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1 Overall quality at a glance (i)

The reported resolution of this entry is 3.10 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
Clashscore 0 . 24
Ramachandran outliers | DN 3.2%
Sidechain outliers T 0 N 7.8%
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))
Clashscore 79885 1078 (3.16-3.04)
Ramachandran outliers 78287 1044 (3.16-3.04)
Sidechain outliers 78261 1044 (3.16-3.04)

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.
The upper red bar (where present) indicates the fraction of residues that have poor fit to the
electron density.

Note EDS was not executed.
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2 Entry composition (i)

There are 3 unique types of molecules in this entry. The entry contains 25013 atoms, of which 0
are hydrogen and 0 are deuterium.

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 proteasome alpha-type subunit 1.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
S 2 | e 1(?57 3 3(2)1 g ! ! !
L) D I P 0 ! ;
L] E 21| o o7 a2 w1 s 0 0 ;
L F 21| o o7 a2 w1 s 0 0 0
L] ¢ T 0 0 0

There are 49 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
A 1 MET - INITTATING METHIONINE | UNP Q53080
A 2 HIS - EXPRESSION TAG UNP Q53080
A 3 HIS - EXPRESSION TAG UNP Q53080
A 4 HIS - EXPRESSION TAG UNP Q53080
A 5 HIS - EXPRESSION TAG UNP Q53080
A 6 HIS - EXPRESSION TAG UNP Q53080
A 7 HIS - EXPRESSION TAG UNP Q53080
B 1 MET - INITTATING METHIONINE | UNP Q53080
B 2 HIS - EXPRESSION TAG UNP Q53080
B 3 HIS - EXPRESSION TAG UNP Q53080
B 4 HIS - EXPRESSION TAG UNP Q53080
B 5 HIS - EXPRESSION TAG UNP Q53080
B 6 HIS - EXPRESSION TAG UNP Q53080
B 7 HIS - EXPRESSION TAG UNP Q53080
C 1 MET - INITTATING METHIONINE | UNP Q53080

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

Chain | Residue | Modelled | Actual Comment Reference
C 2 HIS EXPRESSION TAG UNP Q53080
C 3 HIS EXPRESSION TAG UNP Q53080
C 4 HIS EXPRESSION TAG UNP Q53080
C 5 HIS EXPRESSION TAG UNP Q53080
C 6 HIS EXPRESSION TAG UNP Q53080
C 7 HIS EXPRESSION TAG UNP Q53080
D 1 MET INITIATING METHIONINE | UNP Q53080
D 2 HIS EXPRESSION TAG UNP Q53080
D 3 HIS EXPRESSION TAG UNP Q53080
D 4 HIS EXPRESSION TAG UNP Q53080
D 5 HIS EXPRESSION TAG UNP Q53080
D 6 HIS EXPRESSION TAG UNP Q53080
D 7 HIS EXPRESSION TAG UNP Q53080
E 1 MET INITTIATING METHIONINE | UNP Q53080
E 2 HIS EXPRESSION TAG UNP Q53080
E 3 HIS EXPRESSION TAG UNP Q53080
E 4 HIS EXPRESSION TAG UNP Q53080
E 5 HIS EXPRESSION TAG UNP Q53080
E 6 HIS EXPRESSION TAG UNP Q53080
E 7 HIS EXPRESSION TAG UNP Q53080
F 1 MET INITTIATING METHIONINE | UNP Q53080
F 2 HIS EXPRESSION TAG UNP Q53080
F 3 HIS EXPRESSION TAG UNP Q53080
F 4 HIS EXPRESSION TAG UNP Q53080
F 5 HIS EXPRESSION TAG UNP Q53080
F 6 HIS EXPRESSION TAG UNP Q53080
F 7 HIS EXPRESSION TAG UNP Q53080
G 1 MET INITTIATING METHIONINE | UNP Q53080
G 2 HIS EXPRESSION TAG UNP Q53080
G 3 HIS EXPRESSION TAG UNP Q53080
G 4 HIS EXPRESSION TAG UNP Q53080
G 5 HIS EXPRESSION TAG UNP Q53080
G 6 HIS EXPRESSION TAG UNP Q53080
G 7 HIS EXPRESSION TAG UNP Q53080
e Molecule 2 is a protein called proteasome beta-type subunit 1.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N O S

