803: THR:O 2.16 0.46
1:A:901:MET:CE 1:A:926:LEU:HB3 2.45 0.46
1:B:733:ILE:HD13 1:B:763: TRP:CH2 2.50 0.46
1:C:338:LEU:HD11 1:C:342:GLN:HE21 1.80 0.46
1:C:400:ARG:NH1 1:C:715: THR:HG21 2.29 0.46
1:D:400:ARG:NH1 1:D:715:THR:HG21 2.29 0.46
2:H:1426: THR:HG23 | 2:H:1470: THR:HG23 1.97 0.46
2:1:1313:SER:HB2 2:1:1319:MET:HE3 1.98 0.46
2:J:1313:SER:HB2 2:J:1319:MET:HE3 1.98 0.46
2:K:234:1ILE:HG21 2:K:425:SER:HB3 1.96 0.46
1:A:733:ILE:HD13 1:A:763: TRP:CH2 2.50 0.46
1:A:1152:VAL:HG23 | 1:A:1167:LEU:HD12 1.98 0.46
1:A:1418:VAL:N 1:A:1419:PRO:CD 2.78 0.46
2:G:754:TYR:CD1 2:G:794:MET:HG2 2.51 0.46
1:B:1418:VAL:N 1:B:1419:PRO:CD 2.78 0.46
1:C:1152:VAL:HG23 | 1:C:1167:LEU:HD12 1.98 0.46
1:D:864:VAL:HG22 1:D:921:PRO:HB3 1.97 0.46
1:F:538:GLU:OE2 1:F:633:GLU:HA 2.15 0.46
2:J:1854:MET:HA 2:J:1907:LEU:HD21 1.97 0.46
2:K:1854:MET:HA 2:K:1907:LEU:HD21 1.97 0.46
2:L:754:TYR:CD1 2:L:794:MET:HG2 2.51 0.46
2:1:1426: THR:HG23 | 2:L:1470: THR:HG23 1.97 0.46
2:G:29:ILE:O 2:G:32:GLN:HB3 2.16 0.46
2:G:1081:HIS:O 2:G:1085:LEU:HB2 2.16 0.46
1:B:1152:VAL:HG23 | 1:B:1167:LEU:HD12 1.98 0.46
1:E:733:ILE:HD13 1:E:763: TRP:CH2 2.51 0.46
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1:E:1152:VAL:HG23 | 1:E:1167:LEU:HD12 1.98 0.46
1:E:1418:VAL:N 1:E:1419:PRO:CD 2.78 0.46
1:F:1625:LEU:HD23 1:F:1626:TYR:N 2.31 0.46
2:H:754:TYR:CD1 2:H:794:-MET:HG2 2.51 0.46
2:K:29:ILE:O 2:K:32:GLN:HB3 2.16 0.46
2:K:754:TYR:CD1 2:K:794:MET:HG2 2.51 0.46
2:K:1081:HIS:O 2:K:1085:LEU:HB2 2.16 0.46
2:1:29:1LE:O 2:1.:32:GLN:HB3 2.16 0.46
2:1:1745:LYS:HA 2:L:1745:LYS:HE2 1.98 0.46
1:C:864:VAL:HG22 1:C:921:PRO:HB3 1.97 0.46
1:C:901:MET:CE 1:C:926:LEU:HB3 2.45 0.46
1:E:901:-MET:CE 1:E:926:LEU:HB3 2.45 0.46
2:H:29:ILE:O 2:H:32:GLN:HB3 2.16 0.46
2:1:1339:PHE:N 2:1:1340:PRO:CD 2.79 0.46
2:1:1854:MET:HA 2:1:1907:LEU:HD21 1.97 0.46
2:K:90:GLU:O 2:K:94:CYS:SG 2.65 0.46
2:L:1081:HIS:O 2:L:1085:LEU:HB2 2.16 0.46
2:G:90:GLU:O 2:G:94:CYS:SG 2.65 0.46
2:G:1339:PHE:N 2:G:1340:PRO:CD 2.79 0.46
1:B:1448:ARG:HD2 1:B:1508: TRP:O 2.16 0.46
1:B:1625:LEU:HD23 1:B:1626:TYR:N 2.31 0.46
1:C:1448:ARG:HD2 1:C:1508:TRP:O 2.16 0.46
1:D:338:LEU:HD11 1:D:342:GLN:HE21 1.80 0.46
1:D:1152:VAL:HG23 | 1:D:1167:LEU:HD12 1.98 0.46
1:F:655:LEU:HD22 1:F¥:916:LEU:HD11 1.98 0.46
1:F:1152:VAL:HG23 | 1:F:1167:LEU:HD12 1.98 0.46
2:H:1081:HIS:O 2:H:1085:LEU:HB2 2.16 0.46
2:1:805:VAL:HG22 2:1:1070:ILE:HD13 1.97 0.46
2:J:1339:PHE:N 2:J:1340:PRO:CD 2.79 0.46
2:K:1313:SER:HB2 2:K:1319:MET:HE3 1.98 0.46
2:K:1339:PHE:N 2:K:1340:PRO:CD 2.79 0.46
1:B:338:LEU:HD11 1:B:342:GLN:HE21 1.81 0.46
1:B:538:GLU:OE2 1:B:633:GLU:HA 2.16 0.46
1:F:865:CYS:HB2 1:F:917:CYS:SG 2.56 0.46
1:F:1448:ARG:HD2 1:F:1508:TRP:O 2.16 0.46
2:1:29:ILE:O 2:1:32:GLN:HB3 2.16 0.46
2:J:805:VAL:HG22 2:J:1070:ILE:HD13 1.97 0.46
2:K:1663: THR:HA 2:K:1803: THR:O 2.16 0.46
1:B:865:CYS:HB2 1:B:917:CYS:SG 2.56 0.45
1:B:983:GLN:HE22 2:H:962:LYS:CD 2.29 0.45
1:B:1302:VAL:CG2 1:D:1302:VAL:CG2 2.94 0.45
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Atom-1 Atom-2 distance (A) overlap (A)
1:C:1625:LEU:HD23 1:C:1626:TYR:N 2.31 0.45
1:D:901:MET:CE 1:D:926:LEU:HB3 2.45 0.45
1:F:338:LEU:HD11 1:F:342:GLN:HE21 1.81 0.45
2:J:29:ILE:O 2:J:32:GLN:HB3 2.16 0.45
2:G:1663: THR:HA 2:G:1803: THR:O 2.16 0.45
1:B:1246:CYS:SG 1:B:1327:CYS:SG 3.05 0.45
1:C:1302:VAL:CG2 1:F:1302:VAL:CG2 2.94 0.45
1:D:865:CYS:HB2 1:D:917:CYS:SG 2.56 0.45
1:D:966:LYS:HE3 1:D:971:ASN:HD21 1.82 0.45
1:D:1448:ARG:HD2 1:D:1508: TRP:O 2.16 0.45
1:F:966:LYS:HE2 1:F:971:ASN:HD21 1.81 0.45
1:A:1302:VAL:CG2 1:E:1302: VAL:CG2 2.94 0.45
2:G:1745:LYS:HA 2:G:1745:LYS:HE2 1.98 0.45
1:B:864:VAL:HG22 1:B:921:PRO:HB3 1.97 0.45
1:C:865:CYS:HB2 1:C:917:CYS:SG 2.56 0.45
1:C:1307:THR:HG22 | 1:C:1586:GLY:HA2 1.99 0.45
1:D:966:LYS:HE2 1:D:971:ASN:HD21 1.81 0.45
1:D:1625:LEU:HD23 1:D:1626: TYR:N 2.31 0.45
1:E:865:CYS:HB2 1:E:917:CYS:SG 2.56 0.45
1:E:966:LYS:HE2 1:E:971:ASN:HD21 1.81 0.45
1:F:1246:CYS:SG 1:F:1327:CYS:SG 3.05 0.45
2:K:1745:LYS:HA 2:K:1745:LYS:HE2 1.97 0.45
2:1:1339:PHE:N 2:1.:1340:PRO:CD 2.79 0.45
2:G:1313:SER:HB2 2:G:1319:MET:HE3 1.98 0.45
1:B:966:LYS:HE3 1:B:971:ASN:HD21 1.81 0.45
2:H:805:VAL:HG22 2:H:1070:ILE:HD13 1.97 0.45
2:1:184:VAL:HG12 2:I:188:ILE:HG12 1.99 0.45
2:K:184:VAL:HG12 2:K:188:ILE:HG12 1.99 0.45
1:A:865:CYS:HB2 1:A:917:CYS:SG 2.56 0.45
1:B:655:LEU:HD22 1:B:916:LEU:HD11 1.99 0.45
1:B:966:LYS:HE2 1:B:971:ASN:HD21 1.82 0.45
1:D:982:ILE:HD13 2:J:955:GLU:HB2 1.99 0.45
1:D:1307:THR:HG22 | 1:D:1586:GLY:HA2 1.99 0.45
1:E:1673:TYR:CZ 1:E:1677:VAL:HG21 2.52 0.45
1:F:864:VAL:HG22 1:F:921:PRO:HB3 1.97 0.45
2:H:1339:PHE:N 2:H:1340:PRO:CD 2.79 0.45
2:J:184:VAL:HG12 2:J:188:ILE:HG12 1.99 0.45
2:1:805:VAL:HG22 2:L:1070:1ILE:HD13 1.97 0.45
2:G:194:THR:O 2:G:198:LEU:HD23 2.17 0.45
1:E:966:LYS:HE3 1:E:971:ASN:HD21 1.81 0.45
1:E:1448:ARG:HD2 1:E:1508:TRP:O 2.16 0.45
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1:E:1625:LEU:HD23 1:E:1626:TYR:N 2.31 0.45
2:1:754:TYR:CD1 2:1:794:MET:HG2 2.51 0.45
2:K:194:THR:O 2:K:198:LEU:HD23 2.17 0.45
1:A:966:LYS:HE2 1:A:971:ASN:HD21 1.82 0.45
1:A:1448:ARG:HD2 1:A:1508:TRP:O 2.16 0.45
2:G:184:VAL:HG12 2:G:188:ILE:HG12 1.99 0.45
1:D:733:1ILE:HD13 1:D:763: TRP:CH2 2.50 0.45
1:F:966:LYS:HE3 1:F:971:ASN:HD21 1.81 0.45
2:H:1313:SER:HB2 2:H:1319:MET:HE3 1.98 0.45
1:A:966:LYS:HE3 1:A:971:ASN:HD21 1.81 0.45
1:A:1625:LEU:HD23 1:A:1626:TYR:N 2.31 0.45
1:A:1673:TYR:CZ 1:A:1677:VAL:HG21 2.52 0.45
1:B:1307:THR:HG22 | 1:B:1586:GLY:HA2 1.99 0.45
1:C:733:1ILE:HD13 1:C:763: TRP:CH2 2.50 0.45
2:1:194:THR:O 2:L:198:LEU:HD23 2.17 0.45
2:1:1313:SER:HB2 2:L:1319:MET:HE3 1.98 0.45
2:G:96:LEU:HD11 2:G:101:ILE:HA 1.99 0.45
1:C:982:1LE:HD13 2:1:955:GLU:HB2 1.99 0.45
1:E:1307:-THR:HG22 1:E:1586:GLY:HA2 1.99 0.45
1:F:1307: THR:HG22 1:F:1586:GLY:HA2 1.99 0.45
1:F:1370: THR:HG22 1:F:1372: THR:H 1.82 0.45
2:H:194:THR:O 2:H:198:LEU:HD23 2.17 0.45
2:J:754:TYR:CD1 2:J:794:MET:HG2 2.51 0.45
2:K:96:LEU:HD11 2:K:101:ILE:HA 1.99 0.45
1:A:1307:THR:HG22 | 1:A:1586:GLY:HA2 1.99 0.45
1:B:1370: THR:HG22 1:B:1372: THR:H 1.82 0.45
1:C:966:LYS:HE2 1:C:971:ASN:HD21 1.82 0.45
2:H:430:HIS:CE1 2:H:431:LEU:HD13 2.52 0.45
2:1:1775:GLN:HG2 2:1:1836:MET:SD 2.58 0.45
2:1:1981:LEU:HD23 2:1:1981:LEU:H 1.82 0.45
1:A:176:VAL:HG11 1:A:179:LYS:O 2.17 0.44
2:G:1981:LEU:HD23 2:G:1981:LEU:H 1.82 0.44
1:B:1561:MET:O 1:B:1566:ARG:HB2 2.17 0.44
1:D:1561:MET:O 1:D:1566:ARG:HB2 2.17 0.44
1:F:1673:TYR:CZ 1:F:1677:VAL:HG21 2.52 0.44
2:H:190:PHE:O 2:H:194: THR:OG1 2.28 0.44
2:H:1981:LEU:H 2:H:1981:LEU:HD23 1.82 0.44
2:1:1866:PHE:CD1 2:1:1870:ALA:HB1 2.53 0.44
2:1:430:HIS:CE1 2:1:431:LEU:HD13 2.52 0.44
2:1:1981:LEU:HD23 2:1:1981:LEU:H 1.82 0.44
2:G:430:HIS:CE1 2:G:431:LEU:HD13 2.52 0.44
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:B:529:MET:HE2 1:B:896:PHE:HE1 1.82 0.44
1:C:378:LEU:HD23 1:D:378:LEU:HD23 1.99 0.44
1:C:1561:MET:O 1:C:1566:ARG:HB2 2.17 0.44
1:E:176:VAL:HG11 1:E:179:LYS:O 2.18 0.44
1:F:529:MET:HE2 1:F:896:PHE:HE1 1.82 0.44
1:F:1561:MET:O 1:F:1566:ARG:HB2 2.17 0.44
2:1:430:HIS:CE1 2:1:431:LEU:HD13 2.52 0.44
2:1:1081:HIS:O 2:1:1085:LEU:HB2 2.16 0.44
2:1:1551:GLU:N 2:1:1552:PRO:CD 2.81 0.44
2:J:430:HIS:CE1 2:J:431:LEU:HD13 2.52 0.44
2:J:1775:GLN:HG2 2:J:1836:MET:SD 2.58 0.44
2:J:1866:PHE:CD1 2:J:1870:ALA:HB1 2.53 0.44
2:K:430:HIS:CE1 2:K:431:LEU:HD13 2.52 0.44
2:K:1142:LEU:O 2:K:1150:ARG:NE 2.51 0.44
2:K:1775:GLN:HG2 2:K:1836:MET:SD 2.58 0.44
1:A:378:LEU:HD23 1:F:378:LEU:HD23 1.98 0.44
2:G:1142:LEU:O 2:G:1150:ARG:NE 2.51 0.44
2:G:1775:GLN:HG2 2:G:1836:MET:SD 2.58 0.44
1:D:21:GLN:HE21 1:D:21:GLN:HB3 1.60 0.44
1:E:983:GLN:HE22 2:K:962:LYS:CD 2.29 0.44
2:J:1081:HIS:O 2:J:1085:LEU:HB2 2.16 0.44
2:J:1551:GLU:N 2:J:1552:PRO:CD 2.81 0.44
2:J:1981:LEU:H 2:J:1981:LEU:HD23 1.82 0.44
2:K:1981:LEU:HD23 2:K:1981:LEU:H 1.82 0.44
1:B:378:LEU:HD23 1:E:378:LEU:HD23 1.98 0.44
1:B:1673:TYR:CZ 1:B:1677:VAL:HG21 2.52 0.44
1:C:21:GLN:HE21 1:C:21:GLN:HB3 1.60 0.44
2:1:1551:GLU:N 2:1:1552:PRO:CD 2.81 0.44
1:A:768:ILE:HD11 1:A:806:VAL:HG11 2.00 0.44
2:G:1551:GLU:N 2:G:1552:PRO:CD 2.80 0.44
1:C:176:VAL:HG11 1:C:179:LYS:O 2.17 0.44
1:D:1370: THR:HG22 1:D:1372: THR:H 1.82 0.44
2:H:1551:GLU:N 2:H:1552:PRO:CD 2.81 0.44
2:J:1142:LEU:O 2:J:1150:ARG:NE 2.51 0.44
1:A:983:GLN:HE22 2:G:962:LYS:CD 2.30 0.44
1:A:1552:ASN:O 1:A:1556: THR:HG23 2.18 0.44
1:E:768:ILE:HD11 1:E:806:VAL:HG11 2.00 0.44
1:E:1552:ASN:O 1:E:1556: THR:HG23 2.18 0.44
2:1:194:THR:O 2:I:198:LEU:HD23 2.17 0.44
2:1:1142:LEU:O 2:1:1150:ARG:NE 2.51 0.44
2:K:1551:GLU:N 2:K:1552:PRO:CD 2.81 0.44
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Atom-1 Atom-2 distance (A) overlap (A)
2:G:665:LEU:O 2:G:665:LEU:HD22 2.18 0.44
1:B:1552:ASN:O 1:B:1556: THR:HG23 2.18 0.44
1:C:1370: THR:HG22 1:C:1372:THR:H 1.82 0.44
2:1:1866:PHE:HE1 2:1:1870:ALA:HB1 1.82 0.44
2:J:593:LEU:O 2:J:800:LEU:HA 2.18 0.44
2:J:1866:PHE:HE1 2:J:1870:ALA:HB1 1.82 0.44
2:K:665:LEU:O 2:K:665:LEU:HD22 2.18 0.44
2:1.:1866:PHE:CD1 2:1.:1870:ALA:HB1 2.53 0.44
2:G:1866:PHE:CD1 2:G:1870:ALA:HB1 2.53 0.44
1:D:176:VAL:HG11 1:D:179:LYS:O 2.18 0.44
1:F:1552:ASN:O 1:F:1556: THR:HG23 2.18 0.44
2:H:1866:PHE:CD1 2:H:1870:ALA:HB1 2.53 0.44
2:1:593:LEU:O 2:1:800:LEU:HA 2.18 0.44
2:J:194:THR:O 2:J:198:LEU:HD23 2.17 0.44
1:A:337:VAL:HG12 1:A:341:GLN:HE21 1.83 0.44
1:A:472:LEU:HD13 1:A:472:LEU:C 2.39 0.44
2:G:1422:THR:HG22 | 2:G:1474:PHE:CD1 2.53 0.44
1:C:472:LEU:HD13 1:C:472:LEU:C 2.39 0.44
1:C:768:ILE:HD11 1:C:806:VAL:HG11 2.00 0.44
1:D:472:LEU:C 1:D:472:LEU:HD13 2.39 0.44
1:D:739:GLN:O 1:D:798:ASN:ND2 2.37 0.44
1:D:768:ILE:HD11 1:D:806:VAL:HG11 2.00 0.44
1:E:337:VAL:HG12 1:E:341:GLN:HE21 1.83 0.44
1:E:472:LEU:C 1:E:472:LEU:HD13 2.39 0.44
1:F:680:ILE:HG23 1:F:705:VAL:HG22 1.99 0.44
2:H:96:LEU:HD11 2:H:101:ILE:HA 1.99 0.44
2:H:99:ASN:HD21 2:H:550:VAL:H 1.66 0.44
2:H:184:VAL:HG12 2:H:188:ILE:HG12 1.99 0.44
2:H:665:LEU:HD22 2:H:665:LEU:O 2.18 0.44
2:1:679:LEU:HB3 2:1:700:LEU:HD13 2.00 0.44
2:K:1866:PHE:CD1 2:K:1870:ALA:HB1 2.53 0.44
2:L:96:LEU:HD11 2:L:101:ILE:HA 1.99 0.44
2:L:665:LEU:O 2:1:665:LEU:HD22 2.18 0.44
1:A:61:LEU:HD11 1:A:78:ILE:HD11 2.00 0.43
2:G:1783:LEU:HD21 | 2:G:1828:VAL:CG1 2.48 0.43
1:C:700:GLY:HA2 1:C:730:SER:HB3 2.01 0.43
1:C:1208:VAL:HG13 1:C:1212:THR:HB 2.00 0.43
1:D:700:GLY:HA2 1:D:730:SER:HB3 2.01 0.43
1:D:1208:VAL:HG13 1:D:1212: THR:HB 2.00 0.43
1:D:1673:TYR:CZ 1:D:1677:VAL:HG21 2.52 0.43
1:F:982:ILE:HD13 2:1:955:GLU:HB2 1.99 0.43
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Atom-1 Atom-2 distance (A) overlap (A)

