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

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

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

MolProbity : 4.02b-467
Mogul : 1.7.1 (RC1), CSD as537be (2016)

Xtriage (Phenix) : 1.9-1692

EDS : rb-20027107

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) : rb-20027107
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1 Overall quality at a glance (i)

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

The reported resolution of this entry is 3.05 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
Rfree I [Jr— 0249
Clashscore I 25
Ramachandran outliers N I 1.6%
Sidechain outliers D 10.3%
RSRZ outliers IS I 2 .0%
Worse Better

0 Percentile relative to all X-ray structures

[ Percentile relative to X-ray structures of similar resolution

Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
R ree 91344 1191 (3.10-3.02)
Clashscore 102246 1303 (3.10-3.02)
Ramachandran outliers 100387 1254 (3.10-3.02)
Sidechain outliers 100360 1254 (3.10-3.02)
RSRZ outliers 91569 1197 (3.10-3.02)

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

%

1 A 343 i 45% 28% . 23%
7%

1 B 343 50% 43%
%

1 C 343 . 41% 31% . 23%
2%

1 D 343 50% 41% 5% o
%

1 E 343 . 44% 32% . 21%
3%

1 F 343 57% 35%

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

Mol | Chain | Length Quality of chain
%
1 G 343 . 46% 26% 5% 3 22%
=
1 H 343 55% 37% 5% -

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

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
2 LMT F 901 - - - X
2 LMT F 902 - - - X
2 LMT G 902 - - - X
2 LMT H 901 - - - X
2 LMT H 902 - - - X
2 LMT H 903 - - - X
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2  Entry composition (i)

There are 3 unique types of molecules in this entry. The entry contains 19074 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 MoeN5,DNA-binding protein 7d.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 A 264 28 tlaél 1 2040 31;14 3(;5 181 0 0 0
1 B 334 ggzaél 15082 4126 4%)7 1S4 0 0 0
1 ¢ 264 28 tlaél 1 2C4() 31;14 3(;5 181 0 0 0
1 b 332 ggga; 15C7 1 41(\;3 4(;5 1S4 0 0 0
L £ 270 2(0)2%1 12074 315\318 3C9)3 181 0 0 0
L s 332 gggzl 15C7 3 4124 4(8)3 IS4 0 0 0
L G 267 gggaél 12056 31;19 3(9)0 181 0 0 0
1 H 333 gggl 15C7 7 4125 4(8)6 IS4 0 0 0

There are 152 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
A -13 MET - expression tag | UNP AO0A010
A -12 ALA - expression tag | UNP A0A010
A -11 HIS - expression tag | UNP A0A010
A -10 HIS - expression tag | UNP A0A010
A -9 HIS - expression tag | UNP A0A010
A -8 HIS - expression tag | UNP AOA010
A -7 HIS - expression tag | UNP AOA010
A -6 HIS - expression tag | UNP AOQA010
A -5 VAL - expression tag | UNP A0A010
A -4 ASP - expression tag | UNP A0A010
A -3 ASP - expression tag | UNP A0A010
A -2 ASP - expression tag | UNP AOA010
A -1 ASP - expression tag | UNP A0A010

