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1 Overall quality at a glance (i)

The following experimental techniques were used to determine the structure:
X-RAY DIFFRACTION

The reported resolution of this entry is 2.20 A.

Percentile scores (ranging between 0-100) for global validation metrics of the entry are shown in
the following graphic. The table shows the number of entries on which the scores are based.

Metric Percentile Ranks Value
Clashscore I - 15
Ramachandran outliers IS T 0.6%
Sidechain outliers I T 6.4%
Worse Better

0 Percentile relative to all X-ray structures

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

Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Clashscore 122078 5026 (2.20-2.20)
Ramachandran outliers 120005 4951 (2.20-2.20)
Sidechain outliers 119972 4952 (2.20-2.20)

The table below summarises the geometric issues observed across the polymeric chains and their fit
to the electron density. The red, orange, yellow and green segments on the lower bar indicate the
fraction of residues that contain outliers for >=3, 2, 1 and 0 types of geometric quality criteria. A
grey segment represents the fraction of residues that are not modelled. The numeric value for each
fraction is indicated below the corresponding segment, with a dot representing fractions <=5%
The upper red bar (where present) indicates the fraction of residues that have poor fit to the
electron density. The numeric value is given above the bar.

Note EDS was not executed.

Mol | Chain | Length Quality of chain
1 A 492 73% 21% -
1 C 492 71% 23% -
2 B 523 81% 17%
2 D 523 78% 20%
3 E 289 58% 27% 10%
3 F 289 49% 38% 10%
3 G 289 51% 35% 11%
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Continued on next page...



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

Page 3 wwPDB X-ray Structure Validation Summary Report 1G20

Continued from previous page...
Mol | Chain | Length Quality of chain

3 H 289 51% 35% AT

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

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
5 CFM A 1496 - - X -
D CFM C 3496 - - X -
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2 Entry composition (i)

There are 9 unique types of molecules in this entry. The entry contains 24903 atoms, of which 0
are hydrogens and 0 are deuteriums.

In the tables below, the ZeroOcc column contains the number of atoms modelled with zero occu-
pancy, the AltConf column contains the number of residues with at least one atom in alternate
conformation and the Trace column contains the number of residues modelled with at most 2
atoms.

e Molecule 1 is a protein called NITROGENASE MOLYBDENUM-IRON PROTEIN ALPHA

CHAIN.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
1 A 476 3776 2402 642 708 24 0 0 0
Total C N O S
1 C 476 3776 2402 642 708 24 0 0 0

e Molecule 2 is a protein called NITROGENASE MOLYBDENUM-IRON PROTEIN BETA

CHAIN.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 B 522 Z(it;il 26066 71(\)I5 7(7)5 2S8 0 0 0
2 b 522 Z(it;ll 26066 71(\)I5 7?5 2S8 0 0 0
e Molecule 3 is a protein called NITROGENASE IRON PROTEIN.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
3 B 259 llﬂgt;?)l 12027 31?\}0 3(7)6 280 3 0 0
3 F 260 118?21 12026 31;7 3(7)9 280 0 0 0
3 G 251 ?gg;l 12019 31;7 3(7)2 280 g 0 0
3 H 262 ?ggil 12044 31?\}7 3(833 28() 3 0 0

There are 4 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment | Reference
E ? - LEU | DELETION | UNP P00459
F ? - LEU | DELETION | UNP P00459
G ? - LEU | DELETION | UNP P00459

Continued on next page...
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Continued from previous page...
Chain | Residue | Modelled | Actual | Comment Reference
H ? - LEU DELETION | UNP P00459

e Molecule 4 is 3-HYDROXY-3-CARBOXY-ADIPIC ACID (three-letter code: HCA) (for-
mula: C7H1007).