1:F:1694:TYR:OH 2:1:1001:ASP:0OD2 2.31 0.43
2:J:679:LEU:HB3 2:J:700:LEU:HD13 2.00 0.43
1:A:20:TYR:CE1 2:G:1985:VAL:HG11 2.53 0.43
1:A:1561:MET:O 1:A:1566:ARG:HB2 2.17 0.43
1:B:680:ILE:HG23 1:B:705:VAL:HG22 1.99 0.43
1:B:982:ILE:HD13 2:H:955:GLU:HB2 1.99 0.43
1:B:1694:TYR:OH 2:H:1001:ASP:0OD2 2.31 0.43
1:C:680:1ILE:HG23 1:C:705:VAL:HG22 1.99 0.43
1:D:1552:ASN:O 1:D:1556: THR:HG23 2.18 0.43
1:F:700:GLY:HA2 1:F:730:SER:HB3 2.01 0.43
2:H:1142:LEU:O 2:H:1150:ARG:NE 2.51 0.43
2:H:1775:GLN:HG2 2:H:1836:MET:SD 2.57 0.43
2:K:1422:THR:HG22 | 2:K:1474:PHE:CD1 2.53 0.43
2:K:1783:LEU:HD21 | 2:K:1828:VAL:CG1 2.49 0.43
2:1:99:ASN:HD21 2:1:550:VAL:H 1.66 0.43
2:L:184:VAL:HG12 2:L:188:ILE:HG12 1.99 0.43
2:L:1142:LEU:O 2:L:1150:ARG:NE 2.51 0.43
1:B:700:GLY:HA2 1:B:730:SER:HB3 2.01 0.43
1:C:1673:TYR:CZ 1:C:1677:VAL:HG21 2.52 0.43
1:D:61:LEU:HD11 1:D:78:ILE:HD11 2.00 0.43
1:E:61:LEU:HD11 1:E:78:ILE:HD11 2.00 0.43
1:E:680:1ILE:HG23 1:E:705:VAL:HG22 1.99 0.43
1:E:1153:ASP:0OD2 1:F:359:ARG:NH1 2.51 0.43
1:E:1370: THR:HG22 1:E:1372: THR:H 1.82 0.43
1:A:680:ILE:HG23 1:A:705:VAL:HG22 2.00 0.43
1:A:1208:VAL:HG13 1:A:1212:THR:HB 2.00 0.43
2:G:99:ASN:HD21 2:G:550:VAL:H 1.66 0.43
2:G:1866:PHE:HE1 2:G:1870:ALA:HB1 1.82 0.43
1:C:61:LEU:HD11 1:C:78:ILE:HD11 2.00 0.43
1:C:394:PHE:CE1 1:C:748:LEU:HD23 2.53 0.43
1:C:739:GLN:O 1:C:798:ASN:ND2 2.37 0.43
1:C:1552:ASN:O 1:C:1556: THR:HG23 2.18 0.43
1:D:394:PHE:CE1 1:D:748:LEU:HD23 2.53 0.43
1:D:680:ILE:HG23 1:D:705:VAL:HG22 1.99 0.43
1:E:652:ASP:0OD2 1:E:655:LEU:HG 2.19 0.43
1:E:1208:VAL:HG13 1:E:1212: THR:HB 2.00 0.43
2:K:1866:PHE:HE1 2:K:1870:ALA:HB1 1.82 0.43
2:L:1775:GLN:HG2 2:L:1836:MET:SD 2.57 0.43
1:A:652:ASP:0OD2 1:A:655:LEU:HG 2.19 0.43
1:A:1370: THR:HG22 1:A:1372: THR:H 1.82 0.43
1:C:529:MET:HE2 1:C:896:PHE:HE1 1.83 0.43
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Atom-1 Atom-2 distance (A) overlap (A)
1:D:529:MET:HE2 1:D:896:PHE:HE1 1.83 0.43
2:1:665:LEU:O 2:1:665: LEU:HD22 2.18 0.43
2:J:665:LEU:HD22 2:J:665:LEU:O 2.18 0.43
2:K:99:ASN:HD21 2:K:550:VAL:H 1.66 0.43
2:L:1783:LEU:HD21 2:1:1828:VAL:CG1 2.48 0.43
1:A:739:GLN:O 1:A:798:ASN:ND2 2.37 0.43
1:A:850:PHE:HZ 1:A:866:GLY:HA3 1.84 0.43
1:B:176:VAL:HG11 1:B:179:LYS:0O 2.17 0.43
1:E:739:GLN:O 1:E:798:ASN:ND2 2.37 0.43
1:E:1561:MET:O 1:E:1566:ARG:HB2 2.17 0.43
2:H:1783:LEU:HD21 2:H:1828:VAL:CG1 2.48 0.43
2:1:96:LEU:HD11 2:1:101:ILE:HA 1.99 0.43
2:1:1783:LEU:HD21 2:1:1828:VAL:CG1 2.49 0.43
2:J:96:LEU:HD11 2:J:101:ILE:HA 1.99 0.43
2:J:1783:LEU:HD21 2:J:1828:VAL:CG1 2.49 0.43
2:K:679:LEU:HB3 2:K:700:LEU:HD13 2.00 0.43
1:A:901:MET:HE1 1:A:926:LEU:HB3 1.99 0.43
1:E:850:PHE:HZ 1:E:866:GLY:HA3 1.84 0.43
1:F:472:LEU:HD13 1:F:472:LEU:C 2.39 0.43
2:H:101:ILE:HD11 2:H:122:LEU:CD2 2.48 0.43
2:H:1265:-MET:HE1 2:H:1569:PHE:CZ 2.54 0.43
1:A:700:GLY:HA2 1:A:730:SER:HB3 2.01 0.43
1:A:1153:ASP:0OD2 1:B:359:ARG:NH1 2.52 0.43
1:A:1426:LEU:HD22 | 1:E:1716:LEU:HD21 2.00 0.43
2:G:679:LEU:HB3 2:G:700:LEU:HD13 2.00 0.43
1:B:472:LEU:C 1:B:472:LEU:HD13 2.39 0.43
1:D:386:PHE:O 1:D:390:VAL:HB 2.19 0.43
1:F:176:VAL:HG11 1:F:179:LYS:O 2.17 0.43
2:1:101:ILE:HD11 2:1:122:LEU:CD2 2.49 0.43
2:1:1422: THR:HG22 2:1:1474:PHE:CD1 2.53 0.43
2:J:101:ILE:HD11 2:J:122:LEU:CD2 2.49 0.43
2:J:1422: THR:HG22 2:J:1474:PHE:CD1 2.54 0.43
2:K:433:VAL:N 2:K:434:PRO:CD 2.82 0.43
2:1:101:ILE:HD11 2:L:122:LEU:CD2 2.49 0.43
1:A:982:ILE:HD13 2:G:955:GLU:HB2 2.00 0.43
2:G:433:VAL:N 2:G:434:PRO:CD 2.82 0.43
1:C:386:PHE:O 1:C:390:VAL:HB 2.19 0.43
1:E:700:GLY:HA2 1:E:730:SER:HB3 2.01 0.43
1:E:901:MET:HE1 1:E:926:LEU:HB3 2.00 0.43
2:K:717ILE:HG23 2:K:760:HIS:CE1 2.54 0.43
2:1.:593:LEU:O 2:1:800:LEU:HA 2.18 0.43
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Atom-1 Atom-2 distance (A) overlap (A)

2:L:1265:MET:HE1 2:L:1569:PHE:CZ 2.54 0.43
1:A:394:PHE:CE1 1:A:748:LEU:HD23 2.54 0.43
1:A:1716:LEU:HD21 | 1:E:1426:LEU:HD22 2.00 0.43
2:G:717:ILE:HG23 2:G:760:HIS:CE1 2.54 0.43
1:B:394:.PHE:CE1 1:B:748:LEU:HD23 2.53 0.43
1:B:768:ILE:HD11 1:B:806:VAL:HG11 2.00 0.43
1:F:335:HIS:O 1:F:338:LEU:HB3 2.19 0.43
1:F:394:PHE:CE1 1:F:748:LEU:HD23 2.54 0.43
1:F:850:PHE:HZ 1:F:866:GLY:HA3 1.84 0.43
2:H:593:LEU:O 2:H:800:LEU:HA 2.18 0.43
2:1:1867:SER:O 2:1:1870:ALA:HB3 2.19 0.43
2:G:1956:ARG:CB 2:G:1957:PRO:HD3 2.49 0.42
1:B:335:HIS:O 1:B:338:LEU:HB3 2.19 0.42
1:B:850:PHE:HZ 1:B:866:GLY:HA3 1.84 0.42
1:E:394:PHE:CE1 1:E:748:LEU:HD23 2.54 0.42
1:F:768:1LE:HD11 1:F:806:VAL:HG11 2.00 0.42
2:J:1867:SER:O 2:J:1870:ALA:HB3 2.19 0.42
2:K:1680:LEU:HD23 2:K:1680:LEU:HA 1.86 0.42
2:K:1956:ARG:CB 2:K:1957:PRO:HD3 2.49 0.42
2:1:914:LEU:HD13 2:1:914:LEU:HA 1.93 0.42
1:A:1413:LYS:0O 1:A:1648:GLN:NE2 2.43 0.42
1:B:1716:LEU:HD21 | 1:D:1426:LEU:HD22 2.00 0.42
1:C:1426:LEU:HD22 | 1:F:1716:LEU:HD21 2.00 0.42
1:E:335:HIS:O 1:E:338:LEU:HB3 2.19 0.42
1:E:982:ILE:HD13 2:K:955:GLU:HB2 2.00 0.42
1:F:719:GLN:HG3 1:F:1612:ASP:HA 2.01 0.42
1:F:1208:VAL:HG13 1:F:1212:THR:HB 2.00 0.42
2:H:1364:LYS:O 2:H:1398:ARG:NH2 2.47 0.42
2:H:1867:SER:O 2:H:1870:ALA:HB3 2.19 0.42
2:J:1738:PHE:CE1 2:J:1837:THR:HG23 2.54 0.42
2:J:1838:MET:HE3 2:J:1976:PHE:CD1 2.54 0.42
2:K:593:LEU:O 2:K:800:LEU:HA 2.18 0.42
2:L:1867:SER:O 2:1:1870:ALA:HB3 2.19 0.42
2:G:101:ILE:HD11 2:G:122:LEU:CD2 2.49 0.42
1:B:386:PHE:O 1:B:390:VAL:HB 2.19 0.42
1:B:719:GLN:HG3 1:B:1612:ASP:HA 2.01 0.42
1:B:1208:VAL:HG13 1:B:1212:THR:HB 2.00 0.42
1:D:335:HIS:O 1:D:338:LEU:HB3 2.19 0.42
1:F:386:PHE:O 1:F:390:VAL:HB 2.19 0.42
1:F:901:MET:HE3 1:F:904:ASN:HB2 2.01 0.42
2:H:717:1LE:HG23 2:H:760:HIS:CE1 2.54 0.42
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Atom-1 Atom-2 distance (A) overlap (A)
2:H:1738:PHE:CE1 | 2:H:1837:THR:HG23 2.54 0.42
2:K:101:1ILE:HD11 2:K:122:LEU:CD2 2.49 0.42
2:L:717:ILE:HG23 2:L:760:HIS:CE1 2.54 0.42
1:A:335:HIS:O 1:A:338:LEU:HB3 2.19 0.42
1:A:386:PHE:O 1:A:390:VAL:HB 2.19 0.42
2:G:593:LEU:O 2:G:800:LEU:HA 2.18 0.42
2:G:1680:LEU:HD23 2:G:1680:LEU:HA 1.87 0.42
1:B:61:LEU:HD11 1:B:78:ILE:HD11 2.00 0.42
1:B:1153:ASP:0OD2 1:C:359:ARG:NH1 2.50 0.42
1:C:335:HIS:O 1:C:338:LEU:HB3 2.19 0.42
2:1:1738:PHE:CE1 2:1:1837:-THR:HG23 2.54 0.42
2:1:1838:MET:HE3 2:1:1976:PHE:CD1 2.54 0.42
1:A:1308:SER:O 1:A:1311:SER:HB3 2.20 0.42
2:G:598:THR:O 2:G:602:VAL:HB 2.19 0.42
1:B:337:VAL:HG12 1:B:341:GLN:HE21 1.84 0.42
1:C:337:VAL:HG12 1:C:341:GLN:HE21 1.84 0.42
1:D:337:VAL:HG12 1:D:341:GLN:HE21 1.84 0.42
1:E:386:PHE:O 1:E:390:VAL:HB 2.19 0.42
1:E:1308:SER:O 1:E:1311:SER:HB3 2.20 0.42
2:H:914:LEU:HD13 2:H:914:LEU:HA 1.92 0.42
2:1:270:ALA:O 2:1:459:VAL:HA 2.20 0.42
2:K:1149:TRP:CE2 | 2:K:1213:LEU:HD23 2.55 0.42
2:1:526:ARG:NH1 2:1.:539:ASP:0O 2.44 0.42
2:1:1364:LYS:O 2:1:1398:ARG:NH2 2.48 0.42
1:A:529:MET:HE2 1:A:896:PHE:CE1 2.54 0.42
2:G:1149:TRP:CE2 | 2:G:1213:LEU:HD23 2.55 0.42
1:B:1463:VAL:HB 1:B:1773:VAL:HG21 2.01 0.42
1:D:1067:LEU:HD23 1:D:1067:LEU:HA 1.91 0.42
1:E:1413:LYS:O 1:E:1648:GLN:NE2 2.43 0.42
1:F:61:LEU:HD11 1:F:78:ILE:HD11 2.00 0.42
2:1:99:ASN:HD21 2:1:550: VAL:H 1.66 0.42
2:1:277:LEU:CD1 2:1:479:ILE:HG12 2.50 0.42
2:J:270:ALA:O 2:J:459:VAL:HA 2.20 0.42
2:J:277:LEU:CD1 2:J:479:ILE:HG12 2.50 0.42
2:K:598: THR:O 2:K:602:VAL:HB 2.19 0.42
2:1:1422: THR:HG22 2:1:1474:PHE:CD1 2.54 0.42
2:L:1738:PHE:CE1 2:L:1837:THR:HG23 2.54 0.42
1:B:901:-MET:HES3 1:B:904:ASN:HB2 2.01 0.42
1:C:666:ALA:O 1:C:670:GLY:HA2 2.20 0.42
1:C:901:MET:HE1 1:C:926:LEU:HB3 2.01 0.42
1:C:1716:LEU:HD21 | 1:F:1426:LEU:HD22 2.01 0.42

Continued on next page...