W

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

Chain | Residue | Modelled | Actual | Comment Reference
A 0 LYS - expression tag | UNP A0A010
A 261 ALA - linker UNP A0A010
A 262 GLY - linker UNP A0A010
A 263 ALA - linker UNP A0A010
A 264 GLY - linker UNP AO0A010
A 265 ALA - linker UNP A0A010
B -13 MET - expression tag | UNP AOQA010
B -12 ALA - expression tag | UNP A0A010
B -11 HIS - expression tag | UNP A0A010
B -10 HIS - expression tag | UNP A0A010
B -9 HIS - expression tag | UNP AOA010
B -8 HIS - expression tag | UNP A0QA010
B -7 HIS - expression tag | UNP A0A010
B -6 HIS - expression tag | UNP AOA010
B -5 VAL - expression tag | UNP A0A010
B -4 ASP - expression tag | UNP A0A010
B -3 ASP - expression tag | UNP A0A010
B -2 ASP - expression tag | UNP AO0A010
B -1 ASP - expression tag | UNP A0A010
B 0 LYS - expression tag | UNP AOA010
B 261 ALA - linker UNP A0A010
B 262 GLY - linker UNP A0OA010
B 263 ALA - linker UNP A0A010
B 264 GLY - linker UNP AO0A010
B 265 ALA - linker UNP A0A010
C -13 MET - expression tag | UNP AOA010
C -12 ALA - expression tag | UNP AOQA010
C -11 HIS - expression tag | UNP A0A010
C -10 HIS - expression tag | UNP A0A010
C -9 HIS - expression tag | UNP A0A010
C -8 HIS - expression tag | UNP AOA010
C -7 HIS - expression tag | UNP A0A010
C -6 HIS - expression tag | UNP A0A010
C -5 VAL - expression tag | UNP A0A010
C -4 ASP - expression tag | UNP A0A010
C -3 ASP - expression tag | UNP A0A010
C -2 ASP - expression tag | UNP AOA010
C -1 ASP - expression tag | UNP AOA010
C 0 LYS - expression tag | UNP AOA010
C 261 ALA - linker UNP A0AO010
C 262 GLY - linker UNP A0AO010
C 263 ALA - linker UNP A0A010

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

Chain | Residue | Modelled | Actual | Comment Reference
C 264 GLY - linker UNP A0A010
C 265 ALA - linker UNP A0A010
D -13 MET - expression tag | UNP A0A010
D -12 ALA - expression tag | UNP A0A010
D -11 HIS - expression tag | UNP A0A010
D -10 HIS - expression tag | UNP A0A010
D -9 HIS - expression tag | UNP AOQA010
D -8 HIS - expression tag | UNP A0A010
D -7 HIS - expression tag | UNP A0A010
D -6 HIS - expression tag | UNP A0A010
D -5 VAL - expression tag | UNP AOA010
D -4 ASP - expression tag | UNP A0QA010
D -3 ASP - expression tag | UNP A0A010
D -2 ASP - expression tag | UNP AOA010
D -1 ASP - expression tag | UNP A0A010
D 0 LYS - expression tag | UNP A0A010
D 261 ALA - linker UNP A0A010
D 262 GLY - linker UNP AOA010
D 263 ALA - linker UNP A0A010
D 264 GLY - linker UNP A0A010
D 265 ALA - linker UNP A0A010
E -13 MET - expression tag | UNP A0A010
E -12 ALA - expression tag | UNP A0A010
E -11 HIS - expression tag | UNP AO0A010
E -10 HIS - expression tag | UNP AOA010
E -9 HIS - expression tag | UNP AOA010
E -8 HIS - expression tag | UNP AOQA010
E -7 HIS - expression tag | UNP A0A010
E -6 HIS - expression tag | UNP A0A010
E -5 VAL - expression tag | UNP A0A010
E -4 ASP - expression tag | UNP AOA010
E -3 ASP - expression tag | UNP A0A010
E -2 ASP - expression tag | UNP AOA010
E -1 ASP - expression tag | UNP A0A010
E 0 LYS - expression tag | UNP A0A010
E 261 ALA - linker UNP A0A010
E 262 GLY - linker UNP AO0A010
E 263 ALA - linker UNP A0A010
E 264 GLY - linker UNP A0A010
E 265 ALA - linker UNP A0AO010
F -13 MET - expression tag | UNP A0A010
F -12 ALA - expression tag | UNP A0A010

