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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
Clashscore I | — 7
Ramachandran outliers N | TN 0.8%
Sidechain outliers 0 M 10.3%
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 112137 3033 (2.80-2.80)
Ramachandran outliers 110173 2983 (2.80-2.80)
Sidechain outliers 110143 2985 (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 on the lower bar indicate the
fraction of residues that contain outliers for >=3, 2, 1 and 0 types of geometric quality criteria. 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.

Note EDS was not executed.

Mol | Chain | Length Quality of chain
1 A 753 66% 24% 5% . .
1 B 753 65% 25% 5% . .
1 C 753 65% 25% 5% . .
1 D 753 66% 24% 5% - .
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2 Entry composition (i)

There are 2 unique types of molecules in this entry. The entry contains 23156 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 CATALASE HPII.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
! A 727 E(;ZZI 3627 1(1)\(I)S 1(%2 182 0 0 0
1 B 727 Egizl 3627 1(1)\(1)5 1(%2 182 0 0 0
1 ¢ 727 5(7)51?31 36(317 1(1)\(1)5 1(%2 182 0 0 0
L) Db 2| aer s 10w 12 0 0 0

e Molecule 2 is PROTOPORPHYRIN IX CONTAINING FE (three-letter code: HEM) (for-

mula: 034H32F€N4O4> .

HEM

o1 0% gip

.. _OH O~

i CHA

o

CHE ::\ " F,': ” / CHD
cua\:l:r NF\JI".) I\rjc—sicw
‘\\\\Té};' - czc]
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C Fe N O
2 A I 43 34 1 4 4 0 0
Total C Fe N O
2 B 1 43 34 1 4 4 0 0
Continued on next page...
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C Fe N O
2 C 1 43 34 1 4 A4 0 0
Total C Fe N O
2 D I 43 34 1 4 4 0 0
gPDB
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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

These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for
sample, but not in the model, are shown in grey.

3 Residue-property plots (i)
e Molecule 1: CATALASE HPII

Note EDS was not executed.

Page 5
Chain A:

| orea I 0zsb $E9K 1 s0¢I [ |
6020 F 1 £€9T wmwm ommm
1 00EY $15S 9181 | ze9T £8N
1 | etpd s750 T€9% [ | 102N 1821
8Lk s021 £62H [a%a 1 1 8Lk [ |
[ | $0zd 1 L oTTee TISM 248 . [ | T6TL
€0 1 0624 0T%9 1 . €L [ |
T 102N 1 319V (IR} 88Ty 182N
TLA 1 1821 [ 2197 | m/,” 1L []
[ | 16TL 9191 [ | 3814
194 1 90%d S0SA 1 194
A 88TH S0%Q | €198 | eaL | oL
650 1 182N 1674 zT9U 2SLd 650
85d 98T | gevE 1 85d 1810 zled
18v 367 . 18V 08Ty
993 98EN 1 8%.LI 3 99y [ |
[ | 06vd £09A 171N ¢ [ | 1210
zsd 1810 687A T09A [ | 25d [ | 99ZA
1 oms_ zled 887y :mwm YhLd 1 mmﬁ
58T 18%d | ews |
8th 1410 l BLEA | oswd | 865A THLM 8th 69TA
[ | 1 €LEW 8874 1 [ | [ | [ |

1€5d [ |
j240) TH9L

1c1d

0zTd L174 3241

L1T4 ST12d 60€X1 ocve 2¢01d 6020

2
o
i
L

1284
964 1 HOEM 9£9Y

1 112V | goen 8TPL 1254 SE9S

024

€L €LV 9924 — 1 1654 £eLT €71 99174 6520
Thd 1 6.4 | 06ST zeLT chd 1 852S
19 9974 69€Y 8173 683S [ ] gt —
1 89€b — | 8881 8TLI 29TA
1 1858 [ | T
Z9TA 652a €9ed 0Lvd | 98sd | €10 | egen
££a 892S 1 697M $850 [ | ££a zseN
— 09€1 89TN 1 0TLI LSIN T52H
| | eva 2891 60L31 [ ostd |
LGTN $STH 18€1 997N | 80L1 9s1a {4299
8zs [ 9std | | eseA | | L1284 | 8zs | | wea
mmE zgeN z9ea 0974 9.8d 303 iass oveh
T9TH 1 | gu8d  voud 9%1a 6824
1571 1 + $LSL £0LY | gpIs | seel
971 (4298 €371 1 2oL — K PHIT 1€2a
[ epIs | Twed SveQ I 1481 L ToL H I — 9€TH
PHTT oveh 1 0450 00.a | ggev
— 6£C4 T9E1 0S¥ | 69sa [ | ! 9€TH vETS
| seel I 1 8950 9891 @ £egh
9£TH 1€2a 1 3891 n | zeen
9ZH 8eed 970 789 120
| geey | 1 SHPY %591 [ | <
vETS YEEA | wwed | | gssL 0991 — STTH
££2h ceed £hvd 2891 6398 < LTTA
STTH | zeed zeed THIN 1 859d i [ozr |
LTTA 1€2h | THWH SN [ | < [Eras £zed
[ozrr | 0vPA [ evan €991 O [ veia
szTd 1 TH9Y €21d
| vera E | weE f - [ eerr |
£21d 1 0vsH L¥9A — TZTY gTed
| gerr £ged 6TEY Tevd 1 9%9L <@ ozt vied
=
]
[}
2
[

Chain B

RLDWIDE

erpBe

0O
PROTEIN DATA BANK

W


http://wwpdb.org/validation/2016/XrayValidationReportHelp#residue_plots

1IPH

Full wwPDB X-ray Structure Validation Report

Page 6

0T¥d

90%d
S0va

Ll

98EN

SLeT
vLEA
ELEW

3
I

69¢€Y
89¢ed

€9¢e4
09€I
LSEL

2sea

e

8ged

61€Y

+

60€%

il
I

S0SX

L6%4

S67Y

0673
6871

L8%d
1128
6.L%4
8L¥)

0L¥d
697M
897N

99¥N

097X

1

€SVI

0S%Y4

L
L

9vva
SPPY

€¥Pd
(47474

(04728

SEPY

2EYd

6CYH

4474

e

-

8T¥L

71vS

[4574%

91971

€198
2194

Y.LSL

TLST
0250

8950

7551

2SST

TvSA

{47418

0vsy

L€Sd

e84

T2sy
0zsb

9151
4]

¢ISM

2¢S.d

*

8¥.LI
LYY

aZx s

TyLN

€eLT
2eLT

8TLI
€TLD
0TLI
60X
80LI

SOLY

€0LY
204

00La
989N
9891
7894
0991
65998
859d

€991

3

CATALASE HPII

L¥9N
9%9L

TY9L

994
S€98
YE9K
€€91

TE9YN
0€9Y

Yo

819V

e Molecule 1

5%

25%

65%

Chain C

1

€8N
8LA
€4
cLd
TLA

794

65d
89d
L8Y
984

2S8d

+

8%h

€vL
(474
v

+
3

€eda

8¢S

S0CI
v02d

TOoCZN

T6TL

8814

S8T4

18TQ
0814

LL1Q

€LTV

69TA

9974

1
i

291N

LSTN

SSTa

LYTI
971

A%

3

9€TD

8CTH
LCTA

SeTYd

€21d

14ax!
ozTd

L1174

2¢01d

0624

L8TL

182N

-

clLed

99CA

6520
8GCS

YT

2SN
TSCH

(4498

oveM
6€C4

LgTa
9ECH

vees
£€2h

o
™
el
A

1€2d

+

geed

Sted
¥icd

12244

i
I

6020

024

(45748

0T¥d

90%d
S0%a

Ll

98EN

SLET
vLEN

3

69€d
89¢eb

£9€d
09€T
LSGEL

2S8ea

Ll
it

Svea

T7€1

8€ed

o
M M
m M
(S

60€3

FoeM

00€V

£62M

i

S0SA

L6%d

S6vY

0674
6871

18734

9874

6.7
8L¥Y

I

1

€971

0574

L
1

9vva
SYPY

EVPd
(47472}

(074728

SEVYH

2eYd

6CVH

4474

[444°s

-

8TVl

458

91971

€798

8639A

T6SA

6898

L8SS

$89a

2891

L.9d
9.9d

.91

TLST
0450

8950

7591

[4cisig}

TPSA

[47:t:S

0%y

L€9d

1284

Tesy
0zsb

9TSL
S1Sh

CTISM

¢SLd

*

8¥LI
AN S

47X

TyLM

€eLT
TeLT

8T.LI
€TLD
0TLI
60X
80LI

SO

€0.LX
20,4

00.La
989
S§891
7894
09971
6598
859d

€591

i

L¥9N
9%9L

T79L

oM <+ W0 ©
™M M M 0
© © © Q
=R

TEN
0€9Y

Yo

819V

CATALASE HPII

e Molecule 1

5%

24%

66%

Chain D

8LK
€LY
cL
TLA

794

63d
89d
LSV
9G)

2Sd

+

8%h

€Vl
vd
wa

+

€ea

8¢S

i
I

6020

1

S0TI
v02d

TOozZN

T6TL

88TY

G814

1810d
08TY

LL1a

€LTV

9974

1

29TA

-
i

LSTN

SS1a

LYTI
9¥1a

I

3

9€TH

8CTH
LTTA

SCTY

+

€¢1d

21y
(4

L7174

964

00V

€62M

0624

18CL

182N

1)

cLTd

99CA

652a

89¢S

VST

TSN
TSCH

(4448

oveh
6€Td

pRACE
9€CH

vees
£€Th

T€2h

€¢2d

L
Ll

§12d
v1cd

T2V

V1vS

(45748

0THD

90%d
S0%a

Ll

98EN

S.Le7
v.LleEN
ELEN

-

R LDWIDE

69€Y
89€d

€9€4

09€I

LSEL

Tsea

Ll

svea

Vel

8€€d

2398
€€€d
zged

61€Y

60€X

voEM

O

PROTEIN DATA BANK

W



1IPH

Full wwPDB X-ray Structure Validation Report

L
1

Page 7

0zsb

9TSL
S50

¢ISM

G0SK

L6%Yd

S6%Yd

06%d
68V
88%Y
L8vd

S8%A

6.%4
8L¥)

I

1

€SVI

0SPY

9%va
ShPY

evbd
{47478

(%4729

SEVY

2eYd

7T

ocve

-

8TvL

YE9X
€€9T

TEN

Yo

819V

91971

€198
2194

Y.LSL

TLS1
0250

8950

7591

2¢SST

7SN

[44°1

0794

L€Sd

pracks

Tesy

2¢SLd

*

8Y.LI
AN

aZx:s

cvLM

€ELT
CTELT

8TLI
€10
OTLI
60LY%
80.I
S0L%

€0LY
20,4

00.a

989N
S89T
7894

09971
6998
859d

€991

3

LY9A
9%9L

T79L

9€94
SE€9S

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Page 8

Full wwPDB X-ray Structure Validation Report

4 Data and refinement statistics (i)

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

Property Value Source
Space group P1211 Depositor
Cell constants 95.20A 134.70A  124.40A .
Depositor
a, b, c, a, B, 90.00°  109.40°  90.00°
Resolution (A) (Not available) - 2.80 Depositor
% Data corppleteness (Not available) ((Not available)-2.80) Depositor
(in resolution range)
Rinerge (Not available) Depositor
Reym (Not available) Depositor
Refinement program X-PLOR Depositor
R, Ryree 0.200 , (Not available) Depositor
Estimated twinning fraction No twinning to report. Xtriage
Total number of atoms 23156 wwPDB-VP
Average B, all atoms (A?) 9.0 wwPDB-VP
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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:
HEM

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 | py/q7 #4|Z| >5 RMSZ 4 Z| >5
1 A 1.06 7/5902 (0.1%) 1.86 | 162/8024 (2.0%)
1 B 1.06 7/5902 (0.1%) 1.86 | 162/8024 (2.0%)
1 C 1.06 7/5902 (0.1%) 1.86 | 162/8024 (2.0%)
1 D 1.06 7/5902 (0.1%) 1.86 | 162/8024 (2.0%)
All All 1.06 | 28/23608 (0.1%) | 1.86 | 648/32096 (2.0%)

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
A 0 3
1 B 0 3
1 C 0 3
1 D 0 3
All All 0 12

All (28) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
1 A 208 | ILE CA-CB | 5.87 1.68 1.54
1 B 208 | ILE CA-CB 5.87 1.68 1.54
1 C 208 | ILE CA-CB 5.87 1.68 1.54
1 D 208 | ILE CA-CB 5.87 1.68 1.54
1 A 449 | HIS CB-CG | 5.71 1.60 1.50
1 B 449 | HIS CB-CG | 5.71 1.60 1.50
1 C 449 | HIS CB-CG | 5.71 1.60 1.50
1 D 449 | HIS CB-CG | 5.71 1.60 1.50
1 A 159 | ILE CA-CB 5.5d 1.67 1.54
1 B 159 | ILE CA-CB 5.5d 1.67 1.54

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

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
1 C 159 | ILE CA-CB 5.5d 1.67 1.54
1 D 159 | ILE CA-CB 5.5d 1.67 1.54
1 A 323 | TRP | CD1-NE1 | -5.29 1.28 1.38
1 B 323 | TRP | CD1-NE1 | -5.29 1.28 1.38
1 C 323 | TRP | CDI-NE1 | -5.29 1.28 1.38
1 D 323 | TRP | CDI-NE1 | -5.29 1.28 1.38
1 A 377 | ARG | CZ-NH1 | 5.21 1.39 1.33
1 B 377 | ARG | CZ-NH1 | 5.21 1.39 1.33
1 C 377 | ARG | CZ-NH1 | 5.21 1.39 1.33
1 D 377 | ARG | CZ-NH1 | 5.21 1.39 1.33
1 A 126 | ILE CA-CB 5.15 1.66 1.54
1 B 126 | ILE CA-CB 0.15 1.66 1.54
1 C 126 | ILE CA-CB 0.15 1.66 1.54
1 D 126 | ILE CA-CB 5.15 1.66 1.54
1 A 392 | HIS | CD2-NE2 | -5.07 1.26 1.38
1 B 392 | HIS | CD2-NE2 | -5.07 1.26 1.38
1 C 392 | HIS | CD2-NE2 | -5.07 1.26 1.38
1 D 392 | HIS | CD2-NE2 | -5.07 1.26 1.38
All (648) bond angle outliers are listed below:
Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(?)
1 A 183 | ARG | NE-CZ-NH1 | 17.51 129.05 120.30
1 B 183 | ARG | NE-CZ-NH1 | 17.51 129.05 120.30
1 C 183 | ARG | NE-CZ-NH1 | 17.51 129.05 120.30
1 D 183 | ARG | NE-CZ-NH1 | 17.51 129.05 120.30
1 A 183 | ARG | NE-CZ-NH2 | -16.87 111.86 120.30
1 B 183 | ARG | NE-CZ-NH2 | -16.87 111.86 120.30
1 C 183 | ARG | NE-CZ-NH2 | -16.87 111.86 120.30
1 D 183 | ARG | NE-CZ-NH2 | -16.87 111.86 120.30
1 A 165 | ARG | NE-CZ-NH1 | 14.54 127.57 120.30
1 B 165 | ARG | NE-CZ-NH1 | 14.54 127.57 120.30
1 C 165 | ARG | NE-CZ-NH1 | 14.54 127.57 120.30
1 D 165 | ARG | NE-CZ-NH1 | 14.54 127.57 120.30
1 A 377 | ARG | NE-CZ-NH2 |-14.47 113.06 120.30
1 B 377 | ARG | NE-CZ-NH2 | -14.47 113.06 120.30
1 C 377 | ARG | NE-CZ-NH2 | -14.47 113.06 120.30
1 D 377 | ARG | NE-CZ-NH2 | -14.47 113.06 120.30
1 A 96 | ARG | NE-CZ-NH1 | 14.01 127.31 120.30
1 B 96 | ARG | NE-CZ-NH1 | 14.01 127.31 120.30
1 C 96 | ARG | NE-CZ-NH1 | 14.01 127.31 120.30
1 D 96 | ARG | NE-CZ-NH1 | 14.01 127.31 120.30

