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This is a wwPDB validation summary report for a publicly released PDB entry.
We welcome your comments at validation@mail.wwpdb.org
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The following versions of software and data (see references) were used in the production of this report:

MolProbity : 4.02b-467
Mogul : 1.152013

Xtriage (Phenix) : NOT EXECUTED
EDS : NOT EXECUTED
Percentile statistics : 21963
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et. al. (1996)

Validation Pipeline (wwPDB-VP) : stable22683
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1 Overall quality at a glance (i)

The reported resolution of this entry is 3.20 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 . 419
Ramachandran outliers | D 3.5%
Sidechain outliers I DN 15.3%
Worse Better

0 Percentile relative to all X-ray structures

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

Mot ric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Clashscore 79885 1078 (3.26-3.14)
Ramachandran outliers 78287 1059 (3.26-3.14)
Sidechain outliers 78261 1058 (3.26-3.14)

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.

Mol | Chain | Length Quality of chain
1 A 657 — ——
1 B 657 — —
1 C 657 -
1 D 657 -
1 E 657 -
1 F 657 -
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2 Entry composition (i)

There are 3 unique types of molecules in this entry. The entry contains 32166 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 ARTHROPODAN HEMOCYANIN.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
L A 634 E(it%l 32CSB 815\;2 9(7)7 281 0 0 0
L B 634 g(i%l 32C83 8§2 9(7)7 281 0 0 0
L] © B | o g s o7 o1 0 0 0
L b 634 E(it%l 32CSS 81(3]2 9(7)7 281 0 0 0
L B 634 E(i%l SQCBS 81;]2 9(7)7 281 0 0 0
L s 634 E(E%I 32083 81;]2 9(7)7 281 0 0 0

There are 24 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
A 32 ASP GLU | CONFLICT | UNP P04254
A 163 PRO GLN | CONFLICT | UNP P04254
A 458 ASN LYS CONFLICT | UNP P04254
A 514 SER LYS CONFLICT | UNP P04254
B 32 ASP GLU | CONFLICT | UNP P04254
B 163 PRO GLN | CONFLICT | UNP P04254
B 458 ASN LYS CONFLICT | UNP P04254
B 514 SER LYS CONFLICT | UNP P04254
C 32 ASP GLU | CONFLICT | UNP P04254
C 163 PRO GLN | CONFLICT | UNP P04254
C 458 ASN LYS CONFLICT | UNP P04254
C 514 SER LYS CONFLICT | UNP P04254
D 32 ASP GLU | CONFLICT | UNP P04254
D 163 PRO GLN | CONFLICT | UNP P04254
D 458 ASN LYS CONFLICT | UNP P04254
D 514 SER LYS CONFLICT | UNP P04254
E 32 ASP GLU | CONFLICT | UNP P04254
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Continued from previous page...

Chain | Residue | Modelled | Actual | Comment Reference
E 163 PRO GLN | CONFLICT | UNP P04254
E 458 ASN LYS CONFLICT | UNP P04254
E 514 SER LYS CONFLICT | UNP P04254
F 32 ASP GLU | CONFLICT | UNP P04254
F 163 PRO GLN | CONFLICT | UNP P04254
F 458 ASN LYS CONFLICT | UNP P04254
F 514 SER LYS CONFLICT | UNP P04254

e Molecule 2 is COPPER (II) ION (three-letter code: CU) (formula: Cu).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
2 D 2 TOQtal 02‘1 0 0

2 E 2 T"Qtal 02“ 0 0

2 B 2 TOQtal CQU 0 0

p C 2 TOQtal CQU 0 0

2 A 2 TOQtal 02“ 0 0

2 F 2 TOQtal CQU 0 0

e Molecule 3 is water.

