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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
https://www.wwpdb.org/validation /2017 /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 : 1.8.5(274361), CSD as541be (2020)

Xtriage (Phenix) : 1.13
EDS : 211
Percentile statistics : 20191225.v01 (using entries in the PDB archive December 25th 2019)

Refmac : 5.8.0158
CCP4 : 7.0.044 (Gargrove)
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)
Validation Pipeline (wwPDB-VP) : 2.11
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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 3.19 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 mjem 0.228
Clashscore | . 13
Ramachandran outliers IS (jr— 0.2%
Sidechain outliers I e 1.0%
RSRZ outliers I (] I 4.6%
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))
Riree 130704 1133 (3.20-3.20)
Clashscore 141614 1253 (3.20-3.20)
Ramachandran outliers 138981 1234 (3.20-3.20)
Sidechain outliers 138945 1233 (3.20-3.20)
RSRZ outliers 127900 1095 (3.20-3.20)

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 respectively. A grey segment represents the fraction of residues that are not modelled.
The numeric value for each fraction is indicated below the corresponding segment, with a dot
representing fractions <=5% The upper red bar (where present) indicates the fraction of residues
that have poor fit to the electron density. The numeric value is given above the bar.

Mol | Chain | Length Quality of chain
%
1 A 392 . 67% 31%
5%
1 B 392 62% 36% .-
3%
1 C 392 - 67% 33%
2%
1 D 392 | ® m— 3% -
7%
1 E 392 61% 38%
2%
1 F 392 - 60% 39%

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

Mol | Chain | Length Quality of chain

5%

1 G 392 58% 21% .

3%

1 H 392 - 64% 35% .
5%

1 | 392 68% 30% .-
5%

1 J 392 64% 35% N

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

K

|

201

X
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2  Entry composition (i)

There are 3 unique types of molecules in this entry. The entry contains 30719 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 L-seryl-tRNA(Sec) selenium transferase.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
: A 392 gggg 19%2 51§5 5(?7 1; 2 S8e 0 0 0
: B 388 28;1 19C42 51?\}0 5C7)2 1; g S?e 0 0 0
1 ¢ 392 258;?31 19062 51?\)I5 5(7)7 P1) g SSe 0 0 0
1 b 389 gggaél 19C48 51?\)11 5(7)3 P1) 2 S?e 0 0 0
1 £ 391 ggt;él 19C57 51?\}4 5C7)6 P1) 2 S?e 0 0 0
1 d 392 gg;aél 19062 51?\}5 5(;7 P1) 2 S8e 0 0 0
1 G 389 gggaél 19048 51?\}1 5C7)3 P1) 2 S?e 0 0 0
1 i 390 gggaél 19051 51?\}2 5(;5 P1) 2 S?e 0 0 0
1 ! 389 ggga?)l 19C48 51?\}1 5C7)3 P1) 2 S7e 0 0 0
1 J 389 28?31 19C48 51?\}1 5C7)3 P1) 2 S?e 0 0 0

There are 10 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
A 61 MSE - EXPRESSION TAG | UNP 067140
B 61 MSE - EXPRESSION TAG | UNP 067140
C 61 MSE - EXPRESSION TAG | UNP 067140
D 61 MSE - EXPRESSION TAG | UNP 067140
E 61 MSE - EXPRESSION TAG | UNP 067140
F 61 MSE - EXPRESSION TAG | UNP 067140
G 61 MSE - EXPRESSION TAG | UNP 067140
H 61 MSE - EXPRESSION TAG | UNP 067140
I 61 MSE - EXPRESSION TAG | UNP 067140

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

Chain

Residue

Modelled

Actual

Comment

Reference

J

61

MSE

EXPRESSION TAG

UNP 067140

e Molecule 2 is PLATINUM (II) ION (three-letter code: PT) (formula: Pt).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Pt
2 A 2 5 5 0 0

e Molecule 3 is POTASSIUM ION (three-letter code: K) (formula: K).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
3 H 1 Tofal 11< 0 0
3 B 1 Tofal 11< 0 0
3 I 1 Tofal 11< 0 0
3 C 1 Tofal If 0 0
3 E 1 Tofal If 0 0
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Stretches of 2 or more

31%

67%

wwPDB X-ray Structure Validation Summary Report

%

Chain A: .