Continued on next page...
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(?)
1 A 471 | ARG | NE-CZ-NH2 | -13.84 113.38 120.30
1 B 471 | ARG | NE-CZ-NH2 | -13.84 113.38 120.30
1 C 471 | ARG | NE-CZ-NH2 | -13.84 113.38 120.30
1 D 471 | ARG | NE-CZ-NH2 | -13.84 113.38 120.30
1 A 165 | ARG | NE-CZ-NH2 | -13.10 113.75 120.30
1 B 165 | ARG | NE-CZ-NH2 | -13.10 113.75 120.30
1 C 165 | ARG | NE-CZ-NH2 | -13.10 113.75 120.30
1 D 165 | ARG | NE-CZ-NH2 | -13.10 113.75 120.30
1 A 471 | ARG | NE-CZ-NH1 | 12.76 126.68 120.30
1 B 471 | ARG | NE-CZ-NH1 | 12.76 126.68 120.30
1 C 471 | ARG | NE-CZ-NH1 | 12.76 126.68 120.30
1 D 471 | ARG | NE-CZ-NH1 12.76 126.68 120.30
1 A 37 | ARG | NE-CZ-NH1 12.74 126.67 120.30
1 B 37 | ARG | NE-CZ-NH1 12.74 126.67 120.30
1 C 37 | ARG | NE-CZ-NH1 12.74 126.67 120.30
1 D 37 | ARG | NE-CZ-NH1 12.74 126.67 120.30
1 A 479 | ARG | NE-CZ-NH1 | 12.60 126.60 120.30
1 B 479 | ARG | NE-CZ-NH1 | 12.60 126.60 120.30
1 C 479 | ARG | NE-CZ-NH1 12.60 126.60 120.30
1 D 479 | ARG | NE-CZ-NH1 12.60 126.60 120.30
1 A 96 | ARG | NE-CZ-NH2 | -12.16 114.22 120.30
1 B 96 | ARG | NE-CZ-NH2 |-12.16 114.22 120.30
1 C 96 | ARG | NE-CZ-NH2 |-12.16 114.22 120.30
1 D 96 | ARG | NE-CZ-NH2 | -12.16 114.22 120.30
1 A 415 | TYR | CB-CG-CD2 | -11.30 114.22 121.00
1 B 415 | TYR | CB-CG-CD2 | -11.30 114.22 121.00
1 C 415 | TYR | CB-CG-CD2 | -11.30 114.22 121.00
1 D 415 | TYR | CB-CG-CD2 | -11.30 114.22 121.00
1 A 278 | ARG | NE-CZ-NH1 | 10.76 125.68 120.30
1 B 278 | ARG | NE-CZ-NH1 | 10.76 125.68 120.30
1 C 278 | ARG | NE-CZ-NH1 | 10.76 125.68 120.30
1 D 278 | ARG | NE-CZ-NH1 | 10.76 125.68 120.30
1 A 72 | ARG | NE-CZ-NH1 10.29 125.44 120.30
1 B 72 | ARG | NE-CZ-NH1 10.29 125.44 120.30
1 C 72 | ARG | NE-CZ-NH1 10.29 125.44 120.30
1 D 72 | ARG | NE-CZ-NH1 10.29 125.44 120.30
1 A 591 | TYR | CB-CG-CD2 | -9.93 115.05 121.00
1 B 591 | TYR | CB-CG-CD2 | -9.93 115.05 121.00
1 C 591 | TYR | CB-CG-CD2 | -9.93 115.05 121.00
1 D 591 | TYR | CB-CG-CD2 | -9.93 115.05 121.00
1 A 419 | GLN CA-CB-CG -9.80 91.84 113.40
1 B 419 | GLN CA-CB-CG -9.80 91.84 113.40
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(?)
1 C 419 | GLN CA-CB-CG -9.80 91.84 113.40
1 D 419 | GLN CA-CB-CG -9.80 91.84 113.40
1 A 411 | ARG | NE-CZ-NH1 9.79 125.19 120.30
1 B 411 | ARG | NE-CZ-NH1 9.79 125.19 120.30
1 C 411 | ARG | NE-CZ-NH1 | 9.79 125.19 120.30
1 D 411 | ARG | NE-CZ-NH1 9.79 125.19 120.30
1 A 293 | TRP | CD1-CG-CD2 | 9.73 114.09 106.30
1 B 293 | TRP | CD1-CG-CD2 | 9.73 114.09 106.30
1 C 293 | TRP | CD1-CG-CD2 | 9.73 114.09 106.30
1 D 293 | TRP | CD1-CG-CD2 | 9.73 114.09 106.30
1 A 469 | TRP | CD1-CG-CD2 | 9.62 113.99 106.30
1 B 469 | TRP | CD1-CG-CD2 | 9.62 113.99 106.30
1 C 469 | TRP | CD1-CG-CD2 | 9.62 113.99 106.30
1 D 469 | TRP | CD1-CG-CD2 | 9.62 113.99 106.30
1 A 313 | ARG | NE-CZ-NH1 9.50 125.05 120.30
1 B 313 | ARG | NE-CZ-NH1 9.50 125.05 120.30
1 C 313 | ARG | NE-CZ-NH1 9.50 125.05 120.30
1 D 313 | ARG | NE-CZ-NH1 | 9.50 125.05 120.30
1 A 278 | ARG | NE-CZ-NH2 | -9.39 115.60 120.30
1 B 278 | ARG | NE-CZ-NH2 | -9.39 115.60 120.30
1 C 278 | ARG | NE-CZ-NH2 | -9.39 115.60 120.30
1 D 278 | ARG | NE-CZ-NH2 | -9.39 115.60 120.30
1 A 208 | ILE CA-CB-CG2 9.36 129.62 110.90
1 B 208 | ILE CA-CB-CG2 9.36 129.62 110.90
1 C 208 | ILE CA-CB-CG2 9.36 129.62 110.90
1 D 208 | ILE CA-CB-CG2 9.36 129.62 110.90
1 A 304 | TRP | CD1-CG-CD2 | 9.13 113.60 106.30
1 B 304 | TRP | CD1-CG-CD2 | 9.13 113.60 106.30
1 C 304 | TRP | CD1-CG-CD2 | 9.13 113.60 106.30
1 D 304 | TRP | CD1-CG-CD2 | 9.13 113.60 106.30
1 A 612 | ARG | NE-CZ-NH2 | -8.99 115.81 120.30
1 B 612 | ARG | NE-CZ-NH2 | -8.99 115.81 120.30
1 C 612 | ARG | NE-CZ-NH2 | -8.99 115.81 120.30
1 D 612 | ARG | NE-CZ-NH2 | -8.99 115.81 120.30
1 A 512 | TRP | CD1-CG-CD2 | 8.82 113.36 106.30
1 B 512 | TRP | CD1-CG-CD2 | 8.82 113.36 106.30
1 C 512 | TRP | CD1-CG-CD2 | 8.82 113.36 106.30
1 D 512 | TRP | CD1-CG-CD2 | 8.82 113.36 106.30
1 A 208 | ILE CA-CB-CG1 | -8.82 94.24 111.00
1 B 208 | ILE CA-CB-CG1 | -8.82 94.24 111.00
1 C 208 | ILE CA-CB-CG1 | -8.82 94.24 111.00
1 D 208 | ILE CA-CB-CG1 | -8.82 94.24 111.00
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(?)
1 A 542 | ARG | NE-CZ-NH1 8.62 124.61 120.30
1 B 542 | ARG | NE-CZ-NH1 8.62 124.61 120.30
1 C 542 | ARG | NE-CZ-NH1 8.62 124.61 120.30
1 D 542 | ARG | NE-CZ-NH1 8.62 124.61 120.30
1 A 61 | ARG | NE-CZ-NH1 8.54 124.57 120.30
1 B 61 | ARG | NE-CZ-NH1 8.54 124.57 120.30
1 C 61 | ARG | NE-CZ-NH1 8.54 124.57 120.30
1 D 61 | ARG | NE-CZ-NH1 8.54 124.57 120.30
1 A 313 | ARG | NE-CZ-NH2 | -8.50 116.05 120.30
1 B 313 | ARG | NE-CZ-NH2 | -8.50 116.05 120.30
1 C 313 | ARG | NE-CZ-NH2 | -8.50 116.05 120.30
1 D 313 | ARG | NE-CZ-NH2 | -8.50 116.05 120.30
1 A 32 | GLU CA-C-N -8.37 98.79 117.20
1 B 32 | GLU CA-C-N -8.37 98.79 117.20
1 C 32 | GLU CA-C-N -8.37 98.79 117.20
1 D 32 | GLU CA-C-N -8.37 98.79 117.20
1 A 509 | ARG | NE-CZ-NH2 | -8.36 116.12 120.30
1 B 509 | ARG | NE-CZ-NH2 | -8.36 116.12 120.30
1 C 509 | ARG | NE-CZ-NH2 | -8.36 116.12 120.30
1 D 509 | ARG | NE-CZ-NH2 | -8.36 116.12 120.30
1 A 227 | TRP | CD1-CG-CD2 | 8.25 112.90 106.30
1 B 227 | TRP | CD1-CG-CD2 | 8.25 112.90 106.30
1 C 227 | TRP | CD1-CG-CD2 | 8.25 112.90 106.30
1 D 227 | TRP | CD1-CG-CD2 | 8.25 112.90 106.30
1 A 505 | TYR | CB-CG-CD2 | -8.25 116.05 121.00
1 B 505 | TYR | CB-CG-CD2 | -8.25 116.05 121.00
1 C 505 | TYR | CB-CG-CD2 | -8.25 116.05 121.00
1 D 505 | TYR | CB-CG-CD2 | -8.25 116.05 121.00
1 A 304 | TRP | CE2-CD2-CG | -8.20 100.74 107.30
1 B 304 | TRP | CE2-CD2-CG | -8.20 100.74 107.30
1 C 304 | TRP | CE2-CD2-CG | -8.20 100.74 107.30
1 D 304 | TRP | CE2-CD2-CG | -8.20 100.74 107.30
1 A 445 | ARG | NE-CZ-NH2 8.15 124.38 120.30
1 B 445 | ARG | NE-CZ-NH2 8.15 124.38 120.30
1 C 445 | ARG | NE-CZ-NH2 8.15 124.38 120.30
1 D 445 | ARG | NE-CZ-NH2 8.15 124.38 120.30
1 A 323 | TRP | CE2-CD2-CG | -8.14 100.79 107.30
1 B 323 | TRP | CE2-CD2-CG | -8.14 100.79 107.30
1 C 323 | TRP | CE2-CD2-CG | -8.14 100.79 107.30
1 D 323 | TRP | CE2-CD2-CG | -8.14 100.79 107.30
1 A 742 | TRP | CD1-CG-CD2 | 8.11 112.79 106.30
1 B 742 | TRP | CD1-CG-CD2 | 8.11 112.79 106.30
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(?)
1 C 742 | TRP | CD1-CG-CD2 | 8.11 112.79 106.30
1 D 742 | TRP | CD1-CG-CD2 | 8.11 112.79 106.30
1 A 87 | ARG | NE-CZ-NH1 8.10 124.35 120.30
1 B 87 | ARG | NE-CZ-NH1 8.10 124.35 120.30
1 C 87 | ARG | NE-CZ-NH1 | 8.10 124.35 120.30
1 D 87 | ARG | NE-CZ-NH1 8.10 124.35 120.30
1 A 321 | GLU CA-CB-CG 8.09 131.21 113.40
1 B 321 | GLU CA-CB-CG 8.09 131.21 113.40
1 C 321 | GLU CA-CB-CG 8.09 131.21 113.40
1 D 321 | GLU CA-CB-CG 8.09 131.21 113.40
1 A 255 | TRP | CD1-CG-CD2 | 8.06 112.75 106.30
1 B 255 | TRP | CD1-CG-CD2 | 8.06 112.75 106.30
1 C 255 | TRP | CD1-CG-CD2 | 8.06 112.75 106.30
1 D 255 | TRP | CD1-CG-CD2 | 8.06 112.75 106.30
1 A 131 | GLY N-CA-C 8.06 133.24 113.10
1 B 131 | GLY N-CA-C 8.06 133.24 113.10
1 C 131 | GLY N-CA-C 8.06 133.24 113.10
1 D 131 | GLY N-CA-C 8.06 133.24 113.10
1 A 435 | ARG | NE-CZ-NH1 8.04 124.32 120.30
1 B 435 | ARG | NE-CZ-NH1 8.04 124.32 120.30
1 C 435 | ARG | NE-CZ-NH1 8.04 124.32 120.30
1 D 435 | ARG | NE-CZ-NH1 8.04 124.32 120.30
1 A 78 | TYR | CB-CG-CD1 | -8.02 116.19 121.00
1 B 78 | TYR | CB-CG-CD1 | -8.02 116.19 121.00
1 C 78 | TYR | CB-CG-CD1 | -8.02 116.19 121.00
1 D 78 | TYR | CB-CG-CD1 | -8.02 116.19 121.00
1 A 591 | TYR | CB-CG-CD1 8.00 125.80 121.00
1 B 591 | TYR | CB-CG-CD1 8.00 125.80 121.00
1 C 591 | TYR | CB-CG-CD1 8.00 125.80 121.00
1 D 591 | TYR | CB-CG-CD1 8.00 125.80 121.00
1 A 255 | TRP | CE2-CD2-CG | -7.95 100.94 107.30
1 B 255 | TRP | CE2-CD2-CG | -7.95 100.94 107.30
1 C 255 | TRP | CE2-CD2-CG | -7.95 100.94 107.30
1 D 255 | TRP | CE2-CD2-CG | -7.95 100.94 107.30
1 A 512 | TRP | CE2-CD2-CG | -7.91 100.97 107.30
1 B 512 | TRP | CE2-CD2-CG | -7.91 100.97 107.30
1 C 512 | TRP | CE2-CD2-CG | -7.91 100.97 107.30
1 D 512 | TRP | CE2-CD2-CG | -7.91 100.97 107.30
1 A 29 | LEU N-CA-C -7.91 89.64 111.00
1 B 29 LEU N-CA-C -7.91 89.64 111.00
1 C 29 LEU N-CA-C -7.91 89.64 111.00
1 D 29 | LEU N-CA-C -7.91 89.64 111.00
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(?)
1 A 293 | TRP | CE2-CD2-CG | -7.84 101.03 107.30
1 B 293 | TRP | CE2-CD2-CG | -7.84 101.03 107.30
1 C 293 | TRP | CE2-CD2-CG | -7.84 101.03 107.30
1 D 293 | TRP | CE2-CD2-CG | -7.84 101.03 107.30
1 A 323 | TRP | CG-CD2-CE3 | 7.80 140.92 133.90
1 B 323 | TRP | CG-CD2-CE3 | 7.80 140.92 133.90
1 C 323 | TRP | CG-CD2-CE3 | 7.80 140.92 133.90
1 D 323 | TRP | CG-CD2-CE3 | 7.80 140.92 133.90
1 A 485 | TYR | CB-CG-CD1 | -7.75 116.35 121.00
1 B 485 | TYR | CB-CG-CD1 | -7.75 116.35 121.00
1 C 485 | TYR | CB-CG-CD1 | -7.75 116.35 121.00
1 D 485 | TYR | CB-CG-CD1 | -7.75 116.35 121.00
1 A 319 | ARG | NE-CZ-NH1 7.75 124.18 120.30
1 B 319 | ARG | NE-CZ-NH1 7.75 124.18 120.30
1 C 319 | ARG | NE-CZ-NH1 7.75 124.18 120.30
1 D 319 | ARG | NE-CZ-NH1 7.75 124.18 120.30
1 A 72 | ARG | NE-CZ-NH2 | -7.70 116.45 120.30
1 B 72 | ARG | NE-CZ-NH2 | -7.70 116.45 120.30
1 C 72 | ARG | NE-CZ-NH2 | -7.70 116.45 120.30
1 D 72 | ARG | NE-CZ-NH2 | -7.70 116.45 120.30
1 A 268 | THR N-CA-CB -7.64 95.79 110.30
1 B 268 | THR N-CA-CB -7.64 95.79 110.30
1 C 268 | THR N-CA-CB -7.64 95.79 110.30
1 D 268 | THR N-CA-CB -7.64 95.79 110.30
1 A 422 | ARG | NE-CZ-NH1 7.62 124.11 120.30
1 B 422 | ARG | NE-CZ-NH1 7.62 124.11 120.30
1 C 422 | ARG | NE-CZ-NH1 7.62 124.11 120.30
1 D 422 | ARG | NE-CZ-NH1 7.62 124.11 120.30
1 A 603 | VAL | CG1-CB-CG2 | -7.54 98.84 110.90
1 B 603 | VAL | CG1-CB-CG2 | -7.54 98.84 110.90
1 C 603 | VAL | CG1-CB-CG2 | -7.54 98.84 110.90
1 D 603 | VAL | CG1-CB-CG2 | -7.54 98.84 110.90
1 A 742 | TRP | CE2-CD2-CG | -7.52 101.29 107.30
1 B 742 | TRP | CE2-CD2-CG | -7.52 101.29 107.30
1 C 742 | TRP | CE2-CD2-CG | -7.52 101.29 107.30
1 D 742 | TRP | CE2-CD2-CG | -7.52 101.29 107.30
1 A 469 | TRP | CE2-CD2-CG | -7.50 101.30 107.30
1 B 469 | TRP | CE2-CD2-CG | -7.50 101.30 107.30
1 C 469 | TRP | CE2-CD2-CG | -7.50 101.30 107.30
