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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 (i) symbol.

The types of validation reports are described at
http:/ /www.wwpdb.org/validation /2017 /FAQs+#types.

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

MolProbity : 4.02b-467

Mogul : 1.8.5 (274361), CSD asb41be (2020)
Xtriage (Phenix) : 1.13
EDS : 236
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) : 2.36
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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 3.25 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.

Percentile Ranks

[

Metric
Rfree I

Clashscore
Ramachandran outliers IS
Sidechain outliers NN
RSRZ outliers NN |

Worse
I Percentile relative to all X-ray structures

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

Value
N 0.262
- 25

I 3.6%

Better

Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Rfree 130704 1191 (3.30-3.22)
Clashscore 141614 1251 (3.30-3.22)
Ramachandran outliers 138981 1229 (3.30-3.22)
Sidechain outliers 138945 1228 (3.30-3.22)
RSRZ outliers 127900 1154 (3.30-3.22)

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 of 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 : 58% 40%
3%

1 B 392 | ™ 5o o =
7%

1 C 392 - 51% 47%
%

1 D 392 = 58% 40% =
%

1 E 392 51% 49%

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

Mol | Chain | Length Quality of chain
7%
1 F 392 | — v
8%
1 G 392 56% 43% -
3%
1 H 392 - 52% 47%
5%
1 I 392 54% 45%
%
1 J 392 . 62% 36%

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
1 LLP B 285 - - X -
1 LLP E 285 - - -
2 K G 501 - - - X
3 THJ A 2003 - - X -
3 THJ E 502 - - X -
3 THJ H 501 - - X -
3 THJ J 501 - - X -
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2 Entry composition (i)

There are 3 unique types of molecules in this entry. The entry contains 30888 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
L A 392 1;8?61 1;}2 51§5 5(7)7 l; 181 0 0 0
! B 390 ggggl 1551 51§2 5(7)5 l; 1SO 0 0 0
1 ¢ 392 gggg 1;}2 51?\}5 5(7)7 l; 181 0 0 0
! b 390 gggl 19051 51§2 5(7)5 l; 1S() 0 0 0
! B 392 28;?31 19%2 51§5 5?7 Pl) 181 0 0 0
! d 392 g(());?il 15%2 51§5 5?7 Pl) 181 0 0 0
! G 389 g(())gl 19(318 51;]1 5?3 Pl) 1S() 0 0 0
1 H 392 gg;?sl 19%2 51;5 5(7)7 Pl) 181 0 0 0
L ! 392 gggzl 19%2 51;5 5(7)7 Pl) 181 0 0 0
b I Ty S ¥ ¥ 0

There are 10 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
A 61 MET - expression tag | UNP 067140
B 61 MET - expression tag | UNP 067140
C 61 MET - expression tag | UNP 067140
D 61 MET - expression tag | UNP 067140
E 61 MET - expression tag | UNP 067140
F 61 MET - expression tag | UNP 067140
G 61 MET - expression tag | UNP 067140
H 61 MET - expression tag | UNP 067140
I 61 MET - expression tag | UNP 067140

W

Continued on next page...
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Continued from previous page...
Chain | Residue | Modelled | Actual | Comment Reference
J 61 MET - expression tag | UNP 067140

e Molecule 2 is POTASSIUM ION (three-letter code: K) (formula: K).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
2 | A 1 Toltal If 0 0
> | D 1 Toltal If 0 0
> | E 1 Toltal If 0 0
2 G 1 Toltal If 0 0
2 I 1 Toltal " 0 0

e Molecule 3 is THIOSULFATE (three-letter code: THJ) (formula: O3S,).

THJ
O1

O

03 O~ S2

S1
02

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O S

3 A 1 5 3 9 0 0
Total O S

3 A 1 5 3 9 0 0
Total O S

3 A 1 5 3 9 0 0
Total O S

3 B 1 5 3 9 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
3 | ¢ 1 Togal (; 2 0 0
3 | D 1 TO;"’“ (3) 2 0 0
3 | D 1 TO;“’“ (3) g 0 0
3 | E 1 Togal (3) g 0 0
3 E 1 Togal (3) g 0 0
3 E 1 T°5tal (; g 0 0
3 H 1 Togal (; g 0 0
3 I 1 Togal (; g 0 0
3 I 1 Togal (; g 0 0
3 J 1 TO;al (; 2 0 0
3 J 1 Togal (; g 0 0
3 J 1 Togal (; 2 0 0




3W1J
40%

58%

wwPDB X-ray Structure Validation Summary Report

%

Chain A: .