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

Chain | Residue | Modelled | Actual | Comment Reference
F -11 HIS - expression tag | UNP A0A010
F -10 HIS - expression tag | UNP A0A010
F -9 HIS - expression tag | UNP A0A010
F -8 HIS - expression tag | UNP A0A010
F -7 HIS - expression tag | UNP A0A010
F -6 HIS - expression tag | UNP A0A010
F -5 VAL - expression tag | UNP AOQA010
F -4 ASP - expression tag | UNP A0A010
F -3 ASP - expression tag | UNP A0A010
F -2 ASP - expression tag | UNP A0A010
F -1 ASP - expression tag | UNP AOA010
F 0 LYS - expression tag | UNP A0QA010
F 261 ALA - linker UNP A0AO010
F 262 GLY - linker UNP A0A010
F 263 ALA - linker UNP A0A010
F 264 GLY - linker UNP A0OA010
F 265 ALA - linker UNP A0A010
G -13 MET - expression tag | UNP AO0A010
G -12 ALA - expression tag | UNP A0A010
G -11 HIS - expression tag | UNP AOA010
G -10 HIS - expression tag | UNP A0A010
G -9 HIS - expression tag | UNP A0A010
G -8 HIS - expression tag | UNP A0A010
G -7 HIS - expression tag | UNP AO0A010
G -6 HIS - expression tag | UNP AOA010
G -5 VAL - expression tag | UNP AOA010
G -4 ASP - expression tag | UNP AOQA010
G -3 ASP - expression tag | UNP A0A010
G -2 ASP - expression tag | UNP A0A010
G -1 ASP - expression tag | UNP A0A010
G 0 LYS - expression tag | UNP AOA010
G 261 ALA - linker UNP A0A010
G 262 GLY - linker UNP A0AO010
G 263 ALA - linker UNP A0A010
G 264 GLY - linker UNP A0A010
G 265 ALA - linker UNP A0A010
H -13 MET - expression tag | UNP AOA010
H -12 ALA - expression tag | UNP AOA010
H -11 HIS - expression tag | UNP A0A010
H -10 HIS - expression tag | UNP AOA010
H -9 HIS - expression tag | UNP A0A010
H -8 HIS - expression tag | UNP A0A010

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

Chain | Residue | Modelled | Actual | Comment Reference
H -7 HIS - expression tag | UNP A0A010
H -6 HIS - expression tag | UNP A0A010
H -5 VAL - expression tag | UNP A0A010
H -4 ASP - expression tag | UNP A0A010
H -3 ASP - expression tag | UNP A0A010
H -2 ASP - expression tag | UNP A0A010
H -1 ASP - expression tag | UNP AOQA010
H 0 LYS - expression tag | UNP A0A010
H 261 ALA - linker UNP A0A010
H 262 GLY - linker UNP AOA010
H 263 ALA - linker UNP A0A010
H 264 GLY - linker UNP A0AO010
H 265 ALA - linker UNP A0AO010

e Molecule 2 is DODECYL-BETA-D-MALTOSIDE (three-letter code: LMT) (formula:

CasHy6011).
o
Mol | Chain | Residues Atoms ZeroOcc | AltConf

Total C O

2 b 1 35 24 11 0 0
Total C O

2 K 1 35 24 11 0 0
Total C O

2 K 1 35 24 11 0 0
Total C O

2 G 1 35 24 11 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
2 a 1 Tgt;‘l 2(51 3 0 0
2 H 1 Tgt;‘l 22 3 0 0
2 H 1 ngal 22 101 0 0
2 H 1 ngal 22 101 0 0
e Molecule 3 is water.

Mol | Chain | Residues Atoms ZeroOcc | AltConf
3 A 7 T?gal ?7 0 0

3 B 70 T%al % 0 0

3 C 69 ngal gg 0 0

3 D 62 Tgtzal 6?2 0 0

3 E 54 ngal 5?1 0 0

3 F 59 ngal 5% 0 0

3 G 48 ngal 2; 0 0

3 H 75 T‘;t;‘l 705 0 0
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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.

