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PDB ID
Title
Authors
Deposited on
Resolution

Feb 1, 2016 — 01:50 PM GMT

3v4T

E. cloacae C115D MURA liganded with UNAG
Zhu, J.-Y.; Yang, Y.; Schonbrunn, E.
2011-12-15

2.50 A(reported)

This is a wwPDB X-ray Structure Validation Summary Report for a publicly released PDB entry.

We welcome your comments at validation@mail.wwpdb.org
A wuser guide is available at
http://wwpdb.org/validation /2016 /Xray ValidationReportHelp
with specific help available everywhere you see the (1) symbol.

The following versions of software and data (see references (1)) were used in the production of this report:

MolProbity : 4.02b-467
Mogul : 1.7 (RC4), CSD as536be (2015)

Xtriage (Phenix) : 1.9-1692

EDS : 1rb-20026688

Percentile statistics : 20151230.v01 (using entries in the PDB archive December 30th 2015)

Refmac : 5.8.0135
CCP4 : 6.5.0

Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)
Validation Pipeline (wwPDB-VP) : trunk26865
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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 2.50 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
Rfree NN
Clashscore N
Ramachandran outliers I
Sidechain outliers NN
RSRZ outliers NN

Worse

Percentile Ranks

[
[

0 Percentile relative to all X-ray structures

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

Value
S 0.271
I 15
I 0.5%
D 1.0%
I 3.89%

Better

3V4T

Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Rree 91344 3553 (2.50-2.50)
Clashscore 102246 4242 (2.50-2.50)
Ramachandran outliers 100387 4156 (2.50-2.50)
Sidechain outliers 100360 4158 (2.50-2.50)
RSRZ outliers 91569 3562 (2.50-2.50)

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.

Mol | Chain | Length Quality of chain

O/O

1 A 419 . 74% 26%

1%

1 B 419 61% 38%

1 C 419 69% 30%
%

1 D 419 70% 29%
7%

1 E 419 68% 31%

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

Mol | Chain | Length Quality of chain
1 F 419 = 78% 21%
1 G 419 = 79% 21%
1 H 419 = 75% 24%

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
3 ACT A 502 - - - X
3 ACT A 505 - - - X
3 ACT B 502 - - - X
3 ACT C 502 - - X -
3 ACT C 503 - - X X
3 ACT D 502 - - - X
3 ACT E 502 - - X -
3 ACT F 503 - - X X
3 ACT H 503 - - - X
3 ACT H 505 - - - X
3 ACT H 506 - - - X
4 EDO A 507 - - - X
4 EDO A 509 - - - X
4 EDO B 505 - - - X
4 EDO C 506 - - - X
4 EDO D 506 - - - X
4 EDO D 510 - - - X
4 EDO E 507 - - - X
4 EDO F 506 - - - X
4 EDO F 509 - - - X
4 EDO G 504 - - - X
4 EDO G 507 - - - X
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2  Entry composition (i)

There are 5 unique types of molecules in this entry. The entry contains 26190 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 UDP-N-acetylglucosamine 1-carboxyvinyltransferase.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N O S

1 A 419 3144 1977 554 600 13 0 0 0
Total C N O S

1 B 419 3144 1977 554 600 13 0 0 0
Total C N O S

1 C 419 3144 1977 554 600 13 0 0 0
Total C N 0O S

1 D 419 3144 1977 554 600 13 0 0 0
Total C N O S

1 b 419 3144 1977 554 600 13 0 0 0
Total C N O S

1 K 419 3144 1977 554 600 13 0 0 0
Total C N @) S

1 G 419 3144 1977 554 600 13 0 0 0
Total C N O S

1 H 419 3144 1977 554 600 13 0 0 0

There are 16 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
A 67 TAS ASN SEE REMARK 999 UNP P33038
A 115 ASP CYS ENGINEERED MUTATION | UNP P33038
B 67 IAS ASN SEE REMARK 999 UNP P33038
B 115 ASP CYS ENGINEERED MUTATION | UNP P33038
C 67 IAS ASN SEE REMARK 999 UNP P33038
C 115 ASP CYS ENGINEERED MUTATION | UNP P33038
D 67 TAS ASN SEE REMARK 999 UNP P33038
D 115 ASP CYS ENGINEERED MUTATION | UNP P33038
E 67 TAS ASN SEE REMARK 999 UNP P33038
E 115 ASP CYS ENGINEERED MUTATION | UNP P33038
F 67 IAS ASN SEE REMARK 999 UNP P33038
F 115 ASP CYS ENGINEERED MUTATION | UNP P33038
G 67 TAS ASN SEE REMARK 999 UNP P33038

Continued on next page...



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

Page 5

wwPDB X-ray Structure Validation Summary Report

Continued from previous page...

Chain | Residue | Modelled | Actual Comment Reference
G 115 ASP CYS ENGINEERED MUTATION | UNP P33038
H 67 IAS ASN SEE REMARK 999 UNP P33038
H 115 ASP CYS ENGINEERED MUTATION | UNP P33038

e Molecule 2 is URIDINE-DIPHOSPHATE-N-ACETYLGLUCOSAMINE (three-letter code:
UD].) (formula: Cl7H27N3017P2).

g "€ mo

n‘LﬁjL_';‘I:'

I
Mol | Chain | Residues Atoms ZeroOcc | AltConf
ISR
IS
ISR
S oot o |
IR ISR
NS
ISR
IS

e Molecule 3 is ACETATE ION (three-letter code: ACT) (formula: CoH305).
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OXT
0"
CH3
O
O
Mol | Chain | Residues Atoms ZeroOcc | AltConf
3 A 1 Toial g (2) 0 0
3 A 1 Toial g (2) 0 0
3 A 1 Toial (23 (2) 0 0
3 A 1 Toial (23 (2) 0 0
3 B 1 Toial (23 (; 0 0
3 C 1 Toial g (; 0 0
3 C 1 Toial g (; 0 0
3 D 1 Toial g (; 0 0
3 D 1 Toial g (; 0 0
3 E 1 Toial g (2) 0 0
3 E 1 Toial g (2) 0 0
3 E 1 Toial g (2) 0 0
3 F 1 Toial g (2) 0 0
3 F 1 Toial g (2) 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
3 F 1 Toial g (2) 0 0
3 H 1 Toial g (2) 0 0
3 H 1 Toial g (2) 0 0
3 H 1 Toial g (2) 0 0
3 H 1 Toial g (2) 0 0
3 H 1 Toial g (2) 0 0

e Molecule 4 is 1,2-ETHANEDIOL (three-letter code: EDO) (formula: CoHgOs).

