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MolProbity : 4.02b-467
Mogul : 1.8.5 (274361), CSD asb41be (2020)

Xtriage (Phenix) : 1.13
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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)
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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 2.80 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 NN I I 0271
Clashscore - 33
Ramachandran outliers I 3.7%
Sidechain outliers NN | I 569
RSRZ outliers I I 5.7
Worse Better

I 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 3140 (2.80-2.80)
Clashscore 141614 3569 (2.80-2.80)
Ramachandran outliers 138981 3498 (2.80-2.80)
Sidechain outliers 138945 3500 (2.80-2.80)
RSRZ outliers 127900 3078 (2.80-2.80)

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 1733 = 40% 33% 5% 21%
2 B 1224 = 47% 38% <12%
3 C 318 L 36% 43% S (A
4 E 215 = 56% 39% 5% -
5 F 155 : 25% 27% . 46%

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

Mol | Chain | Length Quality of chain
21%
31% 50% 10% . 9%
6 H 146 P T
-
7 I 122 48% 45% 7%
;A;
8 J 70 47% 43% . 1%
%
. ____
0 (] (] (]
9 K 120 42% 43% 9% 5%
3%
10 L 70 13% 39% 13% 36%
12% 62% 25%
11 M 8
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2 Entry composition (i)

There are 14 unique types of molecules in this entry. The entry contains 27902 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 DNA-DIRECTED RNA POLYMERASE II LARGEST SUB-

UNIT.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N @) S
1 A 1366 10751 6785 1871 2036 59 0 0 0

e Molecule 2 is a protein called DNA-DIRECTED RNA POLYMERASE II 140KD POLYPEP-

TIDE.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N @) S
2 B 1082 8616 5467 1503 1594 52 0 0 0

e Molecule 3 is a protein called DNA-DIRECTED RNA POLYMERASE IT 45KD POLYPEP-

TIDE.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
3 C 266 2005 1317 348 417 13 0 0 0

e Molecule 4 is a protein called DNA-DIRECTED RNA POLYMERASE II 27KD POLYPEP-

TIDE.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
4 2 213 1744 1107 308 318 11 0 0 0

e Molecule 5 is a protein called DNA-DIRECTED RNA POLYMERASE II 23KD POLYPEP-

TIDE.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
5 F 84 679 434 115 127 3 0 0 0

e Molecule 6 is a protein called DNA-DIRECTED RNA POLYMERASE IT 14.5KD POLYPEP-
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TIDE.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
0 H 133 1068 673 180 211 4 0 0 0

e Molecule 7 is a protein called DNA-DIRECTED RNA POLYMERASE I1 14.2KD POLYPEP-

TIDE.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
7 I 122 997 613 182 191 11 0 0 0

e Molecule 8 is a protein called DNA-DIRECTED RNA POLYMERASE II 8.3KD POLYPEP-

TIDE.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
8 J 65 532 339 93 94 6 0 0 0

e Molecule 9 is a protein called DNA-DIRECTED RNA POLYMERASE I1 13.6KD POLYPEP-

TIDE.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
9 K 114 919 590 156 171 2 0 0 0

e Molecule 10 is a protein called DNA-DIRECTED RNA POLYMERASE II 7.7KD POLYPEP-

TIDE.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
INEEF T HEEERE
e Molecule 11 is a protein called ALPHA AMANITIN.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1| M 8 T‘éff‘l ?fg ?(I) 81 ? 0 0 0

e Molecule 12 is ZINC ION (three-letter code: ZN) (formula: Zn).
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Mol | Chain | Residues Atoms ZeroOcc | AltConf

Total Zn

12 A 2 5 9 0 0

19 B 1 Total Zn 0 0
1 1

12 C 1 Total Zn 0 0
1 1
Total Zn

12 I 2 9 9 0 0

12 ] 1 Total Zn 0 0
1 1

12 | L | Toltal Zln 0 0

e Molecule 13 is MANGANESE (II) ION (three-letter code: MN) (formula: Mn).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
13 A 1 Total Mn 0 0
1 1
e Molecule 14 is water.
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O
14 A 31 31 31 0 0
Total O
14 B 23 923 93 0 0
Total O
14 C 3 3 3 0 0
Total O
14 E 6 6 6 0 0
Total O
14 F 4 4 4 0 0
14 J 1 Total O 0 0
1 1
4| M | Toltal (1) 0 0




1K83

wwPDB X-ray Structure Validation Summary Report

Page 7

3 Residue-property plots (i)

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

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: DNA-DIRECTED RNA POLYMERASE II LARGEST SUBUNIT

4%

Chain A: .