HCA
2
HO 0o~
OH
C2 ™ 06
OH
L3RCL
C5 ‘
.,-”f c4
otHO Cs’_{ Sg
O
o3
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C O
4 A 1 14 7 7 0 0
Total C O
4 C 1 14 _ 0 0

e Molecule 5 is FE-MO-S CLUSTER (three-letter code: CFM) (formula: FezMoSy).
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CFM
FEB6 S2B MO1
Fe <Mo
s1B . FE2
FES Fe Fe sia
s3R*BrEs
Fe
FEIEe .
FE1 g?%
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Fe Mo S
5 A 1 17 7 1 9 0 0
Total Fe Mo S
o C 1 17 7 1 9 0 0

e Molecule 6 is CALCIUM ION (three-letter code: CA) (formula: Ca).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
6 B 1 Total Ca 0 0
1 1
6 D 1 Toltal Cla 0 0

e Molecule 7 is FE(8)-S(7) CLUSTER (three-letter code: CLF) (formula: FegS7).
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CLF
FES FES
Fe = FE7
e = FE6
S4B e Se "Fe o1
Fe g, Fe
s2A S FeFez
Fe
FE3 SAA
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Fe S
7 B 1 15 g 7 0 0
Total Fe S
7 D 1 15 g 7 0 0

e Molecule 8 is IRON/SULFUR CLUSTER (three-letter code: SF4) (formula: FeySy).

FE4

Fe

SF4

S3

Fe

FE1

Fe

S2

S4
S1 FE3
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Fe S
8 E 1 3 44 0 0
Total Fe S
8 G 1 3 i 4 0 0
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e Molecule 9 is water.

Mol | Chain | Residues Atoms ZeroOcc | AltConf
9 A 211 T;ffl 2?1 0 0
9 B 300 Tgootgl 3(39 0 0
9 C 104 Tlootjl 1(3 \ 0 0
9 D 235 1‘20;;1 225 0 0
9 B 56 ngal 5% 0 0
9 F 62 ngal 602 0 0
9 G 37 Tg,t;ﬂ ?())7 0 0
9 H 52 Tgt;‘l 502 0 0
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a chain summarises the proportions of the various outlier classes displayed in the second graphic.
The second graphic shows the sequence view annotated by issues in geometryand electron density.
Residues are color-coded according to the number of geometric quality criteria for which they

contain at least one outlier: green = 0, yellow = 1, orange = 2 and red = 3 or more. A red dot
above a residue indicates a poor fit to the electron density (RSRZ > 2). Stretches of 2 or more

consecutive residues without any outlier are shown as a green connector. Residues present in the

These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for
sample, but not in the model, are shown in grey.

e Molecule 1: NITROGENASE MOLYBDENUM-IRON PROTEIN ALPHA CHAIN

3 Residue-property plots (i)

Note EDS was not executed.

Page 9

LYTD

STIN
{4498

13745

TETT

7498

(qxcs

STTL

Ll

ETIN

7ovA

TO%A

96€d

TEEW

98€d

i

T8V

8L€D
LLEL

0LET

C9EH

09ed

85€T

95€D
GSEI

9%eT

€0EL

00€d
6624

1

88TH

¢8I

L.2d

§.20
Y.LCH

892A
1923
992d
§921L
v921
€92
29CI

¥scs
€5CM
[4:14)]

6%20

S9N

29va

LSPY

0S¥X
6%vd

Svva

[4747:¢

eevN

62vd

e Molecule 1: NITROGENASE MOLYBDENUM-IRON PROTEIN ALPHA CHAIN

L2v3

0zyT

23%

71%

0TTA

LOTN

€0TL

00TA

86N

964
€64

060

288

< -~
IIIIIIII..B i
a H

99D

6€TH

SETY

CTETH

0€CZN
62CA

92C1

i744 4
TCCA
ozed
6TCL
c1ed
¥oza
€024
cozh
86TV
1610
9814

814
€810

69TA
S91S
6STI
SGTd

¥S10
€674

LY1D

SYIN
15498
8ETA
YeT
TE€TT
£

STTL

T6EN

6.LEX

€9€A
C9€H

6GEY

LG€D
9G€D
feisiong
25198

9veT

£€eed
ceeN

+

gsced
¥zed

91€d

0T€Y
60€T1

S0EL

T0€D
00€4

98T

28CI

L.,2d

S.20

TLCTN

69231
89CA
L9231

S921L
%921
€GCM

S¥TH

6.L%M
8.L¥%d
LLVY

YLVY

SOV

e Molecule 2: NITROGENASE MOLYBDENUM-IRON PROTEIN BETA CHAIN

€97
297

6574

6¥vd

174729
Svva

[4747:!