EDO

02
C1
" c2
01
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C O
4 A 1 4 9 9 0 0
Total C O
4 A 1 4 9 9 0 0
Total C O
4 A 1 4 5 9 0 0
Total C O
4 A 1 4 5 9 0 0
Total C O
4 B 1 4 5 9 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
4 B 1 Toial g (2) 0 0
1 B 1 Toial g (2) 0 0
4 C 1 Toial g (2) 0 0
4 C 1 Toial g (2) 0 0
4 C 1 Toial g (; 0 0
4 C 1 Toial g (2) 0 0
1 D 1 Toial g (2) 0 0
4 D 1 Toial g (2) 0 0
4 D 1 Toial g (2) 0 0
4 D 1 Toial g (2) 0 0
4 D 1 Tojal g (2) 0 0
4 D 1 Toial g (2) 0 0
4 D 1 Toial g (2) 0 0
4 D 1 Toial g (2) 0 0
4 D 1 Toial (23 (2) 0 0
4 D 1 Toial (23 (2) 0 0
4 D 1 Toial (23 (; 0 0
4 D 1 Toial g (; 0 0
4 D 1 Toial g (; 0 0
4 D 1 Toial g (; 0 0
4 F 1 Toial g (; 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
4 F 1 Toial g (2) 0 0
1 F 1 Toial g (2) 0 0
1 F 1 Toial g (2) 0 0
1 F 1 Toial g (2) 0 0
4 G 1 Toial g (2) 0 0
4 G 1 Toial g (2) 0 0
4 G 1 Toial g (2) 0 0
4 G 1 TOFI g (2) 0 0
4 G 1 TOFI g (2) 0 0
4 G 1 Toial g (2) 0 0
4 G 1 Toial g (2) 0 0
4 H 1 Toial g (2) 0 0
4 H 1 Toial g (2) 0 0
4 H 1 Toial g (2) 0 0
4 H 1 Toial (23 (2) 0 0
4 H 1 Toial (23 (2) 0 0
4 H 1 Toial (23 (; 0 0
4 H 1 Toial g (; 0 0
e Molecule 5 is water.

Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 A 67 Tgt;‘l (?7 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 B 33 ngal % 0 0
5 C 53 Tg?l % 0 0
5 D 61 Tgtlal (?1 0 0
5 E 66 ngal (?6 0 0
5 F 60 ngal g) 0 0
5 G 67 ngal é)? 0 0
5 H 63 ngal 6% 0 0
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26%

74%
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Q/ i

Chain A: :

These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for a
chain summarises the proportions of errors displayed in the second graphic. The second graphic
shows the sequence view annotated by issues in geometry and electron density. Residues are color-
coded according to the number of geometric quality criteria for which they contain at least one
outlier: green = 0, yellow = 1, orange = 2 and red = 3 or more. A red dot above a residue indicates

a poor fit to the electron density (RSRZ > 2). Stretches of 2 or more consecutive residues without
any outlier are shown as a green connector. Residues present in the sample, but not in the model,

are shown in grey.
e Molecule 1: UDP-N-acetylglucosamine 1-carboxyvinyltransferase

3 Residue-property plots (i)

Page 11

LETH
w11
811D
L1TI
911V
G11d

CTid
TITT

60TA
80Th

Q01D

[40a )
TOTA

66d

%61

88%

981

£8d

188

6LN

09T

941

EYN

€921

6921

99zd
fetei4y]

082A

{4449
1574

€€TI

T€Ca
0€cd

1

STTA
2TTh
6122
8TCA
L12H

€1¢l
(4314

80zh

j{aS

8611

96N

€610

681d

L8TH

[4:39)
1811

LL1E
OLTY

TOTA
09T

TSTA

05T

e S8¥IN

LYTA

673

TOo%I

66€X
86€D

96€d
S6€1

C6EI
T8EI
YLEY
TLEY
TLEY
0,1
69€d
99EN

9G€D

aston)

TSEA

YEEH
EEEN

O0EEN

€Cel

0ZEL

LIEV

S1e1
v1en

60€b
80EY

90EN
00€d
66CH
86cd
Y8CTH
£8za
T8T'1
08CI
SLTL

S92

:
e Molecule 1: UDP-N-acetylglucosamine 1-carboxyvinyltransferase

8T1¥%D
LT%Y
9T¥A
STy

38%

61%

11%

Chain B:

0LA

[
o M S0 O
© © 0 W ©
= MEEE ©n

e 99X

EYN

LEH

SEY

0cd

® LIL

| o L8
08TL 9.9
| J-TE A
L.18 (et
9LTY €421
S4T1 e Tua
[ | 1L2¥
09TY 1
[ | 89za
2STH 1
[ | 234
STV £921
TN 1
[ | 6621
16T 1
ogta P
| 19
L31d 05zA
9211 6%¢L
[legrEl e swe
$ZT1 1
[ | wHeI
0T o sbey
6TTY 1
8119 0%z
L1171 | eegT
Loty 88cd
sr1a | lgaL
[ | 9£ZH
43 | egaL
1171 veca
0118 1
| 60TA 1820
807h | oged
[ | 6221
%074 82T
| |
167 €229
96V Tz
[ | 1221
z6v ® ozzy
| o 6128
88y 81z
180 ® Lied
981 o orzE
a8a qTeI
| owek L wren
£8d £1el
i
188 °
o o081 70281
6.1 1
o 8L 1674
LLA 1
T
|
BLY 0612
€10 681d
[ 7% [ es1a
TLM 1874

9.Lg1
SLES

€LES
TLEY
TLEY
@ 0.g1
69€d

LOEY

09€1

LGEA
9G€H

Ao

TSeEA
Shev
9ged
GEEA
YEEH
62€d

€CEI

]

LIEY
9TEA
S1e1
vIEN
€1e1

80€Y
L0gb

20ed

00€d
66CH

96TL

682d

Y8CH

2821

6.LTH
8.za

o)
%
<
g
i
=
jasd
i
—
=
>
=
g}
>
=
i
o
O
Sy
<
it
—
e 61va )
® 815D =
o Libw m
P
aTou ©
75
o ¥IvE o)
€171 O
Lawm 2
TTHY o0
1 =
L0%Y i
[ | )
%050 %
| sovE h
z0vI Z,
® 107 ]
0078 ol
1 )
1684
mossan  —
a6eT o
| w6eH
€6€R e
26eT =
s 8
e ¥8ed <
| e8ev o
z8er
i =
6LEY °

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W


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

wwPDB X-ray Structure Validation Summary Report 3vAT

Page 12

20/0

69%

Chain C

8€d
L3
93

veT

0g€d

P¥CI
£vey

€ETI
Teea
82CTA
Lged
9CTA
{44}
(l44°)
112D

L6T4
96TN

L8TY

<81V

28T1I

9LTY

T9TA

445!