2 H 251 1864 1164 323 375 2 0 0 0
Total C N O S

2 I 251 1864 1164 323 375 2 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 J 251 f;g&i 11064 3153 3(7)5 g 0 0 0
2 Kk 251 ?‘;gil 11C64 31§3 3(7)5 2 0 0 0
2 L 251 ?(;ESZI 11C64 3153 3(7)5 2 0 0 0
2| N 51| e e w3 8 2 ! ! ;

There are 7 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
H -63 ALA LYS ENGINEERED | UNP Q53079
I -63 ALA LYS ENGINEERED | UNP Q53079
J -63 ALA LYS ENGINEERED | UNP Q53079
K -63 ALA LYS ENGINEERED | UNP Q53079
L -63 ALA LYS ENGINEERED | UNP Q53079
M -63 ALA LYS ENGINEERED | UNP Q53079
N -63 ALA LYS ENGINEERED | UNP Q53079
e Molecule 3 is water.

Mol | Chain | Residues Atoms ZeroOcc | AltConf

Total O

3 A 4 4 4 0 0
Total O

3 B 5 5 5 0 0
Total O

3 C 3 3 3 0 0
Total O

3 D 6 6 6 0 0
Total O

3 E 5 5 5 0 0
Total O

3 F 2 9 9 0 0
Total O

3 G 1 1 1 0 0
Total O

3 H 13 13 13 0 0
Total O

3 I 14 14 14 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
3 ] 13 Tfit;‘l g 0 0
3 K 8 Togal g 0 0
3 L 12 T‘itzal 102 0 0
3 M 6 Toga’l (g 0 0
3 N 8 TOSta’l g 0 0
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3 Residue-property plots (i)

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.

Note EDS was not executed.

e Molecule 1: proteasome alpha-type subunit 1
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Chain C:

o N+ -
0B v ~

E10
Q11
112
E18
L19
K22
A25
V30
V39

o <
< <
< @

T48
R59
L60
F62
463
G66

SES Y8R5
- " B [=}

WORLDWIDE

er

PROTEIN DATA BANK


http://wwpdb.org/ValidationPDFNotes.html#h.fmehr2ap71lr

wwPDB X-ray Structure Validation Summary Report 1Q5R

Page 8

€STd

3

671

11

L911
9%1s

EVTA

684
78I
€8a
z8v
6.1
S.Y

ELN

€€cd
CTETA
T€TT

1144

612V

912d

€120
212a

0T12A

90271
S02Zs
yocy

TL1Y

proteasome alpha-type subunit 1

e Molecule 1
Chain D

ELN

TLd

99D

€9V
294

0971
694

[4:)!

8L

4
evy

6EA

LEA

0EA

sev

]
N
4

114:

611
814

9TYd

j4%:!

(434
110
[o)51

99TV
S9TL

291d

1144:

(3544

912d

6874

S8TA

€8TI
2819
T8TA

BLIV
8.L1d
LLTT

CTL1Y

89TY

proteasome alpha-type subunit 1

e Molecule 1
Chain E

ELN

TL4

99D

€9V
294

091

{4’}

8L

vva
evY

6EA

LA

sed
el

0EA

sev

[4as

611
814

914

v1d

(498

89TH

99TV

Ll

LYTI
YIS

EVTA

13428
(7455

8ETT
LETD
9€Td

£€8d
8Y

S.d

1144:

6TCY

912d

TLTY

proteasome alpha-type subunit 1

e Molecule 1
Chain F

ELN

TL4

99D

€9V
294

091

(4!

8L

vva
EvV

B6EA

Led

Sed
veL

0EA

sev

(498

611
814

914

v1d

(438

8974

99TV
S9TL

8GT1D

¥STA
€974

3

671Q

+

LYTI
9YIS

15428

15428
(U458

8ETT
LETD
9€Td

sS4

€€ed
CETA
T€TT

1344

612V

912d

€12d
[434¢

0TZA

9021
S02s
4944

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 1Q5R

Page 9

proteasome alpha-type subunit 1

e Molecule 1
Chain G

TLd
0.3

894
L9Y%
99D

€9V
294

091

850

[4:)!