21%

5%

33%

40%

€9Td
2STA

8¥%10

00000
o
e
@
<

VTN

YL
EVIN
(4745

o%TL

8ETI

veTy
€ETH
CETA

0€Ta

8CTI

CCTIN

6TIN

4173
911a
STTT

(495 8
T

80T

90TA

S64
76D

C6H
Ted
06A

3

€8H
289

08H

8.d

9.4
SLN

6€TT

€ETM
[454cs

0€TY
elqacs
{444
Tees
(4A%

4348

eIy

T1cd
0121

® L¥Td

s¥ved
¥ved
€¥2d

1574
o¥ved

0L¥%1

€9%1

LYY

SGYH

[4:3728

TESH
0€9I
6291
8299

6.SS

LLST
9.8b
SLSY
v.L5D
€.LSS
TLSM
TLST

894d

G9SI

€95d

855D

9GSM

0€8)

8T8V

9280
28I

[aasxs
Tzed

9T8H

€088

7081

66.L4
86.D
L83
9618

8.4
98LH

78LT
8L.LD

SLLI
vLLd

89.L0
L9L0

€9.LY

TOLW
09.0

LSLN

75.LS

TS.Ls
87.LIW
SYLD

YvLA
EVLA

0%LT

8ELN

9ELN

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe


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

1K83

wwPDB X-ray Structure Validation Summary Report

Page 8

T80
0,831
6989

1981

7981

298N

—
©
[+
o

N
Tl
0
=

678N

0
<
©
=

o8y
6€8Y

SE8D
7E8L

2E8Y

8661 860TA
66T | 6010

[ | 96018

vmmu S60TL
ﬁmmx
L86A
G860
w863
€861
T86L
1861
086d
8.6d

1263 ® 18071

|96l ® 08071

6LOTH

hhmﬁh

whmﬂm

wwmﬂ>

79019

090Td

mmmﬂm

m¢mﬁz

mwmﬁ>

T70TV

mmmﬁx

9€0Td

GEOTA

veotra

€€0TD

+

€20TY

61010
81074

9T0TL

sifia

TLTTD
0L7TI
697TI
89113
L9713
9971a

€9TTI
C9TTA
T9TTL

6STTYH

LST1Q
9G11d
SS11d

CSTTI
TS11d

9TTT1

yI11d
€TTTL

TITIH

LOTTA
90TTN
SOTT1T

2oTTH
TOTTT

660Td

€221a

0geTd
6TCTL

JARAYS
91211

vic1a

CITTIA
TT2TD
0TZTH

80CTL

902Ta
S0CTH
%021d

T10CTY

66114
86110
L6TTT
96113
S6TTT
76114

26111
T6TTM
06TTd

® 88ITd
28TTH

€LTTH

ozetrd
6TETA

STETH
80€T.L
L0€Td
90€TT

€0€TH

00€TH
66CTA

S6CTL
¥6C1d
€62TS

S8CTH

08c1d
6LCT1

L.21d

v.L21d
€L211
TLTTL

69214
89211
L9TTH

S9TIN
€9CTI
09211
6SCTIH
8SCTH
@® 99214

rascy
YSCTV

vov1a

[4uA%
T0%1S

L6ETT
96ETY

78ETA
€8ETS

T8ETT
08ETD
6LETD

9LETL
SLETW

TLETA

VOETN

6SETA

9GETI
SGETA

8YETT
SYETY
TYETI

0vETD
6€ETT

+

TEETS

6CETL
8CTETA

9CETY

PALAN
9vyTa

6E7TD

LEVTD
9EVTI
SevTd
YEVTV

TEVTD
13545

8CYTA

SCYIS
44747

[444%:

6171Q

PAS A%

viviv

12545
0T¥Td
60%TT
80%TI

90%TA
SOPTL

DNA-DIRECTED RNA POLYMERASE II 140KD POLYPEPTIDE

e Molecule 2

6%

12%

38%

Chain B

691

1,98
99a
S94
%90

291

090

891

54

1S4

LvD

€71
ovd
6eY
8ed
Led

ges
eI

6cd

Sl

0za

O

R LDWIDE
PROTEIN DATA BANK

W



1K83

wwPDB X-ray Structure Validation Summary Report

Page 9

® SETd
YETA

3

0ETA

€CTL
(445t
T2IN
(ax
6TTT
81Td

STTD
¥11d
ETTX
[49%5¢

60TL
80TA

® 901d
5018
vora
® €0IN
20TA
TOTW

663

01Ty

02D

S02I
7021

L6Td

S6TD

€613
2611

68TT
88TQ

S8TL

€874

811
08TA

8LIN

SLTH
YLTT

CTLTI

6974

18¢d
0821
6.2

9,21

v.L2d

€LTT
TLTL

SS2h

vecI

reed
oeey
622V

Lz

eeel
Teen

L1248

ST2h

79D

T9%1

2isi

YSvL
€SPI

%P1

SChL
vyl

91¥1

80%1

S0PY
40728

L6€Q
268Y
18€T
98€1
S98€T

T8eI
T8EN

69€D

99€b

S9el

¢9ed

667N

9674

06%S

98%&

78¥N

08%S

2%9a
0¥on
6€91
8€94

Y€K
€E9N

8291

¥291
€294

12938

L7194
9791

T19d
0TON

809Q

909%

7094

6651

£69d

1694
06SH

885D

98SM
S§8SA

7854
08SA
6.54

€180

T.8d

1984
9991

953
€9SH

LS5S4

€9Sd
CSSH

0TLT
60,0

L0Ld
90LD
SOLW

1693
9693

€691
T69X
1694

68971
889D

2898

T89M
089L

999X

8991
LS9H

7994

T399N
1991
0593
679

L¥9D
® 9791

S08L

T08%
008Y
66.d
86.LA

AN M F W o
[ e e I e
[ S S S
S<=H4

06,0

88.LY
L8LA

Y8LN

8LLN

9.0
SLLY

E€LLH

TLLS
0LLD

99,4
99.d

€9.0

6G.d
8G.4
LS.d
9G.LI

LY.L

@ 9.8%
@ §.8d
7,84

cL8d

098I

6584

1,584
9684

€G8S
0681
L%80

¥¥8s
£v8b
8N
T8I
0v8I
6E8N

9€84
sesh
PesN

0€8A
928y

S28A
%281

2e8N
1280

9184

184
£18)

TT8A

608H
808Y

9081

9161
ST6L
v16ex
€169

ETOTN

11071
0T0T1T

800Td

900TI

€00TY
200T.L

000Td

G860
¥86H
€864

6,63

L1169
9.61

v.6d

TL6L

09014
65011

95018
€507
CS0TA
TSOTL
9%0Td
0%0TN

SEOTY
%E0TA

0€0TT

L2011
92011

20Tl
TCOTW
00Ty

8T0Td
LT0TI

STOTH

98T1d

@ 18174

6LTTD

F

SLTTT

SOTTI

€9T1D
C9TTI
TOTTH
09TTA

8STT4d

YSTTV
€STTd
CSTTH

LOTTY

O

R LDWIDE
PROTEIN DATA BANK

W



1K83

wwPDB X-ray Structure Validation Summary Report

Page 10

reers
0zeTye

91211
S1CTd

(4545}
TTZIN

L0211
902Td

€0CT1
T0CTA
86TTA
€6TT0
CTETTA
16111
@® 681171

88TTH
L8TIN

DNA-DIRECTED RNA POLYMERASE II 45KD POLYPEPTIDE

e Molecule 3

16%

43%

36%

89D
191
994

7oV
€91

Tod
09a

891

GSL
HSN

—
0
=

054

D
<
I>

~
Sy
[=]

I‘o
<
-

Y
<
-

-
<
-

BEV

o0
]
-

9za
SCA
44\

26D

684
88D

3

9.a

w
2
I=

€0

TLd
0LI

0LIM
691X

L9TH

S9TX
7oTV

291D

DNA-DIRECTED RNA POLYMERASE II 27KD POLYPEPTIDE

e Molecule 4

5% «

39%

56%

3%
L

Chain E

6.LM
8.7

SN

691

SoL
%9d

(42
190
094

8SKW
LSW

SSY

rw
0
=3

[ XX ]
o
0
=

~
54
o

[T}
N
B4

25728

wa
ovd
6€1
8€d

€ed

TEL

8CTA

9zY

—

—

-4
©
o0
[

61
8N
L]