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 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).
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: L-seryl-tRNA(Sec) selenium transferase

3 Residue-property plots (i)

Page 6

08ed
LLeY
9.ed
SLed
TLET

€9¢€71
29¢e1

69€
BGed
£9ey
z8eT

PPEN

TvEA

6EET

9€ER

0€€T

TTET

v1el
e1ey
Zied
60€d

£0€H

T0€1
00EN
6623
%621
162h

1821

G8TH

08tS

9.TI

LTl

i:
N
O
(3]
| gevl @
195
[} <
o
Liwb b5y
1 o
evb m
W E
6671 =
L6v3 =
| ogvH =
gEDd =
| =
zevy .Wu
T %
0g%a
| © .
1291 s} g
| N o
Tehe ~
0z%0 <
1 Z
(452 o'
[ ] -
80%S —
[ | )
€0%S z
7oy n
1074 !
oo
66EH e
o sty 3
L6€1 o
= .
i =
€6ER 3 nma
z6EL
| = =
18¢e3 ° o

L9TN
99¢d

€9CA

6924
8924

9821
SGTN

€621
[4cta)
T8¢

8¥cy
L¥ea
9%TA
SHTA

€¥cd

+

® 9€T1

bETA
Tecd
0€TT
6T
2144
TeTi
8TCN

£1TY

0121

£0TY

Toca
00Tk

LBTA

3

1874
9811
G8TIL

2818
7814

8411
LL1a

i
6%ed
8%ed

9%eL
SPET
YhEN

TheI
TYEA
0%ed
6EET
8EEQ

GEEY

£€€H

TEER
62eN
9CTEN
81eN
v1e1
E€1eY
cied

TIEY
0T€I

80EN

90€X
S0€I

20T
TOET
00€EN

96TA

v6cI

L8271

98T
8ca

08zSs

LLTa
9.TI

TLTI

0Lza
692

684

08ed
6.Le)

GLEN
o il |

® €ELEA

0LeN
® 69¢1

L9g€d
® 99¢I

SgeN

€9¢Y4

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W


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

wwPDB X-ray Structure Validation Summary Report 3WI1I

Page 7

L-seryl-tRNA(Sec) selenium transferase

e Molecule 1

3%

6LTH

SLTI

€LT4

b

6971

9971
9973

33%

€974

0971

8914
LSTH

€911
TSTL

PAAYS

441

6174

TIT1

60TA

LOT1T

67%
|

- T.Y
Lo

691
89N

791

o8
TOH

Chain C

9.T1

89¢4d

€9TA
{4143

LGTH
9621

€6eT
[4c14)

9%Tk

£€¥ed
(47443

9€TT

veTA
€€T1

0€TT

8TTA

eI 4cs
et 4y
44

TZTN

2348
€1TH

7121

602V
80CL

€0y

00TA
6610

LBTA

S6TL
v6TY

067D

L8TYH

81

@ L6EI
96EV

88€T

LLEN

SLeN

TLEI
0LeN
@ 69€1

L9€d
99€1

@ €981
C9eT

paed

ogex
6v€d

Phen
TYEA
0%€d
6EET
LEET

0€€T

9TEN
sged

12€T

6T€T
8TEN

9T€1

¥1e1
ETEY
[45°S

0T€I
60€d

¥6TI

L8T'T

98T
¥8ca

082S

® 1S%S

6791

Lyl

SYHL

L-seryl-tRNA(Sec) selenium transferase

5574720

LEYA

{4574

0€%a

8T¥1
® LT¥1

STha

[44729

0Z%d
6T%A

9T¥%d
STva

454}

80%S
L0%1

70vS

e Molecule 1

e T0%d
00%a

86€Y

33%

66%

4%
[

Chain D

€LT4

6971

9971
9973

€974

€471
CSTL

8¥T11

441

8ETA

9ETS
SETS

6213
8TIN

ST
vCra

CCTTH

90TN

0071

86S

0Lza
L9TN
99¢d
S92
voca
€9CA

6924
8Gcd

9621
eied)