8L

vva
EVV

Tvd

6EA

LA

sed
el

0EA

sev

{48}

611

]
—
5]

©
—
=

<
-
-

o
—
sy

8GT1D

PSTA
€674

3

671Q

LYTI
9v1ISs

EVTA

TPTL
(045

8ETT
LETD
9€Td

ELN

CETA
T€T1

1344

612V

912d

£12h
crea
11271
0TZA

9021
S0Zs
YoTy

89TYH

99TV
S9TL

291d
1914

€€ad

proteasome beta-type subunit 1

e Molecule 2
Chain H

™
-

[Te} el
I I —
quIHI

vc-4
S2-N

8¢-1
62-1

3

98I

€SI

T8I

8%l
LD

SPI
iae)

(444
%S

6€d
8€ea

SEA

© ~
- =
I%S

TEA

781d

281D
T8TL

9.1a
SLTV

€L1Q

+

S§TS
2198

H

e€v1S

071D

9ETA

€ETY
ceTT

821D

9CTA

vcia

0CTI

-

811D

€11a

LOTA

SOTA

2¢01d

8TCA

viey
€121

proteasome beta-type subunit 1

1188

[4u4q§

002y

86TL
L6TI

€6TL

e Molecule 2

Chain I

T6TA

9811

e
~
m

+

L94
994
S9H

€971

9GA
S9T

€91

TSI

87l
L%D

Ll

SYI
%0

(444
157

6ed
8ed

SEA

EEV
ced

€11

(0)%]
63
8A

™ 0 ©
=] < 4

81D
1811

9.1a
SLTV

€L1Q

SSTS
=178

PIT
EVIS

0%TD

9€TA

ety
cerd

8TTH

9CTA
SCTA
vcra

0TI

811D

€1Ta

LOTA

SOTA

€011
2¢0td

8TCA
L121
912y

€121
[qrace
T1CS
€02A

002V

proteasome beta-type subunit 1

86TL
L6811

€6TL

T6TA

9811

78Td

e Molecule 2
Chain J

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 1Q5R

Page 10

™
H

0 ™
[ ) —
= = |2

144
ST

|
= m

Sla=gl

- < w N e
I% 2'3 ﬁlg ﬁl

i

Q
D
o)

62-1

€0TT
20td

98I

6.3

eyt
SLL
YLT
€Ld
TLA

0Ld

99&
SOH

Ll

€91

0 © mm
[T Y]
- >

[
2]
=]

8€ea

SEA

€EV
4>

0T1d

w © ©0 o
Iq.-ll>-&

[4uq |

00TV

86TL
L6TI

€6TL

T6TA

9811

¥81d

281D
T8TL

SLTV

89TI
L9TV

7911

S818
219

E€VIS

0%1D

9€TA

821D

9CTA
SCTA
veia

0ZTI

811D

€11Q

LOTA

SOTA

8TCA
L121
912d

€121
[qxacs
1188

€0CA

proteasome beta-type subunit 1

e Molecule 2
Chain K

)
<

™
H

w
I —

3

9e-T
Le-X

0%-4

[} N~ oo
=73
= 1= - 0

0,3

99X
S9H

€91

9GA
SG1

€51

18I

8vl
LYD

H

SYI
acl

(44
s

6ed
8ed

SEA

€EY
{4
TEA

T2L
ozy
674

Y11
€11
CTA

01D

0 O
o

T6TA

9811

78Td

2819
7811

9.1d
SLTV

€L1d

+

8911
L9TV

S9TH
7911

SGTS
2128

evIs

ovTd

9ETA

€ETY
CeTd

8CTD

9CTA

+

vera

0ZTI

811D

€11d

LOTA

SOTA

€0TT
20t1d

612V

L121

€121

T1Cs

€0CA

00Ty

86TL
L6TI

€6TL

proteasome beta-type subunit 1

e Molecule 2
Chain L

7 €071
€I ¢0Td
[ |
Tl 98N
S-T1
9-a 6.4

© w0 H

aeq

m =
© oM w O N~pno N M S W O
W QWO OO KIENNNSNNS
> AEID > @S a AR

91
SY

L6TI

€611

T6TA

9811

¥8Td

281D
1811

SLTY

+

89TI
LOTV

S9TH
7911

29Tl
1914
0974

SGTS
25128

+

Al

€71S

vera

811D

€110

LOTA

SOTA

612V

proteasome beta-type subunit 1

L7121
9rey

€121

e Molecule 2
Chain M

1188

€0TA

00V

86TL

€-d

©0 w0
[

(=]