1 D 469 | TRP | CE2-CD2-CG | -7.50 101.30 107.30
1 A 415 | TYR | CB-CG-CD1 7.39 125.44 121.00
1 B 415 | TYR | CB-CG-CD1 7.39 125.44 121.00
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(?)
1 C 415 | TYR | CB-CG-CD1 7.39 125.44 121.00
1 D 415 | TYR | CB-CG-CD1 7.39 125.44 121.00
1 A 497 | ARG | NE-CZ-NH1 7.26 123.93 120.30
1 B 497 | ARG | NE-CZ-NH1 7.26 123.93 120.30
1 C 497 | ARG | NE-CZ-NH1 | 7.26 123.93 120.30
1 D 497 | ARG | NE-CZ-NH1 7.26 123.93 120.30
1 A 617 | LEU CA-CB-CG 7.25 131.97 115.30
1 B 617 | LEU CA-CB-CG 7.25 131.97 115.30
1 C 617 | LEU CA-CB-CG 7.25 131.97 115.30
1 D 617 | LEU CA-CB-CG 7.25 131.97 115.30
1 A 240 | TRP | CD1-CG-CD2 | 7.05 111.94 106.30
1 B 240 | TRP | CD1-CG-CD2 | 7.05 111.94 106.30
1 C 240 | TRP | CD1-CG-CD2 | 7.05 111.94 106.30
1 D 240 | TRP | CD1-CG-CD2 | 7.05 111.94 106.30
1 A 290 | ARG | NE-CZ-NH1 7.02 123.81 120.30
1 B 290 | ARG | NE-CZ-NH1 7.02 123.81 120.30
1 C 290 | ARG | NE-CZ-NH1 7.02 123.81 120.30
1 D 290 | ARG | NE-CZ-NH1 7.02 123.81 120.30
1 A 227 | TRP | CE2-CD2-CG | -7.01 101.69 107.30
1 B 227 | TRP | CE2-CD2-CG | -7.01 101.69 107.30
1 C 227 | TRP | CE2-CD2-CG | -7.01 101.69 107.30
1 D 227 | TRP | CE2-CD2-CG | -7.01 101.69 107.30
1 A 240 | TRP | CE2-CD2-CG | -6.94 101.75 107.30
1 B 240 | TRP | CE2-CD2-CG | -6.94 101.75 107.30
1 C 240 | TRP | CE2-CD2-CG | -6.94 101.75 107.30
1 D 240 | TRP | CE2-CD2-CG | -6.94 101.75 107.30
1 A 221 | VAL CB-CA-C -6.88 98.34 111.40
1 B 221 | VAL CB-CA-C -6.88 98.34 111.40
1 C 221 | VAL CB-CA-C -6.88 98.34 111.40
1 D 221 | VAL CB-CA-C -6.88 98.34 111.40
1 A 125 | ARG | NE-CZ-NH1 | 6.85 123.73 120.30
1 B 125 | ARG | NE-CZ-NH1 6.85 123.73 120.30
1 C 125 | ARG | NE-CZ-NH1 6.85 123.73 120.30
1 D 125 | ARG | NE-CZ-NH1 6.85 123.73 120.30
1 A 260 | ARG | NE-CZ-NH1 6.85 123.72 120.30
1 B 260 | ARG | NE-CZ-NH1 6.85 123.72 120.30
1 C 260 | ARG | NE-CZ-NH1 6.85 123.72 120.30
1 D 260 | ARG | NE-CZ-NH1 6.85 123.72 120.30
1 A 221 | VAL | CG1-CB-CG2 | 6.74 121.68 110.90
1 B 221 | VAL | CG1-CB-CG2 | 6.74 121.68 110.90
1 C 221 | VAL | CG1-CB-CG2 | 6.74 121.68 110.90
1 D 221 | VAL | CG1-CB-CG2 | 6.74 121.68 110.90
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(?)
1 A 369 | ARG | NE-CZ-NH2 | -6.70 116.95 120.30
1 B 369 | ARG | NE-CZ-NH2 | -6.70 116.95 120.30
1 C 369 | ARG | NE-CZ-NH2 | -6.70 116.95 120.30
1 D 369 | ARG | NE-CZ-NH2 | -6.70 116.95 120.30
1 A 180 | ARG | NE-CZ-NH1 6.61 123.61 120.30
1 B 180 | ARG | NE-CZ-NH1 6.61 123.61 120.30
1 C 180 | ARG | NE-CZ-NH1 6.61 123.61 120.30
1 D 180 | ARG | NE-CZ-NH1 6.61 123.61 120.30
1 A 449 | HIS CA-C-N -6.99 102.71 117.20
1 B 449 | HIS CA-C-N -6.59 102.71 117.20
1 C 449 | HIS CA-C-N -6.59 102.71 117.20
1 D 449 | HIS CA-C-N -6.59 102.71 117.20
1 A 512 | TRP | CG-CD2-CE3 | 6.54 139.79 133.90
1 B 512 | TRP | CG-CD2-CE3 | 6.54 139.79 133.90
1 C 512 | TRP | CG-CD2-CE3 | 6.54 139.79 133.90
1 D 512 | TRP | CG-CD2-CE3 | 6.54 139.79 133.90
1 A 255 | TRP | CG-CD2-CE3 | 6.53 139.78 133.90
1 B 255 | TRP | CG-CD2-CE3 | 6.53 139.78 133.90
1 C 255 | TRP | CG-CD2-CE3 | 6.53 139.78 133.90
1 D 255 | TRP | CG-CD2-CE3 | 6.53 139.78 133.90
1 A 293 | TRP | CG-CD1-NE1 | -6.52 103.58 110.10
1 A 607 | LEU CA-CB-CG 6.52 130.30 115.30
1 B 293 | TRP | CG-CD1-NE1 | -6.52 103.58 110.10
1 B 607 | LEU | CA-CB-CG 6.52 130.30 115.30
1 C 293 | TRP | CG-CD1-NE1 | -6.52 103.58 110.10
1 C 607 | LEU CA-CB-CG 6.52 130.30 115.30
1 D 293 | TRP | CG-CD1-NE1 | -6.52 103.58 110.10
1 D 607 | LEU CA-CB-CG 6.52 130.30 115.30
1 A 227 | TRP | CG-CD1-NE1 | -6.50 103.60 110.10
1 B 227 | TRP | CG-CD1-NE1 | -6.50 103.60 110.10
1 C 227 | TRP | CG-CD1-NE1 | -6.50 103.60 110.10
1 D 227 | TRP | CG-CDI-NE1 | -6.50 103.60 110.10
1 A 440 | TYR | CB-CG-CD1 | -6.46 117.12 121.00
1 B 440 | TYR | CB-CG-CD1 | -6.46 117.12 121.00
1 C 440 | TYR | CB-CG-CD1 | -6.46 117.12 121.00
1 D 440 | TYR | CB-CG-CD1 | -6.46 117.12 121.00
1 A 424 | GLY CA-C-N 6.45 129.09 116.20
1 B 424 | GLY CA-C-N 6.45 129.09 116.20
1 C 424 | GLY CA-C-N 6.45 129.09 116.20
1 D 424 | GLY CA-C-N 6.45 129.09 116.20
1 A 221 | VAL | CA-CB-CG1 | -6.42 101.27 110.90
1 B 221 | VAL | CA-CB-CG1 | -6.42 101.27 110.90
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(?)
1 C 221 | VAL | CA-CB-CG1 | -6.42 101.27 110.90
1 D 221 | VAL | CA-CB-CG1 | -6.42 101.27 110.90
1 A 323 | TRP | CD1-CG-CD2 | 6.42 111.43 106.30
1 B 323 | TRP | CD1-CG-CD2 | 6.42 111.43 106.30
1 C 323 | TRP | CD1-CG-CD2 | 6.42 111.43 106.30
1 D 323 | TRP | CD1-CG-CD2 | 6.42 111.43 106.30
1 A 285 | LYS CG-CD-CE 6.41 131.14 111.90
1 A 352 | ASP | CB-CG-OD1 6.41 124.07 118.30
1 B 285 | LYS CG-CD-CE 6.41 131.14 111.90
1 B 352 | ASP | CB-CG-OD1 6.41 124.07 118.30
1 C 285 | LYS CG-CD-CE 6.41 131.14 111.90
1 C 352 | ASP | CB-CG-OD1 6.41 124.07 118.30
1 D 285 | LYS CG-CD-CE 6.41 131.14 111.90
1 D 352 | ASP | CB-CG-OD1 6.41 124.07 118.30
1 A 450 | ARG | NE-CZ-NH1 6.40 123.50 120.30
1 B 450 | ARG | NE-CZ-NH1 6.40 123.50 120.30
1 C 450 | ARG | NE-CZ-NH1 6.40 123.50 120.30
1 D 450 | ARG | NE-CZ-NH1 6.40 123.50 120.30
1 A 612 | ARG | NE-CZ-NH1 6.38 123.49 120.30
1 B 612 | ARG | NE-CZ-NH1 6.38 123.49 120.30
1 C 612 | ARG | NE-CZ-NH1 6.38 123.49 120.30
1 D 612 | ARG | NE-CZ-NH1 6.38 123.49 120.30
1 A 32 | GLU O-C-N 6.34 132.85 122.70
1 B 32 | GLU O-C-N 6.34 132.85 122.70
1 C 32 | GLU O-C-N 6.34 132.85 122.70
1 D 32 | GLU O-C-N 6.34 132.85 122.70
1 A 488 | ARG | NE-CZ-NH2 | -6.30 117.15 120.30
1 B 488 | ARG | NE-CZ-NH2 | -6.30 117.15 120.30
1 C 488 | ARG | NE-CZ-NH2 | -6.30 117.15 120.30
1 D 488 | ARG | NE-CZ-NH2 | -6.30 117.15 120.30
1 A 274 | ILE CA-C-N 6.27 130.99 117.20
1 B 274 | ILE CA-C-N 6.27 130.99 117.20
1 C 274 | ILE CA-C-N 6.27 130.99 117.20
1 D 274 | ILE CA-C-N 6.27 130.99 117.20
1 A 274 | ILE O-C-N -6.25 112.70 122.70
1 B 274 | ILE O-C-N -6.25 112.70 122.70
1 C 274 | ILE O-C-N -6.25 112.70 122.70
1 D 274 | ILE O-C-N -6.25 112.70 122.70
1 A 377 | ARG CA-CB-CG -6.22 99.70 113.40
1 B 377 | ARG CA-CB-CG -6.22 99.70 113.40
1 C 377 | ARG | CA-CB-CG | -6.22 99.70 113.40
1 D 377 | ARG CA-CB-CG -6.22 99.70 113.40
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(?)
1 A 512 | TRP | CB-CG-CD1 | -6.19 118.95 127.00
1 B 512 | TRP | CB-CG-CD1 | -6.19 118.95 127.00
1 C 512 | TRP | CB-CG-CD1 | -6.19 118.95 127.00
1 D 512 | TRP | CB-CG-CD1 | -6.19 118.95 127.00
1 A 201 | ASN | CB-CG-ND2 | -6.19 101.85 116.70
1 B 201 | ASN | CB-CG-ND2 | -6.19 101.85 116.70
1 C 201 | ASN | CB-CG-ND2 | -6.19 101.85 116.70
1 D 201 | ASN | CB-CG-ND2 | -6.19 101.85 116.70
1 A 495 | ARG | NE-CZ-NH2 6.17 123.38 120.30
1 B 495 | ARG | NE-CZ-NH2 6.17 123.38 120.30
1 C 495 | ARG | NE-CZ-NH2 6.17 123.38 120.30
1 D 495 | ARG | NE-CZ-NH2 6.17 123.38 120.30
1 A 126 | ILE | CB-CG1-CD1 | -6.16 96.64 113.90
1 B 126 | ILE | CB-CG1-CD1 | -6.16 96.64 113.90
1 C 126 | ILE | CB-CG1-CD1 | -6.16 96.64 113.90
1 D 126 | ILE | CB-CG1-CD1 | -6.16 96.64 113.90
1 A 469 | TRP | CG-CDI1-NE1 | -6.12 103.98 110.10
1 B 469 | TRP | CG-CD1-NE1 | -6.12 103.98 110.10
1 C 469 | TRP | CG-CD1-NE1 | -6.12 103.98 110.10
1 D 469 | TRP | CG-CD1-NE1 | -6.12 103.98 110.10
1 A 264 | ARG | NE-CZ-NH2 | -6.11 117.25 120.30
1 B 264 | ARG | NE-CZ-NH2 | -6.11 117.25 120.30
1 C 264 | ARG | NE-CZ-NH2 | -6.11 117.25 120.30
1 D 264 | ARG | NE-CZ-NH2 | -6.11 117.25 120.30
1 A 29 | LEU CA-C-N 6.05 130.51 117.20
1 B 29 LEU CA-C-N 6.05 130.51 117.20
1 C 29 LEU CA-C-N 6.05 130.51 117.20
1 D 29 LEU CA-C-N 6.05 130.51 117.20
1 A 521 | ARG | NE-CZ-NH2 | -6.04 117.28 120.30
1 B 521 | ARG | NE-CZ-NH2 | -6.04 117.28 120.30
1 C 521 | ARG | NE-CZ-NH2 | -6.04 117.28 120.30
1 D 521 | ARG | NE-CZ-NH2 | -6.04 117.28 120.30
1 A 442 | ASN CA-C-N 6.03 130.46 117.20
1 B 442 | ASN CA-C-N 6.03 130.46 117.20
1 C 442 | ASN CA-C-N 6.03 130.46 117.20
1 D 442 | ASN CA-C-N 6.03 130.46 117.20
1 A 208 | ILE CB-CA-C 6.01 123.62 111.60
1 B 208 | ILE CB-CA-C 6.01 123.62 111.60
1 C 208 | ILE CB-CA-C 6.01 123.62 111.60
1 D 208 | ILE CB-CA-C 6.01 123.62 111.60
1 A 240 | TRP | CG-CD2-CE3 | 5.99 139.29 133.90
1 B 240 | TRP | CG-CD2-CE3 | 5.99 139.29 133.90
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(?)
1 C 240 | TRP | CG-CD2-CE3 | 5.99 139.29 133.90
1 D 240 | TRP | CG-CD2-CE3 | 5.99 139.29 133.90
1 A 742 | TRP | CB-CG-CD1 | -5.98 119.23 127.00
1 B 742 | TRP | CB-CG-CD1 | -5.98 119.23 127.00
1 C 742 | TRP | CB-CG-CD1 | -5.98 119.23 127.00
1 D 742 | TRP | CB-CG-CD1 | -5.98 119.23 127.00
1 A 601 | ARG | NE-CZ-NH1 5.97 123.28 120.30
1 B 601 | ARG | NE-CZ-NH1 5.97 123.28 120.30
1 C 601 | ARG | NE-CZ-NH1 5.97 123.28 120.30
1 D 601 | ARG | NE-CZ-NH1 5.97 123.28 120.30
1 A 137 | TYR | CB-CG-CD1 | -5.90 117.46 121.00
1 B 137 | TYR | CB-CG-CD1 | -5.90 117.46 121.00
1 C 137 | TYR | CB-CG-CD1 | -5.90 117.46 121.00
1 D 137 | TYR | CB-CG-CD1 | -5.90 117.46 121.00
1 A 567 | THR | CA-CB-CG2 5.88 120.63 112.40
1 B 567 | THR | CA-CB-CG2 5.88 120.63 112.40
1 C 567 | THR | CA-CB-CG2 5.88 120.63 112.40
1 D 567 | THR | CA-CB-CG2 5.88 120.63 112.40
1 A 497 | ARG | NE-CZ-NH2 | -5.85 117.38 120.30
1 B 497 | ARG | NE-CZ-NH2 | -5.85 117.38 120.30
1 C 497 | ARG | NE-CZ-NH2 | -5.85 117.38 120.30
1 D 497 | ARG | NE-CZ-NH2 | -5.85 117.38 120.30
1 A 405 | ASP | CB-CG-OD1 5.80 123.52 118.30
1 B 405 | ASP | CB-CG-OD1 | 5.80 123.52 118.30
1 C 405 | ASP | CB-CG-OD1 5.80 123.52 118.30
1 D 405 | ASP | CB-CG-OD1 5.80 123.52 118.30
1 A 370 | VAL N-CA-CB -5.80 98.75 111.50
1 B 370 | VAL N-CA-CB -5.80 98.75 111.50
1 C 370 | VAL N-CA-CB -5.80 98.75 111.50
1 D 370 | VAL N-CA-CB -5.80 98.75 111.50
1 A 415 | TYR CA-CB-CG 5.79 124.40 113.40
1 B 415 | TYR CA-CB-CG 5.79 124.40 113.40
1 C 415 | TYR CA-CB-CG 5.79 124.40 113.40
1 D 415 | TYR CA-CB-CG 5.79 124.40 113.40
1 A 125 | ARG | NH1-CZ-NH2 | -5.78 113.04 119.40
1 B 125 | ARG | NH1-CZ-NH2 | -5.78 113.04 119.40
1 C 125 | ARG | NH1-CZ-NH2 | -5.78 113.04 119.40
1 D 125 | ARG | NH1-CZ-NH2 | -5.78 113.04 119.40
1 A 242 | TYR | CB-CG-CD1 | -5.76 117.54 121.00
1 B 242 | TYR | CB-CG-CD1 | -5.76 117.54 121.00
1 C 242 | TYR | CB-CG-CD1 | -5.76 117.54 121.00
1 D 242 | TYR | CB-CG-CD1 | -5.76 117.54 121.00