Page 44

Full wwPDB EM Validation Report

EMD-4578, 6QL6

Continued from previous page...

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:D:666:ALA:O 1:D:670:GLY:HA2 2.20 0.42
1:D:719:GLN:HG3 1:D:1612:ASP:HA 2.01 0.42
1:E:529:MET:HE2 1:E:896:PHE:CE1 2.54 0.42
1:F:1076:VAL:HG13 1:F:1081:LYS:HA 2.02 0.42
1:F:1463:VAL:HB 1:F:1773:VAL:HG21 2.01 0.42
2:H:526:ARG:NH2 2:H:546:GLU:OE2 2.51 0.42
2:H:598: THR.:O 2:H:602:VAL:HB 2.19 0.42
2:1:717:ILE:HG23 2:1:760:HIS:CE1 2.54 0.42
1:A:359:ARG:NH1 1:C:1153:ASP:0OD2 2.51 0.42
1:B:20:TYR:CE1 2:H:1985:VAL:HG11 2.55 0.42
1:B:666:ALA:O 1:B:670:GLY:HA2 2.20 0.42
1:B:1076:VAL:HG13 1:B:1081:LYS:HA 2.02 0.42
1:C:44:VAL:HG12 1:C:78:ILE:HG13 2.02 0.42
1:C:719:GLN:HG3 1:C:1612:ASP:HA 2.01 0.42
1:C:1067:LEU:HD23 1:C:1067:LEU:HA 1.91 0.42
1:D:850:PHE:HZ 1:D:866:GLY:HA3 1.84 0.42
1:E:44:VAL:HG12 1:E:78:ILE:HG13 2.02 0.42
1:F:337:VAL:HG12 1:F:341:GLN:HE21 1.84 0.42
1:F:666:ALA:O 1:F:670:GLY:HA2 2.20 0.42
2:H:526:ARG:NH1 2:H:539:ASP:0O 2.44 0.42
2:1:598: THR:O 2:1:602: VAL:HB 2.19 0.42
2:J:99:ASN:HD21 2:J:550:VAL:H 1.66 0.42
2:J:1149: TRP:CE2 2:J:1213:LEU:HD23 2.55 0.42
2:1:526:ARG:NH2 2:1:546:GLU:OE2 2.51 0.42
2:L:598: THR:O 2:1:602:VAL:HB 2.19 0.42
1:A:1067:LEU:HD23 1:A:1067:LEU:HA 1.91 0.42
2:G:1867:SER:O 2:G:1870:ALA:HB3 2.19 0.42
1:B:1426:LEU:HD22 | 1:D:1716:LEU:HD21 2.01 0.42
1:C:20:TYR:CE1 2:1:1985:VAL:HG11 2.55 0.42
1:C:850:PHE:HZ 1:C:866:GLY:HA3 1.84 0.42
1:D:44:VAL:HG12 1:D:78:ILE:HG13 2.02 0.42
1:D:1308:SER:O 1:D:1311:SER:HB3 2.20 0.42
1:E:1067:LEU:HD23 1:E:1067:LEU:HA 1.91 0.42
1:E:1425:ILE:HD12 1:E:1425:1LE:HA 1.90 0.42
1:E:1463:VAL:HB 1:E:1773:VAL:HG21 2.01 0.42
1:F:652:ASP:0OD2 1:F:655:LEU:HG 2.19 0.42
2:H:679:LEU:HB3 2:H:700:LEU:HD13 2.00 0.42
2:H:1422: THR:HG22 | 2:H:1474:PHE:CD1 2.54 0.42
2:H:1866:PHE:HE1 2:H:1870:ALA:HB1 1.82 0.42
2:H:1956:ARG:CB 2:H:1957:PRO:HD3 2.49 0.42
2:1:741:HIS:CD2 2:1:855:HIS:ND1 2.88 0.42
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Atom-1 Atom-2 distance (A) overlap (A)

2:1:1149:TRP:CE2 2:1:1213:LEU:HD23 2.55 0.42
2:1:1862: VAL:HG11 2:1:1866:PHE:CD2 2.55 0.42
2:J:433:VAL:N 2:J:434:PRO:CD 2.82 0.42
2:J:717:ILE:HG23 2:J:760:HIS:CE1 2.54 0.42
2:L:679:LEU:HB3 2:L:700:LEU:HD13 2.00 0.42
2:1:1956:ARG:CB 2:L:1957:PRO:HD3 2.49 0.42
1:A:44:VAL:HG12 1:A:78:ILE:HG13 2.02 0.42
1:A:666:ALA:O 1:A:670:GLY:HA2 2.20 0.42
1:A:1425:1LE:HD12 1:A:1425:1LE:HA 1.90 0.42
1:B:739:GLN:O 1:B:798:ASN:ND2 2.37 0.42
1:C:1308:SER:O 1:C:1311:SER:HB3 2.20 0.42
1:D:901:MET:HE1 1:D:926:LEU:HB3 2.01 0.42
1:E:20: TYR:CE1 2:K:1985:VAL:HG11 2.55 0.42
2:H:270:ALA:O 2:H:459:VAL:HA 2.20 0.42
2:H:1862:VAL:HG11 | 2:H:1866:PHE:CD2 2.55 0.42
2:1:433: VAL:N 2:1:434:PRO:CD 2.82 0.42
2:1:1956:ARG:CB 2:1:1957:PRO:HD3 2.49 0.42
2:J:598: THR.:O 2:J:602:VAL:HB 2.19 0.42
2:J:741:HIS:CD2 2:J:855:HIS:ND1 2.88 0.42
2:J:1862:VAL:HG11 2:J:1866:PHE:CD2 2.55 0.42
2:J:1956:ARG:CB 2:J:1957:PRO:HD3 2.49 0.42
2:K:270:ALA:O 2:K:459:VAL:HA 2.20 0.42
2:K:1867:SER:O 2:K:1870:ALA:HB3 2.19 0.42
2:L:270:ALA:O 2:1:459:VAL:HA 2.20 0.42
1:A:21:GLN:HE21 1:A:21:GLN:HB3 1.60 0.41
1:A:1463:VAL:HB 1:A:1773:VAL:HG21 2.01 0.41
2:G:270:ALA:O 2:G:459:VAL:HA 2.20 0.41
1:B:652:ASP:0D2 1:B:655:LEU:HG 2.19 0.41
1:B:1308:SER:O 1:B:1311:SER:HB3 2.20 0.41
1:B:1367:ARG:HG3 | 1:B:1370:THR:HG21 2.02 0.41
1:B:1413:LYS:O 1:B:1648:GLN:NE2 2.43 0.41
1:D:1694: TYR:OH 2:J:1001:ASP:0OD2 2.31 0.41
1:E:21:GLN:HE21 1:E:21:GLN:HB3 1.60 0.41
1:E:666:ALA:O 1:E:670:GLY:HA2 2.20 0.41
1:F:739:GLN:O 1:F:798:ASN:ND2 2.37 0.41
1:F:1367:ARG:HG3 | 1:F:1370:THR:HG21 2.02 0.41
2:H:277:LEU:CD1 2:H:479:1LE:HG12 2.50 0.41
2:H:741:HIS:CD2 2:H:855:HIS:ND1 2.88 0.41
2:K:277.LEU:CD1 2:K:479:.ILE:HG12 2.50 0.41
2:1:1862:VAL:HG11 2:L:1866:PHE:CD2 2.55 0.41
2:1.:1866:PHE:HE1 2:1.:1870:ALA:HB1 1.82 0.41
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Atom-1 Atom-2 distance (A) overlap (A)