Mol | Chain | Residues Atoms ZeroOcc | AltConf
3 F 186 Tloggl 1(836 0 0

3 E 186 Tl";gl 1(836 0 0

3 1 D 186 Tl";gl 1(;6 0 0

3 C 186 Tl";gl 1(8)6 0 0

3 B 186 Tlogtgl 1(8)6 0 0

3 A 186 Tf;gl 126 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: ARTHROPODAN HEMOCYANIN
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e Molecule 1: ARTHROPODAN HEMOCYANIN

N36

K81
E82
A83
L84
F106
F115
Y117
A118

S122
H125
G129
L134
P135
L137
Y138
1140
T141
P142
H143
M144
F145
D152
S156
A157
K162
F166
F170

F184
G185
G189
N191
H194
T196
w197
F203
W205
E206
5208
G210
H212
E218
F220
w222
H224
T228
F231
D232
F233
w239

E245
w248
D249
G255
P272
G282
V286
E290
5294
E298
A299
D301
H302
G303

1327
5334
S335
5342
H344
N345

A347
H348
Q354
G355
P357
G359
K360
F361
N362

D309
G310
H311
D314
L1324
D326
5331
V337

P364
G366
H370
F371
S379
F381
H384
Y386
M387
D388
K393
S397
Y401
H403
D404
N405
G415

T424
F425
F429
N435
1443
1448
H453
N458
F460
1464
N468
N469
L1482

1485
T494
L495
E497
A498
C502
D506
F508
Q510
K511
G515
P516
K524
S627
V528
L539
K540

N545
A546
N548
G549
G550
L553
S561
C562
G563
1564
M568
P571
K572
S573
E579
L582
V584
D592
T593
H596

G610
G613
A615
Y616
G623
P625
E627
1630
D637
G638
H644
ve4r
K648
V650
H651


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

wwPDB X-ray Structure Validation Summary Report 1HC1

Page 6

Chain B

854

SSL

4:1 4

-
)
<

058D

LYN

N <
® 32
=} <

8¢d

¥Zd

0zy

STN
428

©
-O-

6111

LITX
9TTA

€TTD

TTIN

SOTA

664

o ©
[} o
O X =

88Y
184

bl
]
I<.