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

second graphic. The second graphic shows the sequence view annotated by issues in geometry and
in the sample, but not in the model, are shown in grey.

These plots are drawn for all protein, RNA, DNA and oligosaccharide chains in the entry. The
first graphic for a chain summarises the proportions of the various outlier classes displayed in the

e Molecule 1: L-seryl-tRNA(Sec) selenium transferase

3 Residue-property plots (i)

Page 7

+

8711

SYTV

YreER

TvEA
oved
6€ET
8EEQA

9EEX

E€EET

TEER
0€eT
62e1

9TEN

EEVL
(454!
o TEW |
0EYA
62cvd
8C¥1

6.Le%
8LEV

SLeN

TLET

89€D

99€T

€9€T
29€T

09€d
6G€T
85€Y

9GeV
SGEN

2

1

8Yva

YY1

Yy
EvvA
(474728

6EVT
8EVA

e Molecule 1: L-seryl-tRNA(Sec) selenium transferase

9EVH

38%

60%

3%

Chain B: -

L0O¥1

00%a

86€Y
L6ET

88€T
18€d

08ed

LLEN
9.ed

RLDWIDE

[(4°0)]

0zeL

L1€Q
91€1

0O
PROTEIN DATA BANK

W

erpBe


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

wwPDB X-ray Structure Validation Summary Report 3W1J

Page 8

[4i28

8YvE

L-seryl-tRNA(Sec) selenium transferase

e 9Pl

e Molecule 1

47%

51%

4%
IIII

Chain C

e1eH

1121
0721

L0TN

S0zZN
0TI
€02V
002X
v6TA

E€6TN
TBTL

1814

2918
1911
09TI
LSTH

6YTA

90€N
SO0€T

COEI

862X

96CZA

v6cI

062d

1821
98C1

1

28CS

088

Llza
9,21

(kAN

0L2a

L9CZN

S92

€9CA

1921

6524

15T
9621
SN
vSCI

¥6€0

06€T

88€T
L8€H

S8€T
v8es

3

6.LEN

L

LLed
9.ea

® TLEI
0Lex
® 69€1

19ed
® 99€I

® €9€1
® 79¢1

09€d
65€T
89€Y

® GveT

6771

M w o
A s s
RN
X X B

L-seryl-tRNA(Sec) selenium transferase

(04728
B6EVT
8EVA
SEVA

EEVL
zeVY

0eva
® 6274

® LTVl
(44748
Tevd
[479]