2:G:741:HIS:CD2 2:G:855:HIS:ND1 2.88 0.41
1:C:652:ASP:0OD2 1:C:655:LEU:HG 2.19 0.41
1:D:652:ASP:0OD2 1:D:655:LEU:HG 2.19 0.41
1:D:1076:VAL:HG13 1:D:1081:LYS:HA 2.02 0.41
1:F:1308:SER:O 1:F:1311:SER:HB3 2.20 0.41
2:1:233:SER.:C 2:1:235:PRO:HD2 2.41 0.41
2:J:233:SER.:C 2:J:235:PRO:HD2 2.41 0.41
2:L:277:LEU:CD1 2:1:479:ILE:HG12 2.50 0.41
2:L:741:HIS:CD2 2:1:855:HIS:ND1 2.88 0.41
1:A:684:GLY:O 1:A:687:SER:OG 2.32 0.41
1:A:822:VAL:HG12 1:A:824:LEU:HD13 2.02 0.41
2:G:277:LEU:CD1 2:G:479:ILE:HG12 2.50 0.41
1:B:1181:PHE:CE2 1:B:1183:ARG:HB2 2.56 0.41
1:C:1181:PHE:CE2 1:C:1183:ARG:HB2 2.56 0.41
1:C:1463:VAL:HB 1:C:1773:VAL:HG21 2.01 0.41
1:D:359:ARG:NH1 1:F:1153:ASP:0OD2 2.51 0.41
1:D:1153:ASP:0OD2 1:E:359:ARG:NH1 2.51 0.41
1:D:1367:ARG:HG3 | 1:D:1370:THR:HG21 2.02 0.41
1:D:1463:VAL:HB 1:D:1773:VAL:HG21 2.01 0.41
1:E:684:GLY:O 1:E:687:SER:OG 2.32 0.41
1:F:1062: TYR:OH 1:F:1073: THR:HG23 2.21 0.41
2:H:433:VAL:N 2:H:434:PRO:CD 2.82 0.41
2:K:741:HIS:CD2 2:K:855:HIS:ND1 2.88 0.41
2:L:1597:ALA:HB1 2:L:1638:1ILE:HD13 2.02 0.41
2:G:490: TRP:HA 2:G:493: THR:HG22 2.03 0.41
2:G:1738:PHE:CE1 | 2:G:1837:THR:HG23 2.54 0.41
1:B:1062: TYR:OH 1:B:1073: THR:HG23 2.21 0.41
1:C:1076:VAL:HG13 1:C:1081:LYS:HA 2.02 0.41
1:C:1367:ARG:HG3 | 1:C:1370:THR:HG21 2.02 0.41
1:D:61:LEU:CD1 1:D:78:ILE:HD11 2.51 0.41
1:D:1181:PHE:CE2 1:D:1183:ARG:HB2 2.56 0.41
1:E:822:VAL:HG12 1:E:824:LEU:HD13 2.02 0.41
1:E:1694:TYR:OH 2:K:1001:ASP:0OD2 2.31 0.41
1:F:1181:PHE:CE2 1:F:1183:ARG:HB2 2.56 0.41
2:H:234:ILE:N 2:H:235:PRO:HD3 2.35 0.41
2:H:1597:ALA:HB1 2:H:1638:ILE:HD13 2.02 0.41
2:K:490: TRP:HA 2:K:493: THR:HG22 2.03 0.41
2:K:1862:VAL:HG11 | 2:K:1866:PHE:CD2 2.55 0.41
2:L:234:1ILE:N 2:L:235:PRO:HD3 2.35 0.41
2:1:433:VAL:N 2:1:434:PRO:CD 2.82 0.41
2:G:1862:VAL:HG11 | 2:G:1866:PHE:CD2 2.55 0.41
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1:C:1694: TYR:OH 2:1:1001:ASP:0OD2 2.32 0.41
1:E:839:TYR:O 1:E:842:SER:HB2 2.20 0.41
2:H:846:VAL:HG13 2:H:865: TRP:NE1 2.36 0.41
2:1:1103:PHE:O 2:1:1247:GLY:HA3 2.21 0.41
2:1:846:VAL:HG13 2:L:865: TRP:NE1 2.36 0.41
1:A:719:GLN:HG3 1:A:1612:ASP:HA 2.01 0.41
1:A:839:TYR:O 1:A:842:SER:HB2 2.20 0.41
1:A:901:MET:HE3 1:A:904:ASN:HB2 2.02 0.41
1:C:61:LEU:CD1 1:C:78:ILE:HD11 2.51 0.41
1:C:839:TYR:O 1:C:842:SER:HB2 2.20 0.41
1:F:1413:LYS:O 1:F:1648: GLN:NE2 2.43 0.41
2:H:233:SER:C 2:H:235:PRO:HD2 2.41 0.41
2:H:1085:LEU:HD12 2:H:1085:LEU:HA 1.94 0.41
2:H:1149:TRP:CE2 | 2:H:1213:LEU:HD23 2.55 0.41
2:H:1838:MET:HE3 2:H:1976:PHE:CD1 2.55 0.41
2:H:1976:PHE:HA 2:H:1981:LEU:HD21 2.03 0.41
2:1:1606:ARG:HG2 2:1:1635:ARG:HD3 2.03 0.41
2:J:1103:PHE:O 2:J:1247:GLY:HA3 2.21 0.41
2:J:1606:ARG:HG2 2:J:1635:ARG:HD3 2.03 0.41
2:J:1693:ARG:HD3 2:J:1825:GLU:OE2 2.21 0.41
2:K:1738:PHE:CE1 | 2:K:1837:THR:HG23 2.55 0.41
2:1::233:SER:C 2:1.:235:PRO:HD2 2.41 0.41
1:A:1694: TYR:OH 2:G:1001:ASP:0OD2 2.31 0.41
2:G:1466:PHE:CD1 2:G:1489:ILE:HG12 2.56 0.41
2:G:1690:VAL:HG13 | 2:G:1824:ILE:HD12 2.03 0.41
1:D:442:ARG:HD3 1:D:726:GLY:O 2.21 0.41
1:D:839:TYR:O 1:D:842:SER:HB2 2.20 0.41
1:E:719:GLN:HG3 1:E:1612:ASP:HA 2.01 0.41
1:E:1062: TYR:OH 1:E:1073: THR:HG23 2.20 0.41
1:E:1442: ASN:HD22 1:E:1442:ASN:HA 1.79 0.41
1:F:44:VAL:HG12 1:F:.78:ILE:HG13 2.02 0.41
2:H:1855:ILE:HG22 2:H:1968:PRO:HA 2.03 0.41
2:1:543:PHE:HB2 2:1:545:GLN:HE22 1.86 0.41
2:1:1693:ARG:HD3 2:1:1825:GLU:OE2 2.21 0.41
2:J:526:ARG:NH2 2:J:546:GLU:OE2 2.51 0.41
2:J:1597:ALA:HB1 2:J:1638:1LE:HD13 2.02 0.41
2:J:1976:PHE:HA 2:J:1981:LEU:HD21 2.03 0.41
2:K:914:LEU:HD13 2:K:914:LEU:HA 1.92 0.41
2:K:1466:PHE:CD1 2:K:1489:ILE:HG12 2.56 0.41
2:1.:246:LEU:HD13 2:1:246:LEU:HA 1.96 0.41
2:1.:1149: TRP:CE2 2:1.:1213:LEU:HD23 2.55 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
2:L:1838:MET:HE3 2:1:1976:PHE:CD1 2.55 0.41
2:1:1855:1ILE:HG22 2:1:1968:PRO:HA 2.03 0.41
2:1:1976:PHE:HA 2:1:1981:LEU:HD21 2.03 0.41
2:G:599:PRO:O 2:G:602:VAL:HG12 2.21 0.41
2:G:1976:PHE:HA 2:G:1981:LEU:HD21 2.03 0.41
1:C:822:VAL:HG12 1:C:824:LEU:HD13 2.02 0.41
1:C:1062:TYR:OH 1:C:1073: THR:HG23 2.20 0.41
1:D:822:VAL:HG12 1:D:824:LEU:HD13 2.02 0.41
1:D:1062: TYR:OH 1:D:1073: THR:HG23 2.21 0.41
1:E:61:LEU:CD1 1:E:78:ILE:HD11 2.51 0.41
1:E:901:MET:HE3 1:E:904:ASN:HB2 2.02 0.41
1:F:20: TYR:CE1 2:1:1985:VAL:HG11 2.56 0.41
1:F:61:LEU:CD1 1:F:78:ILE:HD11 2.51 0.41
2:H:1773:ALA:HB1 2:H:1775:GLN:NE2 2.36 0.41
2:1:663:1LE:HB 2:1:664:PRO:HD3 2.03 0.41
2:1:1597:ALA:HB1 2:1:1638:1ILE:HD13 2.02 0.41
2:1:1690: VAL:HG13 2:1:1824:.1LE:HD12 2.03 0.41
2:1:1976:PHE:HA 2:1:1981:LEU:HD21 2.03 0.41
2:J:543:PHE:HB2 2:J:545:GLN:HE22 1.86 0.41
2:K:234:ILE:N 2:K:235:PRO:HD3 2.35 0.41
2:K:599:PRO:0O 2:K:602:VAL:HG12 2.21 0.41
2:K:1690:VAL:HG13 | 2:K:1824:ILE:HD12 2.03 0.41
2:K:1855:1LE:HG22 2:K:1968:PRO:HA 2.03 0.41
2:K:1976:PHE:HA 2:K:1981:LEU:HD21 2.03 0.41
2:L:1773:ALA:HB1 2:L:1775:GLN:NE2 2.36 0.41
1:A:61:LEU:CD1 1:A:78:ILE:HD11 2.51 0.41
1:A:1062: TYR:OH 1:A:1073: THR:HG23 2.21 0.41
1:A:1143:GLN:HB3 1:E:1177:LYS:HB2 2.03 0.41
1:A:1177:LYS:HB2 1:E:1143:GLN:HB3 2.03 0.41
2:G:234:ILE:N 2:G:235:PRO:HD3 2.35 0.41
2:G:543:PHE:HB2 2:G:545:GLN:HE22 1.86 0.41
2:G:1103:PHE:O 2:G:1247:GLY:HA3 2.21 0.41
1:B:44:VAL:HG12 1:B:78.ILE:HG13 2.02 0.41
1:B:529:MET:HE2 1:B:896:PHE:CE1 2.56 0.41
1:C:442:ARG:HD3 1:C:726:GLY:O 2.21 0.41
1:C:901:MET:HE3 1:C:904:ASN:HB2 2.02 0.41
1:D:20:TYR:CE1 2:J:1985:VAL:HG11 2.56 0.41
1:D:901:MET:HE3 1:D:904:ASN:HB2 2.02 0.41
1:E:1076:VAL:HG13 1:E:1081:LYS:HA 2.01 0.41
1:F:529:MET:HE2 1:F:896:PHE:CE1 2.56 0.41
2:H:1693:ARG:HD3 2:H:1825:GLU:OE2 2.21 0.41
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2:J:663:ILE:HB 2:J:664:PRO:HD3 2.03 0.41
2:J:1690:VAL:HG13 2:J:1824:1LE:HD12 2.03 0.41
2:J:1855:1LE:HG22 2:J:1968:PRO:HA 2.03 0.41
2:K:1103:PHE:O 2:K:1247:GLY:HA3 2.21 0.41
1:A:1076:VAL:HG13 1:A:1081:LYS:HA 2.02 0.41
2:G:1855:ILE:HG22 2:G:1968:PRO:HA 2.03 0.41
1:B:61:LEU:CD1 1:B:78:ILE:HD11 2.51 0.41
1:B:377:TYR:O 1:B:380:ALA:HB3 2.21 0.41
1:F:776:GLU:HB2 1:F:779:.1LE:HD12 2.03 0.41
2:1:1589:VAL:HG11 2:1:1640:PHE:CE2 2.56 0.41
2:1:1855:ILE:HG22 2:1:1968:PRO:HA 2.03 0.41
2:K:543:PHE:HB2 2:K:545:GLN:HE22 1.86 0.41
2:K:846:VAL:HG13 2:K:865: TRP:NE1 2.36 0.41
2:K:1702:TYR:O 2:K:1733:TYR:OH 2.31 0.41
2:L:1085:LEU:HD12 2:1:1085:LEU:HA 1.94 0.41
2:1:1693:ARG:HD3 2:1:1825:GLU:OE2 2.21 0.41
2:G:233:SER:C 2:G:235:PRO:HD2 2.41 0.40
2:G:246:LEU:HD13 2:G:246:LEU:HA 1.96 0.40
1:B:839:TYR:O 1:B:842:SER:HB2 2.20 0.40
1:B:1367:ARG:O 1:B:1370: THR:HB 2.21 0.40
1:F:442:ARG:HD3 1:F:726:GLY:O 2.21 0.40
2:H:846:VAL:HG13 2:H:865:TRP:CD1 2.56 0.40
2:1:846: VAL:HG13 2:1:865: TRP:CD1 2.56 0.40
2:1:1466:PHE:CD1 2:1:1489:1LE:HG12 2.56 0.40
2:1:1773:ALA:HB1 2:1:1775:GLN:NE2 2.36 0.40
2:J:1466:PHE:CD1 2:J:1489:1ILE:HG12 2.56 0.40
2:J:1589:VAL:HG11 2:J:1640:PHE:CE2 2.57 0.40
2:J:1773:ALA:HB1 2:J:1775:GLN:NE2 2.36 0.40
2:K:143:SER:OG 2:K:547:ILE:O 2.35 0.40
2:L:599:PRO:O 2:L:602: VAL:HG12 2.21 0.40
2:G:846:VAL:HG13 2:G:865: TRP:NE1 2.36 0.40
2:G:914:LEU:HD13 2:G:914:LEU:HA 1.92 0.40
2:G:1265:MET:HE1 2:G:1569:PHE:CZ 2.57 0.40
1:B:353:ASP:0D2 1:B:359:ARG:NH2 2.49 0.40
1:B:442:ARG:HD3 1:B:726:GLY:O 2.21 0.40
1:E:442: ARG:HD3 1:E:726:GLY:O 2.21 0.40
1:F:377:TYR:O 1:F:380:ALA:HB3 2.22 0.40
1:F:839:TYR:O 1:F:842:SER:HB2 2.20 0.40
2:H:599:PRO:O 2:H:602:VAL:HG12 2.21 0.40
2:K:233:SER:C 2:K:235:PRO:HD2 2.41 0.40
1:A:377:TYR:O 1:A:380:ALA:HB3 2.21 0.40
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1:A:489:VAL:HG13 1:A:670:GLY:HA3 2.03 0.40
1:A:1181:PHE:CE2 1:A:1183:ARG:HB2 2.56 0.40
2:G:1693:ARG:HD3 2:G:1825:GLU:OE2 2.21 0.40
1:B:776:GLU:HB2 1:B:779:ILE:HD12 2.03 0.40
1:E:377:TYR:O 1:E:380:ALA:HB3 2.21 0.40
1:E:489:VAL:HG13 1:E:670:GLY:HA3 2.03 0.40
1:F:1367:ARG:O 1:F:1370: THR:HB 2.21 0.40
2:H:490: TRP:HA 2:H:493: THR:HG22 2.03 0.40
2:H:663:ILE:HB 2:H:664:PRO:HD3 2.03 0.40
2:H:1466:PHE:CD1 2:H:1489:ILE:HG12 2.56 0.40
2:1:599:PRO:O 2:1:602: VAL:HG12 2.21 0.40
2:J:846:VAL:HG13 2:J:865: TRP:CD1 2.56 0.40
2:K:1265:MET:HE1 2:K:1569:PHE:CZ 2.57 0.40
2:K:1693:ARG:HD3 2:K:1825:GLU:OE2 2.21 0.40
2:1.:846:VAL:HG13 2:L:865:TRP:CD1 2.56 0.40
1:A:776:GLU:HB2 1:A:779:1ILE:HD12 2.03 0.40
2:G:1606:ARG:HG2 2:G:1635:ARG:HD3 2.03 0.40
1:B:490: TYR:CD1 1:B:695:GLY:HA2 2.57 0.40
1:D:1367:ARG:O 1:D:1370:THR:HB 2.21 0.40
1:E:1181:PHE:CE2 1:E:1183:ARG:HB2 2.56 0.40
2:J:846:VAL:HG13 2:J:865: TRP:NE1 2.36 0.40
2:K:246:LEU:HD13 2:K:246:LEU:HA 1.96 0.40
2:1:490: TRP:HA 2:1:493: THR:HG22 2.03 0.40
2:L:663:ILE:HB 2:L:664:PRO:HD3 2.03 0.40
2:L:1466:PHE:CD1 2:L:1489:ILE:HG12 2.56 0.40
1:A:414:LEU:HD12 1:A:414:LEU:HA 1.94 0.40
1:A:442:ARG:HD3 1:A:726:GLY:O 2.21 0.40
1:B:822:VAL:HG12 1:B:824:LEU:HD13 2.03 0.40
1:C:1367:ARG:O 1:C:1370: THR:HB 2.21 0.40
1:D:776:GLU:HB2 1:D:779:ILE:HD12 2.03 0.40
1:E:776:GLU:HB2 1:E:779:ILE:HD12 2.03 0.40
1:F:490: TYR:CD1 1:F:695:GLY:HA2 2.57 0.40
1:F:822:VAL:HG12 1:F:824:LEU:HD13 2.02 0.40
2:H:1103:PHE:O 2:H:1247:GLY:HA3 2.21 0.40
2:1:490: TRP:HA 2:1:493: THR:HG22 2.03 0.40
2:1:846: VAL:HG13 2:1:865: TRP:NE1 2.36 0.40
2:J:599:PRO:O 2:J:602:VAL:HG12 2.21 0.40
2:K:1606:ARG:HG2 2:K:1635:ARG:HD3 2.03 0.40
2:L:1884: TRP:HB2 2:1:1906:ALA:HB2 2.04 0.40
There are no symmetry-related clashes.
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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 PDB entries followed by that with respect to all EM
entries.

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 1749/1887 (93%) 1614 (92%) | 118 (7%) | 17 (1%) 157 45
1 B 1749/1887 (93%) 1613 (92%) | 119 (7%) | 17 (1%) 157 45
1 C 1749/1887 (93%) 1614 (92%) | 118 (7%) | 17 (1%) 157 45
1 D 1749/1887 (93%) 1613 (92%) | 119 (7%) | 17 (1%) 157 45
1 E 1749/1887 (93%) 1614 (92%) | 118 (7%) | 17 (1%) 157 45
1 F 1749/1887 (93%) 1615 (92%) | 117 (7%) | 17 (1%) 157 45
2 G 2032/2040 (100%) | 1834 (90%) | 174 (9%) | 24 (1%) 131 40
2 H 2032/2040 (100%) | 1832 (90%) | 176 (9%) | 24 (1%) 131 40
2 I 2032/2040 (100%) | 1834 (90%) | 174 (9%) | 24 (1%) 131 40
2 J 2032/2040 (100%) | 1835 (90%) | 173 (8%) | 24 (1%) 131 40
2 K 2032/2040 (100%) | 1833 (90%) | 175 (9%) | 24 (1%) 131 40
2 L 2032/2040 (100%) | 1834 (90%) | 174 (9%) | 24 (1%) 131 40

All All 22686/23562 (96%) | 20685 (91%) | 1755 (8%) | 246 (1%) 187 42

All (246) Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 22 PHE
1 A 812 ALA
1 A 1127 VAL
1 A 1240 VAL
1 A 1585 LYS
2 G 1739 GLU
1 B 22 PHE
1 B 812 ALA
1 B 1127 VAL
1 B 1240 VAL
1 B 1585 LYS
1 C 22 PHE

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

Mol | Chain | Res | Type
1 C 812 ALA
1 C 1127 VAL
1 C 1240 VAL
1 C 1585 LYS
1 D 22 PHE
1 D 812 ALA
1 D 1127 VAL
1 D 1240 VAL
1 D 1585 LYS
1 E 22 PHE
1 E 812 ALA
1 E 1127 VAL
1 E 1240 VAL
1 E 1585 LYS
1 F 22 PHE
1 F 812 ALA
1 F 1127 VAL
1 F 1240 VAL
1 F 1585 LYS
2 H 1739 GLU
2 I 1739 GLU
2 J 1739 GLU
2 K 1739 GLU
2 L 1739 GLU
1 A 730 SER
1 A 874 GLY
1 A 1207 | GLN
1 A 1608 ASN
2 G 97 GLU
2 G 772 GLY
2 G 1953 VAL
2 G 1956 | ARG
1 B 730 SER
1 B 874 GLY
1 B 1207 | GLN
1 B 1608 ASN
1 C 874 GLY
1 C 1207 | GLN
1 C 1608 ASN
1 D 874 GLY
1 D 1207 | GLN
1 D 1608 ASN

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

Mol | Chain | Res | Type
1 E 874 GLY
1 E 1207 | GLN
1 E 1608 ASN
1 F 874 GLY
1 F 1207 | GLN
1 F 1608 ASN
2 H 97 GLU
2 H 772 GLY
2 H 1953 VAL
2 H 1956 | ARG
2 I 97 GLU
2 I 772 GLY
2 I 1953 VAL
2 I 1956 | ARG
2 J 97 GLU
2 J 772 GLY
2 J 1953 VAL
2 J 1956 | ARG
2 K 97 GLU
2 K 772 GLY
2 K 1953 VAL
2 K 1956 | ARG
2 L 97 GLU
2 L 772 GLY
2 L 1953 VAL
2 L 1956 | ARG
1 A 1321 SER
1 A 1844 LYS
2 G 46 GLU
2 G 551 THR
1 B 1321 SER
1 B 1844 LYS
1 C 730 SER
1 C 1321 SER
1 C 1844 LYS
1 D 730 SER
1 D 1321 SER
1 D 1844 LYS
1 E 730 SER
1 E 1321 SER
1 E 1844 LYS
1 F 730 SER

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

Mol | Chain | Res | Type
1 F 1321 SER
1 F 1844 LYS
2 H 46 GLU
2 H 551 THR
2 I 46 GLU
2 I 551 THR
2 J 46 GLU
2 J 551 THR
2 K 46 GLU
2 K 551 THR
2 L 46 GLU
2 L 551 THR
1 A 515 PRO
1 A 1545 SER
2 G 343 ASN
2 G 622 GLY
2 G 769 SER
2 G 1578 | THR
2 G 1808 SER
2 G 1847 LEU
2 G 1878 VAL
2 G 2016 ALA
1 B 515 PRO
1 B 1545 SER
1 C 515 PRO
1 C 977 TYR
1 C 1545 SER
1 D 515 PRO
1 D 977 TYR
1 D 1545 SER
1 E 515 PRO
1 E 1545 SER
1 F 515 PRO
1 F 977 TYR
1 F 1545 SER
2 H 343 ASN
2 H 622 GLY
2 H 769 SER
2 H 1578 | THR
2 H 1808 SER
2 H 1847 LEU
2 H 1878 VAL

Continued on next page...
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Mol | Chain | Res | Type
2 H 2016 ALA
2 I 343 ASN
2 I 622 GLY
2 I 769 SER
2 I 1189 | THR
2 I 1578 | THR
2 I 1808 SER
2 I 1847 LEU
2 I 1878 VAL
2 I 2016 ALA
2 J 343 ASN
2 J 622 GLY
2 J 769 SER
2 J 1578 | THR
2 J 1808 SER
2 J 1847 LEU
2 J 1878 VAL
2 J 2016 ALA
2 K 343 ASN
2 K 622 GLY
2 K 769 SER
2 K 1578 | THR
2 K 1808 SER
2 K 1847 LEU
2 K 1878 VAL
2 K 2016 ALA
2 L 343 ASN
2 L 622 GLY
2 L 769 SER
2 L 1578 | THR
2 L 1808 SER
2 L 1847 LEU
2 L 1878 VAL
2 L 2016 ALA
1 A 618 ASN
1 A 977 TYR
1 A 1566 | ARG
2 G 1031 LYS
2 G 1189 | THR
2 G 1896 GLN
1 B 618 ASN
1 B 977 TYR

Continued on next page...
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Mol | Chain | Res | Type
1 B 1566 | ARG
1 C 618 ASN
1 C 1566 | ARG
1 D 618 ASN
1 D 1566 | ARG
1 E 618 ASN
1 E 977 TYR
1 E 1566 | ARG
1 F 618 ASN
1 F 1566 | ARG
2 H 1031 LYS
2 H 1189 | THR
2 H 1896 GLN
2 I 1031 LYS
2 I 1896 GLN
2 J 1031 LYS
2 J 1189 | THR
2 J 1896 GLN
2 K 1031 LYS
2 K 1189 | THR
2 K 1896 GLN
2 L 1031 LYS
2 L 1189 | THR
2 L 1896 GLN
1 A 949 GLU
2 G 496 PHE
2 G 1044 VAL
2 G 1048 VAL
2 G 1167 SER
1 B 949 GLU
1 C 949 GLU
1 D 949 GLU
1 E 949 GLU
1 F 949 GLU
2 H 496 PHE
2 H 1044 VAL
2 H 1048 VAL
2 H 1167 SER
2 I 496 PHE
2 I 1044 VAL
2 I 1048 VAL
2 I 1167 SER

Continued on next page...
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Mol | Chain | Res | Type
2 J 496 PHE
2 J 1044 VAL
2 J 1048 VAL
2 J 1167 SER
2 K 496 PHE
2 K 1044 VAL
2 K 1048 VAL
2 K 1167 SER
2 L 496 PHE
2 L 1044 VAL
2 L 1048 VAL
2 L 1167 SER
2 G 1955 | PRO
2 H 1955 | PRO
2 I 1955 | PRO
2 J 1955 | PRO
2 K 1955 | PRO
2 L 1955 | PRO
2 G 484 ILE
2 H 484 ILE
2 I 484 ILE
2 J 484 ILE
2 K 484 ILE
2 L 484 ILE

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 PDB entries followed by that with respect to all EM

entries.