o O
N~ Q
om

™ w o
NN N~
2] o=

0LH

T8TA

L9TN

91D

N
N
o
=

8GTY
LSTV

9YTL

YYIN

¢vid

8ETA
LETT

SETd

621D

LT

SCTH
4428

(445

6ETM

veca

zeea
Tecd

8CCL

€T

L12D

§I

CICH

012d
60CA

9023

vozn

20zd

002a

86TH

S6TA
¥6TH
E6TH

681D
88TI

9874
S81D

28TV

00€T

v62s

[ 41N
1621

S8CH

€8CA

¥.L2N

LSGTY

962D

%21
S¥cd

T9€4

8GEH
LS€d

SGED

TGET

9VEL

0veX

8CeI
LTeT
92ed

¥ee1
£CET

0ZeD

8T€d

CIel
TTEH

80€S

€0€D
COEH

Tevd
0Z¥d

0T%D

70%a

TO%X
00%d

96€d

6%
Teed

68EN
88€d

18€4

VLEV

0LEH

L9EA
99€D

C9EN

874
08¥I

8.L¥d

9.LYY

Y9v1

087V

5
&

Svva

6274
8Thd

9Tvd
Scvd

T€Sd

6291

1TSS

j(4hs

0zsa

L1532

GTSD

€T9d

7053

20S0

00SM

067D

78¥d

T6S%

GBSV

€8S

6.5

LLSD

G.Sd

TLSN
T.8d

6991
89S

9980
$§9Sd
7951

895K
LSSV

L¥SA

SPSN

E€VSY

CS9H

089A
6791

S79A
Y79H

{47428

0%98

T€9d
0€91
6294
8294

9291

€290
(4448

ST9V

€19D

019D

e Molecule 1
Chain C

8090
LO9V.

ARTHROPODAN HEMOCYANIN

99T

TON

9TH
SIN

110
(025:1

CETI

0€TA

8¢T1
LTTA

SCTH

9074

€0TV
COTN
1018

(o)
[}
HL‘.I

-
=)
=

2
0
=

0 © I~
o 0 0
= Ak

<
oo}
=

{4

§I

6.0

© I~
=~
=B

<
~
a

TLM

890

+

2611
T6IN

681D
88TI
1810

981D

€8T

3

8.1d
LLTH

OVTL

EVTH

1711
0711

8ETA

SE€Td
PETT
€ETA

Tecd

L2T1

L

€TTA
(444,

0gTd

154

CICH
TICA
071Zd

i

902d
S0CM
vozn

BEER

9€EN

€EEX

3

62€d

0Z€D

8Ted
L1€D

R LDWIDE

STEI

TT€H

L0€a
90€L
SO0€I
Y0€A

CTOEH
Toea
00€T
66TV

L6TH

S62H

€624

0623
6821
882a

S8CH
78y
£8CA

S.21

c¢led

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 1HC1

Page 7

26EN

06€1

88€d
LBEW

eicion s

L.eQ

GLEL

1

09€)
B65ED

L5ed
95ea
ision]
vsed
£9€Y4

T9€T

(5278

4%3:¢

cves
TveD
ovex

9LYY
SLYT

€LV
TLYD

0LPN

89PN
L9%S
99¥N

(45128

0SPY
67N

Lyva
YA

vvva
evvI

8E¥vad

YeVL
€EVT

8074

90%T

9558

€551

9%SeY

foaach 4
[41]

8€3S

7€Sd

2¢EeSa

2Tss

0zsa

8TSL

L
s

7198

TISA

6084
8084

90Sa
S0ST
v0sa

T0S4

00SM

867V

{4520
T6%1

96SH

2680
1693

689D
8830
L8SL

L

€8SK

0854

e Molecule 1: ARTHROPODAN HEMOCYANIN

Chain D

8LSH

9,54

CTS9H

6%91

Y¥9H

[474°28

0%9S

TON
091
654

LSH

€GA
4 4

© © O mm
N < &
> (=18~}

—
i
o

~ [ =]
™ o <
o A

<
o)
<

€€1
zea
Teh
0gT

LTA

STl

€ca
CTA

oey
61d
811
L11
9TH
STN

110

8CTT
LTTA

SCTH

80Td
L0Td
9074

€0TY

T0TS

664

96M
S6d

184
981

781

{4
831
084
6.0

LL1
9LN

890

0
©
)

LBTM
96TL
S6TA

2611
T6TN

68TD
88TI
181Q

S8TH

€8T4

I
i

8L1d

0LTd

12198

1928
0921

§52H

T8I
0524
6%2a
8vCh

9%

evTA

Tecd
oeey

1221

L

1

€TTA
(444}

0zgTd

812

3

62ed

LTEI

SzeED
vee1
€2ET

0zZeD

81ed
L1€0

ST€I

TT€H

L0€a
90€L
SO€T

€0€D

ToEa
00€I

LBCTH

S624

£6cd

0623

96€d

€6EX
26EN

06€T

88€Q
LBEN

S8EN
V8EH

08€4d

8.ed
L,

SLel
vLEV

0LEH

89EN

99€D
g9ed
v9ed

09eX
65€D

L5ed
95ed
GS€ED

€5€Y

TSET

3

67EA

YvEH

Tves
1574°0]
ovex
6EEX
geed

9€EN

€EEX

89YN

99V

YovI
€97)

T9%L

8S¥N
LSYH

SThd

€TVI
(44741
Tevd
[470]
215728

9T¥A

{4578

60%S
8074

L

€0VH

TOVA

66€d

8€SS
PR
9€5d

¥esd

2¢ESQ

€2SS
[44=]