©
mI

29TY

6STQ
8STS

9811
SSTY

LYTH

6ETY

9ETN

CETI

1271

S¢1d

0zTvY
6118

LITL
9TTI

e V1IN

CIIX

801D
L0TL
901D
S0Td

€0TX
{40}

00TI

861

63

68D

98d

78a

L

(414
TICA

80CA
902D
5028

20es
TOoTH
002y

86TI
L6TH
96TA
v61d

T6TY

DNA-DIRECTED RNA POLYMERASE II 23KD POLYPEPTIDE

681D

€81d

811

9.1d

$L10

6974

e Molecule 5

1974

46%

27%

25%

€TTD

60TA
80Td
LOTA

YOTIN

~
)
4

™
o
H

264

064
684
884

981

€8d

-
©
=

® §ST1
¥S1a

0STH

8%TA
L¥1S
9FTM

¥v1a

(445

0o¥1a
6ETd
8ETT

O

R LDWIDE
PROTEIN DATA BANK

W



1K83

wwPDB X-ray Structure Validation Summary Report

e Molecule 6: DNA-DIRECTED RNA POLYMERASE II 14.5KD POLYPEPTIDE
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e Molecule 9: DNA-DIRECTED RNA POLYMERASE II 13.6KD POLYPEPTIDE
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4 Data and refinement statistics (i)

Property Value Source
Space group 1222 Depositor
Cell constants 122.51A 222.48A 374.23A .
Depositor
a, b, c, a, B, 90.00° 90.00° 90.00°
. 20.00 — 2.80 Depositor
Resolution (4) 2000 — 2.80 EDS
% Data completeness (Not available) (20.00-2.80) Depositor
(in resolution range) 93.4 (20.00-2.80) EDS
Rinerge 0.07 Depositor
Reym (Not available) Depositor
<IJ)o(l) >"* 2.42 (at 2.79A) Xtriage
Refinement program CNS Depositor
R R 0.229 , 0.280 Depositor
) Thfree 0.221 , 0.271 DCC
Rree test set 3507 reflections (2.80%) wwPDB-VP
Wilson B-factor (A?) 50.5 Xtriage
Anisotropy 0.352 Xtriage
Bulk solvent kg (e/A®), By, (A?) 0.31,47.4 EDS
L-test for twinning? <I|L| > =049, < L?> =032 | Xtriage
Estimated twinning fraction No twinning to report. Xtriage
F,,F. correlation 0.92 EDS
Total number of atoms 27902 wwPDB-VP
Average B, all atoms (A?) 56.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 1.93% 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.

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: CSX,
ZN, HYP, MN, TRX, ILX

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 | prig7 | 47155 | RMSZ | #2] >5
1 A 0.42 0/10940 0.68 | 2/14792 (0.0%)
2 B 0.42 0/8786 0.68 | 1/11847 (0.0%)
3 C 0.40 0/2133 0.66 0/2891
4 E 0.40 0/1780 0.67 0/2395
5 F 0.46 0/691 0.67 0/933
6 H 0.36 0/1086 0.68 0/1470
7 | 0.48 0/1016 0.68 0/1365
8 J 0.44 0/541 0.70 0/727
9 K 0.39 0/937 0.62 0/1265
10 L 0.47 0/361 0.71 0/478
11 M 2.39 1/22 (4.5%) 1.63 0/26
All All 0.42 | 1/28293 (0.0%) | 0.68 | 3/38189 (0.0%)

All (1) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
11 M 7 ASN | CA-C |5.26 1.66 1.52

All (3) bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(®)
2 B 200 | GLY N-CA-C 5.82 127.64 113.10
1 A 798 | GLY N-CA-C 5.55 126.98 113.10
1 A 472 | LEU | CA-CB-CG | -5.01 103.78 115.30