SLL

SST

€SI

L%D

17
44

(44
%S

€11
(42

01D

R LDWIDE
PROTEIN DATA BANK

w_ 0O



wwPDB X-ray Structure Validation Summary Report 1Q5R

Page 11

3

T6TA

9811

78Td

81D
T8TL

9.1a
SLTV

€L1a

+

8911
L9TV

S9TY
7911

29Tl
1914
0973

GSTS
25128

0STT

445"
ev1s

ovId

9€TA

821D

9CTA
STTA
vera

0CTI

811D

€11a

LOTA

SOTA

e Molecule 2

Chain N

€0TT
2¢0Td

612V

proteasome beta-type subunit 1

1121
9124

€121
cred
Ties

€0CTA
[duq 4

00TV

86TL
L6TI

€6TL

TL

PRT
A=A

€51

T8I

AN
L¥D

SYI
a2

o
<
<

-
<
0

€11

(%]
63
8A

©
=}

Ll

SY

Iml
H

3

¥81d

281D
T8TL

9.1a
SLTV

€L1Q

+

SGTS
PSTA

0GT1

3

eVIS

o1

9ETA

821D

9CTA
ST
¥Zra

0TI

811D

€11a

LOTA

SOTA

20td

98I

8TCA
L121
912H

€121
(44
1128

€0CA
coey

002y

86T.L
L6TI

v61vY
€611

1614

9811

O

R LDWIDE
PROTEIN DATA BANK

W



Page 12 wwPDB X-ray Structure Validation Summary Report 1Q5R

4 Data and refinement statistics (i)

Xtriage (Phenix) and EDS were not executed - this section will therefore be incomplete.

Property Value Source
Space group Cc2221 Depositor
Cell constants 152.09A 212.37A  250.21A .
Depositor
a, b, c, a, B,y 90.00° 90.00° 90.00°
Resolution (A) 19.96 - 3.10 Depositor
/0 Data completeness 88.7 (19.96-3.10) Depositor
(in resolution range)
Rinerge 0.08 Depositor
Rsym (Not available) Depositor
Refinement program CNS 1.1 Depositor
R, Ryree 0.229 , 0.246 Depositor
Estimated twinning fraction No twinning to report. Xtriage
Total number of atoms 25013 wwPDB-VP
Average B, all atoms (A?) 54.0 wwPDB-VP



http://wwpdb.org/ValidationPDFNotes.html#dataRefinementStats

Page 13 wwPDB X-ray Structure Validation Summary Report 1Q5R

5 Model quality (i)

5.1 Standard geometry (i)

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 | pyia7| 417 >5 | RMSZ | #]2] 5
1 A 0.45 0/1720 0.64 0/2325

1 B 0.44 0/1720 0.64 0/2325

1 C 0.45 0/1720 0.64 0/2325

1 D 0.44 0/1720 0.63 0/2325

1 E 0.44 0/1720 0.63 0/2325

1 F 0.45 0/1720 0.64 0/2325

1 G 0.46 0/1720 0.64 0/2325

2 H 0.53 0/1892 0.72 0/2569

2 | 0.52 0/1892 0.72 0/2569

2 J 0.52 0/1892 0.72 0/2569

2 K 0.52 0/1892 0.72 0/2569

2 L 0.51 0/1892 0.72 0/2569

2 M 0.52 0/1892 0.71 0/2569

2 N 0.52 0/1892 0.72 0/2569

All All 0.49 | 0/25284 | 0.68 | 0/34258

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

There are no planarity outliers.

5.2 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 hydrogens
added by MolProbity. The Clashes column lists the number of clashes within the asymmetric unit,
and the number in parentheses is this value normalized per 1000 atoms of the molecule in the
chain. The Symm-Clashes column gives symmetry related clashes, in the same way as for the
Clashes column.
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 A 1695 0 1693 110 0
1 B 1695 0 1693 105 0
1 C 1695 0 1693 104 1
1 D 1695 0 1693 103 0
1 E 1695 0 1693 93 0
1 F 1695 0 1693 99 0
1 G 1695 0 1693 103 0
2 H 1864 0 1837 88 0
2 I 1864 0 1837 79 0
2 J 1864 0 1837 75 0
2 K 1864 0 1837 78 0
2 L 1864 0 1837 78 0
2 M 1864 0 1837 76 0
2 N 1864 0 1837 84 0
3 A 4 0 0 0 0
3 B 5 0 0 1 0
3 C 3 0 0 3 0
3 D 6 0 0 4 0
3 E 5 0 0 1 0
3 F 2 0 0 1 0
3 G 1 0 0 0 0
3 H 13 0 0 3 0
3 I 14 0 0 3 0
3 J 13 0 0 0 0
3 K 8 0 0 2 0
3 L 12 0 0 3 0
3 M 6 0 0 2 0
3 N 8 0 0 1 0
All All 25013 0 24710 1216 1

Clashscore is defined as the number of clashes calculated for the entry per 1000 atoms (including
hydrogens) of the entry. The overall clashscore for this entry is 24.