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 1481/1566 (95%) 1383 (93%) 98 (7%) 167 44
1 B 1481/1566 (95%) 1384 (94%) 97 (6%) 177 45
1 C 1481/1566 (95%) 1384 (94%) 97 (6%) 177 45
1 D 1481/1566 (95%) 1384 (94%) 97 (6%) 177 45
1 E 1481/1566 (95%) 1384 (94%) 97 (6%) 177 45

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles

1 F 1481/1566 (95%) 1383 (93%) 98 (7%) 167 44

2 G 1775/1779 (100%) | 1657 (93%) | 118 (7%) 167 44

2 H 1775/1779 (100%) | 1656 (93%) | 119 (7%) 161 43

2 I 1775/1779 (100%) | 1657 (93%) | 118 (7%) 167 44

2 J 1775/1779 (100%) | 1658 (93%) | 117 (7%) 167 44

2 K 1775/1779 (100%) | 1657 (93%) | 118 (7%) 167 44

2 L 1775/1779 (100%) | 1657 (93%) | 118 (7%) 167 44
All All 19536,/20070 (97%) | 18244 (93%) | 1292 (7%) 20 44

All (1292) residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 A 2 LYS
1 A 15 THR
1 A 21 GLN
1 A 27 ARG
1 A 42 GLU
1 A 140 ILE
1 A 168 MET
1 A 179 LYS
1 A 225 SER
1 A 301 ASP
1 A 363 LYS
1 A 390 VAL
1 A 392 THR
1 A 401 THR
1 A 432 VAL
1 A 443 SER
1 A 458 THR
1 A 489 VAL
1 A 493 VAL
1 A 515 PRO
1 A 527 GLN
1 A 537 LYS
1 A 538 GLU
1 A 599 MET
1 A 708 SER
1 A 719 GLN
1 A 731 THR
1 A 748 LEU

Continued on next page...
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Mol | Chain | Res | Type
1 A 750 GLU
1 A 761 LEU
1 A 776 GLU
1 A T GLN
1 A 788 SER
1 A 789 GLU
1 A 797 THR
1 A 806 VAL
1 A 824 LEU
1 A 827 SER
1 A 862 LEU
1 A 864 VAL
1 A 875 THR
1 A 878 MET
1 A 894 ARG
1 A 913 VAL
1 A 916 LEU
1 A 923 MET
1 A 937 LYS
1 A 945 LYS
1 A 987 ASN
1 A 1001 VAL
1 A 1020 VAL
1 A 1022 | THR
1 A 1047 LEU
1 A 1050 CYS
1 A 1061 SER
1 A 1073 | THR
1 A 1079 LYS
1 A 1096 SER
1 A 1130 ASP
1 A 1164 SER
1 A 1166 LYS
1 A 1184 LEU
1 A 1197 | THR
1 A 1203 ASP
1 A 1208 VAL
1 A 1238 VAL
1 A 1240 VAL
1 A 1254 VAL
1 A 1260 | MET
1 A 1262 LYS

Continued on next page...
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Mol | Chain | Res | Type
1 A 1283 | MET
1 A 1327 CYS
1 A 1329 VAL
1 A 1333 ASP
1 A 1338 GLU
1 A 1392 LEU
1 A 1426 LEU
1 A 1430 | ARG
1 A 1442 ASN
1 A 1471 LYS
1 A 1507 | GLN
1 A 1528 | THR
1 A 1544 | THR
1 A 1556 | THR
1 A 1566 | ARG
1 A 1577 |  GLN
1 A 1580 LEU
1 A 1585 LYS
1 A 1640 SER
1 A 1642 | THR
1 A 1643 SER
1 A 1649 LYS
1 A 1680 | ARG
1 A 1681 GLU
1 A 1706 | TYR
1 A 1722 VAL
1 A 1780 ASN
1 A 1828 LEU
2 G 7 ARG
2 G 34 GLN
2 G 38 ASN
2 G 99 ASN
2 G 109 LEU
2 G 114 THR
2 G 121 GLU
2 G 166 THR
2 G 173 LEU
2 G 194 THR
2 G 223 SER
2 G 236 ILE
2 G 240 LEU
2 G 267 LEU

Continued on next page...
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Mol | Chain | Res | Type
2 G 277 LEU
2 G 326 ASP
2 G 339 LEU
2 G 342 SER
2 G 345 THR
2 G 351 ASP
2 G 353 VAL
2 G 376 ASN
2 G 419 ARG
2 G 425 SER
2 G 431 LEU
2 G 436 SER
2 G 492 THR
2 G 494 THR
2 G 497 LYS
2 G 510 SER
2 G 516 THR
2 G 545 GLN
2 G 598 THR
2 G 616 THR
2 G 665 LEU
2 G 669 LEU
2 G 670 ARG
2 G 730 LEU
2 G 776 ASP
2 G 805 VAL
2 G 827 VAL
2 G 845 THR
2 G 846 VAL
2 G 887 LYS
2 G 907 VAL
2 G 910 GLN
2 G 914 LEU
2 G 936 ASN
2 G 947 THR
2 G 972 LEU
2 G 1033 SER
2 G 1040 LEU
2 G 1110 ASP
2 G 1131 SER
2 G 1157 SER
2 G 1158 PHE

Continued on next page...
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Mol | Chain | Res | Type
2 G 1167 SER
2 G 1189 | THR
2 G 1195 VAL
2 G 1205 LEU
2 G 1213 LEU
2 G 1236 LEU
2 G 1317 | ARG
2 G 1320 LEU
2 G 1343 VAL
2 G 1347 LEU
2 G 1348 LEU
2 G 1354 SER
2 G 1367 | GLN
2 G 1375 | THR
2 G 1389 ILE
2 G 1415 ASN
2 G 1422 | THR
2 G 1441 ILE
2 G 1446 SER
2 G 1451 GLN
2 G 1468 | THR
2 G 1470 | THR
2 G 1476 ASN
2 G 1486 PHE
2 G 1567 | ARG
2 G 1583 | MET
2 G 1586 SER
2 G 1590 | ARG
2 G 1616 VAL
2 G 1624 | THR
2 G 1637 LEU
2 G 1639 LYS
2 G 1680 LEU
2 G 1693 | ARG
2 G 1712 ASN
2 G 1736 | MET
2 G 1740 | THR
2 G 1741 ILE
2 G 1745 LYS
2 G 1747 LYS
2 G 1748 | THR
2 G 1750 LYS

Continued on next page...
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Mol | Chain | Res | Type
2 G 1759 SER
2 G 1761 SER
2 G 1770 LEU
2 G 1775 GLN
2 G 1781 LEU
2 G 1811 GLU
2 G 1844 | ARG
2 G 1845 ASP
2 G 1846 GLU
2 G 1847 LEU
2 G 1862 VAL
2 G 1914 LEU
2 G 1927 LEU
2 G 1934 | GLU
2 G 1935 GLU
2 G 1973 SER
2 G 1976 PHE
2 G 1978 SER
2 G 2022 | THR
2 G 2040 | GLU
1 B 2 LYS
1 B 15 THR
1 B 21 GLN
1 B 27 ARG
1 B 42 GLU
1 B 140 ILE
1 B 168 MET
1 B 179 LYS
1 B 225 SER
1 B 301 ASP
1 B 363 LYS
1 B 390 VAL
1 B 392 THR
1 B 401 THR
1 B 432 VAL
1 B 443 SER
1 B 458 THR
1 B 489 VAL
1 B 493 VAL
1 B 515 PRO
1 B 527 GLN
1 B 537 LYS

Continued on next page...
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Mol | Chain | Res | Type
1 B 538 GLU
1 B 599 MET
1 B 708 SER
1 B 719 GLN
1 B 731 THR
1 B 748 LEU
1 B 750 GLU
1 B 761 LEU
1 B 776 GLU
1 B T GLN
1 B 788 SER
1 B 789 GLU
1 B 797 THR
1 B 806 VAL
1 B 824 LEU
1 B 827 SER
1 B 862 LEU
1 B 864 VAL
1 B 875 THR
1 B 878 MET
1 B 894 ARG
1 B 913 VAL
1 B 916 LEU
1 B 923 MET
1 B 937 LYS
1 B 945 LYS
1 B 987 ASN
1 B 1001 VAL
1 B 1020 VAL
1 B 1022 | THR
1 B 1047 LEU
1 B 1050 CYS
1 B 1061 SER
1 B 1073 | THR
1 B 1079 LYS
1 B 1096 SER
1 B 1130 ASP
1 B 1164 SER
1 B 1166 LYS
1 B 1184 LEU
1 B 1197 | THR
1 B 1203 ASP

Continued on next page...
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Mol | Chain | Res | Type
1 B 1208 VAL
1 B 1238 VAL
1 B 1240 VAL
1 B 1254 VAL
1 B 1260 | MET
1 B 1262 LYS
1 B 1283 | MET
1 B 1327 CYS
1 B 1329 VAL
1 B 1333 ASP
1 B 1338 GLU
1 B 1392 LEU
1 B 1426 LEU
1 B 1430 | ARG
1 B 1442 ASN
1 B 1471 LYS
1 B 1507 | GLN
1 B 1528 | THR
1 B 1556 | THR
1 B 1566 | ARG
1 B 1577 | GLN
1 B 1580 LEU
1 B 1585 LYS
1 B 1640 SER
1 B 1642 | THR
1 B 1643 SER
1 B 1649 LYS
1 B 1680 | ARG
1 B 1681 GLU
1 B 1706 | TYR
1 B 1722 VAL
1 B 1780 ASN
1 B 1828 LEU
1 C 2 LYS
1 C 15 THR
1 C 21 GLN
1 C 27 ARG
1 C 42 GLU
1 C 140 ILE
1 C 168 MET
1 C 179 LYS
1 C 225 SER

Continued on next page...
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Mol | Chain | Res | Type
1 C 301 ASP
1 C 363 LYS
1 C 390 VAL
1 C 392 THR
1 C 401 THR
1 C 432 VAL
1 C 443 SER
1 C 458 THR
1 C 489 VAL
1 C 493 VAL
1 C 515 PRO
1 C 527 GLN
1 C 537 LYS
1 C 538 GLU
1 C 599 MET
1 C 708 SER
1 C 719 GLN
1 C 731 THR
1 C 748 LEU
1 C 750 GLU
1 C 761 LEU
1 C 776 GLU
1 C T GLN
1 C 788 SER
1 C 789 GLU
1 C 797 THR
1 C 806 VAL
1 C 824 LEU
1 C 827 SER
1 C 862 LEU
1 C 864 VAL
1 C 875 THR
1 C 878 MET
1 C 894 ARG
1 C 913 VAL
1 C 916 LEU
1 C 923 MET
1 C 937 LYS
1 C 945 LYS
1 C 987 ASN
1 C 1001 VAL
1 C 1020 VAL

Continued on next page...
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Mol | Chain | Res | Type
1 C 1022 | THR
1 C 1047 LEU
1 C 1050 CYS
1 C 1061 SER
1 C 1073 | THR
1 C 1079 LYS
1 C 1096 SER
1 C 1130 ASP
1 C 1164 SER
1 C 1166 LYS
1 C 1184 LEU
1 C 1197 | THR
1 C 1203 ASP
1 C 1208 VAL
1 C 1238 VAL
1 C 1240 VAL
1 C 1254 VAL
1 C 1260 | MET
1 C 1262 LYS
1 C 1283 | MET
1 C 1327 CYS
1 C 1329 VAL
1 C 1333 ASP
1 C 1338 GLU
1 C 1392 LEU
1 C 1426 LEU
1 C 1430 | ARG
1 C 1442 ASN
1 C 1471 LYS
1 C 1507 | GLN
1 C 1528 | THR
1 C 1556 | THR
1 C 1566 | ARG
1 C 1577 | GLN
1 C 1580 LEU
1 C 1585 LYS
1 C 1640 SER
1 C 1642 | THR
1 C 1643 SER
1 C 1649 LYS
1 C 1680 | ARG
1 C 1681 GLU
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Mol | Chain | Res | Type
1 C 1706 | TYR
1 C 1722 VAL
1 C 1780 ASN
1 C 1828 LEU
1 D 2 LYS
1 D 15 THR
1 D 21 GLN
1 D 27 ARG
1 D 42 GLU
1 D 140 ILE
1 D 168 MET
1 D 179 LYS
1 D 225 SER
1 D 301 ASP
1 D 363 LYS
1 D 390 VAL
1 D 392 THR
1 D 401 THR
1 D 432 VAL
1 D 443 SER
1 D 458 THR
1 D 489 VAL
1 D 493 VAL
1 D 515 PRO
1 D 527 GLN
1 D 537 LYS
1 D 538 GLU
1 D 599 MET
1 D 708 SER
1 D 719 GLN
1 D 731 THR
1 D 748 LEU
1 D 750 GLU
1 D 761 LEU
1 D 776 GLU
1 D 7 GLN
1 D 788 SER
1 D 789 GLU
1 D 797 THR
1 D 806 VAL
1 D 824 LEU
1 D 827 SER