8T¥I
L1%d

1191

0w © N~ ©
S oo omm
SIS
oMman

€0%s
20v'T
T0%d

e Molecule 1

66€H
86€Y
L6ET

2%

40%

58%

Chain D

v

CYIN

8ETA

9ETS
SETS

TETL

8CTIN

9CTA

vera
€CTI

0ZTI
61TH

1111

60TA

LOTT
90TN
S0TS

00TI

(0,498

e
€€TT

Tecd
0€T1

8¢CA

¥2ed

ceed
144

L18S

€TeA
CITH

8021

j4an

Tocd
002X

96TH

7614
E6TN

T6TL

68TA

281S

6LTH
8L11

€LT4
CLIS

0L1D
6971

S9Td

€914

T9TI

Ll

0GT1
67TA

PAARS

seced
(44
Teel
0zeL
L1€Q
91€1
STEY
ETEY
oTer
60€d
80EN

S0€T
voex

00€EN

vecI

682D

1821

¥82a

€82D

08¢s
6.LCA

Llza

¥SCI

2ST

498
1498

€¥ed
vl

L1%d
(05748
90%d
Tovd

00%a
66€EH

e s6ch

o ¥6eD
g6k
06€1
9ged

08ed

0GeN

YheEn

8eed

9€€X

£e€d

W O~ NMm
IR R R R R
S
AmA=®B

TEEA

62EN

LgEL
9CEN

CSPI

67¥1
8¥va

9V¥1

4%t
i

8EVA
LEVE

L-seryl-tRNA(Sec) selenium transferase

SEVA

Seva

Tevd
0Z%d

e Molecule 1

2%

49%

51%

Chain E

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



wwPDB X-ray Structure Validation Summary Report 3W1J

Page 9

PN

8ETA

9€TS
GETS

0ETT
62T
8CIN

vera
€CTI

etV
0g1I
61TY
8118

TT11

oOH N ®MS WO o
M FwoONOn OO0 o0 oo omo
00, o — o —
SHEZLHOHHSEZO>n= >

781

6LA

LLD

sgeh
T2
0zTkx
6124
8T2ZN
1128
€1TA
602V
902b

T02H

661Q
€6TN
061D
68TA
8874
1874
28Ts

6LTH
8LTI

9.1d
SL1I
vL1d
€LT4

]
90eM
S0€I

€0€d
2¢0eI
TOET

662X

962A

v6CI

06ed

1821
98C1

782

9,21

8924
L9TN

S92
v92a
€9CA

7921

c¢eea
Te€Td

62T

c1ed

® IS¥S

6771

(47

L-seryl-tRNA(Sec) selenium transferase

8T¥I

(4548

(01574:¢

88€'1

e Molecule 1

7%

41%

59%

Chain F

SPIV
7vid
EVIV
CYIN
TPIN
O%IN

8ETA
LETA
9€TS

3

1211
9CTA

€CTI

61TY

TT11

60TA

L0TT
90TN

Y0TX

00TI

964

£6A

T6)
06S

88d

781
€8N

T8N

LLD

< 1 ©
SN~
IZII-‘

TLA
T4
0L%
691
89N
194
994

791

® T9n

Tecd

82TA

§zeh
veed

T2

812N

GTCH

€1eH

1121
0721

80TL

Tozd
002X

Y61
€6TN

061D

8814

2818

B6LTW
8LTI
LL1Qa
9.1d
SLTI
A%
€LTd

69TI
8974
L9TA

S9TH

€914

0911
B6STA

€STT

0STT
6%TA

Ly1d

9CZEN

Tzel

91€I

E€TEV
(45

0T€I
60€d

90€x

20€eI
T0€T

862X

962A
S6CI
7621

(414 4
1620

682D

i

¥82a

08¢s

1.2

1

99¢d
S92

€92A

LSTH

SSCN
¥SCI

2STT

672D
74

9VCA

{4448

(0j98

€€TT

6771

91

L-seryl-tRNA(Sec) selenium transferase

e Molecule 1

43%

56%

8¥TT
LyTd
TvID
CYIN
8ETA
TETL
0ETT
62T

ST

€eTL
CCTH

0zTI
61TY

91Td
60TA

80TH
L0TT

S0TS

161

761
€6A

Tex

8LA
LLD

SLY

€LI

0LX

L9d
99X

9¥%Ck

€¥ed
[47an

vecn
€E€TT

Teed
0€TT
622
geeA
T2ZH
8TCN
912H

€T
(4541

0721

8021

002X

158