9E€TI

PAAYS
9CTI

91TV
ST1d

zT1d
TITT
011§
60TA
80Th

%014

88Y
L8A
98T

LOEY

I

[ ]
LSEA
9G€D

jaion)

TSEA
9€ed
SEEA
YEEH
LgEI
€CEI

0TeEL

LIEY
9TEA

pieN

60€b

90EN

00€d
66CH

v6TA

Y8TH

2821
1828

6LTH
8Lt
Llea
9.LTH
69TV
9921

€921

LSTa

vacy

082A

® 61%3
® 8T¥%D

9T%A

ELES
TLEV

0LeT

1-carboxyvinyltransferase

ine

UDP-N-acetylglucosam

e Molecule 1

29%

70%

40/0
-

Chain D

68Td

L8TH

T8TI

LL13
OLTY

6911
09Ty
{419’}
1871

09Ty
671D

L

445

6E€TH

LETH

t

%TT1

{449

0ZTY

91TV
STTd

C11d

0TTS
60TA
80Th

66d

L6

61

6V

6ced
Gged
€Tl
0ozeL
L1EY
€1€1
80V

00€d
66CH

v6TA

G8CH
8T
£8cda
Nmﬂq
6.LTH
8.2d
wmmo
bacy
€4TN
[4c14s

8¥%cH
L%2H

£vTY
154414
8€Td

€ETI

T€Ta

8¢cTh

(44°)

3

e Molecule 1

91gH
STCL

€1¢I

0Ty

8611

@ 61%d
[
® LI%Y

STHY

€171

13544

T6EI

06ed

T8EI

1
TLEY
TLEY

69€Q

9G€D

jaion]
CTGEA
oved
9ged
SEEA
YEEH

0ogeN

1-carboxyvinyltransferase

ine

UDP-N-acetylglucosam

4%

68%

Chain E

P

15729

621

Ltd
921

£Th
zT1

OTL

® LL1E
OLTY
SLT1
6971
91D
097x

€41D
[4)%’)

0G7Y

PAAYS

4745
€vIA

ov1a

CETT
TEH

8T1H
LTTd

SCTH
¥C11
€c1a

L111

ST11a

C1id
TT11
0T1s
60TA
801D

S0TH
v0T4d
€07YH

0071

(4178
TSEL

YEEH

0gEN

€TEI

LIEV

80EV

00€d
66CH

v6TA
€6CL

78T
£8ca
28C'T
0821

8.Lca
® Llca

S9TH

€921

6821

99¢d

8Ty
L%2TH

15441

157414

€eTI
[44"S

TTed
|14
(il44"S

L]
® 81%D

STHY

€191

0T%d
6071

66EX

L6€¥
96€d
S6€1

£6EX

UDP-N-acetylglucosam

T6EY
98€L

bLEY
€LES
TLEY
TLEY
0Lg7T
69€d

9G€D

1-carboxyvinyltransferase

me

e Molecule 1

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



wwPDB X-ray Structure Validation Summary Report 3vAT

Page 13

21%

78%

3%
L

Chain F

¥T11

0zZ1d

91TV

807Th

S019D

v6TA

88T

Y8TH

2821

€Lcl

€921

@ 61%3

LTHY
9THA

viva

00%3

86€D

£6€X
T6EI
1684

68€A

TLEV

1-carboxyvinyltransferase

69€d

¥9€0
€8€I
TGEA

SYEV

evev

oved

EEEN

UDP-N-acetylglucosam

Teed
0gEN

€TEI

0ZEL

LIEY

STET

€1€1

60€l

3

e Molecule 1

66CH

me

2%

21%

CTid
TITT
0T1S

80Th

66d

L8A

188

bLY
€La
TLI

69S

oA
€9y

79%
-

941

pan

0SI

8vY

(4]
52!

Y1

621
8cI

(4ot
134

€10

e
OTL

ca
[ ] ™

Chain G

EEEW

Teey
ogeN
62ed
€TEI

LIEV

S1€1

00€d
66CH

L8z

78CH

6LCH

9.TH

SYTS

5744

€€TI

1€2d

8gcA

1021

L6T4
96TN

€61a

L8TH

S8TV

[4:399

09T

98TI

LYTA

4%

9ETI

TN

12544

e 10%Y

€6€X

T8EI

TLEY
TLEY

69¢ed

9G€D
SGEH
asion)

UDP-N-acetylglucosam

TGEA

6%€S
8%€d

e Molecule 1

ovex

£veY

oved

9€ed
GEEA

1-carboxyvinyltransferase

me

20/ il

—
75%

24%

Chain H

TETN
ogTd

® LT14
9TTI

LITI

80Th

€La

0LA
695

L9a
994

woA
€93
2oL

68¢d

78TH

2821

0821
6.LTH

89cd

24

1920
9szd
feistd ]

TSTH
08TA
6921
8¥TH
L%TH

4493
evey

(024}
6€TT

9€TH
SETL

€€TI

T€2a

£€TTH

L12D

88174
L8TH

OLTY

LOTA

09T

[4h %)

SYIV
4745

6€T2

SeTH

TLEY

69€d

LOEY
99€N

98€H

st

{419 ¥
8ved
Teed
0gEN
6zed
8Ted
€TeI
0ZEL

LTEV

STe1
vTEN
€1€1

S0€ea

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Page 14 wwPDB X-ray Structure Validation Summary Report 3vAT

4 Data and refinement statistics (i)

Property Value Source
Space group P1211 Depositor
Cell constants 83.05A 153.14A 131.68A .
Depositor
a, b, c, a, B,y 90.00°  102.36°  90.00°
. 19.77 — 2.50 Depositor
Resolution (4) 19.77 — 2.50 EDS
% Data completeness 99.6 (19.77-2.50) Depositor
(in resolution range) 99.7 (19.77-2.50) EDS
Rinerge 0.10 Depositor
Rsym 0.05 Depositor
<IJo(l)>" 4.46 (at 2.50A) Xtriage
Refinement program CNS 1.3 Depositor
R R 0.208 , 0.271 Depositor
» Phfree 0.208 , 0.271 DCC
Rfree test set 1216 reflections (1.10%) DCC
Wilson B-factor (A?) 39.3 Xtriage
Anisotropy 0.279 Xtriage
Bulk solvent kyo(e/A?), By (A?) 0.39 , 52.2 EDS
Estimated twinning fraction No twinning to report. Xtriage
L-test for twinning? <|L| > =050, < L?>=10.33| Xtriage
Outliers 0 of 110457 reflections Xtriage
F,,F. correlation 0.94 EDS
Total number of atoms 26190 wwPDB-VP
Average B, all atoms (A?) 42.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patter-
son function is 16.63% of the height of the origin peak. No significant pseudotranslation is de-
tected.