3 Residue-property plots (i)

e Molecule 1: MoeN5,DNA-binding protein 7d

Page 10

| I | [ opn sgey |
8.0 wg SHTL [ | 80gY
| wu €978 | BRIL 82Ty L0€D
€1 [ | 191 £9T1S LoV | 90sl
8aTv 09v THIV 9221 508)
187V . | o691 | | |
9911 8ay 8ETH 1221 z0gD
| . 1 Le1a | ozzE |
€91 zou 98Ty 6T2a 662k
I 194 GETT 81¢1 [ |
1 PEIN 1121 mmﬁ
0911 Ll | eerL 912a
6914 | oowL zETY [:}24) 162A
8HTL ao 1 HTZA 0624
L3718 -0 92Ty [ erea | e8zM
[ | £l | gerr zteh 88z
£918 1 #eTh 1129 . l8ey
42 o 0%H | | otev 982
THTH @ 6ed 911a 602 9gz1
07TV < T 331 80T 82N
| 6eTH L84 »TTd | LT €82S
8ETM 98T £ITT 902L (4141
L£19 geR (4431 | sogy 1820
[ | $ET 1 H0TH [ |
ﬁ-“:_ gy 80TV £021 hmuu
Coeer | som | Z0ZH
TETH o eV 907d | toev vLzH
[ | - 0V 1 00271 €12k
LTTL = 62l I zLTH
[ | B 1 2011 124
Zal) - 9z 1 o L61C | oLed
[ | [} a1 961 ° 692
LTTY 8, %2a ey [ eozL
[ | gzd 64 ° 1927
eTT1 o0 zzs €61 °
| K= — — °
60TA = 1670
| 80TV = 87h 067X €92y
LOTY .m 1 880 687a | g9gy
901d 1 . 1D 180 88TL 192¥
[ | -1 W — | 980 1871 09z
Z0T1 e n agy | gsta [ |
| 101S 64 81 gg1a gazd
00ta 06TA D; 1 €88 | w8TY 5321
681 Yo g1 £8TH | ege1 | SKT
[ | e 1 2811 214 8z
981a ) 2] | [ eea
| ey | [ ] o ood 6.1 6LTH 0821
£8TH M 1-a - [ | 6vTA
| zeH [ | 1 LLL zL1d 8¥vea H2ET
0811 .. %-a 9.a [ | [ | | ggen
6LTH . e 5-A e 6918 vk zeeh
8LTY < By | 5.0 | g9ta | whe1 [ |
[ ] = .. e L9TY £%2H 6788
PLIV 5} m TLT 991d [ ] 818)
[ | 2 o LT q9Th 0%ed [ |
69715 o . 0La [ ] 652 a18Q
|  89ta = < 69T 0910 | 8eg1 pIEN
184 L9TY = 891 [ | L€TH [ |
08a 9917d ] @) L9% L¥1S | 9ged TIEA