€6TN

88Td
1814
98TT
S8TI

2818
1814

B6LTH
8LTI

SLTI

€LTA
TLTS

6911
8914

9911

1971

B6STA
8STd

2STL

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



wwPDB X-ray Structure Validation Summary Report 3W1J

Page 10

£eed

@ TEer
0€E€T

82€T

9CZEN

pasta s

S98€T

3

6L
8.LEV

69€T

19ed

o ©
© ©
2] ®
— -

09€d

@ LSeX

SSEN

€5€Y

veex

T8%S
0S¥T

VA7)
i

1474749

6EYT
8evd
Levd
9EVH
Sevd

TEVY

0€VQ

@ 8c¥1
@ LT¥1

STha

€2hY
{44728
Tevd
(474

L-seryl-tRNA(Sec) selenium transferase

215728
eT¥v1

[ass
1191

80¥%S
L0¥1

v0vs

e Molecule 1

3%

47%

52%

Chain H

]
€ETY
CETD

0€TT

8CIN

9CTX

€CTI

0zTI
61TYH

911y
STTH
425
[q3%¢
60TA
80Td
L0TT
S0TS

00TI

T8N

¥ccd

6124
812N

STCH
€1CA
0121
002X

G6TL

E6TN

T6TL
061D

8914

9911

€974

1911

B6STA

LSTH

0STT

8¥TT

0T€I
60€d
80EN

90€%1
SO0€T
voex
00EN

962A

621
1620
682D

9821

¥8ca

08¢s
6.LCA

eicions
¥8es

6.LEX

TLET

69€T
89€D
L9ed
99€1

€9€1
29€T1

6S€T
85eY
L5e3
95ev
® SSex

9€EX
SEEY

€EET

TEER

62eN
8CET

9TEW
seed

L14°8¢

o378
1474749

6€7T
8e¥vd
LEVE
9EVH

YEVA

L-seryl-tRNA(Sec) selenium transferase

cEVY
® TEWN
0EYQ
@ 62hd
82¥1

TovY

66EH

LBET

e Molecule 1

@ S6EN

€6€X

06€T
68€d

45%

54%

6%

Chain I

6STA
8STH
LSTH

6%TA

LyTd

SYIV

CYIN

LeTd
9€TS

TETL
L2171
vera

€CTI
CTTH

0TI
61TY

L0TT

S0TS

2OoTN

781

T8N

993

(428
TOW

6524

9521

j451an
€5CT

182D
0segs

9%CK

eved
14748

vecn

0€T1

6124
8T2CN

€1CA

0721
602V

L0ZN

S0CZN

661d

9613

61
€6TN

T6TL

68TA

1874
98TT

281s
18T

6LTH
8.L11

041D

+

0T WON®ORNOHN_ OO
IO © © © © © © K~ kNN~ ©
NN ANANN AN
SoaMAZREAQADH HAd>®n

9911

€974

1911
09TI

6T€T

L1€d
9T€I

€TeY
[453S

0TE€I
60€d
80EN

90€x1
S0eT

C0eT
96CZA
S62I
v6cI

1821
9821

® LO¥1

5070
70vS

TO%d

® 69€T1

L9ed
® 99€I

® €9€1

® 09€d
@® 6S€T

8¥ea
L7ED

SveT

€ved
vel

RLDWIDE

erpBe

0O
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 3W1J

Page 11

HNOY 00O
JagaEyaq®
INEY Sy S
= H & A A m A

e¢SvI

2igce
Ly7d
9vP1

evvi
(47428

6EVT
8E¥A

L-seryl-tRNA(Sec) selenium transferase

9€VH
SEVL

TEVY

8T%1
L1%d

€TVT
(454"

e Molecule 1

6074
80¥S

36%

62%

e
<+ ¢ < 0
o
HAas A

SYTV
Yy

ZYIN
TPIN

LETA
9ETS

0ETT

L2171
9CTA

¥era
€CTI
CCTH

0211

8TTs

|
€521
2ST

€1eH

80CL
L0TN

S0ZN

1023

661d

S6TL

€6TN
Z6TL

061D

62eN

90€3
96ZA
S6CI
vecI

062d

88ZH

9821

1

08es

9,21

v.L21

6924
8924

29zs

LSGTH
9621

0S¥1
il
(474728
6EVT

CEVY

® LT¥1
9zZvh

1144

6T7A
8T¥I
L1%d

(454!