(4cic

8TGL

i
L

CISA

01sd
6054
8054

(4548
1671

88%N

98%d
S8%1

8%
0871
6.%4
8.L¥d
LLVL

YLy

96SH

€85X

T8SN
0854

8LSH

S95d

T98s
0954

9G5S
S9GST

LYSA
ISV

¥vsa
€vSY
Tvsh
vsd
(0374558

CS9H

YY9H

[474°28

0%9S

0799

e Molecule 1

Chain E

ARTHROPODAN HEMOCYANIN

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 1HC1

Page 8

TON
091
64

LSW

SYI
¥¥s

6€d
[ een

~
™
o

<
o
<

N o
I|||I e
aH

6ca
8¢d
LTA

Sscl

YeTT
€ETA
CETI

0€TA

8211
LT

SCTH

¥erI

T0TS

© o
D O
O

- ©
) o)
= =

0 © I~ 2
© © 0 © ©
== =

o
el
5]

08y
6.0

T0zd
00za
66T

L6TM
96TL

*

T6TI
T6TN

681D
8811
181d

381D

€8TA

I
H

8.73

0LTd

89TA

S9TL

692d
8924
1923

2198

T92s
0921

G§52H

08y
6%ca
244

€¥TA
cved

0%2T
B6ETM

LETS
9€TT
gecy
vecd

Teecd
o€y

L3T1

L

€T
(444

0zggd

S12d

CICH
TTCA
0T1Zd

i

90T

oM
€024

0%€A
B6EEX
geed

9€EN

€EEX

3

62€d

LTE1

§zed
et
£CET

0zeD

87ed
PR

GT€I
71ed

TIEH

L0€Q
90€L

S.TI

€.2a
cLed

(4048

66€d
86€4

96€Q

€6EX
T6EN

06€1

88€d
L8EW

98¢ex
V8EH

08€d

8.ed
LLEQ

SLEL
VLEY

0LEH

89EN

99€D
S9¢ed
v9¢ed

T9€4

443:8

cves
TveED

697N
89VN

99V

6Sva
8SYN
LSYH

E€SVH
TShA
TS7H

6VVN
254729

42\

vvva

TYIN

6EYS
8evd

eyl
[45743

0EPD

8¢vd

Sevd
i£44%

{4474

6170

9TYA

VIvN
11578

0T¥D

80%d

90¥%1

059D

LYSA

€vsy

(0374558

¥€3d

2ESa

S2Sa

i44°)s
€23S

918d

CISA

6054
8054

S0S7T
%053

T0S4
00SM

86%Y
L6%d

S671

1671

CT9H

079D

809h
LO9Y

96SH

v6s3
€651

1684

8850
L8SL

1

€834

0854

8LSH

9,59
S.8d
vL9%
€.LSS

04571

89SH

999d

0994

89S
LSSV
9G5S

€651

CS9H

6791

Y79H

{47428

0%9s
6E9N

ARTHROPODAN HEMOCYANIN

LE9Q
9€91
SEIN

[44°48
129d

e Molecule 1

Chain F

6TON

1729
SVI
v¥s
€¥L

071
6€d

LEA

Se€d

o <
m M
H <

{4

62a

LTA

Sl

€cd
(49N

0oey
61
811

9TH
STN

EETA
CETI

T6N

68A

981
S8

<
©
=

{4

9.LN

<
~
=

890

S9T

T0ocd
00za

L6TM
96TL

+

8.74

SETd
YETT

69¢d
8924
1,923

2198

T9¢s
0921

i)

€92y

0sey
6%2a
244

€vTh
¢ved

iz
6ETM

L

€T
(444

0gzd

812d

ST2H

CICH
TICA
012Zd

3
i

9023

vocm
€024

9€EN

€EEX

3
i

62€d

LTET

§2eD
el
€2ET

0zeD

81ed
L1€0

ST€I
v1ed

TTIEH

L0EQ

90€L
S0€T

€£0€D

T0€Q
00€T

LB6CH

S624

€623
0623
6821
8820
S8CH

v8ey
£8CA

SLTI

cLzd

0LzA

66€d
86€d

96€d

€6€X
26EN

06€1

88€Q
L8EN

98ex
¥8€H

08€d

8.ed
LLeQ

S.LeL
v.LEY

65€D

LSGed
9G€Q
SG€ED
sed
€G€Y

TSET

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 1HC1

Page 9

B6EVS
8EVA

YeVL
€evT
CEYS

[el3574s]