LEWd

EEVN

6274

LTy

0Zy1

STPY

oA
€07a

TO%A

96€d

17%

81%

Chain B:

€9TN
2911

TSTL
VTN
8ETD
6TTL
GTTS
TITA

TOTIN
€0Td

00TY
96A
€60

98I
S8L

v.L0
TLD
L9V
SST

8L
LYL

S7h

E€7A

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W


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

1G20

wwPDB X-ray Structure Validation Summary Report

Page 10

8vex

Tved

vTem

aezeT

oTex

v0ed

L6CTH

§8¢d

T8CH

1921

85¢H

§SCs
¥5¢1

LyTH

9ETN

STTN

91eA

TIeH
0121

9024

86TQ

961D

€6TH

06TA

€814

08Td

LL1a

oL

€25y
eTsh

8TSN

60SL

20ST
TOSI

3

L1671

L8YA

9871
i

08VH

*

€LVI

Ll

T9%d

LSYH

vava

eV

L1731

¥1vd

60VI

90%A

covM

96€H

06ed

98€1

+

08EA

8.LED

e Molecule 2

9.LeN

cSen

NITROGENASE MOLYBDENUM-IRON PROTEIN BETA CHAIN

20%

78%

Chain D

8€TD
vein
(lqxcs
6TTL
8TTH
L11S
STTS
TTIA
€0Td

00Ty
664

96A
S6D

98I
S8L

v.L0

89
L9V

291

9SN

1

8¥lL
LYl

SH0

EVA

6EX
8€d

ced

8¢y

1

118
o1V
631

veen

91€71

80€L

voed
€0EX

6623

L6CTH

€621

§98¢d

13140

LS2d

§S¢s

€V

9ECN

et
€ETh

8¢ed

91T

v12a
ETTH

T1eH
8610
v6TA
€6TH
26Ts
L1
2911

8STI

3

€570

TSTL

VIN

T9%d
9G¥
[$7472:8
SYPN
0EPT

LT93
9THD

¥ivd
£17S

13544

90%A

4072

covM

00%%

96€H

v6e1

i

fetcioc
781
€8€T

T8€%

6.L€7T

LLEW
9LEA

€Led
C¢LEQ

Ll

29€T

09EL

8G€S

TSEN

8ved

TeER

915d

CISH

6051

78¥%L

087H
6.1

LLVH

€LVI
cLvd

89%4

NITROGENASE IRON PROTEIN

e Molecule 3

10%

27%

*

58%

Chain E:

0773

8074

90TI
SOTV

€0TI

88S

98A

9.1
SLA

cL1

TL3

LOA

LST

Se1

€EA

8¢

1744
€CA

0zd

8TL

STH

€11

T

84

00y
6611

96TI

vV
EVIA

8E€Td
LETH

TETA

8¢T1H
9TTA

1214

69CW

S9¢d

TOCH

6SCI
85¢d

€5CT

8%CA

siga

vvey
E€%CT

e

i

veTy

c¢eed
Teea

[Craacs
8¢cI

STTH

€22y

ozey
6124

LI2TA
9TCA
SN
v1ca

80CI

902h
S0TL

€021

NITROGENASE IRON PROTEIN

e Molecule 3

10%

38%

49%

Chain F

ved

LN
9.1
SLA

6TL

01X

8A

oV

181D

8.L7d
LLIA

69TA
8971

S9T1S
¥9TI
E€9TN

09TY

8STI

SSTH

L

6711

LYTI
ovTd
SHTD

ZYIN
Tv1d

6€TI
8€Td
LET
0ETA

(449
1214

811a

(43

8074

90TI

€0TI
COTA

16D
96D
S6A

T6d
88S

184
98A

T9CH
0921

85¢d

LOTH

€021
[4va)