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Page 12

wwPDB X-ray Structure Validation Summary Report

3W1J

4 Data and refinement statistics (i)

Property Value Source
Space group P1 Depositor
Cell constants 92.44A 116.37A 124.79A .
Depositor
a, b, c,a, B,y 102.09°  93.39°  106.06°
. 38.52 — 3.25 Depositor
Resolution (A) 49.84 — 3.25 EDS
% Data completeness 98.9 (38.52-3.25) Depositor
(in resolution range) 99.0 (49.84-3.25) EDS
Rinerge 0.13 Depositor
Rsym 0.13 Depositor
<I/o(I)>" 2.01 (at 3.25A) Xtriage
Refinement program PHENIX 1.7.1 743 Depositor
R R 0.200 , 0.266 Depositor
7 Phfree 0.196 , 0.262 DCC
Rree test set 3814 reflections (5.05%) wwPDB-VP
Wilson B-factor (A?) 91.5 Xtriage
Anisotropy 0.708 Xtriage
Bulk solvent kg (e/A®), By, (A?) 0.26 , 58.2 EDS
L-test for twinning? <|L| > =049, < L?> =10.32 Xtriage
Estimated twinning fraction No twinning to report. Xtriage
F,,F. correlation 0.94 EDS
Total number of atoms 30888 wwPDB-VP
Average B, all atoms (A?) 123.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 3.59% 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: LLP,
THIJ, K

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 | pyigy | 417055 | RMSZ | (7] >5

1 A 0.47 0/3101 0.67 0/4165

1 B 0.50 0/3084 0.70 | 3/4144 (0.1%)

1 C 0.48 0/3101 0.69 | 1/4165 (0.0%)

1 D 0.47 0/3084 0.69 1/4144 (0.0%)

1 E 0.43 0/3101 0.63 0/4165

1 F 0.42 0/3101 0.60 | 1/4165 (0.0%)

1 G 0.42 0/3078 0.57 0/4136

1 H 0.41 0/3101 0.60 0/4165

1 I 0.41 0/3101 0.59 0/4165

1 J 0.45 0/3101 0.65 1/4165 (0.0%)
All All 0.45 | 0/30953 | 0.64 | 7/41579 (0.0%)

There are no bond length outliers.

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

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(®)
1 D 153 | LEU | CB-CG-CD2 | -5.97 100.85 111.00
1 B 319 | LEU | CA-CB-CG | -5.54 102.56 115.30
1 B 312 | ARG | NE-CZ-NH2 | -5.50 117.55 120.30
1 C 163 | ARG | NE-CZ-NH1 | -5.18 117.71 120.30
1 F 230 | LEU | CA-CB-CG | -5.15 103.45 115.30

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

WO RLDWIDE
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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 3086 0 3237 178 0
1 B 3069 0 3215 159 0
1 C 3086 0 3237 187 0
1 D 3069 0 3215 166 0
1 E 3086 0 3237 196 0
1 F 3086 0 3237 167 0
1 G 3063 0 3210 175 0
1 H 3086 0 3237 178 0
1 I 3086 0 3237 186 0
1 J 3086 0 3237 161 0
2 A 1 0 0 0 0
2 D 1 0 0 0 0
2 E 1 0 0 0 0
2 G 1 0 0 0 0
2 I 1 0 0 0 0
3 A 15 0 0 5 0
3 B 5 0 0 1 0
3 C 5 0 0 0 0
3 D 10 0 0 1 0
3 E 15 0 0 4 0
3 H D 0 0 4 0
3 I 10 0 0 2 0
3 J 15 0 0 4 0

All All 30888 0 32299 1585 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 1585 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:C:405:GLN:HE22 | 1:C:422:ILE:HG21 0.92 1.04
1:C:405:GLN:NE2 | 1:C:422:ILE:HG21 1.73 1.03
1:1:102:ASN:HB3 | 1:J:71:ARG:HH22 1.25 1.02
1:I:61:MET:HG2 1:1:62:LYS:H 1.25 1.01
1:J:72:VAL:HG22 | 1:J:417:PRO:HG2 1.40 1.01

There are no symmetry-related clashes.
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5.3 Torsion angles (i)
5.3.1 Protein backbone (i)

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

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

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 A 389/392 (99%) 362 (93%) | 24 (6%) 3 (1%) 197 52
1 B 387/392 (99%) 369 (95%) | 16 (4%) 2 (0%) 29 62
1 C 389/392 (99%) 369 (95%) | 16 (4%) 4 (1%) 15 47
1 D 387/392 (99%) 359 (93%) | 28 (7%) 0 100 I 100
1 E 389/392 (99%) 374 (96%) | 15 (4%) 0 100 I 100
1 F 389/392 (99%) 376 (97%) | 12 (3%) 1 (0%) 41 72
1 G 386/392 (98%) 372 (96%) | 12 (3%) 2 (0%) 29 62
1 H 389/392 (99%) 371 (95%) | 18 (5%) 0 100 § § 100
1 I 389/392 (99%) | 376 (97%) | 13 (3%) 0 |
1 J 389/392 (99%) 371 (95%) | 16 (4%) 2 (0%) 29 62
All All 3883/3920 (99%) | 3699 (95%) | 170 (4%) | 14 (0%) 34 67