8Tvd

SThd
{4428

[444¢

9THA

74578

0T¥%D
60%S
80%d

90%T

(4028

9¥SY

7¥Sa
E€¥SY

9€Sd

Y€Sd

2ESa

2ess

(U4sicy

8TSL

7188
€1Sd
(4578

6054
8054

SG0ST
v0sa

T0S4
00SM

867V
L6%d

G671

1671

8090
LO9V

96SH

T6S%

8850
L8SL

8LSW

9,84

CTS9H
TS9H
0S9A

YY9H

{44528

0798

€90
9€91
SEIA

6TON

CT9H
TT9A
019D

O

R LDWIDE
PROTEIN DATA BANK

W



Page 10 wwPDB X-ray Structure Validation Summary Report 1HC1

4 Data and refinement statistics (i)

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

Property Value Source
Space group P1211 Depositor
Cell constants 119.80A 193.10A 122.20A .
Depositor
a, b, c, a, B, 90.00°  118.10°  90.00°
Resolution (A) 8.00 - 3.20 Depositor
% Data Completeness (Not available) (8.00-3.20) Depositor
(in resolution range)
Rinerge (Not available) Depositor
Rsym (Not available) Depositor
Refinement program PROLSQ Depositor
R, Ryree 0.201 , (Not available) Depositor
Estimated twinning fraction No twinning to report. Xtriage
Total number of atoms 32166 wwPDB-VP
Average B, all atoms (A?) 17.0 wwPDB-VP



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

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 | by /g7 #|Z| >5 RMSZ #|Z| >5
1 A 1.41 11/5316 (0.2%) 4.13 | 1053/7205 (14.6%)
1 B 1.40 14/5316 (0.3%) 3.74 | 1016/7205 (14.1%)
1 C 0.75 0/5316 1.64 87/7205 (1.2%)
1 D 0.77 1/5316 (0.0%) 1.66 94/7205 (1.3%)
1 E 0.76 2/5316 (0.0%) 1.64 87/7205 (1.2%)
1 F 0.75 0/5316 1.65 94/7205 (1.3%)
All All 1.02 | 28/31896 (0.1%) | 2.64 | 2431/43230 (5.6%)

Chiral center outliers are detected by calculating the chiral volume of a chiral center and verifying
if the center is modelled as a planar moiety or with the opposite hand. A planarity outlier is
detected by checking planarity of atoms in a peptide group, atoms in a mainchain group or atoms
of a sidechain that are expected to be planar.

Mol | Chain | #Chirality outliers | #Planarity outliers
1 A 0 1
1 B 0 2
All All 0 3

The worst 5 of 28 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
1 E 550 | GLY C-O 7.84 1.36 1.23
1 B 208 | SER | CB-OG | 7.79 1.52 1.42
1 A 441 | GLU | CB-CG | 7.42 1.66 1.52
1 A 526 | SER | CB-OG | 6.86 1.51 1.42
1 B 267 | GLU | CD-OE2 | -6.23 1.18 1.25

The worst 5 of 2431 bond angle outliers are listed below:
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Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(°)
1 A 64 | ARG | NE-CZ-NH2 | 89.27 164.93 120.30
1 A 207 | ASP | CB-CG-OD1 | 43.98 157.88 118.30
1 B 271 | ARG | NE-CZ-NH1 | 43.24 141.92 120.30
1 A 273 | ASP | CB-CG-OD1 | 40.24 154.52 118.30
1 B 273 | ASP | CB-CG-OD1 | 39.23 153.61 118.30

There are no chirality outliers.