6611
86TV
L6TI
96TI

€610

S8TIN
810
€811

O

R LDWIDE
PROTEIN DATA BANK

W



1G20

wwPDB X-ray Structure Validation Summary Report

Page 11

NITROGENASE IRON PROTEIN

e Molecule 3

11%

35%

51%

OEEY © ©mm
] M M n 3
= =H > 4

Chain G

160

©
D
o

0
)
=

—
o
a,

0 © mm
Q0 0
O >

o
w-g
> =

€.Ld
cLT
1.3

LST

()
<
=

]
&

)
Sy
[=]

O mmm EmO
[ N e
0 =] o

#‘-
(=3

9671

v61d

98TS
G8IN
781D

2811
8L14
69TA
S9TS
7oTI
€9TN
29IN
9STH
GSTH
TST1D
0STA
Eiads]
vV
157458
wid
LETN

0ETA
621a

Ssc1a
(447

0z1a

STTX
[q3%¢
90TI

€0TI
20TA

LOTH
9020
S0TL
702D
€021
[4vas

6611

TLcd

e Molecule 3: NITROGENASE IRON PROTEIN

9%

35%

o
e}
Im-

51%

Chain H

L9A

09K
654

LSI

©
Lo
=

© N~
< <
& A

£%a

=
NS
1xl

LED

SeI
TEW
€EA

921

3

(44

ozd
6TL

€11

© ©

o <
~m o

€381

611

LYTI
oY 1d

4424

TYIN
Tv1d

6ETI

€924

T9CH

¥ee

ceer

6124

9TCA

¥1ea
€124
(434S

0124

8021

902h
S0CL

261d

1874
981S

€871

69TA

69CH

S92d

O

R LDWIDE
PROTEIN DATA BANK

W



Page 12

wwPDB X-ray Structure Validation Summary Report

4 Data and refinement statistics (i)

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

Property Value Source
Space group c121 Depositor
Cell constants 264.24A 111.46A 121.59A .
Depositor
a, b, c,a, B,y 90.00° 97.40° 90.00°
Resolution (A) 20.00 - 2.20 Depositor
/0 Data completencss 89.1 (20.00-2.20) Depositor
(in resolution range)
Ronerge 0.11 Depositor
Reym (Not available) Depositor
Refinement program CNS Depositor
R, Rfree 0.218 , 0.255 Depositor
Estimated twinning fraction No twinning to report. Xtriage
Total number of atoms 24903 wwPDB-VP
Average B, all atoms (A?) 37.0 wwPDB-VP



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

Page 13 wwPDB X-ray Structure Validation Summary Report 1G20

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: SF4,
CFM, CLF, CA, HCA

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 41 7) =5 | RMSZ 4 Z| >5

1 A 0.47 0/3864 0.87 4/5212 (0.1%)

1 C 0.49 0/3864 0.86 5/5212 (0.1%)

2 B 0.49 0/4280 0.82 3/5786 (0.1%)

2 D 0.44 0/4280 0.80 2/5786 (0.0%)

3 E 0.29 0/1973 0.63 0/2654

3 F 0.28 0/1973 0.62 0/2655

3 G 0.31 0/1958 0.60 1/2633 (0.0%)

3 H 0.32 0/2006 0.63 1/2699 (0.0%)
All All 0.42 | 0/24198 | 0.77 | 16/32637 (0.0%)

There are no bond length outliers.

The worst 5 of 16 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(?)
1 A 210 | ARG | NE-CZ-NH2 | -8.68 115.96 120.30
1 A 210 | ARG | NE-CZ-NH1 | 7.90 124.25 120.30
1 C 420 | LEU | CA-CB-CG | 6.50 130.26 115.30
1 A 420 | LEU | CA-CB-CG | 6.30 129.78 115.30
1 C 88 | CYS | CA-CB-SG | -6.02 103.17 114.00

There are no chirality outliers.

There are no planarity outliers.

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.