9%Tk

€¥ed

0%Tk

SETA

€€TT

TecE
0€TT

8TTA

44

TZTN

L12S

STCH

€1ey

0121

€02V

00CTA

LBTA

v6TA
€6TN

061D

8872
L8TYH

281S
811

811

08ed

TLET

L9gd
99€1

C9€T

6G€T
8GeY

SYET
(47253
15278
oved
6€EI
8€Ed
9EER
0€eT

9TEN
gced

TTeS

9T€I

¥1eT

eTEV

c1ed

60€d

90€Y
S0€I

COEI
T0€T
00€EN
96TA
¥621

98C1
98T

082S
6.CA

T.LTI

1144

0Z%0

L-seryl-tRNA(Sec) selenium transferase

8T¥I
LT¥%d
9T¥vd

68€d

98€d

e Molecule 1

38%

61%

7%

Chain E

TSTL

0871
67TA

ALY

SYIV
i44%)

0%IN

LETA
9€TS

vT1a

08I
6LA

T.Y

691
89N

S9N

€9T1
(4t
152D

9%CR
SHTL

e€ved

veTA

0€21

62T
8TTA

9ged
SgTA

ceed
j14408

8TcN

£TTH

0121
60TV

%021
£0TY

1023
88TH
L8TYH
9811

1811

6LTH

€LT4d

6911

99711
S9TH

£9TYH

1911

69TA
89T
LSTH

€971

9YEL

vhen

1527

6EET
8€€d

9EER

veen
€eed

62N
9ZEN
67€T
8T1eN
L1ed
9T€I
eTev
60€d

90€X

Y0eN

COEI

00€EN

96CA

¥6TI
1821
9821
98eY

082S

9621

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



wwPDB X-ray Structure Validation Summary Report 3WI1I

Page 8

STha

(44723
j1448
® 0T%
6THA

LT%d
€1%1
(434S
e TI¥I
0THY
@ 60%Y

® LOPI
® 90%2

® ©0¥S

20%1
® TOo%Y

@® 66€EH

® 968V

v6€0
€6EX

06€T1
68€d

08ed

SLEN

TLET
89€D
voeN

€9€71
T9€T

® 09ed
@ 6Ge1
8GeY

i)