Continued on next page...
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Mol | Chain | Res | Type
1 D 862 LEU
1 D 864 VAL
1 D 875 THR
1 D 878 MET
1 D 894 ARG
1 D 913 VAL
1 D 916 LEU
1 D 923 MET
1 D 937 LYS
1 D 945 LYS
1 D 987 ASN
1 D 1001 VAL
1 D 1020 VAL
1 D 1022 | THR
1 D 1047 LEU
1 D 1050 CYS
1 D 1061 SER
1 D 1073 | THR
1 D 1079 LYS
1 D 1096 SER
1 D 1130 ASP
1 D 1164 SER
1 D 1166 LYS
1 D 1184 LEU
1 D 1197 | THR
1 D 1203 ASP
1 D 1208 VAL
1 D 1238 VAL
1 D 1240 VAL
1 D 1254 VAL
1 D 1260 | MET
1 D 1262 LYS
1 D 1283 | MET
1 D 1327 CYS
1 D 1329 VAL
1 D 1333 ASP
1 D 1338 GLU
1 D 1392 LEU
1 D 1426 LEU
1 D 1430 | ARG
1 D 1442 ASN
1 D 1471 LYS
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Mol | Chain | Res | Type
1 D 1507 | GLN
1 D 1528 | THR
1 D 1556 | THR
1 D 1566 | ARG
1 D 1577 |  GLN
1 D 1580 LEU
1 D 1585 LYS
1 D 1640 SER
1 D 1642 | THR
1 D 1643 SER
1 D 1649 LYS
1 D 1680 | ARG
1 D 1681 GLU
1 D 1706 | TYR
1 D 1722 VAL
1 D 1780 ASN
1 D 1828 LEU
1 E 2 LYS
1 E 15 THR
1 E 21 GLN
1 E 27 ARG
1 E 42 GLU
1 E 140 ILE
1 E 168 MET
1 E 179 LYS
1 E 225 SER
1 E 301 ASP
1 E 363 LYS
1 E 390 VAL
1 E 392 THR
1 E 401 THR
1 E 432 VAL
1 E 443 SER
1 E 458 THR
1 E 489 VAL
1 E 493 VAL
1 E 515 PRO
1 E 527 GLN
1 E 537 LYS
1 E 538 GLU
1 E 599 MET
1 E 708 SER
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Mol | Chain | Res | Type
1 E 719 GLN
1 E 731 THR
1 E 748 LEU
1 E 750 GLU
1 E 761 LEU
1 E 776 GLU
1 E T GLN
1 E 788 SER
1 E 789 GLU
1 E 797 THR
1 E 806 VAL
1 E 824 LEU
1 E 827 SER
1 E 862 LEU
1 E 864 VAL
1 E 875 THR
1 E 878 MET
1 E 894 ARG
1 E 913 VAL
1 E 916 LEU
1 E 923 MET
1 E 937 LYS
1 E 945 LYS
1 E 987 ASN
1 E 1001 VAL
1 E 1020 VAL
1 E 1022 | THR
1 E 1047 LEU
1 E 1050 CYS
1 E 1061 SER
1 E 1073 | THR
1 E 1079 LYS
1 E 1096 SER
1 E 1130 ASP
1 E 1164 SER
1 E 1166 LYS
1 E 1184 LEU
1 E 1197 | THR
1 E 1203 ASP
1 E 1208 VAL
1 E 1238 VAL
1 E 1240 VAL
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Mol | Chain | Res | Type
1 E 1254 VAL
1 E 1260 | MET
1 E 1262 LYS
1 E 1283 | MET
1 E 1327 CYS
1 E 1329 VAL
1 E 1333 ASP
1 E 1338 GLU
1 E 1392 LEU
1 E 1426 LEU
1 E 1430 | ARG
1 E 1442 ASN
1 E 1471 LYS
1 E 1507 | GLN
1 E 1528 | THR
1 E 1556 | THR
1 E 1566 | ARG
1 E 1577 |  GLN
1 E 1580 LEU
1 E 1585 LYS
1 E 1640 SER
1 E 1642 | THR
1 E 1643 SER
1 E 1649 LYS
1 E 1680 | ARG
1 E 1681 GLU
1 E 1706 | TYR
1 E 1722 VAL
1 E 1780 ASN
1 E 1828 LEU
1 F 2 LYS
1 F 15 THR
1 F 21 GLN
1 F 27 ARG
1 F 42 GLU
1 F 140 ILE
1 F 168 MET
1 F 179 LYS
1 F 225 SER
1 F 301 ASP
1 F 363 LYS
1 F 390 VAL
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Mol | Chain | Res | Type
1 F 392 THR
1 F 401 THR
1 F 432 VAL
1 F 443 SER
1 F 458 THR
1 F 489 VAL
1 F 493 VAL
1 F 515 PRO
1 F 527 GLN
1 F 537 LYS
1 F 538 GLU
1 F 599 MET
1 F 708 SER
1 F 709 ARG
1 F 719 GLN
1 F 731 THR
1 F 748 LEU
1 F 750 GLU
1 F 761 LEU
1 F 776 GLU
1 F T GLN
1 F 788 SER
1 F 789 GLU
1 F 797 THR
1 F 806 VAL
1 F 824 LEU
1 F 827 SER
1 F 862 LEU
1 F 864 VAL
1 F 875 THR
1 F 878 MET
1 F 894 ARG
1 F 913 VAL
1 F 916 LEU
1 F 923 MET
1 F 937 LYS
1 F 945 LYS
1 F 987 ASN
1 F 1001 VAL
1 F 1020 VAL
1 F 1022 | THR
1 F 1047 LEU
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Mol | Chain | Res | Type
1 F 1050 CYS
1 F 1061 SER
1 F 1073 | THR
1 F 1079 LYS
1 F 1096 SER
1 F 1130 ASP
1 F 1164 SER
1 F 1166 LYS
1 F 1184 LEU
1 F 1197 | THR
1 F 1203 ASP
1 F 1208 VAL
1 F 1238 VAL
1 F 1240 VAL
1 F 1254 VAL
1 F 1260 | MET
1 F 1262 LYS
1 F 1283 | MET
1 F 1327 CYS
1 F 1329 VAL
1 F 1333 ASP
1 F 1338 GLU
1 F 1392 LEU
1 F 1426 LEU
1 F 1430 | ARG
1 F 1442 ASN
1 F 1471 LYS
1 F 1507 | GLN
1 F 1528 | THR
1 F 1556 | THR
1 F 1566 | ARG
1 F 1577 |  GLN
1 F 1580 LEU
1 F 1585 LYS
1 F 1640 SER
1 F 1642 | THR
1 F 1643 SER
1 F 1649 LYS
1 F 1680 | ARG
1 F 1681 GLU
1 F 1706 | TYR
1 F 1722 VAL
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Mol | Chain | Res | Type
1 F 1780 ASN
1 F 1828 LEU
2 H 7 ARG
2 H 24 THR
2 H 34 GLN
2 H 38 ASN
2 H 99 ASN
2 H 109 LEU
2 H 114 THR
2 H 121 GLU
2 H 140 LYS
2 H 166 THR
2 H 173 LEU
2 H 194 THR
2 H 223 SER
2 H 236 ILE
2 H 240 LEU
2 H 267 LEU
2 H 277 LEU
2 H 326 ASP
2 H 339 LEU
2 H 342 SER
2 H 345 THR
2 H 351 ASP
2 H 353 VAL
2 H 376 ASN
2 H 419 ARG
2 H 425 SER
2 H 431 LEU
2 H 436 SER
2 H 492 THR
2 H 494 THR
2 H 497 LYS
2 H 510 SER
2 H 516 THR
2 H 545 GLN
2 H 598 THR
2 H 616 THR
2 H 665 LEU
2 H 669 LEU
2 H 670 ARG
2 H 730 LEU
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Mol | Chain | Res | Type
2 H 776 ASP
2 H 805 VAL
2 H 827 VAL
2 H 845 THR
2 H 846 VAL
2 H 887 LYS
2 H 907 VAL
2 H 910 GLN
2 H 914 LEU
2 H 936 ASN
2 H 947 THR
2 H 972 LEU
2 H 1033 SER
2 H 1040 LEU
2 H 1110 ASP
2 H 1131 SER
2 H 1157 SER
2 H 1158 PHE
2 H 1167 SER
2 H 1189 | THR
2 H 1195 VAL
2 H 1205 LEU
2 H 1213 LEU
2 H 1236 LEU
2 H 1317 | ARG
2 H 1320 LEU
2 H 1343 VAL
2 H 1347 LEU
2 H 1348 LEU
2 H 1354 SER
2 H 1367 | GLN
2 H 1375 | THR
2 H 1389 ILE
2 H 1415 ASN
2 H 1441 ILE
2 H 1446 SER
2 H 1451 GLN
2 H 1468 | THR
2 H 1470 | THR
2 H 1476 ASN
2 H 1486 PHE
2 H 1567 | ARG
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Mol | Chain | Res | Type
2 H 1583 | MET
2 H 1586 SER
2 H 1590 | ARG
2 H 1616 VAL
2 H 1624 | THR
2 H 1637 LEU
2 H 1639 LYS
2 H 1680 LEU
2 H 1693 | ARG
2 H 1712 ASN
2 H 1736 | MET
2 H 1740 | THR
2 H 1741 ILE
2 H 1745 LYS
2 H 1747 LYS
2 H 1748 | THR
2 H 1750 LYS
2 H 1759 SER
2 H 1761 SER
2 H 1770 LEU
2 H 1775 GLN
2 H 1781 LEU
2 H 1811 GLU
2 H 1844 | ARG
2 H 1845 ASP
2 H 1846 GLU
2 H 1847 LEU
2 H 1862 VAL
2 H 1914 LEU
2 H 1927 LEU
2 H 1934 | GLU
2 H 1935 GLU
2 H 1973 SER
2 H 1976 PHE
2 H 1978 SER
2 H 2022 | THR
2 H 2040 | GLU
2 I 7 ARG
2 I 34 GLN
2 I 38 ASN
2 I 99 ASN
2 I 109 LEU
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Mol | Chain | Res | Type
2 I 114 THR
2 | 121 GLU
2 I 140 LYS
2 I 166 THR
2 I 173 LEU
2 I 194 THR
2 I 223 SER
2 I 236 ILE
2 I 240 LEU
2 I 267 LEU
2 I 277 LEU
2 I 326 ASP
2 I 339 LEU
2 I 342 SER
2 I 345 THR
2 I 351 ASP
2 I 353 VAL
2 I 376 ASN
2 I 419 ARG
2 I 425 SER
2 I 431 LEU
2 I 436 SER
2 I 492 THR
2 I 494 THR
2 I 497 LYS
2 I 510 SER
2 I 516 THR
2 I 545 GLN
2 I 598 THR
2 I 616 THR
2 I 665 LEU
2 I 669 LEU
2 I 670 ARG
2 I 730 LEU
2 I 776 ASP
2 I 805 VAL
2 I 827 VAL
2 I 845 THR
2 I 846 VAL
2 I 887 LYS
2 I 907 VAL
2 I 910 GLN

Continued on next page...



Page 79

Full wwPDB EM Validation Report

EMD-4578, 6QL6

Continued from previous page...

Mol | Chain | Res | Type
2 I 914 LEU
2 I 936 ASN
2 I 947 THR
2 I 972 LEU
2 I 1033 SER
2 I 1040 LEU
2 I 1110 ASP
2 I 1131 SER
2 I 1157 SER
2 I 1158 PHE
2 I 1167 SER
2 I 1189 | THR
2 I 1195 VAL
2 I 1205 LEU
2 I 1213 LEU
2 I 1236 LEU
2 I 1317 | ARG
2 I 1320 LEU
2 I 1343 VAL
2 I 1347 LEU
2 I 1348 LEU
2 I 1354 SER
2 I 1367 | GLN
2 I 1375 | THR
2 I 1389 ILE
2 I 1415 ASN
2 I 1441 ILE
2 I 1446 SER
2 I 1451 GLN
2 I 1468 | THR
2 I 1470 | THR
2 I 1476 ASN
2 I 1486 PHE
2 I 1567 | ARG
2 I 1583 | MET
2 I 1586 SER
2 I 1590 | ARG
2 I 1616 VAL
2 I 1624 | THR
2 I 1637 LEU
2 I 1639 LYS
2 I 1680 LEU
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Mol | Chain | Res | Type
2 I 1693 | ARG
2 I 1712 ASN
2 I 1736 | MET
2 I 1740 | THR
2 I 1741 ILE
2 I 1745 LYS
2 I 1747 LYS
2 I 1748 | THR
2 I 1750 LYS
2 I 1759 SER
2 I 1761 SER
2 I 1770 LEU
2 I 1775 GLN
2 I 1781 LEU
2 I 1811 GLU
2 I 1844 | ARG
2 I 1845 ASP
2 I 1846 GLU
2 I 1847 LEU
2 I 1862 VAL
2 I 1914 LEU
2 I 1927 LEU
2 I 1934 | GLU
2 I 1935 GLU
2 I 1973 SER
2 I 1976 PHE
2 I 1978 SER
2 I 2022 | THR
2 I 2040 | GLU
2 J 7 ARG
2 J 34 GLN
2 J 38 ASN
2 J 99 ASN
2 J 109 LEU
2 J 114 THR
2 J 121 GLU
2 J 166 THR
2 J 173 LEU
2 J 194 THR
2 J 223 SER
2 J 236 ILE
2 J 240 LEU
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Mol | Chain | Res | Type
2 J 267 LEU
2 J 277 LEU
2 J 326 ASP
2 J 339 LEU
2 J 342 SER
2 J 345 THR
2 J 351 ASP
2 J 353 VAL
2 J 376 ASN
2 J 419 ARG
2 J 425 SER
2 J 431 LEU
2 J 436 SER
2 J 492 THR
2 J 494 THR
2 J 497 LYS
2 J 510 SER
2 J 516 THR
2 J 545 GLN
2 J 598 THR
2 J 616 THR
2 J 665 LEU
2 J 669 LEU
2 J 670 ARG
2 J 730 LEU
2 J 776 ASP
2 J 805 VAL
2 J 827 VAL
2 J 845 THR
2 J 846 VAL
2 J 887 LYS
2 J 907 VAL
2 J 910 GLN
2 J 914 LEU
2 J 936 ASN
2 J 947 THR
2 J 972 LEU
2 J 1033 SER
2 J 1040 LEU
2 J 1110 ASP
2 J 1131 SER
2 J 1157 SER
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Mol | Chain | Res | Type
2 J 1158 PHE
2 J 1167 SER
2 J 1189 | THR
2 J 1195 VAL
2 J 1205 LEU
2 J 1213 LEU
2 J 1236 LEU
2 J 1317 | ARG
2 J 1320 LEU
2 J 1343 VAL
2 J 1347 LEU
2 J 1348 LEU
2 J 1354 SER
2 J 1367 | GLN
2 J 1375 | THR
2 J 1389 ILE
2 J 1415 ASN
2 J 1441 ILE
2 J 1446 SER
2 J 1451 GLN
2 J 1468 | THR
2 J 1470 | THR
2 J 1476 ASN
2 J 1486 PHE
2 J 1567 | ARG
2 J 1583 | MET
2 J 1586 SER
2 J 1590 | ARG
2 J 1616 VAL
2 J 1624 | THR
2 J 1637 LEU
2 J 1639 LYS
2 J 1680 LEU
2 J 1693 | ARG
2 J 1712 ASN
2 J 1736 | MET
2 J 1740 | THR
2 J 1741 ILE
2 J 1745 LYS
2 J 1747 LYS
2 J 1748 | THR
2 J 1750 LYS

Continued on next page...



Page 83

Full wwPDB EM Validation Report

EMD-4578, 6QL6

Continued from previous page...

Mol | Chain | Res | Type
2 J 1759 SER
2 J 1761 SER
2 J 1770 LEU
2 J 1775 GLN
2 J 1781 LEU
2 J 1811 GLU
2 J 1844 | ARG
2 J 1845 ASP
2 J 1846 GLU
2 J 1847 LEU
2 J 1862 VAL
2 J 1914 LEU
2 J 1927 LEU
2 J 1934 | GLU
2 J 1935 GLU
2 J 1973 SER
2 J 1976 PHE
2 J 1978 SER
2 J 2022 | THR
2 J 2040 | GLU
2 K 7 ARG
2 K 34 GLN
2 K 38 ASN
2 K 99 ASN
2 K 109 LEU
2 K 114 THR
2 K 121 GLU
2 K 166 THR
2 K 173 LEU
2 K 194 THR
2 K 223 SER
2 K 236 ILE
2 K 240 LEU
2 K 267 LEU
2 K 277 LEU
2 K 326 ASP
2 K 339 LEU
2 K 342 SER
2 K 345 THR
2 K 351 ASP
2 K 353 VAL
2 K 376 ASN
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Mol | Chain | Res | Type
2 K 419 ARG
2 K 425 SER
2 K 431 LEU
2 K 436 SER
2 K 492 THR
2 K 494 THR
2 K 497 LYS
2 K 510 SER
2 K 516 THR
2 K 545 GLN
2 K 598 THR
2 K 616 THR
2 K 665 LEU
2 K 669 LEU
2 K 670 ARG
2 K 730 LEU
2 K 776 ASP
2 K 805 VAL
2 K 827 VAL
2 K 845 THR
2 K 846 VAL
2 K 887 LYS
2 K 907 VAL
2 K 910 GLN
2 K 914 LEU
2 K 936 ASN
2 K 947 THR
2 K 972 LEU
2 K 1033 SER
2 K 1040 LEU
2 K 1110 ASP
2 K 1131 SER
2 K 1157 SER
2 K 1158 PHE
2 K 1167 SER
2 K 1189 | THR
2 K 1195 VAL
2 K 1205 LEU
2 K 1213 LEU
2 K 1236 LEU
2 K 1317 | ARG
2 K 1320 LEU
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Mol | Chain | Res | Type
2 K 1343 VAL
2 K 1347 LEU
2 K 1348 LEU
2 K 1354 SER
2 K 1367 | GLN
2 K 1375 | THR
2 K 1389 ILE
2 K 1415 ASN
2 K 1422 | THR
2 K 1441 ILE
2 K 1446 SER
2 K 1451 GLN
2 K 1468 | THR
2 K 1470 | THR
2 K 1476 ASN
2 K 1486 PHE
2 K 1567 | ARG
2 K 1583 | MET
2 K 1586 SER
2 K 1590 | ARG
2 K 1616 VAL
2 K 1624 | THR
2 K 1637 LEU
2 K 1639 LYS
2 K 1680 LEU
2 K 1693 | ARG
2 K 1712 ASN
2 K 1736 | MET
2 K 1740 | THR
2 K 1741 ILE
2 K 1745 LYS
2 K 1747 LYS
2 K 1748 | THR
2 K 1750 LYS
2 K 1759 SER
2 K 1761 SER
2 K 1770 LEU
2 K 1775 GLN
2 K 1781 LEU
2 K 1811 GLU
2 K 1844 | ARG
2 K 1845 ASP
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Mol | Chain | Res | Type
2 K 1846 GLU
2 K 1847 LEU
2 K 1862 VAL
2 K 1914 LEU
2 K 1927 LEU
2 K 1934 | GLU
2 K 1935 GLU
2 K 1973 SER
2 K 1976 PHE
2 K 1978 SER
2 K 2022 | THR
2 K 2040 | GLU
2 L 7 ARG
2 L 24 THR
2 L 34 GLN
2 L 38 ASN
2 L 99 ASN
2 L 109 LEU
2 L 114 THR
2 L 121 GLU
2 L 166 THR
2 L 173 LEU
2 L 194 THR
2 L 223 SER
2 L 236 ILE
2 L 240 LEU
2 L 267 LEU
2 L 277 LEU
2 L 326 ASP
2 L 339 LEU
2 L 342 SER
2 L 345 THR
2 L 351 ASP
2 L 353 VAL
2 L 376 ASN
2 L 419 ARG
2 L 425 SER
2 L 431 LEU
2 L 436 SER
2 L 492 THR
2 L 494 THR
2 L 497 LYS
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Mol | Chain | Res | Type
2 L 510 SER
2 L 516 THR
2 L 545 GLN
2 L 598 THR
2 L 616 THR
2 L 665 LEU
2 L 669 LEU
2 L 670 ARG
2 L 730 LEU
2 L 776 ASP
2 L 805 VAL
2 L 827 VAL
2 L 845 THR
2 L 846 VAL
2 L 887 LYS
2 L 907 VAL
2 L 910 GLN
2 L 914 LEU
2 L 936 ASN
2 L 947 THR
2 L 972 LEU
2 L 1033 SER
2 L 1040 LEU
2 L 1110 ASP
2 L 1131 SER
2 L 1157 SER
2 L 1158 PHE
2 L 1167 SER
2 L 1189 | THR
2 L 1195 VAL
2 L 1205 LEU
2 L 1213 LEU
2 L 1236 LEU
2 L 1317 | ARG
2 L 1320 LEU
2 L 1343 VAL
2 L 1347 LEU
2 L 1348 LEU
2 L 1354 SER
2 L 1367 | GLN
2 L 1375 | THR
2 L 1389 ILE
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Mol | Chain | Res | Type
2 L 1415 ASN
2 L 1441 ILE
2 L 1446 SER
2 L 1451 GLN
2 L 1468 | THR
2 L 1470 | THR
2 L 1476 ASN
2 L 1486 PHE
2 L 1567 | ARG
2 L 1583 | MET
2 L 1586 SER
2 L 1590 | ARG
2 L 1616 VAL
2 L 1624 | THR
2 L 1637 LEU
2 L 1639 LYS
2 L 1680 LEU
2 L 1693 | ARG
2 L 1712 ASN
2 L 1736 | MET
2 L 1740 | THR
2 L 1741 ILE
2 L 1745 LYS
2 L 1747 LYS
2 L 1748 | THR
2 L 1750 LYS
2 L 1759 SER
2 L 1761 SER
2 L 1770 LEU
2 L 1775 GLN
2 L 1781 LEU
2 L 1811 GLU
2 L 1844 | ARG
2 L 1845 ASP
2 L 1846 GLU
2 L 1847 LEU
2 L 1862 VAL
2 L 1914 LEU
2 L 1927 LEU
2 L 1934 | GLU
2 L 1935 GLU
2 L 1973 SER
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Mol | Chain | Res | Type
2 L 1976 PHE
2 L 1978 SER
2 L 2022 | THR
2 L 2040 | GLU