WO RLDWIDE
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 A 3776 0 3708 86 0
1 C 3776 0 3708 98 0
2 B 4174 0 4087 59 0
2 D 4174 0 4087 76 0
3 E 1953 0 1971 72 0
3 F 1952 0 1958 98 0
3 G 1938 0 1958 115 0
3 H 1984 0 1993 143 0
4 A 14 0 6 3 0
4 C 14 0 6 2 0
5 A 17 0 0 5 0
5 C 17 0 0 6 0
6 B 1 0 0 0 0
6 D 1 0 0 0 0
7 B 15 0 0 1 0
7 D 15 0 0 1 0
8 E 8 0 0 0 0
8 G 8 0 0 0 0
9 A 211 0 0 6 0
9 B 309 0 0 6 0
9 C 104 0 0 1 0
9 D 235 0 0 6 0
9 E 56 0 0 2 0
9 F 62 0 0 0 0
9 G 37 0 0 0 0
9 H 52 0 0 3 0
All All 24903 0 23482 692 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 15.

The worst 5 of 692 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:G:231:ASP:0OD2 | 3:G:234:ALA:HB2 1.31 1.25
1:C:253:TRP:CZ3 | 1:C:282:ILE:HD13 1.78 1.16
1:A:275:CYS:HA | 1:A:358:LEU:HD22 1.28 1.14
3:F:23:VAL:HG21 3:F:35:ILE:HD11 1.32 1.04
3:G:23:VAL:HG21 | 3:G:35:ILE:HD11 1.40 1.01

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 X-ray entries followed by that with respect to entries
of similar resolution.

The Analysed column shows the number of residues for which the backbone conformation was
analysed, and the total number of residues.

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles

1 A 474/492 (96%) 443 (94%) | 28 (6%) 3 (1%) 27 28

1 C 474/492 (96%) 441 (93%) | 29 (6%) 4 (1%) 21 20

2 B 520/523 (99%) 502 (96%) | 17 (3%) 1 (0%) 49 57

2 D 520/523 (99%) 507 (98%) | 11 (2%) 2 (0%) 36 39

3 E 251/289 (87%) 234 (93%) | 16 (6%) 1 (0%) 36 39

3 F 254 /289 (88%) 240 (94%) | 12 (5%) 2 (1%) 21 20

3 G 249/289 (86%) 231 (93%) | 16 (6%) 2 (1%) 21 20

3 H 256/289 (89%) 244 (95%) | 10 (4%) 2 (1%) 21 20
All All 2998/3186 (94%) | 2842 (95%) | 139 (5%) | 17 (1%) 27 28

5 of 17 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 C 40 THR
3 F 118 ASP
1 A 40 THR
1 C 396 ASP
3 G 44 SER

5.3.2 Protein sidechains (1)

In the following table, the Percentiles column shows the percent sidechain outliers of the chain as a
percentile score with respect to all X-ray entries followed by that with respect to entries of similar
resolution.

The Analysed column shows the number of residues for which the sidechain conformation was
analysed, and the total number of residues.

Mol | Chain Analysed Rotameric | Outliers | Percentiles

1 A 405/415 (98%) 375 (93%) | 30 (T%) 151116
Continued on next page...
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Continued from previous page...

Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 C 405/415 (98%) 379 (94%) | 26 (6%) 19 22
2 B 454/455 (100%) | 429 (94%) | 25 (6%) 247 28
2 D 454/455 (100%) | 427 (94%) | 27 (6%) 21 25
3 | B | 206/233 (38%) | 186 (90%) | 20 (10%) | |9][8] |
3 F 205/233 (88%) 191 (93%) 14 (7%) 17719
3 G 204 /233 (88%) 194 (95%) 10 (5%) 27 33
3 H 209/233 (90%) 198 (95%) 11 (5%) 25 30
All All 2542/2672 (95%) | 2379 (94%) | 163 (6%) 19 22

5 of 163 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 C 360 PRO
2 D 214 ASP
3 G 154 GLU
1 C 401 TYR
2 D 13 PRO

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 62 such
sidechains are listed below:

Mol | Chain | Res | Type
2 D 3 GLN
2 D 518 ASN
3 H 4 GLN
2 D 163 ASN
3 E 142 ASN

5.3.3 RNA (D

There are no RNA molecules in this entry.