Continued on next page...
grDRe



Page 21

Full wwPDB X-ray Structure Validation Report

1IPH

Continued from previous page...

Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(?)
1 A 686 | MET CG-SD-CE -5.76 90.98 100.20
1 B 686 | MET CG-SD-CE -5.76 90.98 100.20
1 C 686 | MET CG-SD-CE -5.76 90.98 100.20
1 D 686 | MET | CG-SD-CE | -5.76 90.98 100.20
1 A 702 | ARG CG-CD-NE 5.74 123.86 111.80
1 B 702 | ARG CG-CD-NE 5.74 123.86 111.80
1 C 702 | ARG CG-CD-NE 5.74 123.86 111.80
1 D 702 | ARG CG-CD-NE 5.74 123.86 111.80
1 A 267 | ARG | NE-CZ-NH1 5.71 123.15 120.30
1 B 267 | ARG | NE-CZ-NH1 5.71 123.15 120.30
1 C 267 | ARG | NE-CZ-NH1 5.71 123.15 120.30
1 D 267 | ARG | NE-CZ-NH1 5.71 123.15 120.30
1 A 183 | ARG CB-CG-CD 5.70 126.42 111.60
1 B 183 | ARG CB-CG-CD 5.70 126.42 111.60
1 C 183 | ARG CB-CG-CD 5.70 126.42 111.60
1 D 183 | ARG CB-CG-CD 5.70 126.42 111.60
1 A 309 | LYS CB-CG-CD | -5.67 96.86 111.60
1 B 309 | LYS CB-CG-CD | -5.67 96.86 111.60
1 C 309 | LYS CB-CG-CD -5.67 96.86 111.60
1 D 309 | LYS CB-CG-CD -5.67 96.86 111.60
1 A 236 | HIS CA-CB-CG 5.65 123.21 113.60
1 B 236 | HIS CA-CB-CG 5.65 123.21 113.60
1 C 236 | HIS CA-CB-CG 5.65 123.21 113.60
1 D 236 | HIS CA-CB-CG 5.65 123.21 113.60
1 A 285 | LYS CA-CB-CG 5.62 125.77 113.40
1 B 285 | LYS CA-CB-CG 5.62 125.77 113.40
1 C 285 | LYS CA-CB-CG 5.62 125.77 113.40
1 D 285 | LYS CA-CB-CG 5.62 125.77 113.40
1 A 445 | ARG | NH1-CZ-NH2 | -5.61 113.22 119.40
1 B 445 | ARG | NH1-CZ-NH2 | -5.61 113.22 119.40
1 C 445 | ARG | NH1-CZ-NH2 | -5.61 113.22 119.40
1 D 445 | ARG | NH1-CZ-NH2 | -5.61 113.22 119.40
1 A 544 | VAL | CA-CB-CG2 | -5.59 102.51 110.90
1 B 544 | VAL | CA-CB-CG2 | -5.59 102.51 110.90
1 C 544 | VAL | CA-CB-CG2 | -5.59 102.51 110.90
1 D 544 | VAL | CA-CB-CG2 | -5.59 102.51 110.90
1 A 377 | ARG | NH1-CZ-NH2 | 5.55 125.50 119.40
1 B 377 | ARG | NH1-CZ-NH2 | 5.55 125.50 119.40
1 C 377 | ARG | NH1-CZ-NH2 | 5.55 125.50 119.40
1 D 377 | ARG | NH1-CZ-NH2 | 5.55 125.50 119.40
1 A 512 | TRP | CG-CD1-NE1 | -5.55 104.55 110.10
1 B 512 | TRP | CG-CD1-NE1 | -5.55 104.55 110.10
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(?)
1 C 512 | TRP | CG-CD1-NE1 | -5.55 104.55 110.10
1 D 512 | TRP | CG-CD1-NE1 | -5.55 104.55 110.10
1 A 27 | ASP N-CA-C -5.54 96.03 111.00
1 B 27 | ASP N-CA-C -5.54 96.03 111.00
1 C 27 | ASP N-CA-C -5.54 96.03 111.00
1 D 27 | ASP N-CA-C -5.54 96.03 111.00
1 A 183 | ARG CA-CB-CG 5.53 125.57 113.40
1 B 183 | ARG CA-CB-CG 5.53 125.57 113.40
1 C 183 | ARG CA-CB-CG 5.53 125.57 113.40
1 D 183 | ARG CA-CB-CG 5.53 125.57 113.40
1 A 177 | ASP | CB-CG-OD1 5.52 123.27 118.30
1 B 177 | ASP | CB-CG-OD1 5.52 123.27 118.30
1 C 177 | ASP | CB-CG-OD1 5.52 123.27 118.30
1 D 177 | ASP | CB-CG-OD1 5.52 123.27 118.30
1 A 471 | ARG CB-CG-CD 5.50 12591 111.60
1 B 471 | ARG CB-CG-CD 5.50 12591 111.60
1 C 471 | ARG CB-CG-CD 5.50 12591 111.60
1 D 471 | ARG CB-CG-CD 5.50 125.91 111.60
1 A 432 | PRO O-C-N -5.48 113.93 122.70
1 B 432 | PRO O-C-N -5.48 113.93 122.70
1 C 432 | PRO O-C-N -5.48 113.93 122.70
1 D 432 | PRO O-C-N -5.48 113.93 122.70
1 A 505 | TYR | CB-CG-CD1 0.47 124.28 121.00
1 B 505 | TYR | CB-CG-CD1 5.47 124.28 121.00
1 C 505 | TYR | CB-CG-CD1 | 5.47 124.28 121.00
1 D 505 | TYR | CB-CG-CD1 5.47 124.28 121.00
1 A 587 | SER CA-CB-0G 5.46 125.94 111.20
1 B 587 | SER CA-CB-0G 5.46 125.94 111.20
1 C 587 | SER CA-CB-0G 5.46 125.94 111.20
1 D 587 | SER CA-CB-0OG 5.46 125.94 111.20
1 A 83 | ASN | CB-CG-ND2 5.45 129.78 116.70
1 B 83 | ASN | CB-CG-ND2 | 545 129.78 116.70
1 C 83 ASN | CB-CG-ND2 5.45 129.78 116.70
1 D 83 ASN | CB-CG-ND2 5.45 129.78 116.70
1 A 460 | TYR | CB-CG-CD1 | -5.45 117.73 121.00
1 B 460 | TYR | CB-CG-CD1 | -5.45 117.73 121.00
1 C 460 | TYR | CB-CG-CD1 | -5.45 117.73 121.00
1 D 460 | TYR | CB-CG-CD1 | -5.45 117.73 121.00
1 A 181 | ASP | CB-CG-OD1 5.43 123.19 118.30
1 B 181 | ASP | CB-CG-OD1 5.43 123.19 118.30
1 C 181 | ASP | CB-CG-OD1 5.43 123.19 118.30
1 D 181 | ASP | CB-CG-OD1 5.43 123.19 118.30
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(?)
1 A 648 | LEU CA-CB-CG 5.40 127.72 115.30
1 B 648 | LEU CA-CB-CG 5.40 127.72 115.30
1 C 648 | LEU CA-CB-CG 5.40 127.72 115.30
1 D 648 | LEU CA-CB-CG 5.40 127.72 115.30
1 A 201 | ASN CA-CB-CG 5.40 125.27 113.40
1 B 201 | ASN CA-CB-CG 5.40 125.27 113.40
1 C 201 | ASN CA-CB-CG 5.40 125.27 113.40
1 D 201 | ASN CA-CB-CG 5.40 125.27 113.40
1 A 422 | ARG | NE-CZ-NH2 | -5.36 117.62 120.30
1 B 422 | ARG | NE-CZ-NH2 | -5.36 117.62 120.30
1 C 422 | ARG | NE-CZ-NH2 | -5.36 117.62 120.30
1 D 422 | ARG | NE-CZ-NH2 | -5.36 117.62 120.30
1 A 155 | ASP | CB-CG-OD1 5.35 123.12 118.30
1 B 155 | ASP | CB-CG-OD1 5.35 123.12 118.30
1 C 155 | ASP | CB-CG-OD1 5.35 123.12 118.30
1 D 155 | ASP | CB-CG-OD1 5.35 123.12 118.30
1 A 255 | TRP | CB-CG-CD1 | -5.35 120.05 127.00
1 B 255 | TRP | CB-CG-CD1 | -5.35 120.05 127.00
1 C 255 | TRP | CB-CG-CD1 | -5.35 120.05 127.00
1 D 255 | TRP | CB-CG-CD1 | -5.35 120.05 127.00
1 A 636 | ARG CA-CB-CG 5.33 125.12 113.40
1 B 636 | ARG CA-CB-CG 5.33 125.12 113.40
1 C 636 | ARG CA-CB-CG 5.33 125.12 113.40
1 D 636 | ARG | CA-CB-CG 5.33 125.12 113.40
1 A 37 | ARG CG-CD-NE 5.32 122.97 111.80
1 A 414 | SER N-CA-C 5.32 125.36 111.00
1 B 37 | ARG CG-CD-NE 5.32 122.97 111.80
1 B 414 | SER N-CA-C 5.32 125.36 111.00
1 C 37 | ARG CG-CD-NE 5.32 122.97 111.80
1 C 414 | SER N-CA-C 5.32 125.36 111.00
1 D 37 | ARG CG-CD-NE 5.32 122.97 111.80
1 D 414 | SER N-CA-C 5.32 125.36 111.00
1 A 208 | ILE N-CA-CB -5.31 98.59 110.80
1 B 208 | ILE N-CA-CB -5.31 98.59 110.80
1 C 208 | ILE N-CA-CB -5.31 98.59 110.80
1 D 208 | ILE N-CA-CB -5.31 98.59 110.80
1 A 408 | LEU CA-CB-CG 5.24 127.36 115.30
1 B 408 | LEU | CA-CB-CG 5.24 127.36 115.30
1 C 408 | LEU CA-CB-CG 5.24 127.36 115.30
1 D 408 | LEU CA-CB-CG 5.24 127.36 115.30
1 A 751 ILE | CG1-CB-CG2 | -5.22 99.92 111.40
1 B 751 ILE | CG1-CB-CG2 | -5.22 99.92 111.40
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(?)
1 C 751 ILE | CG1-CB-CG2 | -5.22 99.92 111.40
1 D 751 ILE | CG1-CB-CG2 | -5.22 99.92 111.40
1 A 255 | TRP | CG-CD1-NE1 | -5.21 104.89 110.10
1 B 255 | TRP | CG-CD1-NE1 | -5.21 104.89 110.10
1 C 255 | TRP | CG-CDI1-NE1 | -5.21 104.89 110.10
1 D 255 | TRP | CG-CD1-NE1 | -5.21 104.89 110.10
1 A 432 | PRO CA-C-N 5.21 128.65 117.20
1 A 466 | ASN | CB-CG-ND2 5.21 129.19 116.70
1 B 432 | PRO CA-C-N 5.21 128.65 117.20
1 B 466 | ASN | CB-CG-ND2 5.21 129.19 116.70
1 C 432 | PRO CA-C-N 5.21 128.65 117.20
1 C 466 | ASN | CB-CG-ND2 5.21 129.19 116.70
1 D 432 | PRO CA-C-N 5.21 128.65 117.20
1 D 466 | ASN | CB-CG-ND2 5.21 129.19 116.70
1 A 466 | ASN | OD1-CG-ND2 | -5.19 109.96 121.90
1 B 466 | ASN | OD1-CG-ND2 | -5.19 109.96 121.90
1 C 466 | ASN | OD1-CG-ND2 | -5.19 109.96 121.90
1 D 466 | ASN | OD1-CG-ND2 | -5.19 109.96 121.90
1 A 334 | TYR | CB-CG-CD2 | -5.18 117.89 121.00
1 B 334 | TYR | CB-CG-CD2 | -5.18 117.89 121.00
1 C 334 | TYR | CB-CG-CD2 | -5.18 117.89 121.00
1 D 334 | TYR | CB-CG-CD2 | -5.18 117.89 121.00
1 A 411 | ARG | NH1-CZ-NH2 | -5.17 113.72 119.40
1 B 411 | ARG | NH1-CZ-NH2 | -5.17 113.72 119.40
1 C 411 | ARG | NH1-CZ-NH2 | -5.17 113.72 119.40
1 D 411 | ARG | NH1-CZ-NH2 | -5.17 113.72 119.40
1 A 266 | TYR | CB-CG-CD1 | -5.15 117.91 121.00
1 B 266 | TYR | CB-CG-CD1 | -5.15 117.91 121.00
1 C 266 | TYR | CB-CG-CD1 | -5.15 117.91 121.00
1 D 266 | TYR | CB-CG-CD1 | -5.15 117.91 121.00
1 A 742 | TRP | CG-CD2-CE3 | 5.14 138.53 133.90
1 B 742 | TRP | CG-CD2-CE3 | 5.14 138.53 133.90
1 C 742 | TRP | CG-CD2-CE3 | 5.14 138.53 133.90
1 D 742 | TRP | CG-CD2-CE3 | 5.14 138.53 133.90
1 A 567 | THR N-CA-CB -5.13 100.56 110.30
1 B 567 | THR N-CA-CB -5.13 100.56 110.30
1 C 567 | THR N-CA-CB -5.13 100.56 110.30
1 D 567 | THR N-CA-CB -5.13 100.56 110.30
1 A 585 | ASP | CB-CG-OD2 | -5.12 113.69 118.30
1 B 585 | ASP | CB-CG-OD2 | -5.12 113.69 118.30
1 C 585 | ASP | CB-CG-OD2 | -5.12 113.69 118.30
1 D 585 | ASP | CB-CG-OD2 | -5.12 113.69 118.30
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(?)
1 A 319 | ARG | NE-CZ-NH2 | -5.12 117.74 120.30
1 B 319 | ARG | NE-CZ-NH2 | -5.12 117.74 120.30
1 C 319 | ARG | NE-CZ-NH2 | -5.12 117.74 120.30
1 D 319 | ARG | NE-CZ-NH2 | -5.12 117.74 120.30
1 A 702 | ARG | NE-CZ-NH1 5.11 122.85 120.30
1 B 702 | ARG | NE-CZ-NH1 5.11 122.85 120.30
1 C 702 | ARG | NE-CZ-NH1 5.11 122.85 120.30
1 D 702 | ARG | NE-CZ-NH1 5.11 122.85 120.30
1 A 125 | ARG | NE-CZ-NH2 5.10 122.85 120.30
1 A 357 | THR | CA-CB-CG2 5.10 119.54 112.40
1 B 125 | ARG | NE-CZ-NH2 5.10 122.85 120.30
1 B 357 | THR | CA-CB-CG2 5.10 119.54 112.40
1 C 125 | ARG | NE-CZ-NH2 5.10 122.85 120.30
1 C 357 | THR | CA-CB-CG2 5.10 119.54 112.40
1 D 125 | ARG | NE-CZ-NH2 5.10 122.85 120.30
1 D 357 | THR | CA-CB-CG2 5.10 119.54 112.40
1 A 451 | MET CA-C-N 5.08 126.35 116.20
1 B 451 | MET CA-C-N 5.08 126.35 116.20
1 C 451 | MET CA-C-N 5.08 126.35 116.20
1 D 451 | MET CA-C-N 5.08 126.35 116.20
1 A 123 | PRO CA-C-N 5.03 128.27 117.20
1 A 684 | TYR | CB-CG-CD1 | -5.03 117.98 121.00
1 B 123 | PRO CA-C-N 5.03 128.27 117.20
1 B 684 | TYR | CB-CG-CD1 | -5.03 117.98 121.00
1 C 123 | PRO CA-C-N 5.03 128.27 117.20
1 C 684 | TYR | CB-CG-CD1 | -5.03 117.98 121.00
1 D 123 | PRO CA-C-N 5.03 128.27 117.20
1 D 684 | TYR | CB-CG-CD1 | -5.03 117.98 121.00
1 A 240 | TRP | CB-CG-CD1 | -5.02 120.47 127.00
1 B 240 | TRP | CB-CG-CD1 | -5.02 120.47 127.00
1 C 240 | TRP | CB-CG-CD1 | -5.02 120.47 127.00
1 D 240 | TRP | CB-CG-CD1 | -5.02 120.47 127.00
1 A 468 | ASN N-CA-C 5.00 124.50 111.00
1 A 602 | VAL | CG1-CB-CG2 | -5.00 102.90 110.90
1 B 468 | ASN N-CA-C 5.00 124.50 111.00
1 B 602 | VAL | CG1-CB-CG2 | -5.00 102.90 110.90
1 C 468 | ASN N-CA-C 5.00 124.50 111.00
1 C 602 | VAL | CG1-CB-CG2 | -5.00 102.90 110.90
1 D 468 | ASN N-CA-C 5.00 124.50 111.00
1 D 602 | VAL | CG1-CB-CG2 | -5.00 102.90 110.90