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 10751 0 10819 759 0
2 B 8616 0 8645 586 0
3 C 2095 0 2051 165 0
4 E 1744 0 1772 87 0
) F 679 0 701 95 0
6 H 1068 0 1040 115 0
7 I 997 0 953 75 0
8 J 532 0 042 56 0
9 K 919 0 929 71 0
10 L 359 0 382 61 1
11 M 64 0 ol 7 0
12 A 2 0 0 0 0
12 B 1 0 0 0 0
12 C 1 0 0 0 0
12 I 2 0 0 0 0
12 J 1 0 0 0 0
12 L 1 0 0 0 0
13 A 1 0 0 0 0
14 A 31 0 0 1 0
14 B 23 0 0 5 0
14 C 3 0 0 0 0
14 E 6 0 0 1 0
14 F 4 0 0 0 0
14 J 1 0 0 0 0
14 M 1 0 0 0 0

All All 27902 0 27885 1826 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 33.

The worst 5 of 1826 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:A:1161: THR:HG22 1:A:1163:1LE:H 1.09 1.15
2:B:1051: THR:HG22 2:B:1053:GLU:H 1.17 1.09

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

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
2:B:871: THR:HG22 2:B:872:GLU:H 1.09 1.09
1:A:855:THR:HG21 1:A:857:ARG:HE 1.10 1.08
1:A:445:ASN:HB2 1:A:455:MET:HG2 1.33 1.07

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)
10:L:28:LYS:NZ | 10:L:28:LYS:NZ[3_655] 2.05 0.15
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.

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 A 1348/1733 (78%) | 1160 (86%) | 134 (10%) | 54 (4%) |
2 B 1062/1224 (87%) | 931 (88%) | 107 (10%) | 24 (2%)

3 C 264 /318 (83%) 223 (84%)
4 E 211/215 (98%) 180 (85%)
5 F 82/155 (53%) 71 (87%)
6 H 129/146 (88%) 88 (68%)
7 I 120/122 (98%) 102 (85%)
8 J 63/70 (90%) 58 (92%)
9 K 112/120 (93%) 98 (88%)
10 L 43/70 (61%) 23 (54%)
11 M 4/8 (50%) 4 (100%)
All All 3438/4181 (82%) | 2938 (86%)

5 of 126 Ramachandran outliers are listed below:
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Mol | Chain | Res | Type
1 A 55 ASP
1 A 56 PRO
1 A 399 HIS
1 A 464 PRO
1 A 465 TYR

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 1196/1520 (79%) | 1116 (93%) | 80 (7%) 16| 43
2 B 940/1061 (89%) | 899 (96%) | 41 (4%) 28 61
3 C 234/274 (85%) 221 (94%) 13 (6%) 211 51
4 E 195/197 (99%) 190 (97%) 5 (3%) 46 179
5 F 74/137 (54%) 71 (96%) 3 (4%) 30 64
6 H 117/128 (91%) 114 (97%) 3 (3%) 46 |79
7 I 116/116 (100%) | 108 (93%) 8 (7%) 157 41
8 J 60/65 (92%) 57 (95%) 3 (5%)
9 K 99/102 (97%) 88 (89%) 11 (11%)
10 L 40/57 (70%) 34 (85%) 6 (15%)
11 M 2/2 (100%) 2 (100%) 0

All All 3073/3659 (84%) | 2900 (94%) | 173 (6%)

5 of 173 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
2 B 1065 GLN
6 H 91 ASP
2 B 1211 ASN
3 C 206 ASN
7 I 70 ARG

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes.

such sidechains are listed below:

5 of 93
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Mol | Chain | Res | Type
2 B 786 ASN
3 C 65 HIS
2 B 1015 HIS
2 B 1177 HIS
3 C 131 HIS

5.3.3 RNA (D

There are no RNA molecules in this entry.

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

4 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).

Mol | Type | Chain | Res | Link Countfonf({il\/llgrzlgtis\Z | > 2 CountSBorflii/[nglgle%Z | > 2
11 | HYP M 8 11 6,8,9 0.95 0 5,10,12 1.49 1 (20%)
11 | ILX M 1 11 8,9,10 241 | 3(37%) | 9,11,13 | 2.02 | 3 (33%)
11 CSX M 6 11 3,6,7 2.97 2 (66%) 1,6,8 0.50 0
11 | TRX | M 2 | 11 [14,16,17| 258 | 6 (42%) | 15,22,24 | 1.79 | 6 (40%)

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
11 | HYP M 8 11 - 0/0/11/13 | 0/1/1/1
11 ILX M 1 11 - 2/11/12/14 -