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. All (361)

such sidechains are listed below:

Mol | Chain | Res | Type
1 A 21 GLN
1 A 342 GLN
1 A 344 GLN
1 A 438 ASN
1 A 506 ASN
1 A 618 ASN
1 A 719 GLN
1 A 738 ASN
1 A 904 ASN
1 A 971 ASN
1 A 983 GLN
1 A 987 ASN
1 A 1064 ASN
1 A 1066 ASN
1 A 1146 HIS
1 A 1239 HIS
1 A 1288 ASN
1 A 1432 HIS
1 A 1442 ASN
1 A 1507 GLN
1 A 1510 ASN
1 A 1577 GLN
1 A 1610 ASN
1 A 1657 HIS
2 G 99 ASN
2 G 155 GLN
2 G 354 ASN
2 G 376 ASN
2 G 390 ASN
2 G 428 HIS
2 G 440 ASN
2 G 447 ASN
2 G 500 HIS
2 G 545 GLN
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Mol | Chain | Res | Type
2 G 558 ASN
2 G 572 ASN
2 G 612 ASN
2 G 718 ASN
2 G 47 HIS
2 G 760 HIS
2 G 908 ASN
2 G 910 GLN
2 G 936 ASN
2 G 1046 GLN
2 G 1049 GLN
2 G 1061 GLN
2 G 1217 | ASN
2 G 1307 | ASN
2 G 1355 ASN
2 G 1383 ASN
2 G 1384 | GLN
2 G 1415 ASN
2 G 1451 GLN
2 G 1619 ASN
2 G 1712 ASN
2 G 1775 GLN
2 G 1890 ASN
2 G 1983 ASN
2 G 2020 | GLN
1 B 21 GLN
1 B 342 GLN
1 B 344 GLN
1 B 438 ASN
1 B 506 ASN
1 B 618 ASN
1 B 719 GLN
1 B 738 ASN
1 B 904 ASN
1 B 971 ASN
1 B 983 GLN
1 B 987 ASN
1 B 1064 ASN
1 B 1066 ASN
1 B 1146 HIS
1 B 1239 HIS
1 B 1288 ASN
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Mol | Chain | Res | Type
1 B 1432 HIS
1 B 1442 ASN
1 B 1507 | GLN
1 B 1510 ASN
1 B 1577 |  GLN
1 B 1610 ASN
1 B 1657 HIS
1 C 21 GLN
1 C 342 GLN
1 C 344 GLN
1 C 438 ASN
1 C 506 ASN
1 C 618 ASN
1 C 719 GLN
1 C 738 ASN
1 C 904 ASN
1 C 971 ASN
1 C 983 GLN
1 C 987 ASN
1 C 1064 ASN
1 C 1066 ASN
1 C 1146 HIS
1 C 1239 HIS
1 C 1288 ASN
1 C 1432 HIS
1 C 1442 ASN
1 C 1483 ASN
1 C 1507 | GLN
1 C 1510 ASN
1 C 1577 |  GLN
1 C 1610 ASN
1 C 1657 HIS
1 C 1845 ASN
1 D 21 GLN
1 D 342 GLN
1 D 344 GLN
1 D 438 ASN
1 D 506 ASN
1 D 618 ASN
1 D 719 GLN
1 D 738 ASN
1 D 904 ASN
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Mol | Chain | Res | Type
1 D 971 ASN
1 D 983 GLN
1 D 987 ASN
1 D 1064 ASN
1 D 1066 ASN
1 D 1146 HIS
1 D 1239 HIS
1 D 1288 ASN
1 D 1432 HIS
1 D 1442 ASN
1 D 1483 ASN
1 D 1507 | GLN
1 D 1510 ASN
1 D 1577 |  GLN
1 D 1610 ASN
1 D 1657 HIS
1 D 1845 ASN
1 E 21 GLN
1 E 342 GLN
1 E 344 GLN
1 E 438 ASN
1 E 506 ASN
1 E 618 ASN
1 E 719 GLN
1 E 738 ASN
1 E 904 ASN
1 E 971 ASN
1 E 983 GLN
1 E 987 ASN
1 E 1064 ASN
1 E 1066 ASN
1 E 1146 HIS
1 E 1239 HIS
1 E 1288 ASN
1 E 1432 HIS
1 E 1442 ASN
1 E 1507 | GLN
1 E 1510 ASN
1 E 1577 |  GLN
1 E 1610 ASN
1 E 1657 HIS
1 F 21 GLN
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Mol | Chain | Res | Type
1 F 342 GLN
1 F 344 GLN
1 F 438 ASN
1 F 506 ASN
1 F 618 ASN
1 F 719 GLN
1 F 738 ASN
1 F 904 ASN
1 F 971 ASN
1 F 983 GLN
1 F 987 ASN
1 F 1064 ASN
1 F 1066 ASN
1 F 1146 HIS
1 F 1239 HIS
1 F 1288 ASN
1 F 1432 HIS
1 F 1442 ASN
1 F 1507 | GLN
1 F 1510 ASN
1 F 1577 | GLN
1 F 1610 ASN
1 F 1657 HIS
1 F 1845 ASN
2 H 99 ASN
2 H 155 GLN
2 H 330 ASN
2 H 354 ASN
2 H 376 ASN
2 H 390 ASN
2 H 428 HIS
2 H 440 ASN
2 H 447 ASN
2 H 500 HIS
2 H 545 GLN
2 H 558 ASN
2 H 572 ASN
2 H 612 ASN
2 H 715 GLN
2 H 718 ASN
2 H 47 HIS
2 H 760 HIS
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Mol | Chain | Res | Type
2 H 908 ASN
2 H 910 GLN
2 H 936 ASN
2 H 1046 GLN
2 H 1049 GLN
2 H 1061 GLN
2 H 1217 | ASN
2 H 1307 | ASN
2 H 1355 ASN
2 H 1383 ASN
2 H 1384 | GLN
2 H 1415 ASN
2 H 1451 GLN
2 H 1581 HIS
2 H 1619 ASN
2 H 1712 ASN
2 H 1775 GLN
2 H 1890 ASN
2 H 1983 ASN
2 H 2020 | GLN
2 I 99 ASN
2 I 155 GLN
2 I 354 ASN
2 I 376 ASN
2 I 390 ASN
2 I 428 HIS
2 I 447 ASN
2 I 500 HIS
2 I 545 GLN
2 I 572 ASN
2 I 612 ASN
2 I 715 GLN
2 I 718 ASN
2 I 47 HIS
2 I 760 HIS
2 I 908 ASN
2 I 910 GLN
2 I 936 ASN
2 I 1046 GLN
2 I 1217 | ASN
2 I 1307 | ASN
2 I 1355 ASN
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Mol | Chain | Res | Type
2 I 1383 ASN
2 I 1384 | GLN
2 I 1415 ASN
2 I 1451 GLN
2 I 1581 HIS
2 I 1619 ASN
2 I 1712 ASN
2 I 1775 GLN
2 I 1890 ASN
2 I 1983 ASN
2 I 2020 | GLN
2 J 99 ASN
2 J 155 GLN
2 J 354 ASN
2 J 359 HIS
2 J 376 ASN
2 J 390 ASN
2 J 428 HIS
2 J 447 ASN
2 J 500 HIS
2 J 545 GLN
2 J 572 ASN
2 J 612 ASN
2 J 715 GLN
2 J 718 ASN
2 J 47 HIS
2 J 760 HIS
2 J 908 ASN
2 J 910 GLN
2 J 936 ASN
2 J 1046 GLN
2 J 1049 GLN
2 J 1217 | ASN
2 J 1307 | ASN
2 J 1355 ASN
2 J 1383 ASN
2 J 1415 ASN
2 J 1451 GLN
2 J 1581 HIS
2 J 1619 ASN
2 J 1712 ASN
2 J 1775 GLN
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Mol | Chain | Res | Type
2 J 1890 ASN
2 J 1983 ASN
2 J 2020 | GLN
2 K 99 ASN
2 K 155 GLN
2 K 354 ASN
2 K 359 HIS
2 K 376 ASN
2 K 390 ASN
2 K 428 HIS
2 K 447 ASN
2 K 500 HIS
2 K 545 GLN
2 K 558 ASN
2 K 572 ASN
2 K 612 ASN
2 K 715 GLN
2 K 718 ASN
2 K 47 HIS
2 K 760 HIS
2 K 908 ASN
2 K 910 GLN
2 K 936 ASN
2 K 1046 GLN
2 K 1049 GLN
2 K 1061 GLN
2 K 1217 | ASN
2 K 1307 | ASN
2 K 1355 ASN
2 K 1383 ASN
2 K 1384 | GLN
2 K 1415 ASN
2 K 1451 GLN
2 K 1619 ASN
2 K 1712 ASN
2 K 1775 GLN
2 K 1890 ASN
2 K 1983 ASN
2 K 2020 | GLN
2 L 99 ASN
2 L 155 GLN
2 L 354 ASN

Continued on next page...
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Mol | Chain | Res | Type
2 L 376 ASN
2 L 390 ASN
2 L 428 HIS
2 L 440 ASN
2 L 447 ASN
2 L 500 HIS
2 L 545 GLN
2 L 558 ASN
2 L 572 ASN
2 L 612 ASN
2 L 715 GLN
2 L 718 ASN
2 L 47 HIS
2 L 760 HIS
2 L 908 ASN
2 L 910 GLN
2 L 936 ASN
2 L 1046 GLN
2 L 1049 GLN
2 L 1217 | ASN
2 L 1307 | ASN
2 L 1355 ASN
2 L 1383 ASN
2 L 1384 | GLN
2 L 1415 ASN
2 L 1451 GLN
2 L 1581 HIS
2 L 1619 ASN
2 L 1712 ASN
2 L 1775 GLN
2 L 1890 ASN
2 L 1983 ASN
2 L 2020 | GLN

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.
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5.5 Carbohydrates (i)

There are no monosaccharides in this entry.

5.6 Ligand geometry (i)

12 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 CountsBonfSMlgIZlgt:jZ | > 2 CountsBofr{llil/[Saanlj;Z | > 2
3 J&T A 1901 1 7,12,13 0.82 0 11,1720 | 1.21 1 (9%)
3 J8T E 1901 1 7,12,13 0.82 0 11,17,20 | 1.20 1 (9%)
4 FMN G 2101 - 33,33,33 | 1.51 6 (18%) | 48,50,50 | 1.47 10 (20%)
3 J&T B 1901 1 7,12,13 0.83 0 11,17,20 | 1.19 1 (9%)
4 |FMN| L [2101] - |333333] 153 | 7(21%) | 48,5050 | 1.47 | 9 (18%)
4 FMN J 2101 - 33,33,33 | 1.52 7 (21%) | 48,50,50 | 1.46 9 (18%)
4 | FMN | K | 2101] - [333333] 151 | 6 (18%) | 48,50,50 | 1.47 | 10 (20%)
3 | J8T D | 1901 1 | 7,213 | 0.84 0 11,17,20 | 1.21 | 1 (9%)
4 | FMN | 1 |2101| - [333333| 153 | 7(21%) | 4850,50 | 1.45 | 9 (18%)
3 J&T C 1901 1 7,12,13 0.81 0 11,17,20 | 1.20 1 (9%)
4 FMN H 2101 - 33,33,33 | 1.53 6 (18%) | 48,50,50 | 1.46 10 (20%)
3 J&T F 1901 1 7,12,13 0.83 0 11,17,20 | 1.20 1 (9%)

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.
’-” means no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
3 J8T A 1901 1 4/13/16/17 -
3 J8T E 1901 1 - 4/13/16/17 -
4 FMN G 2101 - - 2/18/18/18 | 0/3/3/3
3 J8T B 1901 1 - 4/13/16/17 -

Continued on next page...
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Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
4 |FMN| L |2101] - - 2/18/18/18 | 0/3/3/3
1 | FMN | J 2101 - - 1/18/18/18 | 0/3/3/3
4 |FMN | K |2101] - - 2/18/18/18 | 0/3/3/3
3 | J8T | D |1901| 1 - 4/13/16/17 -

4 FMN I 2101 - - 1/18/18/18 | 0/3/3/3

3 | JsT | C [1901] 1 - 4/13/16/17 -

i | FMN | H | 2101] - - 1/18/18/18 | 0/3/3/3

3 | JST | F | 1001 1 ] 4/13/16/17 -
All (39) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
4 K 2101 | FMN | C9A-C5A | 3.47 1.47 1.41
4 H 2101 | FMN | C9A-C5A | 3.44 1.46 1.41
4 G 2101 | FMN | C9A-C5A | 3.44 1.46 1.41
4 L 2101 | FMN | C9A-C5A | 3.43 1.46 1.41
4 I 2101 | FMN | C9A-C5A | 3.37 1.46 1.41
4 J 2101 | FMN | C9A-C5A | 3.34 1.46 1.41
4 H 2101 | FMN | C5A-N5 | -3.30 1.33 1.39
4 L 2101 | FMN | CHA-N5 | -3.28 1.33 1.39
4 J 2101 | FMN | C5A-N5 | -3.27 1.33 1.39
4 I 2101 | FMN | C5A-N5 | -3.22 1.33 1.39
4 K 2101 | FMN | C5A-N5 | -3.22 1.33 1.39
4 G 2101 | FMN | C5A-N5 | -3.17 1.33 1.39
4 G 2101 | FMN C8-C7 2.71 1.47 1.40
4 K 2101 | FMN C8-C7 2.71 1.47 1.40
4 H 2101 | FMN C8-C7 2.68 1.47 1.40
4 L 2101 | FMN C8-C7 2.63 1.47 1.40
4 H 2101 | FMN C4-N3 -2.62 1.34 1.38
4 I 2101 | FMN | C6-C5A | -2.62 1.35 1.40
4 I 2101 | FMN C8-C7 2.61 1.47 1.40
4 J 2101 | FMN C8-C7 2.60 1.47 1.40
4 L 2101 | FMN | C6-C5A | -2.56 1.35 1.40
4 I 2101 | FMN C4-N3 -2.55 1.34 1.38
4 J 2101 | FMN | C6-C5A | -2.55 1.36 1.40
4 G 2101 | FMN | C6-C5A | -2.55 1.36 1.40
4 J 2101 | FMN C4-N3 -2.55 1.34 1.38
4 H 2101 | FMN | C6-ChA | -2.53 1.36 1.40
4 K 2101 | FMN | C6-CHA | -2.52 1.36 1.40
4 L 2101 | FMN C4-N3 -2.51 1.34 1.38
4 K 2101 | FMN C4-N3 -2.51 1.34 1.38