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

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

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

Of 10 ligands modelled in this entry, 2 are monoatomic - leaving 8 for Mogul analysis.

In the following table, the Counts columns list the number of bonds (or angles) for which Mogul
statistics could be retrieved, the number of bonds (or angles) that are observed in the model and
the number of bonds (or angles) that are defined in the Chemical Component Dictionary. The
Link column lists molecule types, if any, to which the group is linked. The Z score for a bond
length (or angle) is the number of standard deviations the observed value is removed from the
expected value. A bond length (or angle) with |Z| > 2 is considered an outlier worth inspection.
RMSZ is the root-mean-square of all Z scores of the bond lengths (or angles).

. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | " 'Rysy, g#m > 2 | Counts | RMSZ ¥ #|Z| > 2
4 HCA A 1494 - 413,13 | 1.51 2 (50%) | 3,18,18 | 6.55 2 (66%)
5 CFM A 1496 1 0,24,24 | 0.00 - 0,45,45 | 0.00 -
7 CLF B 1498 | 1,2 | 0,24,24 | 0.00 - 0,57,57 | 0.00 -
4 HCA C 3494 - 413,13 | 0.92 0 3,18,18 | 7.02 3 (100%)
5 CFM C 3496 1 0,24,24 | 0.00 - 0,45,45 | 0.00 -
7 CLF D 3498 | 1,2 | 0,24,24 | 0.00 - 0,57,57 | 0.00 -
8 SF4 E 5290 3 0,12,12 | 0.00 - 0,24,24 | 0.00 -
8 SF4 G 7290 3 0,12,12 | 0.00 - 0,24,24 | 0.00 -

In the following table, the Chirals column lists the number of chiral outliers, the number of chiral
centers analysed, the number of these observed in the model and the number defined in the
Chemical Component Dictionary. Similar counts are reported in the Torsion and Rings columns.

-> means no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
4 HCA A 1494 - - 0/7/17/17 0/0/0/0
5 CFM A 1496 1 - 0/0/84/84 0/0/8/8
7 CLF B 1498 | 1,2 - 0/0/132/132 | 0/12/10/10
4 HCA C 3494 - - 0/7/17/17 0/0/0/0
5 CFM C 3496 1 - 0/0/84/84 0/0/8/8
7 CLF D 3498 | 1,2 - 0/0/132/132 | 0/12/10/10
8 SF4 E 5290 3 - 0/0/48/48 0/6/5/5
8 SF4 G 7290 3 - 0/0/48/48 0/6/5/5

All (2) bond length outliers are listed below:
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Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
4 A 1494 | HCA | O7-C3 | 2.05 1.46 1.43
4 A 1494 | HCA | C4-C3 | 2.19 1.56 1.53

All (5) bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°®) | Ideal(®)
4 C 3494 | HCA | O7-C3-C4 | -6.01 92.25 107.01
4 A 1494 | HCA | O7-C3-C4 | -4.11 96.90 107.01
4 C 3494 | HCA | C4-C3-C7 | 2.23 115.40 111.46
4 C 3494 | HCA | C3-C2-C1 | 10.33 130.45 114.95
4 A 1494 | HCA | C3-C2-C1 | 10.44 130.60 114.95

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

6 monomers are involved in 16 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
4 A 1494 | HCA 3 0
5 A 1496 | CFM 5 0
7 B 1498 | CLF 1 0
4 C 3494 | HCA 2 0
5 C 3496 | CFM 6 0
7 D 3498 | CLF 1 0

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

There are no chain breaks in this entry.
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6 Fit of model and data (i)

6.1 Protein, DNA and RNA chains (i)

EDS was not executed - this section is therefore empty.

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

EDS was not executed - this section is therefore empty.

6.3 Carbohydrates (i)

EDS was not executed - this section is therefore empty.

6.4 Ligands (i)

EDS was not executed - this section is therefore empty.

6.5 Other polymers (i)

EDS was not executed - this section is therefore empty.
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