¢SeT

6%€3

Lyed

® 189S
® 0SP1T
6771

L-seryl-tRNA(Sec) selenium transferase

L%9b
o 9%l

55747208

LEVE

e Molecule 1

Sevd
(45748
TEYH

@ 8TvI
® LTY1

39%

60%

4%
-

Chain F

8¥%11
PAAYS

44T

9€TS
SETS

TETL
0E€TT

LgT1
9CTA

CCTTH
12TV
0211
6714

LT1D

STTY

€114

TITT
OTIN

3

8073

COIN

0071

L6I
964

61

1A
€9T1
[4ta
9vTk

£¥ed
(4743

[0S

0€TT

9ged
ScTh

TTTH
0TTR

81N

4148
€1TY

0121

0TI

L8TYH

9871

811

6LTH
8LTI
LL1a
9L1d
SLTI
iZA% S

6971

LOTA
9971
9974

€974
2918

69TA
897d

€971
CSTL

0871

PPER
15278
oved
6EET

9EER

veen

TEEX

6TEN

9TEN

€2eD

0TEL

L1€0

9T€I
STEY

ETEV
(4535

0T€I
60€d

LOEN
£0€d

COEI
TOET

66C4
86C4

96CA

¥6CI

06zd

9821
S8y

08cS

8.21

99¢d
S9TH

1921

6924

9621

(4574

0eva
6274
8T%1
L2917

0Z%d

81¥%1

91%d
S1%d

€191
(a4
91
0T%Y
6074

@ LOP1

@® L6EI

S6EN

E€6ER
CTEEL

06€1
68€d
88€1
L8€d
S98€1
08ed

SLEN

ELEN

TLET

L9€d
® 99€I

€9€1

6G€T

€49ey

6v€d

S¥ET

® 16%S
o 6%71
89va
Ly9h
442
474728
6E%T
8E%a
LEYE

Sevd

L-seryl-tRNA(Sec) selenium transferase

e Molecule 1

41%

58%

6%

Chain G

6971

9971
S91d

€974

69TA
8GTd

9G1H
TSIN
8¥11
4%
EvIV
(4218
TVIN
9ETS
SETS
vera
0E€TT
CTTH
LOTT
90TN
S0TS
COTN

61
£€6A

06S
681

S8D
81

T8L
T8N

6LA
8LA
LLD

89N
L9d

TLTD
S92

£9CA
292s

6924

L8TH
9821

€621
[4:ta)
1829
9%Ck

[4793

£€TT
1€cE
0€T1
62Ty
8TTA
ScTh
j144
8TcN
e€1eH
0121
80CL
00Tx
LBTA
E€6TN
L8TYH
9871
S8TI

1811

€LT4

SEEY

® IE€X

9TEN

i44°9)

114>
0ZEL

8TeN
L1€ed
9T€I

71€1

c1ed

60€d
80EN
LOE€Y
90€%
SO0€I

{opokc
COEI
T0€1

86T

96CA

v6CI

682D

1821
9821
eicta)

£ThY
[ 4429
@ B8I¥I

(A4}

@ 66€H

L¥ED
9%EL

TSYIL

[ ]
0571

8vvH

9%¥1

(47428

EEVL

TETW
0€EYa
® 62%d

LT¥1

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



wwPDB X-ray Structure Validation Summary Report 3WI1I

Page 9

L-seryl-tRNA(Sec) selenium transferase

e Molecule 1

3%

6971
8972
L9TA

€974
891d
6%TA

8%11
PAATS

35%

SPIV

THIN
TPIN

6ETA

SETS

0€T1

4%

CTTH

0211
6174

9TTH

64%
|

89N

Chain H

0Lza
692H

L9t

£9TA

T92I

® 6Scd

9621
eied)
® ©scI
€6eT
[4:14)
13:14)]

L¥vza
IS

veTA

0€TT

8TTA
Lged

/44

TTTH

61cd

061D

L8TYH

15:15'8

6LTNH
8LTI

9L1d
SLTI

€LT4

9YEL
SYET

[472)
TPEA

8EEQ
9EER
geey
beex
£eed

0€eT
62eN

9TEW
gced

0ZTEL

L1€Q
9T€1

¥1e1

@ 18%S

L%9h

442!
TEVH
0€va
@ 62vd
8TH1
® LT¥1
qgva
® 0T¥vd
€191
{454
1191
60%Y4

90%3

70vS

(4o
To%Y
00%a
66€H
86€Y

L-seryl-tRNA(Sec) selenium transferase

96EV
S6EN

CTB6EL

68€d
88€1

S8€1
¥8€s

6.Le%

ELEN

e Molecule 1

5%

30%

68%

Chain I

G471
iZA%S
€LT4

6971

LOTA
9971

€974

T9TI
0811
6%TA
8¥%11

SYIV
i44%)]

LETA
9ETS

vera

0ZTI

9TTH

b

TIT1

@ 60Tk
8072

90TN

00TI

£0gd

66C4

96CA

¥62I

9821

08cs

9.TI

cLel

692H

£9CA

6924

9921

921
€821
[4°(4))

0ses

[4%44)