Continued on next page...
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Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
4 G 2101 | FMN C4-N3 -2.50 1.34 1.38
4 J 2101 | FMN C9-C8 -2.17 1.36 1.39
4 G 2101 | FMN C9-C8 -2.16 1.36 1.39
4 I 2101 | FMN C6-C7 -2.12 1.36 1.39
4 I 2101 | FMN C9-C8 -2.10 1.36 1.39
4 L 2101 | FMN C9-C8 -2.10 1.36 1.39
4 K 2101 | FMN | (C9-C8 | -2.08 1.36 1.39
4 J 2101 | FMN C6-C7 | -2.05 1.36 1.39
4 H 2101 | FMN C9-C8 -2.04 1.36 1.39
4 L 2101 | FMN C6-C7 | -2.04 1.36 1.39

All (63) bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(?)
4 G 2101 | FMN | O4-C4’-C5” | -3.35 102.39 109.92
4 K 2101 | FMN | O4-C4’-C5’ | -3.35 102.39 109.92
4 L 2101 | FMN | O4’-C4’-C5’ | -3.30 102.50 109.92
4 H 2101 | FMN | O4’-C4’-Ch’ | -3.29 102.53 109.92
4 J 2101 | FMN | O4’-C4’-C5’ | -3.27 102.56 109.92
4 I 2101 | FMN | O4-C4’-C5’ | -3.24 102.64 109.92
3 F 1901 | J8T C5-C8-C9 | 2.97 119.49 113.70
3 A 1901 | J8T C5-C8-C9 2.97 119.49 113.70
3 D 1901 | J8T C5-C8-C9 2.96 119.47 113.70
3 E 1901 | J8T C5-C8-C9 2.96 119.47 113.70
3 C 1901 | J8T C5-C8-C9 2.95 119.45 113.70
3 B 1901 | J8T C5-C8-C9 2.94 119.44 113.70
4 H 2101 | FMN | C4A-C10-N1 | -2.91 117.98 124.73
4 I 2101 | FMN | C4A-C10-N1 | -2.89 118.03 124.73
4 J 2101 | FMN | C4A-C10-N1 | -2.87 118.08 124.73
4 L 2101 | FMN | C4A-C10-N1 | -2.86 118.10 124.73
4 K 2101 | FMN | C4A-C10-N1 | -2.85 118.13 124.73
4 J 2101 | FMN | C4-C4A-N5 | 2.80 122.22 118.23
4 G 2101 | FMN | C4A-C10-N1 | -2.79 118.26 124.73
4 I 2101 | FMN | C4-C4A-N5 | 2.77 122.18 118.23
4 L 2101 | FMN 02-C2-N1 -2.76 117.26 121.83
4 L 2101 | FMN | C4-C4A-N5 | 2.75 122.14 118.23
4 K 2101 | FMN | O3P-P-O5" | -2.74 99.44 106.73
4 K 2101 | FMN | C4-C4A-N5 | 2.74 122.13 118.23
4 G 2101 | FMN 02-C2-N1 -2.74 117.29 121.83
4 G 2101 | FMN | O3P-P-O5" | -2.73 99.47 106.73
4 G 2101 | FMN | C4-C4A-N5 | 2.73 122.12 118.23
4 H 2101 | FMN | C4-C4A-N5 | 2.72 122.10 118.23

Continued on next page...
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Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(®)
4 H 2101 | FMN 02-C2-N1 -2.71 117.34 121.83
4 J 2101 | FMN 02-C2-N1 -2.71 117.34 121.83
4 K 2101 | FMN 02-C2-N1 -2.70 117.35 121.83
4 L 2101 | FMN | O3P-P-O5" | -2.67 99.64 106.73
4 I 2101 | FMN | O3P-P-O5" | -2.66 99.65 106.73
4 J 2101 | FMN | O3P-P-O5" | -2.66 99.66 106.73
4 I 2101 | FMN 02-C2-N1 -2.65 117.44 121.83
4 H 2101 | FMN | O3P-P-O5" | -2.65 99.69 106.73
4 J 2101 | FMN | C10-N1-C2 2.64 122.18 116.90
4 I 2101 | FMN | C10-N1-C2 2.61 122.12 116.90
4 K 2101 | FMN | O4-C4-C4A | -2.59 119.74 126.60
4 G 2101 | FMN | 04-C4-C4A | -2.58 119.75 126.60
4 H 2101 | FMN | C10-N1-C2 2.56 122.02 116.90
4 L 2101 | FMN | C10-N1-C2 2.56 122.02 116.90
4 K 2101 | FMN | C10-N1-C2 2.54 121.98 116.90
4 J 2101 | FMN | O4-C4-C4A | -2.53 119.88 126.60
4 G 2101 | FMN | C10-N1-C2 | 2.51 121.91 116.90
4 I 2101 | FMN | O4-C4-C4A | -2.47 120.04 126.60
4 L 2101 | FMN | 0O4-C4-C4A | -2.47 120.06 126.60
4 H 2101 | FMN | 04-C4-C4A | -2.46 120.07 126.60
4 I 2101 | FMN | C10-C4A-N5 | -2.20 120.18 124.86
4 L 2101 | FMN | C10-C4A-N5 | -2.18 120.22 124.86
4 H 2101 | FMN | C10-C4A-N5 | -2.18 120.24 124.86
4 K 2101 | FMN | C10-C4A-N5 | -2.18 120.24 124.86
4 J 2101 | FMN | C10-C4A-N5 | -2.18 120.24 124.86
4 G 2101 | FMN | C10-C4A-N5 | -2.13 120.33 124.86
4 I 2101 | FMN | C5A-N5-C4A | 2.10 121.57 118.07
4 K 2101 | FMN | C5A-N5-C4A | 2.07 121.52 118.07
4 H 2101 | FMN C4-N3-C2 -2.05 121.85 125.64
4 G 2101 | FMN | C5A-N5-C4A | 2.05 121.48 118.07
4 K 2101 | FMN C4-N3-C2 -2.03 121.89 125.64
4 L 2101 | FMN C4-N3-C2 -2.02 121.90 125.64
4 H 2101 | FMN | C5A-N5-C4A | 2.02 121.44 118.07
4 J 2101 | FMN | C5A-N5-C4A | 2.02 121.43 118.07
4 G 2101 | FMN C4-N3-C2 -2.02 121.92 125.64

There are no chirality outliers.

All (33) torsion outliers are listed below:

Mol | Chain | Res | Type Atoms
3 A 1901 | J8T 06-C8-C9-07
3 A 1901 | J8T 06-C8-C9-N2

Continued on next page...
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Mol | Chain | Res | Type Atoms
3 B 1901 | J8T 06-C8-C9-07
3 B 1901 | J8T 06-C8-C9-N2
3 C 1901 | J8T 06-C8-C9-07
3 C 1901 | J8T 06-C8-C9-N2
3 D 1901 | J8T 06-C8-C9-07
3 D 1901 | J8T 06-C8-C9-N2
3 E 1901 | J8T 06-C8-C9-07
3 E 1901 | J8T 06-C8-C9-N2
3 F 1901 | J8T 06-C8-C9-07
3 F 1901 | J8T 06-C8-C9-N2
3 A 1901 | J8T 05-C4-C5-C6
3 B 1901 | J8T 05-C4-C5-C6
3 C 1901 | J8T 05-C4-C5-C6
3 D 1901 | J8T 05-C4-C5-C6
3 F 1901 | J8T 05-C4-C5-C6
4 G 2101 | FMN | C4’-C5-05’-P
4 H 2101 | FMN | C4’-C5-05’-P
4 I 2101 | FMN | C4-C5-0O5-P
4 J 2101 | FMN | C4-C5-05-P
4 K 2101 | FMN | C4-C5-05’-P
4 L 2101 | FMN | C4’-C5-05’-P
3 A 1901 | J8T 05-C4-C5-C7
3 B 1901 | J8T 05-C4-C5-C7
3 C 1901 | J8T 05-C4-Ch5-C7
3 D 1901 | J8T 05-C4-C5-C7
3 E 1901 | J8T 05-C4-C5-C6
3 E 1901 | J8T 05-C4-C5-C7
3 F 1901 | J8T 05-C4-C5-C7
4 G 2101 | FMN | C2-C3’-C4’-C5’
4 L 2101 | FMN | C2-C3’-C4’-C5’
4 K 2101 | FMN | C2-C3’-C4’-C5’

There are no ring outliers.

12 monomers are involved in 18 short contacts:

Mol | Chain | Res | Type

Clashes | Symm-Clashes

1901 | J8T

1

1901 | J8T

2101 | FMN

1901 | J8T

2101 | FMN

1
2
1
2

(o) Ben) Hen) Han) Raw)

il e cof ] ol wo
ol | | Qe >

2101 | FMN

2 0

Continued on next page...
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Mol | Chain | Res | Type | Clashes | Symm-Clashes
4 K 2101 | FMN 2 0
3 D 1901 | J8T 1 0
4 | 2101 | FMN 2 0
3 C 1901 | J8T 1 0
4 H 2101 | FMN 2 0
3 F 1901 | J8T 1 0

The following is a two-dimensional graphical depiction of Mogul quality analysis of bond lengths,
bond angles, torsion angles, and ring geometry for all instances of the Ligand of Interest. In
addition, ligands with molecular weight > 250 and outliers as shown on the validation Tables will
also be included. For torsion angles, if less then 5% of the Mogul distribution of torsion angles is
within 10 degrees of the torsion angle in question, then that torsion angle is considered an outlier.
Any bond that is central to one or more torsion angles identified as an outlier by Mogul will be
highlighted in the graph. For rings, the root-mean-square deviation (RMSD) between the ring
in question and similar rings identified by Mogul is calculated over all ring torsion angles. If the
average RMSD is greater than 60 degrees and the minimal RMSD between the ring in question and
any Mogul-identified rings is also greater than 60 degrees, then that ring is considered an outlier.
The outliers are highlighted in purple. The color gray indicates Mogul did not find sufficient
equivalents in the CSD to analyse the geometry.
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Ligand FMN G 2101

Bond lengths

Bond angles

Torsions
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Ligand FMN L 2101

Bond lengths

Bond angles

Torsions
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Ligand FMN J 2101

Bond lengths

Bond angles

Torsions
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Ligand FMN K 2101

Bond lengths

Bond angles

Torsions
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Ligand FMN I 2101

Bond lengths

Bond angles

Torsions
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Ligand FMN H 2101

Bond lengths Bond angles
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N
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4,
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®

Torsions

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 Map visualisation (i)

This section contains visualisations of the EMDB entry EMD-4578. These allow visual inspection
of the internal detail of the map and identification of artifacts.

Images derived from a raw map, generated by summing the deposited half-maps, are presented

below the corresponding image components of the primary map to allow further visual inspection
and comparison with those of the primary map.

6.1 Orthogonal projections (i)

6.1.1 Primary map



https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_visualisation
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6.2 Central slices (i)

6.2.1 Primary map

X Index: 160 Y Index: 160 Z Index: 160

6.2.2 Raw map

X Index: 160 Y Index: 160 Z Index: 160

The images above show central slices of the map in three orthogonal directions.

HRLDWIDE
b

PROTEIN DATA BANK


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#central_slices

Page 112 Full wwPDB EM Validation Report EMD-4578, 6QL6

6.3 Largest variance slices (i)

6.3.1 Primary map

X Index: 216 Y Index: 98 Z Index: 157

6.3.2 Raw map

X Index: 216 Y Index: 99 Z Index: 157

The images above show the largest variance slices of the map in three orthogonal directions.
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6.4 Orthogonal surface views (i)

6.4.1 Primary map

The images above show the 3D surface view of the map at the recommended contour level 0.01.
These images, in conjunction with the slice images, may facilitate assessment of whether an ap-
propriate contour level has been provided.

6.4.2 Raw map

These images show the 3D surface of the raw map. The raw map’s contour level was selected so
that its surface encloses the same volume as the primary map does at its recommended contour
level.

6.5 Mask visualisation (i)

This section was not generated. No masks/segmentation were deposited.
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7 Map analysis (i)

This section contains the results of statistical analysis of the map.

7.1 Map-value distribution (i)

Map-value distribution

— Voxel count
4 -

Recommended contour
level 0.01

Voxel count (logl0)

T T T T T T T T
-0.04 —-0.02 0.00 002 004 006 0.08 0.10
Map value

The map-value distribution is plotted in 128 intervals along the x-axis. The y-axis is logarithmic.
A spike in this graph at zero usually indicates that the volume has been masked.
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7.2  Volume estimate (i)

Volume estimate

40000
35000 +
30000 -

25000 A
— \olume

20000 -+ Recommended contour
level 0.01

volume (hm?3)

15000 ~

10000 4

5000 - K
H‘---"_'—-—_
T T T T T I I I
—-0.04 —-0.02 0.00 002 004 0.06 008 010
Contour level

The volume at the recommended contour level is 2062 nm?; this corresponds to an approximate
mass of 1862 kDa.

The volume estimate graph shows how the enclosed volume varies with the contour level. The
recommended contour level is shown as a vertical line and the intersection between the line and
the curve gives the volume of the enclosed surface at the given level.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#volume_estimate
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7.3 Rotationally averaged power spectrum (i)

Rotationally averaged power spectrum

Intensity (logl0)

0.0 0.1 0.2 0.3
spatial frequency (A1)

*Reported resolution corresponds to spatial frequency of 0.345 At

0.4

—— Primary map RAPS
Raw map RAPS
Reported resolution
2.90 A*
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8 Fourier-Shell correlation (i)

Fourier-Shell Correlation (FSC) is the most commonly used method to estimate the resolution of
single-particle and subtomogram-averaged maps. The shape of the curve depends on the imposed
symmetry, mask and whether or not the two 3D reconstructions used were processed from a
common reference. The reported resolution is shown as a black line. A curve is displayed for the
half-bit criterion in addition to lines showing the 0.143 gold standard cut-off and 0.5 cut-off.

8.1 FSC (D
FSC
1.0 1~
|
I
|
0.8 -:
|
[ —— Author-provided F5SC
: Unmasked-calculated
5 0.6, FSC
'ﬂl__-‘_u I -—=- 0.143
s -~ o5
S : ——- Half-bit
0.4 11 Reported resolution
| 2.90 A=
\
0.2 1
0.0 T T T |
0.0 0.1 0.2 0.3 0.4

Spatial frequency (4-1)

*Reported resolution corresponds to spatial frequency of 0.345 A1
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8.2 Resolution estimates (i)

. . Estimation criterion (FSC cut-off)
Resolution estimate (A) 51T 0% Tl
Reported by author 2.90 - -
Author-provided FSC curve | 2.93 | 3.25 2.96
Unmasked-calculated™ 3.04 | 3.43 3.10

*Resolution estimate based on FSC curve calculated by comparison of deposited half-maps.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#resolution_estimates
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9 Map-model fit (i)

This section contains information regarding the fit between EMDB map EMD-4578 and PDB
model 6QL6. Per-residue inclusion information can be found in section 3 on page 7.

9.1 Map-model overlay (i)

The images above show the 3D surface view of the map at the recommended contour level 0.01 at
50% transparency in yellow overlaid with a ribbon representation of the model coloured in blue.
These images allow for the visual assessment of the quality of fit between the atomic model and
the map.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_model_fit
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_model_overlay
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9.2 Q-score mapped to coordinate model (i)

1.0

0.0
B <0.0

The images above show the model with each residue coloured according its QQ-score. This shows
their resolvability in the map with higher Q-score values reflecting better resolvability. Please
note: Q-score is calculating the resolvability of atoms, and thus high values are only expected at
resolutions at which atoms can be resolved. Low Q-score values may therefore be expected for
many entries.

9.3 Atom inclusion mapped to coordinate model (i)

1.0

0.0

The images above show the model with each residue coloured according to its atom inclusion. This
shows to what extent they are inside the map at the recommended contour level (0.01).
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https://www.wwpdb.org/validation/2017/EMValidationReportHelp#qscore_mapped_model
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#ai_mapped_model
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9.4 Atom inclusion (i)

Atom inclusion
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At the recommended contour level, 97% of all backbone atoms, 93% of all non-hydrogen atoms,
are inside the map.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#atom_inclusion_by_contour
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9.5 Map-model fit summary (i)

The table lists the average atom inclusion at the recommended contour level (0.01) and Q-score
for the entire model and for each chain.

Chain Atom inclusion Q-score

All 0.9311 B 0.5370 iy
A 0.8833 . 0.5440 '
B 0.8841 B 0.5440

C 0.8832 B 0.5440

D 0.8841 B 0.5440

E 0.8831 B 0.5450

F 0.8834 B 0.5450

G 0.9716 B 0.5320

H 0.9716 B 0.5310

I 0.9719 B 0.5300 00
J 0.9719 m 0.5310 oo
K 0.9716 B 0.5310

L 0.9713 B 0.5310
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