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W

e Molecule 1: MoeN5,DNA-binding protein 7d


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

dBOM

wwPDB X-ray Structure Validation Summary Report

Page 11

%

23%

31%

41%

Chain C

L9Y%

<S9S
oA
€91

<& -

SPTL
PPIL
e€YIS

3

8ETH
LETH
9ETH

YEIN

€14
0€TS
62TYH

1T

9T1a
STTD

€111

1110
OTTL

3

90Td

3

1018
0013

L6H
96T

64

76T

880

S8Y

€84

T84

{4448

0ved

8€TT
LETH

Secy

€ecd
ceed

62CA

444

cee
L1448

4548

70TH
€021

10Ty
0021

8619
L610a
9614

® E6IN

@ 161a
06TX

L1811
981d

E€8TH

3

8LIV

S.1d

L9TV

%919
€973
(4%
83TV
0STT

LY1S

652D

LGTH
9GzgYH
G9¢d
521

8%ca

9%TL
SHTR
9T

7d

Ing protein

MoeN5,DNA-bindi

e Molecule 1

2%

5% o «

41%

50%

Chain D

99

Sy
©
=

290

09y

[4ct
TSy

vva
€%L

O%H
6€d

LEY

2eT
Tey

Lgy
9TA

vca

E71S
(4243
TPTH
07TV

8ETH

80TV

90Td

L6H
961

€61
CT6H

88D
L8A

S8Y
%81
€83
28A
184
08a
6.1

ELW
TLT

0La

891

8€TT
LETD

i

€€td
2€td
TeETY

62TA

194

8121

4548

(4141}
1314:)
orey
602A

90TL

vocn

Tocy
0021

861D
L61a
9674
9673

067X

88TL
L8711
981a
€8TH
6LTH
cL1E

691S

991d
S9T0

291D
91D

€9TA
28TYd

TTED

0zeT
61€2
81eY
s1ed
80

2T0€D

00€a
66CTA
86CTL

T6CA
062H

88TA

G8T1
8Ty
€8S
28¢1
T8ca

Llta
9.Lcd

vLlea
€LTK
[kaS
TLTd
69TA

L9TY

€92V

T9eyY

8GTT

96Ty

41408

TSTA
0821

L¥yza
15748

0o¥ed
6ETA

e Molecule 1

LTED

7d

Ing protein

MoeN5,DNA-bindi

%

21%

[
0
|

32%

44%

Chain E

Sia
vLQ

TLT

89T
L9%

€91

1971

vav

LyL

ShM
va

[448

6ed
8EA

SEX
YET

€972

09710

€9TA

6714

LY1S
9%1D
SYTA

€%1S

T9TH

6E£TYH
8ETH
LETE

PeN
E€ETL

TETY

6214
8TTA
LTTL

§Z1I
741

v11a
€111

LOTY
v07d
€01V
2071

961

64

16T

880

a8y
81
€84

-
«
I‘I

3

6.1

LLL

0821
6%CA

9vTL

o¥ed
6ETA

LETH

€€ed

{444

8121

STCA
14348

T6TH

06TX
6810

L8171
981a
S81d

E€8TH

T8T1

6LTH

YLV

cL1E

LOTY
991d

O

R LDWIDE
PROTEIN DATA BANK

W



dBOM

wwPDB X-ray Structure Validation Summary Report

Page 12

89C1
LSTH
99T
g92d
v9g1
€921

ing protein 7d

MoeN5,DNA-bind

e Molecule 1

3%

35%

57%

Chain F

0EY

8CH

ST1

81h

9TA

71d

CTA
TTH
0Ta

sd

3

€9TA
TSTH

0811
6714

L%1S

SHTR
YPIL

TYIV
T¥TH

LETH

SETT
PEIN
E€ETL

TETH
0€TS
6274
741}
911d

€171

T11Q

+

L0TY
901d

7074

20711

L6H

w64
€61

9TT1

T2T1

8121

60TA ]

90CL
S0TH
Y0TH
€021

L610a
96TH

€6TN
CT6TH
610
06TA

tein 7d

ing pro

MoeN5,DNA-bindi

e Molecule 1

22%

5% o

26%

46%

TLT

891
L9Y%

19T

L84
9GS

vav

T84

L¥L

g81a

T8TI

6LTH
8LTV

cL1E

991d

+
it

9871

€GTX

8¥TL
LY1S

SPTL
YPIL

*

LETH
9ETH

YEIN
E€ETL

TETY

LTTL

642D
86T1
LGTH

€621
[4:14"S

9%CL
SHTA

£¥CH

15748
0¥Zd
6ETA
8€TT

€€ed
cged

Ll

9ge1
etdd )

1221

6122

STCA

112D

Ll

66TN

96TYH
S6Td

C°6TH

681a
88TL

981da

tein 7d

ing pro

MoeN5,DNA-bindi

e Molecule 1

5%

37%

0 ~
® @
- ~

55%

5%

Chain H

T84

6.1

TLT

L9%

191

3

TS

6%d
8%a
LYL

€ey
2eT

STl

6TL

+

S10
4%

CTTA

0o1a

C°6TH

9810d

E8TH

18TI

6LTH

cL1d

691S

991d

09710

€9TX

)

6714

8ETH
LETH

O

R LDWIDE
PROTEIN DATA BANK

SETT
YEIN

3

0€TS

STTD
0TTL
LOTH

90Td
S0Td

O ENQ N b=l o © I~
© © © @ [ )Y D o
< (SR ] = = s o

W



dBOM

wwPDB X-ray Structure Validation Summary Report

Page 13

® L9TV

® 99TV
® ©92H

® T92H

0923

86T1
LSGCTH

jeletd-s

€621

8TEN

qzed
%2€1
€TEN
[44)]

61€d
8TEH

ST1€Q

80€Y
LOED

SOEN

10€d

66CA

L6cd

§62I

T6TA
062d

88TA

982
9821

£8¢S
[4:149
182d

6.cd

@ Llza

® ©.LTY
€LTR
cLeH
TLTd
oL
692A
@ 89TL

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Page 14 wwPDB X-ray Structure Validation Summary Report 5B0OM