Intensities estimated from amplitudes.
2Theoretical values of < |L| >, < L? > for acentric reflections are 0.5, 0.375 respectively for untwinned datasets,
and 0.333, 0.2 for perfectly twinned datasets.

WO RLDWIDE
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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: UDI1,
EDO, TAS, ACT

The Z score for a bond length (or angle) is the number of standard deviations the observed value
is removed from the expected value. A bond length (or angle) with |Z] > 5 is considered an
outlier worth inspection. RMSZ is the root-mean-square of all Z scores of the bond lengths (or
angles).

. Bond lengths Bond angles

Mol | Chain | p\ (57 #é\ >5 | RMSZ #éy >5

1 A 056 | 1/3180 (0.0%) | 0.91 | 1/4308 (0.0%)

1 B 053 | 3/3180 (0.1%) | 0.89 | 2/4308 (0.0%)

1 C 0.49 0/3180 0.88 | 1/4308 (0.0%)

1 D 0.49 0/3180 0.90 0/4308

1 D 050 | 1/3180 (0.0%) | 0.89 | 1/4308 (0.0%)

1 F 051 | 1/3180 (0.0%) | 0.89 0/4308

1 G 0.52 0/3180 0.89 | 2/4308 (0.0%)

1 H 0.49 0/3180 0.89 | 2/4308 (0.0%)
Al | Al | 051 |6/25440 (0.0%) | 0.89 | 9/34464 (0.0%)

The worst 5 of 6 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
1 A 300 | PRO | N-CD | -12.67 1.30 1.47
1 B 300 | PRO | N-CD |-12.44 1.30 1.47
1 F 300 | PRO | N-CD |-11.88 1.31 1.47
1 B 38 | PRO | N-CD |-10.56 1.33 1.47
1 E 277 | GLU | CG-CD | 5.46 1.60 1.51

The worst 5 of 9 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°®) | Ideal(?)
1 H 370 | LEU | CA-CB-CG | 8.73 135.39 115.30
1 A 229 | LEU | CA-CB-CG | 6.67 130.64 115.30
1 B 81 SER N-CA-C 5.83 126.74 111.00
1 G 287 | LYS N-CA-C 5.79 126.63 111.00
1 B 276 | GLY N-CA-C -0.43 99.53 113.10

There are no chirality outliers.

There are no planarity outliers.
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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 3144 0 3215 92 0
1 B 3144 0 3215 136 1
1 C 3144 0 3215 108 0
1 D 3144 0 3215 95 0
1 E 3144 0 3215 112 0
1 F 3144 0 3215 74 0
1 G 3144 0 3215 76 0
1 H 3144 0 3215 99 1
2 A 39 0 25 1 0
2 B 39 0 25 0 0
2 C 39 0 25 0 0
2 D 39 0 25 0 0
2 D) 39 0 25 0 0
2 F 39 0 25 0 0
2 G 39 0 25 0 0
2 H 39 0 25 0 0
3 A 16 0 12 0 0
3 B 4 0 3 0 0
3 C 8 0 6 4 0
3 D 8 0 6 0 0
3 B 12 0 9 2 0
3 F 12 0 9 3 0
3 H 20 0 15 2 0
4 A 16 0 24 2 0
4 B 12 0 18 0 0
4 C 16 0 24 0 0
4 D 28 0 42 7 0
4 D) 28 0 42 1 0
4 F 20 0 30 1 0
4 G 28 0 42 1 0
4 H 28 0 42 3 0
3 A 67 0 0 0 0
D B 33 0 0 1 0
d C 53 0 0 4 0
d D 61 0 0 1 0
d B 66 0 0 3 0
D F 60 0 0 2 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
d G 67 0 0 5 0
3 H 63 0 0 4 0
All All 26190 0 26244 784 1

The all-atom clashscore is defined as the number of clashes found per 1000 atoms (including
hydrogen atoms). The all-atom clashscore for this structure is 15.

The worst 5 of 784 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)
1:G:1:MET:O 1:G:418:GLY:HA2 1.20 1.28
1:B:418:GLY:O 1:B:419:GLU:HG3 1.11 1.24
1:A:395:ILE:CD1 | 1:A:402:ILE:HG21 1.66 1.24
1:C:418:GLY:CA 1:C:419:GLU:O 1.83 1.24
1:A:395:ILE:HD11 | 1:A:402:ILE:CG2 1.69 1.23

All (1) symmetry-related close contacts are listed below. The label for Atom-2 includes the sym-
metry operator and encoded unit-cell translations to be applied.

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:B:419:GLU:O | 1:H:139:GLU:OE2[2_ 456] 1.89 0.31

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 415/419 (99%) 398 (96%) | 14 (3%) 3 (1%) 26 46
1 B 415/419 (99%) 386 (93%) | 26 (6%) 3 (1%) 26 46
1 C 415/419 (99%) 404 (97%) 9 (2%) 2 (0%) 34 55
1 D 415/419 (99%) 398 (96%) | 14 (3%) 3 (1%) 26 46
Continued on next page...
$roe
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 E 415/419 (99%) | 389 (94%) | 21 (5%) | 5 (1%) 16 29
1 F 415/419 (99%) | 399 (96%) | 16 (4%) 0 |
1 G 415/419 (99%) | 400 (96%) | 15 (4%) 0 |
1 H 415/419 (99%) | 397 (96%) | 18 (4%) 0 |

All | ALl | 3320/3352 (99%) | 3171 (96%) | 133 (4%) | 16 (0%)

5 of 16 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 D 119 ALA
1 E 60 LEU
1 E 7 VAL
1 B 33 LEU
1 A 417 LYS

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 329/329 (100%) 326 (99%) 3 (1%) 841195

1 B 329/329 (100%) 324 (98%) 5 (2%) 72 |91

1 C 329/329 (100%) 325 (99%) 4 (1%) 781193

1 D 329/329 (100%) 327 (99%) 2 (1%) 90§ § 97

1 E 329/329 (100%) 325 (99%) 4 (1%) 781193

1 F 329/329 (100%) 325 (99%) 4 (1%) 781193

1 G 329/329 (100%) 327 (99%) 2 (1%) 90§ § 97

1 H 329/329 (100%) 326 (99%) 3 (1%) 841195
All All 2632/2632 (100%) | 2605 (99%) | 27 (1%) 821195

5 of 27 residues with a non-rotameric sidechain are listed below:
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Mol | Chain | Res | Type
1 D 29 GLN
1 E 66 ARG
1 H 135 GLU
1 D 187 ARG
1 B 193 ASP

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. All (1) such
sidechains are listed below:

Mol | Chain | Res | Type
1 D 79 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)

8 non-standard protein/DNA/RNA residues 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).

. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link Counts | RMSZ i #|Z| > 2 | Counts | RMSZ T #|Z| > 2
1 IAS A 67 1 4,7.8 0.57 0 1,8,10 1.20 0
1 IAS B 67 1 4,7,8 0.53 0 1,8,10 1.29 0
T | TAS C 67 | 1 478 | 059 0 1,810 | 1.33 0
1 TAS D 67 1 47,8 0.70 0 1,8,10 1.11 0
1 IAS E 67 1 4,7.8 0.60 0 1,8,10 1.26 0
1 IAS F 67 1 4,7.8 0.64 0 1,8,10 1.43 0
1 IAS G 67 1 4,7.8 0.75 0 1,8,10 1.26 0
1 IAS H 67 1 47,8 0.61 0 1,8,10 1.21 0

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.
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Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
1 IAS A 67 1 - 0/3/7/8 10/0/0/0
1 IAS B 67 1 - 0/3/7/8 10/0/0/0
1 IAS C 67 1 - 0/3/7/8 10/0/0/0
1 TAS D 67 1 - 0/3/7/8 10/0/0/0
1 TAS E 67 1 - 0/3/7/8 10/0/0/0
1 TAS F 67 1 - 0/3/7/8 10/0/0/0
1 IAS G 67 1 - 0/3/7/8 10/0/0/0
1 IAS H 67 1 - 0/3/7/8 10/0/0/0

There are no bond length outliers.

There are no bond angle outliers.

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

2 monomers are involved in 2 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
1 C 67 TAS 1 0
1 H 67 IAS 1 0

5.5 Carbohydrates (i)

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

72 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).

. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | " "R\ISZ [ #|2] > 2 | Counts | RMSZ | #2| > 2
UDL | A | 501 | - [324141 1.85 | 10 (31%) | 46,62,62 | 2.19 | 7 (15%)
ACT | A |502] - 1,33 | 305 | 1(100%) | 033 | 0.00 -
gPDEB
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o/ RMSZg #|Z| > 2 | Counts RMSZg HZ| > 2

3 ACT A 503 - 1,3,3 1.88 0 0,3,3 0.00 -
3 ACT A 504 - 1,3,3 2.31 1 (100%) 0,3,3 0.00 -
3 ACT A 505 - 1,3,3 2.31 1 (100%) 0,3,3 0.00 -
4 EDO A 506 - 3,3,3 0.55 0 2,22 0.42 0
4 EDO A 507 - 3,3,3 0.47 0 2,2,2 0.46 0
4 EDO A 508 - 3,3,3 0.51 0 2,2,2 0.39 0
4 EDO A 509 - 3,3,3 0.55 0 2,2,2 0.41 0
2 UD1 B 501 - 32,4141 | 1.87 | 12 (37%) | 46,62,62 | 2.21 8 (17%)
3 ACT B 502 - 1,3,3 2.20 1 (100%) 0,3,3 0.00 -
4 EDO B 503 - 3,3,3 0.37 0 2,22 0.54 0
4 EDO B 504 - 3,3,3 0.45 0 2,22 0.43 0
4 EDO B 505 - 3,3,3 0.43 0 2,2,2 0.45 0
2 UD1 C 501 - 32,4141 | 1.92 9 (28%) | 46,62,62 | 2.17 | 7 (15%)
3 ACT C 502 - 1,3,3 1.99 0 0,3,3 0.00 -
3 ACT C 503 - 1,3,3 2.61 1 (100%) 0,3,3 0.00 -
4 EDO C 504 - 3,3,3 0.45 0 2,2,2 0.39 0
4 EDO C 505 - 3,3,3 0.61 0 2,22 0.33 0
4 EDO C 506 - 3,3,3 0.54 0 2,22 0.37 0
4 EDO C 507 - 3,3,3 0.52 0 2,2,2 0.40 0
2 UD1 D 501 - 32,4141 | 1.90 10 (31%) | 46,62,62 | 2.22 7 (15%)
3 ACT D 502 - 1,3,3 2.34 1 (100%) 0,3,3 0.00 -
3 ACT D 503 - 1,3,3 1.93 0 0,3,3 0.00 -
4 EDO D 504 - 3,3,3 0.42 0 2,2,2 0.50 0
4 EDO D 505 - 3,3,3 0.36 0 2,22 0.47 0
4 EDO D 506 - 3,3,3 0.65 0 2,22 0.29 0
4 EDO D 507 - 3,3,3 0.46 0 2,2,2 0.41 0
4 EDO D 508 - 3,3,3 0.58 0 2,2,2 0.31 0
4 EDO D 509 - 3,3,3 0.46 0 22,2 0.41 0
4 EDO D 510 - 3,3,3 0.55 0 2,2,2 0.43 0
2 UD1 E 501 - 32,4141 | 1.88 10 (31%) | 46,62,62 | 2.24 | 7 (15%)
3 ACT E 502 - 1,3,3 1.55 0 0,3,3 0.00 -
3 ACT E 503 - 1,3,3 1.94 0 0,3,3 0.00
3 ACT E 504 - 1,3,3 1.97 0 0,3,3 0.00 -
4 EDO E 505 - 3,3,3 0.52 0 2,22 0.40 0
4 EDO E 506 - 3,3,3 0.57 0 2,22 0.34 0
4 EDO E 507 - 3,3,3 0.63 0 2,2,2 0.33 0
4 EDO E 508 - 3,3,3 0.55 0 2,2,2 0.33 0
4 EDO E 509 - 3,3,3 0.37 0 2,2,2 0.44 0
4 EDO E 510 - 3,3,3 0.60 0 2,2,2 0.29 0
4 EDO E 511 - 3,3,3 0.54 0 2,2,2 0.37 0
2 UD1 F 501 - 32,4141 | 1.83 10 (31%) | 46,62,62 | 2.21 6 (13%)
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o/ RMSZg #|Z| > 2 | Counts RMSZg HZ| > 2
3 [ACT | F [s02] - 1,33 | 226 | 1(100%) | 033 | 0.00 ]
3 | ACT | F | 503 - 133 | 154 0 0,3,3 | 0.00 -
3 [ACT| F [s504] - 1,33 | 240 | 1(100%) | 03,3 | 0.00 ]
1 [EDO | F |505| - 333 | 047 0 222 | 043 0
1 [EDO | F |506]| - 333 | 0.49 0 222 | 042 0
i [EDO| F |507| - 333 | 050 0 222 | 037 0
i [EDO| F |508| - 333 | 050 0 222 | 0.40 0
i [EDO| F |509| - 333 | 057 0 222 | 042 0
2 [ UDL | G [s01] - [324141] 180 | 8(25%) | 46,62,62 | 223 | 7 (15%)
i [EDO | G |502| - 333 | 045 0 222 | 0.40 0
i [EDO| G |503| - 333 | 049 0 222 | 043 0
1 [EDO | G |504]| - 333 | 0.60 0 222 | 033 0
1 [EDO | G |50 - 333 | 0.49 0 222 | 041 0
1 [EDO | G |506]| - 333 | 0.55 0 222 | 037 0
1 [EDO | G |507| - 333 | 058 0 222 | 032 0
i [EDO| G |508| - 333 | 0.88 0 222 | 0.39 0
2 | UDL | H [s01] - [324141] 1.95 | 10 (31%) | 46,62,62 | 2.31 | 8 (17%)
3 | ACT | H |02 - 1,33 | 1.95 0 0,33 | 0.00 -
3 | ACT | ©O | 503 - 133 | 054 0 0,3,3 | 0.00 -
3 | ACT | O |504]| - 133 | 1.22 0 0,3,3 | 0.00 -
3 [ACT| H [505]| - 1,33 | 227 | 1(100%) | 033 | 0.00 ]
3 [ACT | © [506]| - 1,33 | 256 | 1(100%) | 03,3 | 0.00 ]
i [EDO | H |507| - 333 | 0.48 0 222 | 037 0
1 [EDO | H |508]| - 333 | 059 0 222 | 0.35 0
1 [EDO | H |509]| - 333 | 052 0 222 | 038 0
i [EDO | © |50 - 333 | 052 0 222 | 0.39 0
4 [EDO | © |51 - 333 | 052 0 222 | 041 0
i [EDO | © |52 - 333 | 053 0 222 | 042 0
i [EDO | H |53 - 333 | 055 0 222 | 038 0