There are no chirality outliers.
grDRe



Page 26

Full wwPDB X-ray Structure Validation Report

1IPH

All (12) planarity outliers are listed below:

Mol | Chain | Res | Type | Group
1 A 137 | TYR | Sidechain
1 A 415 | TYR | Sidechain
1 A 51 | ALA | Peptide
1 B 137 | TYR | Sidechain
1 B 415 | TYR | Sidechain
1 B 51 | ALA | Peptide
1 C 137 | TYR | Sidechain
1 C 415 | TYR | Sidechain
1 C 51 | ALA | Peptide
1 D 137 | TYR | Sidechain
1 D 415 | TYR | Sidechain
1 D 51 | ALA | Peptide

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 5746 0 5H78 82 94
1 B 5746 0 5578 88 94
1 C 0746 0 5578 87 94
1 D 2746 0 5578 83 94
2 A 43 0 30 4 0
2 B 43 0 30 3 0
2 C 43 0 30 3 0
2 D 43 0 30 4 0
All All 23156 0 22432 319 188

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 7.

All (319) 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:392:HIS:CD2 1:A:415: TYR:HB2 2.02 0.94
1:D:392:HIS:CD2 1:D:415:TYR:HB2 2.02 0.94

Continued on next page...
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:B:392:HIS:CD2 1:B:415:TYR:HB2 2.02 0.94
1:C:392:HIS:CD2 1:C:415:TYR:HB2 2.02 0.94
1:B:281:ASN:ND2 1:B:285:LYS:HD3 1.95 0.82
1:C:281:ASN:ND2 1:C:285:LYS:HD3 1.95 0.82
1:A:281:ASN:ND2 1:A:285:LYS:HD3 1.95 0.82
1:D:281:ASN:ND2 1:D:285:LYS:HD3 1.95 0.81
1:C:509:ARG:HD2 1:C:576:PRO:HG2 1.64 0.79
1:B:509:ARG:HD2 1:B:576:PRO:HG2 1.64 0.79
1:A:509:ARG:HD2 1:A:576:PRO:HG2 1.64 0.78
1:D:509:ARG:HD2 1:D:576:PRO:HG2 1.64 0.78
1:A:710:ILE:HD13 1:A:718:ILE:HG13 1.68 0.75
1:D:710:ILE:HD13 1:D:718:ILE:HG13 1.68 0.75
1:B:710:ILE:HD13 1:B:718:ILE:HG13 1.68 0.74
1:C:710:ILE:HD13 1:C:718:ILE:HG13 1.68 0.73
1:D:392:HIS:HD2 1:D:415:TYR:CG 2.12 0.68
1:A:392:HIS:HD?2 1:A:415:TYR:CG 2.12 0.68

1:B:700:ASP:O 1:B:703:LYS:HG2 1.94 0.68
1:C:392:HIS:HD2 1:C:415:TYR:CG 2.12 0.68
1:B:392:HIS:HD2 1:B:415:TYR:CG 2.12 0.67

1:C:700:ASP:O 1:C:703:LYS:HG2 1.94 0.67
1:A:392:HIS:CD2 1:A:415:TYR:CB 2.78 0.67
1:D:392:HIS:CD2 1:D:415:TYR:CB 2.78 0.67
1:B:392:HIS:CD2 1:B:415:TYR:CB 2.78 0.67
1:C:392:HIS:CD2 1:C:415:TYR:CB 2.78 0.67

1:A:700:ASP:O 1:A:703:LYS:HG2 1.94 0.67

1:D:700:ASP:O 1:D:703:LYS:HG2 1.94 0.67
1:B:708:ILE:HG13 1:B:710:ILE:HD12 1.79 0.65
1:C:708:ILE:HG13 1:C:710:ILE:HD12 1.79 0.64
1:A:708:ILE:HG13 1:A:710:ILE:HD12 1.79 0.64
1:D:708:ILE:HG13 1:D:710:ILE:HD12 1.79 0.63
1:B:338:PHE:HB3 1:B:340:LEU:HD13 1.82 0.62
1:C:338:PHE:HB3 1:C:340:LEU:HD13 1.82 0.62
1:A:147:ILE:HA 1:A:285:LYS:HE3 1.82 0.62
1:D:147:ILE:HA 1:D:285:LYS:HE3 1.82 0.62
1:D:338:PHE:HB3 1:D:340:LEU:HD13 1.82 0.62
1:A:338:PHE:HB3 1:A:340:LEU:HD13 1.82 0.62
1:A:264:ARG:HA 1:A:302:LEU:HD13 1.82 0.61
1:C:568:ASP:HA 1:C:571:LEU:HD23 1.82 0.61
1:D:264:ARG:HA 1:D:302:LEU:HD13 1.82 0.61
1:B:568:ASP:HA 1:B:571:LEU:HD23 1.82 0.61
1:D:392:HIS:HD2 1:D:415:TYR:CB 2.14 0.61
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:A:392:HIS:HD2 1:A:415:TYR:CB 2.14 0.61
1:C:345:ASP:HA 1:C:348:LYS:HD3 1.83 0.61
1:B:345:ASP:HA 1:B:348:LYS:HD3 1.83 0.61
1:B:147:ILE:HA 1:B:285:LYS:HE3 1.82 0.61
1:C:147:1ILE:HA 1:C:285:LYS:HE3 1.82 0.61
1:A:392:HIS:HD2 1:A:415:TYR:HB2 1.61 0.60
1:D:392:HIS:HD2 1:D:415:TYR:HB2 1.61 0.60
1:A:568:ASP:HA 1:A:571:LEU:HD23 1.82 0.60
1:B:392:HIS:HD2 1:B:415:'TYR:HB2 1.61 0.60
1:C:392:HIS:HD2 1:C:415:TYR:HB2 1.61 0.60
1:D:568:ASP:HA 1:D:571:LEU:HD23 1.82 0.60
1:B:264:ARG:HA 1:B:302:LEU:HD13 1.82 0.60
1:C:264:ARG:HA 1:C:302:LEU:HD13 1.82 0.60
1:A:345:ASP:HA 1:A:348:LYS:HD3 1.83 0.60
1:D:345:ASP:HA 1:D:348:LYS:HD3 1.83 0.60
1:C:392:HIS:HD2 1:C:415:TYR:CB 2.14 0.59
1:B:392:HIS:HD2 1:B:415:TYR:CB 2.14 0.59
1:D:131:GLY:HA2 1:D:166:PHE:O 2.03 0.59
1:A:131:GLY:HA2 1:A:166:PHE:O 2.03 0.59
1:B:516: THR:O 1:B:520:GLN:HG3 2.03 0.58
1:C:516:THR:O 1:C:520:GLN:HG3 2.03 0.58
1:B:131:GLY:HA2 1:B:166:PHE:O 2.03 0.58
1:C:131:GLY:HA2 1:C:166:PHE:O 2.03 0.58
1:A:516:THR:O 1:A:520:GLN:HG3 2.03 0.58
1:D:516:THR:O 1:D:520:GLN:HG3 2.03 0.58
1:A:634:TYR:O 1:A:653: THR:HA 2.04 0.57
1:D:634:TYR:O 1:D:653: THR:HA 2.04 0.57
1:C:634:TYR:O 1:C:653: THR:HA 2.04 0.57
1:B:264:ARG:HB3 1:B:268: THR:HG21 1.87 0.57
1:B:634:TYR:O 1:B:653: THR:HA 2.04 0.57
1:C:264:ARG:HB3 1:C:268: THR:HG21 1.87 0.57
1:D:264:ARG:HB3 1:D:268: THR:HG21 1.87 0.56
1:A:264:ARG:HB3 1:A:268: THR:HG21 1.87 0.56
1:A:515:GLN:HB2 1:A:520:GLN:HG2 1.89 0.55
1:D:515:GLN:HB2 1:D:520:GLN:HG2 1.89 0.55
1:D:333:GLU:HG2 1:D:374:VAL:HG22 1.89 0.55
1:A:333:GLU:HG2 1:A:374:VAL:HG22 1.89 0.55
1:B:333:GLU:HG2 1:B:374:VAL:HG22 1.89 0.55
1:C:333:GLU:HG2 1:C:374:VAL:HG22 1.89 0.55
1:C:527:PHE:O 1:C:531:LEU:HB2 2.07 0.55
1:B:527:PHE:O 1:B:531:LEU:HB2 2.07 0.55
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:A:268: THR:HG23 1:A:300:ALA:H 1.72 0.55
1:B:515:GLN:HB2 1:B:520:GLN:HG2 1.89 0.55
1:C:515:GLN:HB2 1:C:520:GLN:HG2 1.89 0.55
1:B:537:PRO:HA 1:B:540:ARG:HG3 1.89 0.54
1:D:268: THR:HG23 1:D:300:ALA:H 1.72 0.54
1:C:537:PRO:HA 1:C:540:ARG:HG3 1.89 0.54
1:B:313:ARG:HG2 1:B:658:PRO:HG2 1.90 0.54
1:C:313:ARG:HG2 1:C:658:PRO:HG2 1.90 0.54
1:A:449:HIS:CD2 1:A:451:MET:SD 3.00 0.54
1:A:527:PHE:O 1:A:531:LEU:HB2 2.07 0.54
1:D:449:HIS:CD2 1:D:451:MET:SD 3.00 0.54
1:D:527:PHE:O 1:D:531:LEU:HB2 2.07 0.54
1:B:449:HIS:CD2 1:B:451:MET:SD 3.00 0.54
1:B:268: THR:HG23 1:B:300:ALA:H 1.72 0.54
1:C:268: THR:HG23 1:C:300:ALA:H 1.72 0.54
1:C:449:HIS:CD2 1:C:451:MET:SD 3.00 0.54
1:A:221:VAL:HG13 1:A:239:PHE:CD1 2.43 0.54
1:B:567:THR:HG22 1:B:570:GLN:H 1.73 0.54
1:C:567:THR:HG22 1:C:570:GLN:H 1.73 0.54
1:D:221:VAL:HG13 1:D:239:PHE:CD1 2.43 0.54
1:B:221:VAL:HG13 1:B:239:PHE:CD1 2.43 0.53
1:C:221:VAL:HG13 1:C:239:PHE:CD1 2.43 0.53
1:A:223:PRO:HG3 1:A:230:PRO:O 2.09 0.53
1:B:705:LYS:HE3 1:B:710:ILE:HG22 1.91 0.53
1:D:223:PRO:HG3 1:D:230:PRO:O 2.09 0.53
1:D:567: THR:HG22 1:D:570:GLN:H 1.73 0.53
1:A:231:GLN:O 1:A:233:GLN:HG3 2.09 0.53
1:B:231:GLN:O 1:B:233:GLN:HG3 2.09 0.53
1:C:705:LYS:HE3 1:C:710:1ILE:HG22 1.91 0.53
1:D:231:GLN:O 1:D:233:GLN:HG3 2.09 0.53
1:A:567:-THR:HG22 1:A:570:GLN:H 1.73 0.53
1:A:705:LYS:HE3 1:A:710:ILE:HG22 1.91 0.53
1:C:231:GLN:O 1:C:233:GLN:HG3 2.09 0.53
1:D:705:LYS:HE3 1:D:710:ILE:HG22 1.91 0.53
1:C:392:HIS:CG 1:C:415:TYR:HB2 2.44 0.53
1:B:392:HIS:CG 1:B:415:TYR:HB2 2.44 0.53
1:A:537:PRO:HA 1:A:540:ARG:HG3 1.89 0.53
1:C:223:PRO:HG3 1:C:230:PRO:O 2.09 0.53
1:B:223:PRO:HG3 1:B:230:PRO:O 2.09 0.53
1:D:51:ALA:O 1:D:323: TRP:HZ2 1.92 0.53
1:D:537:PRO:HA 1:D:540:ARG:HG3 1.89 0.53
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Atom-1 Atom-2 distance (A) overlap (A)