0%Tk

e

62TH
8TTA

SgTA

6124
8TcN

S6TL
Y61
E6TN

T6TL
061D

T81S
1811

6LTH

9L1d

66€H

@® L6EI

€6€R

68€d
88€1

6LEN

b

SLEN

TLET

99€1

€9€1
C9€T

09€d
6G€T

LG€N

£GeY

6%€d

9YEL

ThEN

[44339

oved

9EER

TEEX

9TEN

0ZEL
61€T

L1ed

vie1

60€d

90€Y%
S0€I

@® 0891
6771

5747208
(474729

6E%T
8E¥A

YEVA

L-seryl-tRNA(Sec) selenium transferase

(4574}
TEVN
0E€%a

60%Y4

e 90%d
S0%h

T0%Y

e Molecule 1

35%

64%

5%

Chain J

€LT4

6911
89714

9911
9913

[418
1971
e 09TI
6STA

6%TA
8¥%T1

SYIV

9€TS

0€TT

12TV

6TTH
811§

€174

OTTN

707X

865

61
€64

068

€8N

6LA

~
~
©

SLY

TLA

691

0.ca
89c4d
£9CA
6GTd
9621
fetal
j2clan
it
[4:ta}
1829
i}/

® %I

0%Ck
6€TH

® 9eTl

ceea

0€e1
62TH

Lgea

11441
0Zck

91y

e1TH

1121
0121

80CL

¥0cI

10cH

E6TN

16TL

88Td

T8TY

6LTW
8LTI

9L1d
SLTI

LSed

€9¢ey
TSeT

6%eH

L%ED

SPeT
YPEN

THEL

0%ed

60€d
80N

96CA

v6cI

06cd

9821
4a8cy

082S
6.TA

9.TI

.21

LTI
TL2D

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



wwPDB X-ray Structure Validation Summary Report 3WI1I

Page 10

€6€X

68€d

L8€ed

LLEN

SLeN

69€1

L9g€d
99€I

b

29€e1

09ed
69€1

L¥90

SHHL

374708

D E

L DWI

SPDB

PROTEIN DATA BANK

W



Page 11 wwPDB X-ray Structure Validation Summary Report 3WI1I

4 Data and refinement statistics (i)

Property Value Source
Space group P1211 Depositor
Cell constants 92.83A  280.94A 97.64A .
Depositor
a, b, c,a, B,y 90.00°  113.45°  90.00°
. 4894 — 3.19 Depositor
Resolution (4) 48.94 — 3.19 EDS
% Data completeness 99.0 (48.94-3.19) Depositor
(in resolution range) 99.1 (48.94-3.19) EDS
Rinerge 0.09 Depositor
Rsym 0.09 Depositor
<I/o(I)>" 2.50 (at 3.19A) Xtriage
Refinement program PHENIX 1.7.1 743 Depositor
R R 0.174 , 0.235 Depositor
» Hhfree 0.164 , 0.228 DCC
Rfree test set 3753 reflections (5.00%) wwPDB-VP
Wilson B-factor (A?) 104.4 Xtriage
Anisotropy 0.405 Xtriage
Bulk solvent kyo(e/A?), By (A?) 0.28 , 80.1 EDS
L-test for twinning” <|L| > =049, < L? > =0.32 Xtriage
Estimated twinning fraction No twinning to report. Xtriage
F,,F. correlation 0.95 EDS
Total number of atoms 30719 wwPDB-VP
Average B, all atoms (A?) 130.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 3.50% of the height of the origin peak. No significant pseudotranslation is detected.

Intensities estimated from amplitudes.
2Theoretical values of < |L| >, < L? > for acentric reflections are 0.5, 0.333 respectively for untwinned datasets,
and 0.375, 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: K,
LLP, PT

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\1q7 #é\ >5 | RMSZ #é\ >5

1 A 0.46 0/3094 0.63 0/4144

1 B 0.46 0/3064 0.63 1/4107 (0.0%)
1 C 0.47 0/3094 0.64 0/4144

1 D 0.44 0/3071 0.63 0/4115

1 E 0.46 0/3086 0.63 0/4134

1 F 0.43 0/3094 0.63 0/4144

1 G 0.45 0/3071 0.61 0/4115

1 H 0.43 0/3077 0.61 0/4123

1 I 0.41 0/3071 0.59 0/4115

1 J 0.43 0/3071 0.62 0/4115
All All 0.44 | 0/30793 | 0.62 | 1/41256 (0.0%)

There are no bond length outliers.