5 of 14 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 120 ILE
1 C 337 GLU
1 B 86 ARG
1 A 152 THR
1 C 249 GLY

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.
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 A 339/339 (100%) 336 (99%) 3 (1%) 78
1 B 337/339 (99%) 333 (99%) 4 (1%) 71 183

1 C 339/339 (100%) 332 (98%) 7 (2%)
1 D 337/339 (99%) 335 (99%) 2 (1%)
1 E 339/339 (100%) | 338 (100%) | 1 (0%)
1 F 339/339 (100%) | 338 (100%) | 1 (0%)
1 G 336/339 (99%) 335 (100%) | 1 (0%)
1 H 339/339 (100%) | 338 (100%) | 1 (0%)
1 | 339/339 (100%) 334 (98%) 5 (2%)
1 J 339/339 (100%) | 338 (100%) | 1 (0%) 921196
All All 3383/3390 (100%) | 3357 (99%) | 26 (1%) 81189

5 of 26 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 D 70 LYS
1 F 309 PRO
1 I 420 CYS
1 E 169 ILE
1 G 188 GLU

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 24
such sidechains are listed below:

Mol | Chain | Res | Type
1 G 399 HIS
1 I 142 ASN
1 H 399 HIS
1 I 354 GLN
1 D 347 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)

10 non-standard protein/DNA /RNA residues are modelled in this entry.
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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 CountsBonlgl\/Ilgggt:jZ | > 2 CountsBorléi/[ESHZlgle#ZZ | > 2
1 LLP C 285 1 23,2425 | 1.79 5 (21%) | 25,32,34 | 1.44 3 (12%)
1 | LLP | E | 285 | 1 |232425| 166 | 6(26%) | 25,32,34 | 1.60 | 3 (12%)
1 LLP D 285 1 23,2425 | 1.59 4 (17%) | 25,32,34 | 1.11 3 (12%)
1 LLP H 285 1 23,2425 | 1.54 5(21%) | 25,32,34 | 1.21 2 (8%)
1 | LLP | G | 285 | 1 |232425| 1.74 | 6(26%) | 25,32,34 | 127 | 3 (12%)
1 | LLP | A | 285 | 1 |232425| 155 | 4 (17%) | 25,3234 | 1.40 | 5 (20%)
1 | LLP | J | 285 | 1 |232425| 153 | 5 (21%) | 25,32,34 | 1.46 | 5 (20%)
1 | LLP | F | 285 | 1 |232425| 1.64 | 5(21%) | 253234 | 1.34 | 3 (12%)
1 | LLP | B | 285 | 1 |232425| 1.90 | 8 (34%) | 25,3234 | 1.34 | 3 (12%)
1 | LLP | T | 285 | 1 |232425| 1.60 | 5 (21%) | 25,32,34 | 1.17 | 2 (8%)

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 C 285 1 - 6/16/17/19 | 0/1/1/1
1 LLP E 285 1 - 4/16/17/19 | 0/1/1/1
1 LLP D 285 1 - 5/16/17/19 | 0/1/1/1
1 LLP H 285 1 - 1/16/17/19 | 0/1/1/1
1 LLP G 285 1 - 5/16/17/19 | 0/1/1/1
1 LLP A 285 1 - 3/16/17/19 | 0/1/1/1
1 LLP J 285 1 - 2/16/17/19 | 0/1/1/1
1 LLP F 285 1 - 2/16/17/19 | 0/1/1/1
1 LLP B 285 1 - 5/16/17/19 | 0/1/1/1
1 LLP I 285 1 - 3/16/17/19 | 0/1/1/1