1:A:51:ALA:O 1:A:323: TRP:HZ2 1.92 0.52
1:A:639:GLU:HG3 1:A:647:-VAL:HG13 1.92 0.52
1:A:313:ARG:HG2 1:A:658:PRO:HG2 1.90 0.52
1:B:267:ARG:HG2 1:B:332:PRO:HG3 1.91 0.52
1:C:51:ALA:O 1:C:323: TRP:HZ2 1.92 0.52
1:D:313:ARG:HG2 1:D:658:PRO:HG2 1.90 0.52
1:B:51:ALA:O 1:B:323: TRP:HZ2 1.92 0.52
1:C:267:ARG:HG2 1:C:332:PRO:HG3 1.91 0.52
1:D:639:GLU:HG3 1:D:647:VAL:HG13 1.92 0.52
1:B:443:PHE:HD2 1:B:459:ASN:HA 1.75 0.52
1:C:443:PHE:HD?2 1:C:459:ASN:HA 1.75 0.52
1:A:258:SER:OG 1:A:260:ARG:HB2 2.09 0.52
1:A:71:VAL:HG23 1:C:453:ILE:HD12 1.92 0.52
1:B:453:ILE:HD12 1:D:71:VAL:HG23 1.92 0.52
1:A:443:PHE:HD2 1:A:459:ASN:HA 1.75 0.52
1:D:258:SER:OG 1:D:260:ARG:HB2 2.09 0.52
1:D:392:HIS:CG 1:D:415: TYR:HB2 2.44 0.52
1:D:443:PHE:HD2 1:D:459:ASN:HA 1.75 0.52
1:A:392:HIS:CG 1:A:415:TYR:HB2 2.44 0.52
1:C:258:SER:OG 1:C:260:ARG:HB2 2.09 0.52
1:B:258:SER:OG 1:B:260:ARG:HB2 2.09 0.52
1:B:639:GLU:HG3 1:B:647:VAL:HG13 1.92 0.52
1:C:639:GLU:HG3 1:C:647:VAL:HG13 1.92 0.52
1:A:267:ARG:HG2 1:A:332:PRO:HG3 1.91 0.51
1:A:459:ASN:HD22 1:A:459:ASN:H 1.59 0.51
1:D:267:ARG:HG2 1:D:332:PRO:HG3 1.91 0.51
1:D:459:ASN:HD22 1:D:459:ASN:H 1.59 0.51
1:A:453:ILE:HD12 1:C:71:VAL:HG23 1.92 0.51
1:B:71:VAL:HG23 1:D:453:ILE:HD12 1.92 0.51
1:D:285:LYS:HE2 1:D:287: THR:OG1 2.11 0.51
1:A:285:LYS:HE2 1:A:287: THR:OG1 2.11 0.51
1:B:459:ASN:H 1:B:459:ASN:HD22 1.59 0.50
1:C:459:ASN:HD22 1:C:459:ASN:H 1.59 0.50
1:A:418:THR:HG21 | 2:A:754:HEM:HBD1 1.93 0.50
1:D:418:THR:HG21 | 2:D:754:HEM:HBD1 1.93 0.50
1:B:490:GLU:HA 1:C:489:VAL:O 2.11 0.50
1:C:418:THR:HG21 | 2:C:754:HEM:HBD1 1.93 0.50
1:A:27:ASP:N 1:C:471:ARG:NH2 2.60 0.50
1:B:285:LYS:HE2 1:B:287: THR:0G1 2.11 0.50
1:B:418: THR:HG21 | 2:B:754:HEM:HBD1 1.93 0.50
1:B:489:VAL:O 1:C:490:GLU:HA 2.11 0.50
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:B:471:ARG:NH2 1:D:27:ASP:N 2.60 0.50
1:C:285:LYS:HE2 1:C:287:THR:OG1 2.11 0.50
1:A:489:VAL:O 1:D:490:GLU:HA 2.11 0.50
1:A:490:GLU:HA 1:D:489:VAL:O 2.11 0.49
1:A:471:ARG:NH2 1:C:27:ASP:N 2.60 0.49
1:B:27:ASP:N 1:D:471:ARG:NH2 2.60 0.49
1:C:162:VAL:HA 1:C:188:LYS:O 2.13 0.49
1:B:162:VAL:HA 1:B:188:LYS:0O 2.13 0.49
1:B:363:GLU:HB2 1:B:582:LEU:HD21 1.95 0.48
1:C:363:GLU:HB2 1:C:582:LEU:HD21 1.95 0.48
1:A:162:VAL:HA 1:A:188:LYS:O 2.13 0.48
1:D:162:VAL:HA 1:D:188:LYS:O 2.13 0.48
1:D:506:SER:HB3 1:D:577:PRO:O 2.14 0.48
1:A:506:SER:HB3 1:A:577:PRO:O 2.14 0.48
1:B:214:PHE:HB3 1:B:215:PRO:HD3 1.96 0.48
1:C:214:PHE:HB3 1:C:215:PRO:HD3 1.96 0.48
1:A:214:PHE:HB3 1:A:215:PRO:HD3 1.96 0.48
1:D:214:PHE:HB3 1:D:215:PRO:HD3 1.96 0.48
1:B:255: TRP:HE3 1:B:260:ARG:HG2 1.80 0.47
1:C:255:TRP:HE3 1:C:260:ARG:HG2 1.80 0.47
1:B:506:SER:HB3 1:B:577:PRO:O 2.14 0.47
1:A:117:PHE:CE1 1:B:126:ILE:HD11 2.50 0.47
1:A:363:GLU:HB2 1:A:582:LEU:HD21 1.95 0.47
1:B:641: THR:HA 1:B:646: THR:O 2.14 0.47
1:C:126:1LE:HD11 1:D:117:PHE:CE1 2.50 0.47
1:D:363:GLU:HB2 1:D:582:LEU:HD21 1.95 0.47
1:A:278:ARG:HH22 1:A:487:GLU:CD 2.18 0.47
1:C:506:SER:HB3 1:C:577:PRO:O 2.14 0.47
1:C:641: THR:HA 1:C:646:THR:O 2.14 0.47
1:D:128:HIS:O 1:D:165:ARG:NH2 2.47 0.47
1:D:278:ARG:HH22 1:D:487:GLU:CD 2.18 0.47
1:D:641: THR:HA 1:D:646:THR.:O 2.14 0.47
1:A:126:ILE:HD11 1:B:117:PHE:CE1 2.50 0.47
1:A:128:HIS:O 1:A:165:ARG:NH2 2.47 0.47
1:A:268: THR:HG23 1:A:300:ALA:N 2.30 0.47
1:A:641: THR:HA 1:A:646:THR:O 2.14 0.47
1:B:128:HIS:O 1:B:165:ARG:NH2 2.47 0.47
1:B:748:ILE:HA 1:B:751:ILE:HD13 1.96 0.47
1:C:117:PHE:CE1 1:D:126:ILE:HD11 2.50 0.47
1:D:268: THR:HG23 1:D:300:ALA:N 2.30 0.47
1:A:744:ARG:HA 1:A:747:LYS:HD2 1.97 0.47
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Atom-1 Atom-2 distance (A) overlap (A)
1:C:128:HIS:O 1:C:165:ARG:NH2 2.47 0.47
1:C:748:1LE:HA 1:C:751:1LE:HD13 1.96 0.47
1:D:744:ARG:HA 1:D:747:LYS:HD2 1.97 0.47
1:A:748:ILE:HA 1:A:751:1ILE:HD13 1.96 0.47
2:C:754:HEM:HMC1 | 2:C:754:HEM:HBC2 1.97 0.47
1:D:748:ILE:HA 1:D:751:1ILE:HD13 1.96 0.47
2:B:754:HEM:HBC2 | 2:B:754:HEM:HMC1 1.97 0.46
1:B:744:ARG:HA 1:B:747:-LYS:HD2 1.97 0.46
1:C:744:ARG:HA 1:C:747:LYS:HD2 1.97 0.46
1:A:255: TRP:HE3 1:A:260:ARG:HG2 1.80 0.46
1:B:268: THR:HG23 1:B:300:ALA:N 2.30 0.46
1:D:255:TRP:HE3 1:D:260:ARG:HG2 1.80 0.46
1:C:268: THR:HG23 1:C:300:ALA:N 2.30 0.46
2:A:754:HEM:HMC1 | 2:A:754:HEM:HBC2 1.97 0.46
2:D:754:-HEM:HMC1 | 2:D:754:HEM:HBC2 1.97 0.46
1:A:121:ARG:NH2 1:B:126:ILE:HD12 2.32 0.45
1:C:126:ILE:HD12 1:D:121:ARG:NH2 2.32 0.45
1:A:710:ILE:CD1 1:A:718:ILE:HG13 2.43 0.45
1:D:710:ILE:CD1 1:D:718:ILE:HG13 2.43 0.45
1:A:126:ILE:HD12 1:B:121:ARG:NH2 2.32 0.45
1:C:121:ARG:NH2 1:D:126:1LE:HD12 2.32 0.45
1:B:278:ARG:HH22 1:B:487:GLU:CD 2.18 0.45
1:C:278:ARG:HH22 1:C:487:GLU:CD 2.18 0.45
1:C:87:ARG:HG2 1:C:87:ARG:H 1.62 0.45
1:B:87:ARG:HG2 1:B:87:ARG:H 1.62 0.44
1:B:234:SER:HB2 1:B:239:PHE:CD2 2.53 0.43
1:C:234:SER:HB2 1:C:239:PHE:CD2 2.53 0.43
1:B:449:HIS:HD2 1:B:451:MET:SD 2.41 0.43
1:A:255:TRP:CE3 1:A:260:ARG:HG2 2.54 0.43
1:D:234:SER:HB2 1:D:239:PHE:CD2 2.53 0.43
1:D:255:TRP:CE3 1:D:260:ARG:HG2 2.54 0.43
1:D:443:PHE:CZ 1:D:470:PRO:HD2 2.54 0.43
1:A:28:SER:O 1:A:29:LEU:HB2 2.19 0.43
1:A:443:PHE:CZ 1:A:470:PRO:HD2 2.54 0.43
1:C:443:PHE:CZ 1:C:470:PRO:HD2 2.54 0.43
1:D:28:SER:O 1:D:29:LEU:HB2 2.19 0.43
1:A:234:SER:HB2 1:A:239:PHE:CD2 2.53 0.43
1:A:43: THR:HG21 1:A:48:GLN:HG3 2.01 0.43
1:B:443:PHE:CZ 1:B:470:PRO:HD2 2.54 0.43
1:B:631:LYS:HB3 1:B:633:LEU:HD13 2.01 0.43
1:C:631:LYS:HB3 1:C:633:LEU:HD13 2.01 0.43
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Atom-1 Atom-2 distance (A) overlap (A)

1:D:43: THR:HG21 1:D:48:GLN:HG3 2.01 0.42
1:A:136:GLY:HA3 1:A:374:VAL:O 2.20 0.42
1:D:136:GLY:HA3 1:D:374:VAL:O 2.20 0.42
1:A:411:ARG:HG2 2:A:754:HEM:C2C 2.54 0.42
1:D:411:ARG:HG2 2:D:754:HEM:C2C 2.54 0.42
1:A:449:HIS:HD2 1:A:451:MET:SD 2.41 0.42
1:B:411:ARG:HG2 2:B:754:HEM:C2C 2.54 0.42
1:C:411:ARG:HG2 2:C:754:HEM:C2C 2.54 0.42
1:C:204:PRO:HB3 1:C:272:PHE:CD1 2.55 0.42
1:D:449:HIS:HD2 1:D:451:MET:SD 2.41 0.42
1:B:204:PRO:HB3 1:B:272:PHE:CD1 2.55 0.42
1:B:28:SER:O 1:B:29:LEU:HB2 2.19 0.42
1:C:28:SER:O 1:C:29:LEU:HB2 2.19 0.42
1:B:136:GLY:HA3 1:B:374:VAL:O 2.20 0.42
1:C:255: TRP:CE3 1:C:260:ARG:HG2 2.54 0.42
1:D:631:LYS:HB3 1:D:633:LEU:HD13 2.01 0.42
1:A:631:LYS:HB3 1:A:633:LEU:HD13 2.01 0.42
1:B:255:TRP:CE3 1:B:260:ARG:HG2 2.54 0.42
1:C:136:GLY:HA3 1:C:374:VAL:O 2.20 0.42
1:B:446:ASP:HB2 1:D:120:GLU:HG2 2.02 0.42
1:A:120:GLU:HG2 1:C:446:ASP:HB2 2.02 0.42
1:C:710:ILE:CD1 1:C:718:ILE:HG13 2.43 0.42
1:D:204:PRO:HB3 1:D:272:PHE:CD1 2.55 0.42
1:A:204:PRO:HB3 1:A:272:PHE:CD1 2.55 0.42
1:B:43: THR:HG21 1:B:48:GLN:HG3 2.01 0.41
1:C:43: THR:HG21 1:C:48:GLN:HG3 2.01 0.41
1:A:446:ASP:HB2 1:C:120:GLU:HG2 2.02 0.41
2:A:754:-HEM:HAC 2:A:754:HEM:HHD 1.83 0.41
1:B:710:ILE:CD1 1:B:718:ILE:HG13 2.43 0.41
1:A:333:GLU:HA 1:A:373:MET:O 2.21 0.41
1:B:120:GLU:HG2 1:D:446:ASP:HB2 2.02 0.41
1:A:144:LEU:HD11 1:A:370:VAL:HG13 2.02 0.41
1:A:209:GLN:O 1:A:406:PRO:HG2 2.20 0.41
1:D:144:LEU:HD11 1:D:370:VAL:HG13 2.02 0.41
1:D:333:GLU:HA 1:D:373:-MET:O 2.21 0.41
1:D:209:GLN:O 1:D:406:PRO:HG2 2.20 0.41
1:A:211:ALA:CB 1:A:410:GLY:HA3 2.51 0.41
1:B:144:LEU:HD11 1:B:370:VAL:HG13 2.02 0.41
1:C:209:GLN:O 1:C:406:PRO:HG2 2.20 0.41
1:D:211:ALA:CB 1:D:410:GLY:HA3 2.51 0.41
1:A:130:ARG:HA 1:A:173:ALA:HA 2.01 0.41
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:B:207:PHE:C 1:B:208:ILE:HD12 2.41 0.41
1:B:251:HIS:O 1:B:254:MET:HB2 2.21 0.41
1:B:209:GLN:O 1:B:406:PRO:HG2 2.20 0.41
1:B:429:HIS:CD2 1:D:83:ASN:HB3 2.56 0.41
1:C:207:PHE:C 1:C:208:ILE:HD12 2.41 0.41
1:C:144:LEU:HD11 1:C:370:VAL:HG13 2.02 0.41
1:A:83:ASN:HB3 1:C:429:HIS:CD2 2.56 0.41
1:A:341:ILE:HD11 1:A:360:ILE:HD13 2.02 0.41
1:B:341:1LE:HD11 1:B:360:ILE:HD13 2.02 0.41
1:C:251:HIS:O 1:C:254:MET:HB2 2.21 0.41
1:B:130:ARG:HA 1:B:173:ALA:HA 2.01 0.41
1:B:96:ARG:HA 1:B:102:PRO:O 2.21 0.41
1:C:96:ARG:HA 1:C:102:PRO:O 2.21 0.41
1:C:130:ARG:HA 1:C:173:ALA:HA 2.01 0.41
1:C:341:1ILE:HD11 1:C:360:ILE:HD13 2.02 0.41
1:D:130:ARG:HA 1:D:173:ALA:HA 2.01 0.41
1:D:341:ILE:HD11 1:D:360:ILE:HD13 2.02 0.41
2:D:754:HEM:HAC 2:D:754:HEM:HHD 1.83 0.41
1:B:488:ARG:HD2 1:B:488:ARG:HH11 1.74 0.41
1:C:488:ARG:HH11 1:C:488:ARG:HD2 1.74 0.41
1:B:211:ALA:CB 1:B:410:GLY:HA3 2.51 0.41
1:C:211:ALA:CB 1:C:410:GLY:HA3 2.51 0.40
1:C:605:1ILE:HD12 1:C:630:ALA:HB1 2.02 0.40
1:B:128:HIS:CE1 1:B:169:VAL:HG22 2.57 0.40
1:B:605:1ILE:HD12 1:B:630:ALA:HB1 2.02 0.40
1:A:251:HIS:O 1:A:254:MET:HB2 2.21 0.40
1:C:128:HIS:CE1 1:C:169:VAL:HG22 2.57 0.40
1:D:251:HIS:O 1:D:254:MET:HB2 2.21 0.40
1:B:333:GLU:HA 1:B:373:MET:O 2.21 0.40
1:C:126:1LE:HD11 1:D:117:PHE:CZ 2.56 0.40