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
2 UD1 A 501 - - 0/22/63/63 | 0/3/3/3
3 ACT A 502 - - 0/0/0/0 | 0/0/0/0
3 ACT A 503 - - 0/0/0/0 | 0/0/0/0
3 ACT A 504 - - 0/0/0/0 | 0/0/0/0
3 ACT A 505 - - 0/0/0/0 | 0/0/0/0

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

Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
4 EDO A 506 - - 0/1/1/1 0/0/0/0
4 EDO A 507 - - 0/1/1/1 0/0/0/0
4 EDO A 508 - - 0/1/1/1 0/0/0/0
4 EDO A 509 - - 0/1/1/1 0/0/0/0
2 UD1 B 501 - - 0/22/63/63 | 0/3/3/3
3 ACT B 502 - - 0/0/0/0 | 0/0/0/0
4 EDO B 503 - - 0/1/1/1 0/0/0/0
4 EDO B 504 - - 0/1/1/1 0/0/0/0
4 EDO B 505 - - 0/1/1/1 0/0/0/0
2 UD1 C 501 - - 0/22/63/63 | 0/3/3/3
3 ACT C 502 - - 0/0/0/0 1 0/0/0/0
3 ACT C 503 - - 0/0/0/0 | 0/0/0/0
4 EDO C 504 - - 0/1/1/1 0/0/0/0
4 EDO C 505 - - 0/1/1/1 0/0/0/0
4 EDO C 506 - - 0/1/1/1 0/0/0/0
4 EDO C 507 - - 0/1/1/1 0/0/0/0
2 UD1 D 501 - - 0/22/63/63 | 0/3/3/3
3 ACT D 502 - - 0/0/0/0 1 0/0/0/0
3 ACT D 503 - - 0/0/0/0 | 0/0/0/0
4 EDO D 504 - - 0/1/1/1 0/0/0/0
4 EDO D 505 - - 0/1/1/1 0/0/0/0
4 EDO D 506 - - 0/1/1/1 0/0/0/0
4 EDO D 507 - - 0/1/1/1 0/0/0/0
4 EDO D 508 - - 0/1/1/1 0/0/0/0
4 EDO D 509 - - 0/1/1/1 0/0/0/0
4 EDO D 510 - - 0/1/1/1 0/0/0/0
2 UD1 E 501 - - 0/22/63/63 | 0/3/3/3
3 ACT E 502 - - 0/0/0/0 | 0/0/0/0
3 ACT E 503 - - 0/0/0/0 |1 0/0/0/0
3 ACT E 504 - - 0/0/0/0 | 0/0/0/0
4 EDO E 505 - - 0/1/1/1 0/0/0/0
4 EDO E 506 - - 0/1/1/1 0/0/0/0
4 EDO E 507 - - 0/1/1/1 0/0/0/0
4 EDO E 508 - - 0/1/1/1 0/0/0/0
4 EDO E 509 - - 0/1/1/1 0/0/0/0
4 EDO E 510 - - 0/1/1/1 0/0/0/0
4 EDO E 511 - - 0/1/1/1 0/0/0/0
2 UD1 F 501 - - 0/22/63/63 | 0/3/3/3
3 ACT F 502 - - 0/0/0/0 | 0/0/0/0
3 ACT F 503 - - 0/0/0/0 | 0/0/0/0
3 ACT F 504 - - 0/0/0/0 | 0/0/0/0
4 EDO F 505 - - 0/1/1/1 0/0/0/0