All (1) bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(®)
1 B 210 | LEU | CB-CG-CD1 | -5.67 101.37 111.00

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.
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 A 3086 0 3237 111 0
1 B 3055 0 3199 123 0
1 C 3086 0 3237 123 0
1 D 3063 0 3210 111 0
1 E 3078 0 3228 132 0
1 F 3086 0 3237 142 0
1 G 3063 0 3210 152 0
1 H 3069 0 3215 124 0
1 | 3063 0 3210 111 0
1 J 3063 0 3210 128 0
2 A 2 0 0 0 0
3 B 1 0 0 0 0
3 C 1 0 0 0 0
3 E 1 0 0 0 0
3 H 1 0 0 0 0
3 | 1 0 0 0 0
All All 30719 0 32193 1145 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 18.

The worst 5 of 1145 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:316:ILE:HD11 | 1:G:321:LEU:HD13 1.40 1.03
1:A:254:.ILE:HD11 1:A:259:PHE:HZ 1.27 0.97
1:F:175:ILE:HG22 1:F:179:MSE:CE 1.96 0.95
1:B:230:LEU:HD11 | 1:B:246:TYR:CE2 2.02 0.93
1:A:254:ILE:HD11 1:A:259:PHE:CZ 2.04 0.92

There are no symmetry-related clashes.

5.3 Torsion angles (i)

5.3.1 Protein backbone (3)

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.
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 A 389/392 (99%) 374 (96%) | 14 (4%) 1 (0%) 41 74
1 B 385/392 (98%) 371 (96%) | 12 (3%) 2 (0%) 29 67
1 C 389/392 (99%) 371 (95%) | 18 (5%) 0 100 ﬂL
1 D 386/392 (98%) 372 (96%) | 13 (3%) 1 (0%) 41 74
1 E 388/392 (99%) 368 (95%) | 19 (5%) 1 (0%) 41 74
1 F 389/392 (99%) 371 (95%) | 17 (4%) 1 (0%) 41 74
1 G 386/392 (98%) 363 (94%) | 23 (6%) 0 100§ | 100
1 H 387/392 (99%) | 370 (96%) | 17 (4%) 0
1 I 386/392 (98%) 367 (95%) | 18 (5%) 1 (0%) 41 74
1 J 386/392 (98%) 367 (95%) | 19 (5%) 0 100§ § 100
All All 3871/3920 (99%) | 3694 (95%) | 170 (4%) | 7 (0%) A7 179

5 of 7 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 E 334 LYS
1 F 107 LEU
1 I 107 LEU
1 A 107 LEU
1 B 107 LEU

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 339/331 (102%) 330 (97%) 9 (3%) 44 175
1 B 335/331 (101%) 331 (99%) 4 (1%)
1 C 339/331 (102%) 337 (99%) 2 (1%)
1 D 336/331 (102%) 333 (99%) 3 (1%)
1 E 338/331 (102%) 334 (99%) 4 (1%)
1 F 339/331 (102%) 335 (99%) 4 (1%)
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Continued from previous page...

Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 G 336/331 (102%) | 335 (100%) 1 (0%)
1 H 337/331 (102%) | 336 (100%) 1 (0%)
1 I 336/331 (102%) 332 (99%) 4 (1%)
1 J 336/331 (102%) 334 (99%) 2 (1%)
All All 3371/3310 (102%) | 3337 (99%) | 34 (1%)

5 of 34 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type

1 D 179 MSE
1 E 178 ILE
1 I 420 CYS
1 D 420 CYS
1 A 316 ILE

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 23 such
sidechains are listed below:

Mol | Chain | Res | Type
1 F 347 GLN
1 G 436 HIS
1 J 102 ASN
1 F 354 GLN
1 H 95 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)

10 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).
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Mol | Type | Chain | Res | Link CountsBonPill\/Ilglzlgtzés\Z | > 2 CountsBOIPlL(li/[ESuZlgle#zZ | > 2
1 | LLP | H | 285 | 1 |232425| 1.65 | 4 (17%) | 25,3234 | 1.16 | 2 (8%)
1 | LLP | G | 285 | 1 |232425| 1.65 | 4 (17%) | 25,32,34 | 143 | 1 (4%)
1 LLP B 285 1 23,24,25 | 1.59 3 (13%) | 25,32,34 | 1.13 2 (8%)
1 | LLP | A | 285 | 1 |232425| 151 | 4 (17%) | 25,3234 | 1.38 | 4 (16%)
1 | LLP | F | 285 | 1 |232425| 161 | 5 (21%) | 25,32,34 | 1.00 | 1 (4%)
1 | LLp | E [ 285 | 1 [2324,25] 1.67 | 3(13%) | 25,3234 | 1.16 | 2 (8%)
1 | LLP | D | 285 | 1 |232425| 1.61 | 5(21%) | 25,3234 | 1.26 | 2 (8%)
1 | LLP | C [ 285 | 1 |232425| 1.66 | 5 (21%) | 25,32,34 | 1.08 | 2 (8%)
1 | LLPp | J [ 285 | 1 |232425| 1.62 | 7(30%) | 25,3234 | 102 | 1 (4%)
1 | LLP T | 285 | 1 [232425| 1.70 | 4 (17%) | 25,3234 | 121 | 1 (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.
-’ means no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
1 LLP H 285 1 - 4/16/17/19 | 0/1/1/1
1 LLP G 285 1 - 8/16/17/19 | 0/1/1/1
1 LLP B 285 1 - 6/16/17/19 | 0/1/1/1
1 LLP A 285 1 - 2/16/17/19 | 0/1/1/1
1 LLP F 285 1 - 4/16/17/19 | 0/1/1/1
1 LLP E 285 1 - 8/16/17/19 | 0/1/1/1
1 LLP D 285 1 - 5/16/17/19 | 0/1/1/1
1 LLP C 285 1 - 7/16/17/19 | 0/1/1/1
1 LLP J 285 1 - 3/16/17/19 | 0/1/1/1
1 LLP I 285 1 - 2/16/17/19 | 0/1/1/1

The worst 5 of 44 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
1 I 285 | LLP | C4-C4” | 4.24 1.54 1.46
1 E 285 | LLP | C4-C4’ | 4.03 1.54 1.46
1 B 285 | LLP | C4-C4’ | 3.95 1.54 1.46
1 F 285 | LLP | C4-C4” | 3.80 1.53 1.46
1 H 285 | LLP | C4-C4" | 3.75 1.53 1.46

The worst 5 of 18 bond angle outliers are listed below:

WO RLDWIDE

PROTEIN DATA BANK



Page 17 wwPDB X-ray Structure Validation Summary Report

3WI1I

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(°)
1 G 285 | LLP | OP4-C5-C5 | 5.68 120.18 109.35
1 D 285 | LLP | OP4-C5-C5 | 4.37 117.68 109.35
1 I 285 | LLP | OP4-C5-C5 | 3.79 116.57 109.35
1 J 285 | LLP | OP4-C5-C5 | 3.31 115.67 109.35
1 A 285 | LLP C4-C3-C2 | -3.15 118.24 120.19

There are no chirality outliers.

5 of 49 torsion outliers are listed below:

Mol | Chain | Res | Type Atoms
1 H 285 | LLP 0O-C-CA-CB
1 G 285 | LLP | C4-C5-C5’-OP4
1 G 285 | LLP | C6-C5-C5’-OP4
1 G 285 | LLP | C5-OP4-P-OP1
1 G 285 | LLP | C5-OP4-P-OP2

There are no ring outliers.