All (188) symmetry-related close contacts are listed below. The label for Atom-2 includes the

symmetry operator and encoded unit-cell translations to be applied.

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:A:59:ASP:CA 1:D:58:PRO:CBJ2_555] 0.44 1.76
1:B:58:PRO:CB 1:C:59:ASP:CA[2_545] 0.44 1.76
1:A:58:PRO:CB 1:D:59:ASP:CA[2_555| 0.44 1.76
1:B:59:ASP:CA 1:C:58:PRO:CB|2_545| 0.44 1.76
1:A:59:ASP:0D2 1:D:57:ALA:C|2_555] 0.67 1.53
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:B:57:ALA:C 1:C:59:ASP:0D2[2_ 545] 0.67 1.53
1:B:59:ASP:0D2 1:C:57:ALA:C[2_545| 0.67 1.53
1:A:57:ALA:C 1:D:59:ASP:0OD2|2_555] 0.67 1.53
1:A:59:ASP:CG 1:D:58:PRO:NJ[2_ 555] 0.67 1.53
1:B:58:PRO:N 1:C:59:ASP:CG[2_545| 0.67 1.53
1:A:58:PRO:N 1:D:59:ASP:CG[2_555] 0.67 1.53
1:B:59:ASP:CG 1:C:58:PRO:N|2_545] 0.67 1.53
1:B:59:ASP:0D2 1:C:58:PRO:N|2_545] 1.03 1.17
1:A:58:PRO:N 1:D:59:ASP:0OD2[2_ 555] 1.03 1.17
1:B:58:PRO:N 1:C:59:ASP:0OD2[2_ 545] 1.03 1.17
1:A:59:ASP:0D2 1:D:58:PRO:NJ[2_ 555] 1.03 1.17
1:A:58:PRO:CA 1:D:59:ASP:CGJ2_ 555] 1.16 1.04
1:B:59:ASP:CG 1:C:58:PRO:CA[2_545] 1.16 1.04
1:A:59:ASP:CG 1:D:58:PRO:CA[2_555] 1.16 1.04
1:B:58:PRO:CA 1:C:59:ASP:CGJ2_545| 1.16 1.04
1:A:58:PRO:CB 1:D:59:ASP:CBJ[2_ 555] 1.20 1.00
1:B:59:ASP:CB 1:C:58:PRO:CB|2_545| 1.20 1.00
1:A:59:ASP:CB 1:D:58:PRO:CBJ|2_555] 1.20 1.00
1:B:58:PRO:CB 1:C:59:ASP:CB|2_545] 1.20 1.00
1:B:58:PRO:CA 1:C:59:ASP:CB|2_545] 1.24 0.96
1:A:59:ASP:CB 1:D:58:PRO:CA[2_555] 1.24 0.96
1:B:59:ASP:CB 1:C:58:PRO:CA[2_545] 1.24 0.96
1:A:58:PRO:CA 1:D:59:ASP:CBJ2_ 555] 1.24 0.96
1:B:58:PRO:CG 1:C:59:ASP:CB|2_545| 1.25 0.95
1:A:59:ASP:CB 1:D:58:PRO:CGJ2 555 1.25 0.95
1:B:59:ASP:CB 1:C:58:PRO:CG|2 545 1.25 0.95
1:A:58:PRO:CG 1:D:59:ASP:CBJ2_ 555] 1.25 0.95
1:B:59:ASP:CG 1:C:57:ALA:C[2_545] 1.26 0.94
1:A:57:ALA:C 1:D:59:ASP:CGJ2_ 555] 1.26 0.94
1:B:57:ALA:C 1:C:59:ASP:CG[2_545| 1.26 0.94
1:A:59:ASP:CG 1:D:57:ALA:C|2_555] 1.26 0.94
1:A:58:PRO:N 1:D:59:ASP:CBJ[2_555] 1.30 0.90
1:B:59:ASP:CB 1:C:58:PRO:N[2_ 545] 1.30 0.90
1:A:59:ASP:CB 1:D:58:PRO:NJ[2_555] 1.30 0.90
1:B:58:PRO:N 1:C:59:ASP:CB|2_545] 1.30 0.90
1:A:58:PRO:CB 1:D:59:ASP:C[2_ 555] 1.45 0.75
1:B:59:ASP:C 1:C:58:PRO:CB|2_545| 1.45 0.75
1:A:59:ASP:C 1:D:58:PRO:CBJ2_555] 1.45 0.75
1:B:58:PRO:CB 1:C:59:ASP:C[2_ 545| 1.45 0.75
1:A:58:PRO:CD 1:D:59:ASP:CBJ2_555] 1.50 0.70
1:B:59:ASP:CB 1:C:58:PRO:CDJ|2_545| 1.50 0.70
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:A:59:ASP:CB 1:D:58:PRO:CD|2_555] 1.50 0.70
1:B:58:PRO:CD 1:C:59:ASP:CB[2_ 545] 1.50 0.70
1:A:59:ASP:CA 1:D:58:PRO:CA[2_555| 1.54 0.66
1:B:58:PRO:CA 1:C:59:ASP:CA[2_ 545] 1.54 0.66
1:A:58:PRO:CA 1:D:59:ASP:CA[2_ 555] 1.54 0.66
1:B:59:ASP:CA 1:C:58:PRO:CA[2_545] 1.54 0.66
1:C:471:ARG:NH2 | 1:D:157:ASN:ND2[2_ 555] 1.55 0.65
1:A:471:ARG:NH2 | 1:B:157:ASN:ND2[2_ 555] 1.55 0.65
1:A:157:ASN:ND2 | 1:B:471:ARG:NH2[2_555] 1.55 0.65
1:C:157:ASN:ND2 | 1:D:471:ARG:NH2|2_555] 1.55 0.65
1:A:624:LYS:NZ 1:D:624:LYS:NZ[2_ 555] 1.55 0.65
1:B:624:LYS:NZ 1:C:624:LYS:NZ[2  545] 1.55 0.65
1:B:58:PRO:O 1:C:58:PRO:0O[2 545 1.60 0.60
1:A:58:PRO:O 1:D:58:PRO:O[2_555] 1.60 0.60
1:A:57:ALA:O 1:D:59:ASP:OD1[2_ 555] 1.60 0.60
1:B:59:ASP:0OD1 1:C:57:ALA:O[2_545| 1.60 0.60
1:A:59:ASP:0OD1 1:D:57:ALA:O[2_ 555] 1.60 0.60
1:B:57:ALA:O 1:C:59:ASP:OD1|2_ 545 1.60 0.60
1:B:58:PRO:CA 1:C:59:ASP:OD1|2 545 1.61 0.59
1:A:59:ASP:OD1 1:D:58:PRO:CA[2_555] 1.61 0.59
1:B:59:ASP:0OD1 1:C:58:PRO:CA[2_545] 1.61 0.59
1:A:58:PRO:CA 1:D:59:ASP:OD1[2_ 555| 1.61 0.59
1:A:57:ALA:CA 1:D:59:ASP:0OD2|2_555] 1.65 0.55
1:B:59:ASP:0D2 1:C:57:ALA:CA[2_545] 1.65 0.55
1:A:59:ASP:0D2 1:D:57:ALA:CA[2_555] 1.65 0.55
1:B:57:ALA:CA 1:C:59:ASP:0D2[2  545] 1.65 0.55
1:A:617:LEU:CD2 | 1:D:617:LEU:C[2_555] 1.66 0.54
1:B:617:LEU:C 1:C:617:LEU:CD2[2_ 545] 1.66 0.54
1:A:617:LEU:C 1:D:617:LEU:CD2[2_ 555| 1.66 0.54
1:B:617:LEU:CD2 1:C:617:LEU:C|2_545] 1.66 0.54
1:A:59:ASP:0D2 1:D:57:ALA:O[2_ 555] 1.67 0.53
1:B:57:ALA:O 1:C:59:ASP:0OD2[2_ 545] 1.67 0.53
1:A:57:ALA:O 1:D:59:ASP:0D2[2_ 555] 1.67 0.53
1:B:59:ASP:0D2 1:C:57:ALA:O[2_545] 1.67 0.53
1:A:42:PRO:CG 1:D:41:GLU:OE1[2_ 555] 1.68 0.52
1:B:41:GLU:OE1 1:C:42:PRO:CG|2_545| 1.68 0.52
1:A:41:GLU:OE1 1:D:42:PRO:CGJ2_555] 1.68 0.52
1:B:42:PRO:CG 1:C:41:GLU:OE1[2_545| 1.68 0.52
1:A:617:LEU:CD2 | 1:D:617:LEU:CD2|2_555| 1.71 0.49
1:B:617:LEU:CD2 | 1:C:617:LEU:CD2[2_545] 1.71 0.49
1:B:58:PRO:C 1:C:58:PRO:C|2_545| 1.78 0.42
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:A:58:PRO:C 1:D:58:PRO:C|[2_555| 1.78 0.42
I:B59:ASPN | 1:0:58:PRO:CB[2_545] 1.80 0.40
1:A:58:PRO:CB 1:D:59:ASP:N[2_ 555] 1.80 0.40
1:B:58:PRO:CB 1:C:59:ASP:N|2_ 545] 1.80 0.40
1:A:59:ASP:N 1:D:58:PRO:CBJ[2_555] 1.80 0.40
1:A:624:LYS:NZ 1:D:624:LYS:CE[2_ 555] 1.81 0.39
1:B:624:LYS:CE 1:C:624:LYS:NZ|2_545| 1.81 0.39
1:B:624:LYS:NZ 1:C:624:LYS:CE[2_545] 1.81 0.39
1:A:624:LYS:CE 1:D:624:LYS:NZ[2_ 555] 1.81 0.39
1:A:59:ASP:CG 1:D:57:ALA:O[2_555] 1.81 0.39
1:B:57:ALA:O 1:C:59:ASP:CG[2_545| 1.81 0.39
1:A:57:ALA:O 1:D:59:ASP:CGJ2_555| 1.81 0.39
1:B:59:ASP:CG 1:C:57:ALA:O[2_545| 1.81 0.39
1:C:490:GLU:OE2 | 1:D:490:GLU:OE1[1_455] 1.83 0.37
1:A:490:GLU:OE2 | 1:B:490:GLU:OE1[1_655] 1.83 0.37
1:A:490:GLU:OE1 | 1:B:490:GLU:OE2[1 655| 1.83 0.37
1:C:490:GLU:OE1 | 1:D:490:GLU:OE2[1 455] 1.83 0.37
1:A:59:ASP:CA 1:D:58:PRO:CGJ2_555] 1.84 0.36
1:B:58:PRO:CG 1:C:59:ASP:CA[2_ 545] 1.84 0.36
1:A:58:PRO:CG 1:D:59:ASP:CA[2_555] 1.84 0.36
1:B:59:ASP:CA 1:C:58:PRO:CG[2_545] 1.84 0.36
1:A:57:ALA:C 1:D:59:ASP:OD1[2_ 555| 1.91 0.29
1:B:59:ASP:0OD1 1:C:57:ALA:C|2_ 545] 1.91 0.29
1:A:59:ASP:0OD1 1:D:57:ALA:C|2_555] 1.91 0.29
1:B:57:ALA:C 1:C:59:ASP:OD1|2 545 1.91 0.29
1:B:58:PRO:N 1:C:59:ASP:OD1|2 545 1.92 0.28
1:A:59:ASP:OD1 1:D:58:PRO:NJ[2_555] 1.92 0.28
1:B:59:ASP:0OD1 1:C:58:PRO:N|2_ 545] 1.92 0.28
1:A:58:PRO:N 1:D:59:ASP:OD1[2_555] 1.92 0.28
1:A:58:PRO:CG 1:D:59:ASP:C[2_ 555] 1.94 0.26
1:B:59:ASP:C 1:C:58:PRO:CG|2_545| 1.94 0.26
1:A:59:ASP:C 1:D:58:PRO:CG[2_555] 1.94 0.26
1:B:58:PRO:CG 1:C:59:ASP:C[2_545] 1.94 0.26
1:B:58:PRO:C 1:C:59:ASP:N[2_ 545] 1.95 0.25
1:A:59:ASP:N 1:D:58:PRO:C|2_555] 1.95 0.25
1:B:59:ASP:N 1:C:58:PRO:C|2_545] 1.95 0.25
1:A:58:PRO:C 1:D:59:ASP:N[2_ 555] 1.95 0.25
1:A:617:LEU:CD2 | 1:D:617:LEU:CG|2_555] 1.96 0.24
1:B:617:LEU:CG | 1:C:617:LEU:CD2|2_545| 1.96 0.24
1:A:617:LEU:CG | 1:D:617:LEU:CD2[2_555] 1.96 0.24
1:B:617:LEU:CD2 | 1:C:617:LEU:CG[2_545] 1.96 0.24
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:A:490:GLU:OE1 | 1:B:490:GLU:OE1[1_655] 2.01 0.19
1.C:490:GLU:OEL | 1:.D:490:GLU-OE1[l_455| 2.01 0.19
1:A:59:ASP:0D2 1:D:58:PRO:CD|2_555| 2.04 0.16
1:B:58:PRO:CD 1:C:59:ASP:0OD2[2_ 545] 2.04 0.16
1:A:58:PRO:CD 1:D:59:ASP:0OD2|2_555] 2.04 0.16
1:B:59:ASP:0D2 1:C:58:PRO:CDJ[2_545| 2.04 0.16
1:B:58:PRO:O 1:C:58:PRO:C|2_545| 2.05 0.15
1:A:58:PRO:C 1:D:58:PRO:O[2 555] 2.05 0.15
1:B:58:PRO:C 1:C:58:PRO:0O[2_ 545] 2.05 0.15
1:A:58:PRO:O 1:D:58:PRO:C|2_555| 2.05 0.15
1:B:59:ASP:O 1:C:58:PRO:CB|2_545| 2.08 0.12
1:A:58:PRO:CB 1:D:59:ASP:O[2_ 555] 2.08 0.12
1:B:58:PRO:CB 1:C:59:ASP:0[2_ 545] 2.08 0.12
1:A:59:ASP:O 1:D:58:PRO:CBJ2_555] 2.08 0.12
1:B:59:ASP:N 1:C:59:ASP:N[2_ 545] 2.09 0.11
1:A:59:ASP:N 1:D:59:ASP:N[2_ 555] 2.09 0.11
1:A:41:GLU:CB 1:D:42:PRO:CD|2_555| 2.09 0.11
1:B:42:PRO:CD 1:C:41:GLU:CBJ2_545] 2.09 0.11
1:B:41:GLU:CB 1:C:42:PRO:CDJ|2_545 2.09 0.11
1:A:42:PRO:CD 1:D:41:GLU:CB|2_555] 2.09 0.11
1:A:58:PRO:CA 1:D:59:ASP:N|2_555] 2.10 0.10
1:B:59:ASP:N 1:C:58:PRO:CA[2_545] 2.10 0.10
1:A:59:ASP:N 1:D:58:PRO:CA|2_555| 2.10 0.10
1:B:58:PRO:CA 1:C:59:ASP:N|[2_ 545| 2.10 0.10
1:A:617:LEU:CB | 1:D:617:LEU:CD2|2_555] 2.10 0.10
1:B:617:LEU:CD2 | 1:C:617:LEU:CB|2_545] 2.10 0.10
1:A:617:LEU:CD2 | 1:D:617:LEU:CB|2_555] 2.10 0.10
1:B:617:LEU:CB | 1:C:617:LEU:CD2[2_ 545] 2.10 0.10
1:A:59:ASP:CG 1:D:58:PRO:CD|2_555| 2.11 0.09
1:B:58:PRO:CD 1:C:59:ASP:CG[2_545| 2.11 0.09
1:A:58:PRO:CD 1:D:59:ASP:CGJ2_ 555] 2.11 0.09
1:B:59:ASP:CG 1:C:58:PRO:CD|2_ 545] 2.11 0.09
1:A:617:LEU:CD2 | 1:D:617:LEU:O[2_555] 2.13 0.07
1:B:617:LEU:O | 1:C:617:LEU:CD2[2_545] 2.13 0.07
1:B:617:LEU:CD2 | 1:C:617:LEU:O[2_545] 2.13 0.07
1:A:617:LEU:O 1:D:617:LEU:CD2[2_ 555| 2.13 0.07
1:A:490:GLU:OE1 | 1:B:490:GLU:CDJ1_655] 2.14 0.06
1:C:490:GLU:OE1 | 1:D:490:GLU:CDJ|1_455] 2.14 0.06
1:C:490:GLU:CD | 1:D:490:GLU:OE1[1_455] 2.14 0.06
1:A:490:GLU:CD | 1:B:490:GLU:OE1[1_655| 2.14 0.06
1:A:42:PRO:CB 1:D:41:GLU:OE1[2_ 555] 2.15 0.05
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Atom-1