4 Data and refinement statistics (i)

Property Value Source
Space group 1222 Depositor
Cell constants 143.06A 206.13A 218.92A .
Depositor
a, b, c, a, B,y 90.00° 90.00° 90.00°
. 25.00 — 3.05 Depositor
Resolution (4) 24.92 — 3.00 EDS
% Data completeness 89.0 (25.00-3.05) Depositor
(in resolution range) 88.5 (24.92-3.00) EDS
Rinerge 0.09 Depositor
Raym (Not available) Depositor
<I/o(I)>" 1.98 (at 2.99A) Xtriage
Refinement program CNS Depositor
R R 0.177 , 0.249 Depositor
» Phfree 0.178 , 0.249 DCC
Rfree test set 2773 reflections (5.05%) DCC
Wilson B-factor (A?) 51.4 Xtriage
Anisotropy 0.258 Xtriage
Bulk solvent kyo(e/A?), By (A?) 0.28 , 45.9 EDS
Estimated twinning fraction No twinning to report. Xtriage
L-test for twinning? <|L| > =048, < L? > = 0.32 Xtriage
Outliers 1 of 57541 reflections (0.002%) Xtriage
F,,F. correlation 0.95 EDS
Total number of atoms 19074 wwPDB-VP
Average B, all atoms (A?) 58.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The analyses of the Patterson function reveals
a significant off-origin peak that is 49.47 % of the origin peak, indicating pseudo translational
symmetry. The chance of finding a peak of this or larger height randomly in a structure without
pseudo translational symmetry is equal to 7.4249¢-05. The detected translational NCS is most likely
also responsible for the elevated intensity ratio.

Tntensities 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.
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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:
LMT

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 0.76 0/2042 0.88 0/2775

1 B 0.70 0/2588 0.87 0/3499

1 C 0.74 | 1/2042 (0.0%) | 0.92 | 2/2775 (0.1%)

1 D 0.69 0/2572 0.86 0/3478

1 D 0.71 | 1/2102 (0.0%) | 0.86 0/2857

1 F 0.70 0/2573 0.84 | 2/3478 (0.1%)

1 G 0.73 0/2069 0.01 | 2/2812 (0.1%)

1 H 0.70 0/2531 0.87 | 1/3489 (0.0%)
Al | Al | 071 |2/18569 (0.0%) | 0.88 | 7/25163 (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 C 0 1
1 D 0 1
1 E 0 1
1 F 0 1
1 G 0 1
1 H 0 1
All All 0 6

All (2) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
1 C 121 | CYS | CB-SG | -6.24 1.71 1.82
1 E 219 | GLU | CG-CD | 5.28 1.59 1.51

The worst 5 of 7 bond angle outliers are listed below:

WO RLDWIDE
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Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(®)
1 F 96 | LEU | CA-CB-CG | 7.58 132.73 115.30
1 G 244 | LEU | CA-CB-CG | 6.97 131.33 115.30
1 C 9 | ARG | NE-CZ-NH2 | -6.80 116.90 120.30
1 C 102 | LEU | CA-CB-CG | 6.20 129.55 115.30
1 F 62 ASP | CB-CG-OD2 | 5.47 123.22 118.30

There are no chirality outliers.

5 of 6 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
1 C 245 | TYR | Sidechain
1 D 35 | TYR | Sidechain
1 E 153 | TYR | Sidechain
1 F 153 | TYR | Sidechain
1 G 153 | TYR | Sidechain

5.2 Too-close contacts (i)

In the following table, the Non-H and H(model) columns list the number of non-hydrogen atoms
and hydrogen atoms in the chain respectively. The H(added) column lists the number of hydrogen
atoms added and optimized by MolProbity. The Clashes column lists the number of clashes within
the asymmetric unit, whereas Symm-Clashes lists symmetry related clashes.

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 A 2010 0 1990 86 0
1 B 2549 0 2554 143 0
1 C 2010 0 1990 108 0
1 D 2533 0 2532 150 0
1 E 2066 0 2033 103 0
1 F 2534 0 2541 138 0
1 G 2036 0 2012 105 0
1 H 2542 0 2545 140 0
2 E 35 0 46 9 0
2 F 70 0 92 17 0
2 G 70 0 92 17 0
2 H 105 0 138 28 0
3 A 7 0 0 2 0
3 B 70 0 0 4 0
3 C 69 0 0 2 0
3 D 62 0 0 1 0
3 E o4 0 0 1 0
3 F 29 0 0 3 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
3 G 48 0 0 0 0
3 H 75 0 0 0 0
All All 19074 0 18565 940 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 25.