The worst 5 of 53 bond length outliers are

listed below:
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Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
1 C 285 LLP C4-C4’ | 3.98 1.54 1.46
1 F 285 LLP C2-C2 | 3.94 1.57 1.50
1 F 285 LLP C4-C4’ | 3.86 1.54 1.46
1 G 285 | LLP | C2-C2 | 3.60 1.56 1.50
1 D 285 | LLP | C2-C2 | 3.56 1.56 1.50
The worst 5 of 32 bond angle outliers are listed below:
Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(?)
1 E 285 | LLP | OP4-C5’-C5 | 5.79 120.38 109.35
1 C 285 | LLP | OP4-C5’-C5 | 4.00 116.98 109.35
1 A 285 | LLP | OP4-C5’-C5 | 3.88 116.74 109.35
1 B 285 LLP Ch-C6-N1 -3.71 117.63 123.82
1 J 285 | LLP | OP4-C5°-C5 | 3.48 115.99 109.35
There are no chirality outliers.
5 of 36 torsion outliers are listed below:
Mol | Chain | Res | Type Atoms
1 A 285 | LLP | C4-C5-C5-0P4
1 A 285 | LLP | C6-C5-C5-0OP4
1 A 285 | LLP O-C-CA-CB
1 B 285 | LLP | C4-C5-C5-0OP4
1 B 285 | LLP | C6-C5-C5-0OP4

There are no ring outliers.

10 monomers are involved in 66 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
1 C 285 | LLP 3 0
1 E 285 | LLP 12 0
1 D 285 | LLP 5 0
1 H 285 | LLP 4 0
1 G 285 | LLP 6 0
1 A 285 | LLP 5 0
1 J 285 | LLP 8 0
1 F 285 | LLP 4 0
1 B 285 | LLP 11 0
1 I 285 | LLP 8 0
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5.5 Carbohydrates (i)

There are no monosaccharides in this entry.

5.6 Ligand geometry (i)

Of 21 ligands modelled in this entry, 5 are monoatomic - leaving 16 for Mogul analysis.

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

RMSZ is the root-mean-square of all Z scores of the bond lengths (or angles).

. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o, o RMSZg#]Z| > 2 | Counts RMSZg#\Z| > 2
3 THJ B 501 - 2,44 0.15 0 2,6,6 0.54 0
3 THJ A 2003 - 2,4.4 0.16 0 2,6,6 0.51 0
3 THJ C 501 - 2,4.4 0.10 0 2,6,6 0.39 0
3 THJ J 502 - 2,4.4 0.15 0 2,6,6 0.44 0
3 THJ D 502 - 2,44 0.16 0 2,6,6 0.65 0
3 THJ E 504 - 2,44 0.16 0 2,6,6 0.54 0
3 THJ D 503 - 2,44 0.09 0 2,6,6 0.37 0
3 THJ J 501 - 2,4.4 0.05 0 2,6,6 0.37 0
3 THJ J 503 - 2,4.4 0.10 0 2,6,6 0.50 0
3 THJ I 502 - 2,4.4 0.07 0 2,6,6 0.43 0
3 THJ A 2004 - 2,4.4 0.02 0 2,6,6 0.27 0
3 THJ A 2002 - 2,44 0.12 0 2,6,6 0.35 0
3 THJ H 501 - 2,44 0.07 0 2,6,6 0.56 0
3 THJ I 503 - 2,44 0.16 0 2,6,6 0.52 0
3 THJ E 502 - 2,44 0.15 0 2,6,6 0.69 0
3 THJ E 503 - 2,4.4 0.08 0 2,6,6 0.42 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.