11 CSX M 6 11 - 1/1/5/7 -
11 | TRX M 2 11 - 0/4/6/8 0/2/2/2

The worst 5 of 11 bond length outliers are

listed below:
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Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
11 M 2 TRX | CZ2-CH2 | 5.63 1.47 1.37
11 M 1 ILX CB-CA | 5.03 1.60 1.54
11 M 2 TRX | CZ2-CE2 | 4.72 1.49 1.41
11 M 6 CSX CB-CA | 4.24 1.63 1.53
11 M 1 ILX | OG1-CG1 | 3.10 1.49 1.43

The worst 5 of 10 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(?)
11 M 1 ILX CB-CA-C -3.65 108.02 112.94
11 M 1 ILX | CG2-CB-CG1 | -3.48 105.72 111.17
11 M 2 TRX CB-CA-C 3.19 117.45 111.47
11 M 2 TRX | OH2-CH2-CZ3 | -2.88 111.82 120.02
11 M 2 TRX | CH2-CZ2-CE2 | -2.77 116.37 119.29

There are no chirality outliers.

All (3) torsion outliers are listed below:

Mol | Chain | Res | Type Atoms
11 M 6 CSX | N-CA-CB-SG
11 M 1 ILX | C-CA-CB-CG2
11 M 1 ILX 0O-C-CA-CB

There are no ring outliers.
1 monomer is involved in 2 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
11 M 1 ILX 2 0

5.5 Carbohydrates (i)

There are no monosaccharides in this entry.

5.6 Ligand geometry (i)

Of 9 ligands modelled in this entry, 9 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 | 1366/1733 (78%) |  -0.05 66 (4%) 30 121 |18,48,107,137 | 0
2 B | 1082/1224 (88%) | -0.03 71 (6%) |18 |11} | 20, 46, 105, 128 | 0
3 C 266,318 (83%) -0.11 4 (1%) 731 68 | 30,53, 83, 124 0
4 E 213/215 (99%) -0.00 7(3%) 46 36 | 22, 59,99, 109 0
5 F 84/155 (54%) -0.26 2 (2%) 59 49 24, 44, 67, 82 0
6 H 133/146 (91%) 1.12 30 (22%) fohfo) |64, 94,122,125 | 0
7 I 122/122 (100%) -0.00 5(4%) 37 27 | 30,51, 89, 106 0
8 J 65/70 (92%) -0.41 1(1%) 73 68 26, 47, 76, 85 0
9 K 114/120 (95%) -0.18 3 (2%) 56 46 31, 60, 79, 97 0
10 L 45/70 (64%) 1.01 9 (20%) 0] |49, 86,108, 110 0
11 M 4/8 (50%) 0.86 0 73, 80, 83, 84 0
All | Al | 3494/4181 (83%) | -0.00 | 198 (5%) 23 |15 | 18,50, 105,137 | 0

The worst 5 of 198 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
69 | THR 14.9
1390 | ASN 10.9
882 | THR 8.9
866 | TYR 8.3
1389 | PHE 8.2

N DO = =
o fes]Hos] e o=

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.

WO RLDWIDE

PROTEIN DATA BANK
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
11 | CSX M 6 7/8 0.74 0.24 80,82,84,86 0
11 ILX M 1 10/11 0.84 0.33 72,74,79,80 0
11 | TRX M 2 15/16 0.88 0.23 75,77,79,80 0
11 | HYP M 8 8/9 0.91 0.20 70,72,72,73 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
13 MN A 3009 1/1 0.72 0.35 | 149,149,149,149 0
12 ZN L 3005 1/1 0.89 0.06 86,86,86,86 0
12 ZN I 3004 1/1 0.96 0.07 62,62,62,62 0
12 ZN A 3008 1/1 0.97 0.12 81,81,81,81 0
12 ZN A 3006 1/1 0.97 0.10 64,64,64,64 0
12 | ZN B 3007 | 1/1 0.99 | 0.07 | 04,64,64,64 0
12 | ZN T 3001 1/1 0.99 | 0.12 | 46,46,46,46 0
12 ZN C 3002 1/1 0.99 0.09 49,49,49,49 0
12 ZN I 3003 1/1 0.99 0.08 45,45,45,45 0

6.5 Other polymers (i)
There are no such residues in this entry.
grDRe
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