The worst 5 of 940 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:F:34:LEU:HG 2:F:902:LMT:H6D 1.18 1.18
1:B:77:THR:HB 1:B:79:LEU:HD12 1.28 1.07
1:H:67:LYS:NZ 2:H:902:LMT:H6’2 1.73 1.03
1:D:266:MET:HE2 1:D:267:ALA:H 1.21 1.02
1:G:245:TYR:HE1 | 2:G:902:LMT:H401 1.03 1.01

There are no symmetr

y-related clashes.

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 262/343 (76%) 239 (91%) | 19 ("%) 4 (2%) 137 44
1 B 332/343 (97%) 300 (90%) | 25 (8%) 7 (2%) E 35
1 C 262/343 (76%) 241 (92%) | 18 (7%) 3 (1%) 177 53
1 D 330/343 (96%) 296 (90%) | 25 (8%) 9 (3%) E 28
1 E 268/343 (78%) 251 (94%) | 15 (6%) 2 (1%) 26 64
1 F 330/343 (96%) 297 (90%) | 29 (9%) 4 (1%) 161 50
1 G 265/343 (77%) 247 (93%) | 15 (6%) 3 (1%) 177 53
1 H 331/343 (96%) 298 (90%) | 28 (8%) 5 (2%) 137 44

Continued on next page...
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Continued from previous page...
Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles

All | All | 2380/2744 (87%) | 2169 (91%) | 174 (7%) | 37 (2%) | |12] 42

5 of 37 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 167 ALA
1 B 32 LEU
1 B 167 ALA
1 C 167 ALA
1 D 167 ALA

5.3.2 Protein sidechains ()

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 207/270 (77%) 187 (90%) | 20 (10%) |1_0r 34

1 B 262/270 (97%) 240 (92%) 22 (8%) 141 43

1 C 207/270 (77%) 183 (88%) | 24 (12%) 25

1 D 260/270 (96%) 235 (90%) | 25 (10%) 35

1 E 213/270 (79%) 193 (91%) 20 (9%) 37

1 F 260/270 (96%) 235 (90%) | 25 (10%) 35

1 G 210/270 (78%) 178 (85%) | 32 (15%) 14

1 H 261/270 (97%) 236 (90%) | 25 (10%) 35
All All 1880/2160 (87%) | 1687 (90%) | 193 (10%) 31

5 of 193 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 D 266 MET
1 E 252 ARG
1 H 131 ARG
1 D 315 ASP
1 E 90 ARG
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Some sidechains can be flipped to improve hydrogen bonding and reduce clashes.

sidechains are listed below:

Mol | Chain | Res | Type
1 C 193 ASN
1 D 124 GLN
1 G 165 GLN
1 C 199 ASN
1 D 18 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.

5.5 Carbohydrates (i)

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

8 ligands are modelled in this entry.

5 of 24 such

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 | PGB e TR 7] = o
2 |LMT | E [901]| - |363636| 08 | 2(5%) |47.4747| 097 | 1 (2%)
2 [ILMT | F [901| - 1363636| 097 | 1(2%) |474747] 093 | 3 (6%)
2 [LMT | F [902| - [363636] 1.08 | 3(8%) |474747| 1.10 | 3 (6%)
2 [LMT | G [901| - [363636] 093 | 2(6%) |474747| 1.13 | 3 (6%)
2 [LMT | G [902| - [363636] 1.05 | 1(2%) |47,4747] 078 | 1(2%)
2 [LMT | H [901] - [363636| 078 | 1(2%) |47.4747] 060 | 1 (2%)
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | | RMSZ | #(7| > 2| Counts | RMSZ | #|Z| > 2
2 LMT H 902 36,36,36 | 1.01 1 (2%) | 47,4747 | 0.86 2 (4%)
2 LMT H 903 36,36,36 | 1.16 3 (8%) | 47,4747 | 0.77 2 (4%)