13 monomers are involved in 21 short contacts:
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Mol | Chain | Res | Type | Clashes | Symm-Clashes
3 B 501 | THJ 1 0
3 A 2003 | THJ 3 0
3 J 502 | THJ 1 0
3 D 502 | THJ 1 0
3 J 501 | THJ 2 0
3 J 503 | THJ 1 0
3 I 502 | THJ 1 0
3 A 2004 | THJ 1 0
3 A 2002 | THJ 1 0
3 H 501 | THJ 4 0
3 I 503 | THJ 1 0
3 E 502 | THJ 3 0
3 E 503 | THJ 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 391/392 (99%) -0.22 4(1%) |82 182 | 56,93, 146, 182 0
1 B 389/392 (99%) -0.11 12 (3%) 49 47 | 52,97, 178, 213 0
1 C 391/392 (99%) -0.05 16 (4%) 37 34 |55,106,194,235| 0
1 D 389/392 (99%) -0.06 7(1%) 68 65 | 75,110,165, 195| 0
1 E 391/392 (99%) -0.03 7(1%) 68 65 |73,116,176,204 | 0O
1 F 391/392 (99%) 0.17 26 (6%) | 18| | 17 | 73,124, 202,235 | 0
1 G 388/392 (98%) 0.32 31 (7%) | 12| [ 11] | 83, 142, 208, 251 | 0
1 H 391/392 (99%) 0.01 10 (2%) 56 52 | 85,135, 196,236 | O
1 I 391/392 (99%) 0.19 24 (6%) 211120 | 62,122, 196,221 | O
1 J 391/392 (99%) -0.18 4(1%) |82 82 |58,102, 175,212 | 0
All | Al | 3903/3920 (99%) 0.00 141 (3%) 42 39 |52, 115,191,251 | 0

The worst 5 of 141 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
1 F 395 | VAL 7.7
1 H 61 | MET 7.6
1 G 443 | LYS 6.0
1 C 363 | LEU 5.7
1 [ 429 | PHE 5.5

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
T | LLP | G | 285 | 24/25 | 093 | 0.21 | 97,107,129,165 | 0
1 LLP F 285 | 24/25 0.94 0.22 80,96,111,118 0
1 LLP E 285 | 24/25 0.94 0.25 69,98,126,134 0
1 LLP D 285 | 24/25 0.95 0.21 61,89,117,130 0
1 LLP B 285 | 24/25 0.96 0.22 51,71,90,97 0
1 LLP C 285 | 24/25 0.96 0.24 67,83,106,112 0
1 | LLP | H | 285 | 24/25 | 096 | 0.23 | 96,114,127,131 0
1 LLP I 285 | 24/25 0.96 0.22 76,94,111,120 0
1 LLP J 285 | 24/25 0.96 0.23 56,77,98,145 0
1 LLP A 285 | 24/25 0.97 0.19 46,74,89,91 0

6.3 Carbohydrates (i)

There are no monosaccharides 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 THJ E 502 5/5 0.73 0.35 | 173,175,178,333 0
2 K G 501 1/1 0.75 0.58 | 170,170,170,170 0
2 K E 501 1/1 0.85 0.53 | 142,142,142,142 0
3 | THJ | E | 503 | 5/5 085 | 0.24 | 123,135,148.148 | 0
3 THJ J 501 5/5 0.85 0.30 | 182,184,187,187 0
3 THJ I 503 5/5 0.86 0.37 | 188,189,192,226 0
2 K I 201 1/1 0.87 0.72 | 136,136,136,136 0
3 THJ A 2003 5/5 0.89 0.33 | 113,168,172,175 0
3 THJ H 501 5/5 0.89 0.15 | 137,207,207,208 0
3 THJ C 501 5/5 0.89 0.27 | 152,161,167,168 0
2 K D 501 1/1 0.89 0.48 | 140,140,140,140 0
3 THJ E 504 5/5 0.90 0.17 | 143,181,184,186 0
3 THJ A 2004 5/5 0.90 0.28 | 171,175,180,224 0
3 THJ J 203 5/5 0.90 0.21 | 148,157,160,161 0
2 K A 2001 1/1 0.91 0.25 | 117,117,117,117 0
3 | THJ | D | 502 | 5/5 0.93 | 0.12 | 117,130,149.151 | 0
3 THJ B 501 5/5 0.94 0.14 | 112,125,134,139 0
3 THJ A 2002 5/5 0.94 0.16 | 127,139,151,160 0
3 THJ J 502 5/5 0.95 0.28 | 115,121,128,168 0

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

Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
3 THJ D 503 5/5 0.97 0.28 | 78,94,109,110 0
3 THJ I 502 5/5 0.97 0.24 | 164,190,194,196 0

6.5 Other polymers (i)

There are no such residues in this entry.
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