The worst 5 of 1216 close contacts within the same asymmetric unit are listed below.

Atom-1 Atom-2 Distance(A) | Clash(A)
2:M:219:ALA:HA 3:M:231:HOH:O 1.59 1.02
2:1:-35:ARG:HH11 2:1:-35:ARG:HB2 1.26 0.97
2:L:-35:ARG:HH11 | 2:L:-35:ARG:HB2 1.29 0.97
2:N:-35:ARG:HB2 | 2:N:-35:ARG:HH11 1.28 0.97
2:M:-35:ARG:HH11 | 2:M:-35:ARG:HB2 1.30 0.96

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.
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:C:172:ARG:NH1 | 1:C:172:ARG:NH1[4_576] 1.55 0.65

5.3 Torsion angles
5.3.1 Protein backbone (1)

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 215/259 (83%) | 178 (83%) | 30 (14%) | 7 (3%)
1 B 215/259 (83%) | 179 (83%) | 29 (14%) | 7 (3%)
1 C 215/259 (83%) | 181 (84%) | 25 (12%) | 9 (4%)
1 D 215/259 (83%) | 179 (83%) | 28 (13%) | 8 (4%)
1 E 215/259 (83%) | 180 (84%) | 26 (12%) | 9 (4%)
1 F 215/259 (83%) | 178 (83%) | 28 (13%) | 9 (4%)
1 G 215/259 (83%) | 178 (83%) | 29 (14%) | 8 (4%)
2 H 247/294 (84%) | 224 (91%) | 17 (7%) | 6 (2%) 9|
2 I 247/294 (84%) | 221 (90%) | 20 (8%) | 6 (2%) 9|
2 J 247/294 (84%) | 222 (90%) | 19 (8%) | 6 (2%) 9|
2 K 247/294 (84%) | 222 (90%) | 18 (7%) | 7 (3%) 8|
2 L 247/294 (84%) | 223 (90%) | 17 (T%) | 7 (3%) 8
2 M 247/294 (84%) | 224 (91%) | 16 (6%) | 7 (3%) 8|
2 N 247/294 (84%) | 224 (91%) | 17 (T%) | 6 (2%) 9|
All | Al | 3234/3871 (84%) | 2813 (87%) | 319 (10%) | 102 (3%) | |6

5 of 102 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 28 ARG
1 A 224 ALA
1 B 28 ARG
1 B 224 ALA
1 C 28 ARG
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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 174/206 (84%) 162 (93%) 12 (7%) 221 62
1 B 174/206 (84%) 162 (93%) 12 (7%) 221 62
1 C 174/206 (84%) 162 (93%) 12 (7%) 221 62
1 D 174/206 (84%) 163 (94%) 11 (6%) 25 66
1 E 174/206 (84%) 162 (93%) 12 (7%) 22 62
1 F 174/206 (84%) 163 (94%) 11 (6%) 25 66
1 G 174/206 (84%) 163 (94%) 11 (6%) 25 66
2 H 189/222 (85%) 173 (92%) 16 (8%) 157 51
2 I 189/222 (85%) 172 (91%) 17 (9%) 147 47
2 J 189/222 (85%) 172 (91%) 17 (9%) 147 47
2 K 189/222 (85%) 172 (91%) 17 (9%) 147 47
2 L 189/222 (85%) 173 (92%) 16 (8%) 157 51
2 M 189/222 (85%) 172 (91%) 17 (9%) 147 47
2 N 189/222 (85%) 171 (90%) | 18 (10%) 127 42

All All 2541/2996 (85%) | 2342 (92%) | 199 (8%) 181 57

5 of 199 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type

2 H 113 ASP
2 I 172 TYR
2 N 21 THR
2 H 150 LEU
2 I 34 VAL

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 38 such
sidechains are listed below:

Mol | Chain | Res | Type
H 65 HIS
I 81 ASN
N -44 ASN
Continued on next page...

N DN DN
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Continued from previous page...
Mol | Chain | Res | Type
2 I -44 ASN
2 J -44 ASN

5.3.3 RNA (D

There are no RNA chains 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)

There are no ligands in this entry.

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues

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)

EDS was not executed - this section will therefore be empty.

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

EDS was not executed - this section will therefore be empty.

6.3 Carbohydrates (i)

EDS was not executed - this section will therefore be empty.

6.4 Ligands (i)

EDS was not executed - this section will therefore be empty.

6.5 Other polymers (i)

EDS was not executed - this section will therefore be empty.
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