In the following table, the Chirals column lists the number of chiral outliers, the number of chiral
centers analysed, the number of these observed in the model and the number defined in the chemical
component dictionary. Similar counts are reported in the Torsion and Rings columns.
no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
2 LMT E 901 - 0/21/61/61 | 0/2/2/2
2 LMT F 901 - 0/21/61/61 | 0/2/2/2
2 LMT F 902 - 0/21/61/61 | 0/2/2/2
2 LMT G 901 - 0/21/61/61 | 0/2/2/2
2 LMT G 902 - 0/21/61/61 | 0/2/2/2
2 LMT H 901 - 0/21/61/61 | 0/2/2/2
2 LMT H 902 - 0/21/61/61 | 0/2/2/2
2 LMT H 903 - 0/21/61/61 | 0/2/2/2

The worst 5 of 14 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
2 E 901 | LMT | O5B-C1B | 2.01 1.47 1.41
2 F 902 | LMT | C1B-C2B | 2.05 1.58 1.52
2 H 903 | LMT | C1B-C2B | 2.06 1.58 1.52
2 H 903 | LMT | O5B-C1B | 2.10 1.47 1.41
2 F 902 | LMT | O5B-C1B | 2.11 1.47 1.41

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

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(®)
2 G 901 | LMT | O5B-C1B-C2B | -2.98 104.08 110.28
2 H 901 | LMT C1-01-C1” | -2.00 110.50 114.00
2 H 902 | LMT | O1B-C4-C3” | 2.07 112.58 107.18
2 F 902 | LMT | O1B-C4’-C3’ | 2.22 112.97 107.18
2 H 903 | LMT | O1B-C1B-C2B | 2.25 113.72 108.12

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

8 monomers are involved in 71 short contacts:

means
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Mol | Chain | Res | Type | Clashes | Symm-Clashes
2 E 901 | LMT 9 0
2 F 901 | LMT 8 0
2 F 902 | LMT 11 0
2 G 901 | LMT 4 0
2 G 902 | LMT 13 0
2 H 901 | LMT 7 0
2 H 902 | LMT 16 0
2 H 903 | LMT 7 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 264/343 (76%) 070 | 2 (0%) 187) 72 | 30,45, 76,122 | 0

1 B 334/343 (97%) 049 | 6 (1%) 71 47 | 28,56,102,130 | 0

1 C 264/343 (76%) 0.67 | 3(1%) 82| 63 | 31,47,83,127 | 0

1 D 332/343 (96%) 050 | 6 (1%) 71 47 |31,57,105,134 | 0

1 E 270/343 (78%) 071 | 20%) |8 |_[ 75 | 29,52,81,109 | 0

1 F 332/343 (96%) 054 | 10 (3%) 54 27 | 28,50, 128,148 | 0

1 G | 267/343 (T7%) 070 | 2(0%) 18] 75 | 28,50, 72,118 | 0

1 H | 333/343 (97%) 0.44 |16 (4%) 34 | 15|29, 49,134,151 | 0
All | ALl | 2396/2744 (87%) | -0.58 | 47 (1%) 68 44 |28, 51,111,151 | 0

The worst 5 of 47 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
193 | ASN 7.6
193 | ASN 7.0
264 | GLY 6.2
193 | ASN 5.6
263 | ALA 5.2

[y QY [ ey
el i @] R Rwilvy

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

There are no non-standard protein/DNA/RNA residues in this entry.

6.3 Carbohydrates (i)

There are no carbohydrates in this entry.
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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

2 LMT G 902 | 35/35 0.59 0.68 7.23 | 98,146,157,159 0
2 LMT H 902 | 35/35 0.75 037 | 6.09 | 91,144,159,159 0
2 LMT H 903 | 35/35 0.67 0.43 4.07 | 98,125,148,148 0
2 LMT F 902 | 35/35 0.79 0.32 3.90 | 71,121,126,126 0
2 LMT H 901 | 35/35 0.91 0.23 3.18 | 94,108,113,114 0
2 LMT F 901 | 35/35 0.89 0.24 299 | 77,111,113,114 0
2 LMT E 901 | 35/35 0.90 0.22 1.92 72,97,100,102 0
2 LMT G 901 | 35/35 0.91 0.21 1.34 65,88,94,95 0

6.5 Other polymers (i)

There are no such residues in this entry.

grbDe
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