Continued on next page...
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Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
4 EDO F 506 - - 0/1/1/1 0/0/0/0
4 EDO F 507 - - 0/1/1/1 0/0/0/0
4 EDO F 508 - - 0/1/1/1 0/0/0/0
4 EDO F 509 - - 0/1/1/1 0/0/0/0
2 UD1 G 501 - - 0/22/63/63 | 0/3/3/3
4 EDO G 502 - - 0/1/1/1 0/0/0/0
4 EDO G 503 - - 0/1/1/1 0/0/0/0
4 EDO G 504 - - 0/1/1/1 0/0/0/0
4 EDO G 505 - - 0/1/1/1 0/0/0/0
4 EDO G 506 - - 0/1/1/1 0/0/0/0
4 EDO G 507 - - 0/1/1/1 0/0/0/0
4 EDO G 508 - - 0/1/1/1 0/0/0/0
2 UD1 H 501 - - 0/22/63/63 | 0/3/3/3
3 ACT H 502 - - 0/0/0/0 | 0/0/0/0
3 ACT H 503 - - 0/0/0/0 | 0/0/0/0
3 ACT H 504 - - 0/0/0/0 | 0/0/0/0
3 ACT H 505 - - 0/0/0/0 | 0/0/0/0
3 ACT H 506 - - 0/0/0/0 1 0/0/0/0
4 EDO H 507 - - 0/1/1/1 0/0/0/0
4 EDO H 508 - - 0/1/1/1 0/0/0/0
4 EDO H 509 - - 0/1/1/1 0/0/0/0
4 EDO H 510 - - 0/1/1/1 0/0/0/0
4 EDO H 511 - - 0/1/1/1 0/0/0/0
4 EDO H 512 - - 0/1/1/1 0/0/0/0
4 EDO H 513 - - 0/1/1/1 0/0/0/0

The worst 5 of 89 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
2 C 501 | UD1 | PB-O2B | -2.89 1.42 1.54
2 H 501 | UD1 | PB-O1B | -2.75 1.41 1.51
2 G 501 | UD1 | PB-O2B | -2.73 1.43 1.54
2 A 501 | UD1 | PB-O2B | -2.56 1.44 1.54
2 E 501 | UD1 | PB-O2B | -2.52 1.44 1.54

The worst 5 of 57 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(°)
2 C 501 | UD1 | C5-C4-N3 | -3.10 115.17 123.12
2 B 501 | UD1 | C5-C4-N3 | -3.05 115.29 123.12
2 A 501 | UD1 | C5-C4-N3 | -3.04 115.33 123.12
2 G 501 | UD1 | C5-C4-N3 | -3.01 115.41 123.12

Continued on next page...
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Continued from previous page...
Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(°)
2 D 501 | UD1 | C5-C4-N3 | -2.98 115.47 123.12

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

19 monomers are involved in 26 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
2 A 501 | UDI1 1 0
4 A 507 | EDO 2 0
3 C 502 | ACT 2 0
3 C 503 | ACT 2 0
4 D 504 | EDO 1 0
4 D 507 | EDO 1 0
4 D 508 | EDO 2 0
4 D 509 | EDO 1 0
4 D 510 | EDO 2 0
3 E 502 | ACT 2 0
4 E 508 | EDO 1 0
3 F 503 | ACT 3 0
4 F 509 | EDO 1 0
4 G 505 | EDO 1 0
3 H 503 | ACT 1 0
3 H 504 | ACT 1 0
4 H 507 | EDO 1 0
4 H 508 | EDO 1 0
4 H 510 | EDO 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)

In the following table, the column labelled ‘#RSRZ> 2’ contains the number (and percentage)
of RSRZ outliers, followed by percent RSRZ outliers for the chain as percentile scores relative to
all X-ray entries and entries of similar resolution. The OWAB column contains the minimum,
median, 95" percentile and maximum values of the occupancy-weighted average B-factor per
residue. The column labelled ‘Q< 0.9’ lists the number of (and percentage) of residues with an
average occupancy less than 0.9.

Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) | Q<0.9

1 A | 418/419 (99%) -0.09 4 (0%) | sa|ls6] |22, 365287 o

1 B 418/419 (99%) 0.59 47 (11%) | 7 30, 53,75, 94| 0

1 C 418/419 (99%) 0.04 10 (2%) 62 66 24, 42, 58, 81 0

1 D 418/419 (99%) 0.04 17 (4%) 41 46 22, 39, 58, 83 0

1 E 418/419 (99%) 0.16 18 (4%) 39 44 |19,42,71,92| 0

1 F 418/419 (99%) 0.00 11 (2%) 59 63 24, 40, 58, 84 0

1 G 418/419 (99%) 0.03 10 (2%) 62 66 22, 39, 56, 93 0

1 H 418 /419 (99%) -0.03 10 (2%) 62 66 19, 36, 52, 89 0
All All 3344/3352 (99%) 0.09 127 (3%) 44 49 | 19, 40, 64, 94 0

The worst 5 of 127 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
418 | GLY 10.7
419 | GLU 10.6
419 | GLU 7.5
419 | GLU 7.5
418 | GLY 6.7

[y QY [ ey
sl Bve|RusiN@ilvy

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

In the following table, the Atoms column lists the number of modelled atoms in the group and the
number defined in the chemical component dictionary. LLDF column lists the quality of electron
density of the group with respect to its neighbouring residues in protein, DNA or RNA chains.
The B-factors column lists the minimum, median, 95 percentile and maximum values of B factors
of atoms in the group. The column labelled ‘Q< 0.9’ lists the number of atoms with occupancy
less than 0.9.
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
1 TAS G 67 8/9 0.93 0.20 - 36,38,41,42 0
1 IAS H 67 8/9 0.97 0.12 - 34,35,37,38 0
1 IAS E 67 8/9 0.86 0.30 - 68,70,71,72 0
1 IAS C 67 8/9 0.93 0.20 - 49,52,52,53 0
1 IAS A 67 8/9 0.93 0.11 - 34,36,37,37 0
1 IAS F 67 8/9 0.92 0.24 - 59,60,62,64 0
1 IAS D 67 8/9 0.86 0.27 - 56,57,61,62 0
1 IAS B 67 8/9 0.92 0.36 - 73,74,76,76 0

6.3 Carbohydrates (i)

There are no carbohydrates in this entry.

6.4 Ligands (i)

In the following table, the Atoms column lists the number of modelled atoms in the group and the
number defined in the chemical component dictionary. LLDF column lists the quality of electron
density of the group with respect to its neighbouring residues in protein, DNA or RNA chains.
The B-factors column lists the minimum, median, 95" percentile and maximum values of B factors
of atoms in the group. The column labelled ‘Q< 0.9’ lists the number of atoms with occupancy
less than 0.9.

Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
4 EDO A 207 4/4 0.96 0.42 | 20.06 35,35,37,40 0
3 ACT C 503 4/4 0.88 0.36 | 12.75 52,53,55,56 0
3 ACT H 505 4/4 0.81 0.31 8.81 57,58,59,60 0
3 ACT A 505 4/4 0.67 0.39 8.25 72,72,73,73 0
3 ACT F 503 4/4 0.85 0.36 7.66 49,52,52,52 0
4 EDO D 506 4/4 0.89 0.27 7.64 48,50,52,53 0
3 ACT B 502 4/4 0.87 0.23 6.85 69,71,71,71 0
4 EDO A 509 4/4 0.89 0.27 6.23 55,56,56,56 0
4 EDO C 506 4/4 0.92 0.22 6.11 55,57,57,58 0
4 EDO E 507 4/4 0.89 0.24 .66 45,46,47,47 0
4 EDO F 209 4/4 0.86 0.25 5.52 44,45,47,49 0
3 | ACT | H | 503 | 4/4 0.94 | 0.19 | 361 42 45,46 47 0
4 EDO G 507 4/4 0.85 0.21 3.35 48,49,50,51 0
4 EDO G 504 4/4 0.88 0.18 3.10 45,45,46,47 0
4 EDO F 506 4/4 0.84 0.17 3.03 59,59,61,61 0
4 EDO B 505 4/4 0.88 0.30 3.00 59,59,59,60 0
3 ACT A 502 4/4 0.71 0.25 2.54 47,51,51,51 0
3 ACT H 206 4/4 0.86 0.20 2.39 57,57,58,58 0

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

Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
3 ACT D 502 4/4 0.84 0.22 2.22 52,54,55,56 0
4 [EDO| D |510 | 4/4 0.86 | 0.20 | 2.08 44,47 48 51 0
4 EDO D 507 4/4 0.84 0.28 1.46 58,59,59,61 0
4 EDO G 506 4/4 0.74 0.29 1.45 57,58,58,58 0
4 EDO A 506 4/4 0.94 0.17 1.43 32,34,35,39 0
4 EDO E 506 4/4 0.88 0.21 1.27 48,48,50,52 0
4 EDO B 503 4/4 0.92 0.18 1.25 44.,44.44 48 0
3 ACT H 504 4/4 0.89 0.24 1.24 58,58,58,59 0
4 [EDO | D | 504 | 4/4 0.95 | 0.17 | 1.23 39,40,41 43 0
4 | EDO F 505 | 4/4 097 | 0.15 | 1.12 43,44,44.45 0
4 EDO C 504 4/4 0.98 0.16 1.08 37,37,37,37 0
4 EDO G 508 4/4 0.88 0.25 0.95 46,47,48,49 0
4 EDO D 509 4/4 0.96 0.16 0.93 61,62,62,62 0
4 EDO E 509 4/4 0.96 0.14 0.79 45,46,47,49 0
4 EDO F 507 4/4 0.86 0.18 0.56 60,63,63,64 0
3 ACT A 504 4/4 0.92 0.19 0.53 52,54,54,56 0
4 EDO C 505 4/4 0.83 0.19 0.40 51,54,55,56 0
4 EDO G 502 4/4 0.97 0.13 0.38 35,36,37,39 0
3 ACT E 502 4/4 0.92 0.16 0.32 63,64,64,65 0
4 EDO D 505 4/4 0.93 0.15 0.20 48,49,49,51 0
4 EDO H 508 4/4 0.95 0.16 0.19 50,52,52,52 0
4 EDO H 512 4/4 0.95 0.15 0.17 34,36,36,39 0
4 EDO H 511 4/4 0.89 0.17 | -0.04 54,56,57,58 0
1 [EDO | H |507| 4/4 0.95 | 0.12 | -0.40 42,4243 44 0
2 UD1 A 501 | 39/39 0.97 0.11 | -0.47 18,29,37.41 0
2 UD1 E 501 | 39/39 0.97 0.11 | -0.48 23,30,35,35 0
2 UD1 H 501 | 39/39 0.97 0.11 | -0.53 27,32,39,40 0
4 EDO B 504 4/4 0.94 0.15 | -0.61 59,60,61,61 0
2 UD1 G 501 | 39/39 0.97 0.11 | -0.65 25,30,42,44 0
2 UD1 D 501 | 39/39 0.97 0.11 | -0.69 18,28,37,37 0
2 UD1 F 501 | 39/39 0.98 0.11 | -0.77 24,32,37,40 0
4 EDO E 505 4/4 0.91 0.12 | -0.83 51,55,55,57 0
2 UD1 C 501 | 39/39 0.98 0.11 | -0.90 24,29,37,40 0
2 UD1 B 501 | 39/39 0.97 0.12 | -0.93 31,38,42,44 0
4 EDO D 508 4/4 0.72 0.19 | -0.94 58,59,60,60 0
4 EDO A 508 4/4 0.96 0.11 | -1.08 53,53,54,54 0
4 EDO E 511 4/4 0.85 0.15 | -1.38 62,64,65,65 0
3 ACT F 502 4/4 0.77 0.47 - 69,69,70,70 0
3 ACT H 502 4/4 0.89 0.32 - 55,57,58,58 0
3 ACT A 503 4/4 0.81 0.35 - 67,68,68,69 0
3 ACT E 503 4/4 0.90 0.32 - 74,75,75,75 0
4 EDO H 513 4/4 0.91 0.32 - 56,56,56,57 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
4 EDO H 509 4/4 0.89 0.18 - 58,58,59,61 0
3 ACT D 503 4/4 0.90 0.23 - 68,68,69,69 0
3 ACT E 504 4/4 0.71 0.41 - 81,81,82,82 0
4 EDO E 510 4/4 0.78 0.45 - 59,62,63,63 0
4 EDO H 510 4/4 0.83 0.27 - 56,58,59,60 0
3 ACT F 504 4/4 0.87 0.29 - 68,70,70,70 0
4 EDO E 508 4/4 0.78 0.22 - 54,54,55,55 0
4 EDO G 505 4/4 0.79 0.30 - 62,63,64,64 0
3 ACT C 502 4/4 0.78 0.35 - 74,75,75,76 0
4 EDO C 507 4/4 0.93 0.32 - 54,54,54,54 0
4 EDO G 503 4/4 0.91 0.15 - 51,51,51,53 0
4 EDO F 508 4/4 0.85 0.24 - 59,62,62,63 0

6.5 Other polymers (i)

There are no such residues in this entry.
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