9 monomers are involved in 30 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
1 H 285 | LLP 5 0
1 G 285 | LLP 5 0
1 B 285 | LLP 3 0
1 A 285 | LLP 4 0
1 F 285 | LLP 3 0
1 E 285 | LLP 3 0
1 D 285 | LLP 2 0
1 C 285 | LLP 4 0
1 J 285 | LLP 1 0

5.5 Carbohydrates (i)

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

Of 7 ligands modelled in this entry, 7 are monoatomic - leaving 0 for Mogul analysis.

There are no bond length outliers.
There are no bond angle outliers.

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

There are no ring outliers.

No monomer is involved in short contacts.

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 | 383/392 (97%) -0.16 5(1%) 77 65 | 77,108, 158,199 | 0
1 B 380/392 (96%) 0.17 24 (6%) 20 | 11| | 77,114, 197,238 | 0
1 C | 383/392 (97%) 0.03 13 (3%) 45 29 |65, 109, 178, 207 | 0
1 D 381/392 (97%) 0.13 17 (4%) 33 |21 | 75, 114, 166, 204 | 0
1 E | 383/392 (97%) 0.18 29 (7%) | 13 67, 119, 203,262 | 0
1 F 383 /392 (97%) 0.15 15 (3%) 39 25 |73,123,184,234 | 0
1 G | 381/392 (97%) 0.16 23 (6%) |21 |12] |82, 141,211,255 | 0
1 H | 382/392 (97%) 0.00 10 (2%) 56 40 | 75, 129, 200, 240 | 0
1 I 381/392 (97%) 0.20 19 (4%) 28 116] | 79, 130,187,224 | 0
1 ] 381/392 (97%) 0.08 19 (4%) 28 |16 | 81, 131, 200, 240 | 0

All All 3818/3920 (97%) 0.09 174 (4%) 32 20 | 65, 122, 195, 262 0

The worst 5 of 174 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
397 | ILE 6.6
451 | SER 5.3
427 | LEU 5.2
450 | LEU 5.1
422 | ILE 5.0

[y S Y Y =
| ™| E| = =

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. 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 | B-factors(A?) | Q<0.9
1 LLP J 285 | 24/25 0.93 0.28 | 74,112,125,126 0
1 LLP A 285 | 24/25 0.95 0.23 | 70,106,124,128 0
1 LLP H 285 | 24/25 0.95 0.27 | 73,109,129,140 0
1 LLP G 285 | 24/25 0.96 0.28 | 79,125,137,145 0
1 LLP E 285 | 24/25 0.96 0.24 | 63,98,112,168 0
1 LLP D 285 | 24/25 0.96 0.23 | 70,98,124,149 0
1 LLP C 285 | 24/25 0.96 0.26 | 66,99,115,121 0
1 LLP B 285 | 24/25 0.96 0.23 | 73,98,113,114 0
1 LLP I 285 | 24/25 0.96 0.22 | 88,110,126,127 0
1 LLP F 285 | 24/25 0.97 0.23 | 56,103,132,144 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. 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 | B-factors(A?) | Q<0.9

3 K I 501 | 1/1 0.42 | 0.76 | 141,141.141,141 | 0
2 PT A 4002 1/1 0.87 0.37 | 145,145,145,145 1
3 K C | 501 | 1/1 0.90 | 0.52 | 132,132,132,132 | 0
3 K E 501 1/1 0.92 0.63 | 137,137,137,137 0
3 K B 2001 1/1 0.94 0.72 | 124,124,124,124 0
3 K H 501 1/1 0.94 1.00 | 124,124,124,124 0
2 PT A 4001 1/1 0.97 0.21 | 123,123,123,123 1

6.5 Other polymers (i)

There are no such residues in this entry.

grDRe
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