All (3) planarity outliers are listed below:

Mol | Chain | Res | Type | Group

1 A 295 | ARG | Sidechain
1 B 177 | ARG | Sidechain
1 B 521 | ARG | Sidechain

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.

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 A 5173 0 4880 687 0
1 B 5173 0 4883 651 1
1 C 5173 0 4888 416 3
1 D 5173 0 4888 472 1
1 E 5173 0 4888 428 0
1 F 5173 0 4888 416 1
2 A 2 0 0 0 0
2 B 2 0 0 0 0
2 C 2 0 0 0 0
2 D 2 0 0 0 0
2 E 2 0 0 0 0
2 F 2 0 0 0 0
3 A 186 0 0 39 0
3 B 186 0 0 15 0
3 C 186 0 0 11 0
3 D 186 0 0 11 0
3 E 186 0 0 10 0
3 F 186 0 0 9 0

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

Mol

Chain

Non-H

H(model)

H(added)

Clashes

Symm-Clashes

All

All

32166

0

29315

2986

3

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 49.

The worst 5 of 2986 close contacts within the same asymmetric unit are listed below.

Atom-1 Atom-2 Distance(A) | Clash(A)
1:A:161:GLN:OE1 1:B:443:1LE:HD13 1.28 1.29
1:A:422:LEU:CD2 | 1:A:570:LEU:HD21 1.66 1.23
1:A:316:ARG:HD3 3:A:829:HOH:O 1.41 1.19
1:B:456:ASN:HD22 1:B:457:HIS:N 1.42 1.17
1:A:165: THR:CG2 | 1:A:449:ASN:HB2 1.73 1.17

All (3) 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.

Atom-1 Atom-2 Distance(A) | Clash(A)
1:B:309:ASP:OD1 | 1:C:49:HIS:CD2[2_647] 1.85 0.35
1:C:594:GLU:OE1 | 1:F:471:ASP:CB[2_657] 2.13 0.07
1:C:474:ARG:NH2 | 1:D:41:GLY:0[2_656] 2.17 0.03

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 626/657 (95%) 501 (80%) | 97 (16%) | 28 (4%)
1 B 626/657 (95%) 506 (81%) | 89 (14%) | 31 (5%)
1 C 626/657 (95%) 517 (83%) | 95 (15%) | 14 (2%)
1 D 626/657 (95%) 516 (82%) | 91 (14%) | 19 (3%)
1 E 626/657 (95%) 512 (82%) | 95 (15%) | 19 (3%)
1 F 626/657 (95%) 503 (80%) | 102 (16%) | 21 (3%)
All All 3756/3942 (95%) | 3055 (81%) | 569 (15%) | 132 (4%)
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5 of 132 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 42 ASP
1 A 147 ASN
1 A 176 ASN
1 A 441 GLU
1 A 471 ASP

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 | 564/580 (97%) | 438 (78%) | 126 (22%) |
1 B 564/580 (97%) 450 (80%) | 114 (20%)

1 C 564 /580 (97%) 494 (88%) | 70 (12%)
1 D 564/580 (97%) 489 (87%) | 75 (13%)
1 E 564 /580 (97%) 498 (88%) | 66 (12%)
1 F 564 /580 (97%) 498 (88%) | 66 (12%)
All All 3384/3480 (97%) | 2867 (85%) | 517 (15%)

5 of 517 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 B 596 HIS
1 C 461 THR
1 F 313 ILE
1 C 23 GLU
1 C 279 ASP

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 158 such
sidechains are listed below:

Mol | Chain | Res | Type
1 C 405 ASN
1 D 147 ASN
1 F 338 GLN
1 C 435 ASN

Continued on next page...
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Continued from previous page...
Mol | Chain | Res | Type
1 D 11 GLN

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)

Of 12 ligands modelled in this entry, 12 are monoatomic - leaving 0 for Mogul analysis.
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.

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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