Atom-2

Interatomic
distance (A)

Clash

overlap (A)

1:B:41:GLU:OE1 1:C:42:PRO:CBJ|2_545] 2.15 0.05
1:A:41:GLU:OE1 1:D:42:PRO:CBJ2_555] 2.15 0.05
1:B:42:PRO:CB 1:C:41:GLU:OE1[2_545| 2.15 0.05
1:A:59:ASP:CG 1:D:58:PRO:C|2_555] 2.15 0.05
1:B:58:PRO:C 1:C:59:ASP:CG[2_ 545] 2.15 0.05
1:A:58:PRO:C 1:D:59:ASP:CG[2_555] 2.15 0.05
1:B:59:ASP:CG 1:C:58:PRO:C|2_545| 2.15 0.05
1:A:618:ALA:N | 1:D:617:LEU:CD2[2_555] 2.16 0.04
1:B:617:LEU:CD2 1:C:618:ALA:N[2_545] 2.16 0.04
1:A:617:LEU:CD2 1:D:618:ALA:N|[2_555] 2.16 0.04
1:B:618:ALA:N 1:C:617:LEU:CD2[2_545] 2.16 0.04
1:B:58:PRO:C 1:C:59:ASP:OD1[2_545] 2.17 0.03
1:A:59:ASP:OD1 1:D:58:PRO:C|[2_555] 2.17 0.03
1:B:59:ASP:0OD1 1:C:58:PRO:C|2_545| 2.17 0.03
1:A:58:PRO:C 1:D:59:ASP:OD1[2_ 555] 2.17 0.03
1:A:58:PRO:CG 1:D:59:ASP:O[2_ 555| 2.18 0.02
1:B:59:ASP:O 1:C:58:PRO:CG|2_545| 2.18 0.02
1:A:59:ASP:O 1:D:58:PRO:CGJ2_555] 2.18 0.02
1:B:58:PRO:CG 1:C:59:ASP:0[2_ 545] 2.18 0.02

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 725/753 (96%) | 685 (94%) | 34 (5%) 6 (1%) 22 55
1 B 725/753 (96%) | 685 (94%) | 34 (5%) 6 (1%) 22 55
1 C 725/753 (96%) | 685 (94%) | 34 (5%) 6 (1%) 22 55
1 D 725/753 (96%) | 685 (94%) | 34 (5%) 6 (1%) 22 55
All All | 2900/3012 (96%) | 2740 (94%) | 136 (5%) | 24 (1%) 22 55
All (24) Ramachandran outliers are listed below:
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Mol | Chain | Res | Type
1 A 33 ASP
1 B 33 ASP
1 C 33 ASP
1 D 33 ASP
1 A 130 ARG
1 A 131 GLY
1 B 130 ARG
1 B 131 GLY
1 C 130 ARG
1 C 131 GLY
1 D 130 ARG
1 D 131 GLY
1 A 274 ILE
1 B 274 ILE
1 C 274 ILE
1 D 274 ILE
1 A 752 PRO
1 B 752 PRO
1 C 752 PRO
1 D 752 PRO
1 A 52 PRO
1 B 52 PRO
1 C 52 PRO
1 D 52 PRO

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 612/636 (96%) | 549 (90%) | 63 (10%) 8| 24
1 B 612/636 (96%) | 549 (90%) | 63 (10%) 8| 24
1 C 612/636 (96%) | 549 (90%) | 63 (10%) 8| 24
1 D 612/636 (96%) | 549 (90%) | 63 (10%) 8| 24
All | ALl | 2448/2544 (96%) | 2196 (90%) | 252 (10%) | |8} 24

All (252) residues with a non-rotameric sidechain are listed below:
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Mol | Chain | Res | Type
1 A 32 GLU
1 A 37 ARG
1 A 56 LYS
1 A 73 LYS
1 A 87 ARG
1 A 126 ILE
1 A 127 VAL
1 A 146 ASP
1 A 159 ILE
1 A 165 ARG
1 A 183 ARG
1 A 185 PHE
1 A 191 THR
1 A 205 ILE
1 A 208 ILE
1 A 221 VAL
1 A 227 TRP
1 A 230 PRO
1 A 237 ASP
1 A 252 ASN
1 A 259 ASP
1 A 260 ARG
1 A 268 THR
1 A 285 LYS
1 A 302 LEU
1 A 313 ARG
1 A 321 GLU
1 A 340 LEU
1 A 348 LYS
1 A 368 GLN
1 A 375 LEU
1 A 377 ARG
1 A 386 ASN
1 A 408 LEU
1 A 412 LEU
1 A 415 TYR
1 A 419 GLN
1 A 459 ASN
1 A 471 ARG
1 A 478 LYS
1 A 506 SER
1 A 509 ARG
1 A 531 LEU

Continued on next page...
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Mol | Chain | Res | Type
1 A 552 LEU
1 A 554 LEU
1 A 567 THR
1 A 574 THR
1 A 589 SER
1 A 598 VAL
1 A 607 LEU
1 A 613 SER
1 A 616 LEU
1 A 617 LEU
1 A 635 SER
1 A 639 GLU
1 A 648 LEU
1 A 659 SER
1 A 660 LEU
1 A 685 LEU
1 A 709 LYS
1 A 713 GLN
1 A 732 LEU
1 A 733 LEU
1 B 32 GLU
1 B 37 ARG
1 B 56 LYS
1 B 73 LYS
1 B 87 ARG
1 B 126 ILE
1 B 127 VAL
1 B 146 ASP
1 B 159 ILE
1 B 165 ARG
1 B 183 ARG
1 B 185 PHE
1 B 191 THR
1 B 205 ILE
1 B 208 ILE
1 B 221 VAL
1 B 227 TRP
1 B 230 PRO
1 B 237 ASP
1 B 252 ASN
1 B 259 ASP
1 B 260 ARG

Continued on next page...
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Mol | Chain | Res | Type
1 B 268 THR
1 B 285 LYS
1 B 302 LEU
1 B 313 ARG
1 B 321 GLU
1 B 340 LEU
1 B 348 LYS
1 B 368 GLN
1 B 375 LEU
1 B 377 ARG
1 B 386 ASN
1 B 408 LEU
1 B 412 LEU
1 B 415 TYR
1 B 419 GLN
1 B 459 ASN
1 B 471 ARG
1 B 478 LYS
1 B 506 SER
1 B 509 ARG
1 B 531 LEU
1 B 552 LEU
1 B 554 LEU
1 B 567 THR
1 B 574 THR
1 B 589 SER
1 B 598 VAL
1 B 607 LEU
1 B 613 SER
1 B 616 LEU
1 B 617 LEU
1 B 635 SER
1 B 639 GLU
1 B 648 LEU
1 B 659 SER
1 B 660 LEU
1 B 685 LEU
1 B 709 LYS
1 B 713 GLN
1 B 732 LEU
1 B 733 LEU
1 C 32 GLU

Continued on next page...
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Mol | Chain | Res | Type
1 C 37 ARG
1 C 56 LYS
1 C 73 LYS
1 C 87 ARG
1 C 126 ILE
1 C 127 VAL
1 C 146 ASP
1 C 159 ILE
1 C 165 ARG
1 C 183 ARG
1 C 185 PHE
1 C 191 THR
1 C 205 ILE
1 C 208 ILE
1 C 221 VAL
1 C 227 TRP
1 C 230 PRO
1 C 237 ASP
1 C 252 ASN
1 C 259 ASP
1 C 260 ARG
1 C 268 THR
1 C 285 LYS
1 C 302 LEU
1 C 313 ARG
1 C 321 GLU
1 C 340 LEU
1 C 348 LYS
1 C 368 GLN
1 C 375 LEU
1 C 377 ARG
1 C 386 ASN
1 C 408 LEU
1 C 412 LEU
1 C 415 TYR
1 C 419 GLN
1 C 459 ASN
1 C 471 ARG
1 C 478 LYS
1 C 506 SER
1 C 509 ARG
1 C 531 LEU

Continued on next page...
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Mol | Chain | Res | Type
1 C 552 LEU
1 C 554 LEU
1 C 567 THR
1 C 574 THR
1 C 589 SER
1 C 598 VAL
1 C 607 LEU
1 C 613 SER
1 C 616 LEU
1 C 617 LEU
1 C 635 SER
1 C 639 GLU
1 C 648 LEU
1 C 659 SER
1 C 660 LEU
1 C 685 LEU
1 C 709 LYS
1 C 713 GLN
1 C 732 LEU
1 C 733 LEU
1 D 32 GLU
1 D 37 ARG
1 D 56 LYS
1 D 73 LYS
1 D 87 ARG
1 D 126 ILE
1 D 127 VAL
1 D 146 ASP
1 D 159 ILE
1 D 165 ARG
1 D 183 ARG
1 D 185 PHE
1 D 191 THR
1 D 205 ILE
1 D 208 ILE
1 D 221 VAL
1 D 227 TRP
1 D 230 PRO
1 D 237 ASP
1 D 252 ASN
1 D 259 ASP
1 D 260 ARG

Continued on next page...
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Mol | Chain | Res | Type
1 D 268 THR
1 D 285 LYS
1 D 302 LEU
1 D 313 ARG
1 D 321 GLU
1 D 340 LEU
1 D 348 LYS
1 D 368 GLN
1 D 375 LEU
1 D 377 ARG
1 D 386 ASN
1 D 408 LEU
1 D 412 LEU
1 D 415 TYR
1 D 419 GLN
1 D 459 ASN
1 D 471 ARG
1 D 478 LYS
1 D 506 SER
1 D 509 ARG
1 D 531 LEU
1 D 552 LEU
1 D 554 LEU
1 D 567 THR
1 D 574 THR
1 D 589 SER
1 D 598 VAL
1 D 607 LEU
1 D 613 SER
1 D 616 LEU
1 D 617 LEU
1 D 635 SER
1 D 639 GLU
1 D 648 LEU
1 D 659 SER
1 D 660 LEU
1 D 685 LEU
1 D 709 LYS
1 D 713 GLN
1 D 732 LEU
1 D 733 LEU

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. All (20) such
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sidechains are listed below:

Mol | Chain | Res | Type
1 A 368 GLN
1 A 386 ASN
1 A 392 HIS
1 A 449 HIS
1 A 459 ASN
1 B 368 GLN
1 B 386 ASN
1 B 392 HIS
1 B 449 HIS
1 B 459 ASN
1 C 368 GLN
1 C 386 ASN
1 C 392 HIS
1 C 449 HIS
1 C 459 ASN
1 D 368 GLN
1 D 386 ASN
1 D 392 HIS
1 D 449 HIS
1 D 459 ASN

5.3.3 RNA (D

There are no RNA molecules in this entry.

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

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)

4 ligands 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
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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 CountsBOIPl{(li\/IISeZn gt:ES\Z | > 2 CountsBorfl{(;/[nglgljéZZ | > 2
2 HEM A 754 1 28,50,50 | 2.08 10 (35%) | 17,82,82 | 2.93 5 (29%)
2 HEM B 754 1 28,50,50 | 2.08 10 (35%) | 17,82,82 | 2.93 5 (29%)
2 HEM C 754 1 28,50,50 | 2.08 10 (35%) | 17,82,82 | 2.93 5 (29%)
2 | HEM D 754 1 1285050 | 2.08 | 10 (35%) | 17,82,82 | 2.93 | 5 (29%)

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. ’-

no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
2 | HEM A 754 1 - 0/6/54/54 | 0/0/8/8
2 | HEM B 754 1 - 0/6/54/54 | 0/0/8/8
2 | HEM C 754 1 - 0/6/54/54 | 0/0/8/8
2 | HEM D 754 1 - 0/6/54/54 | 0/0/8/8

All (40) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
2 C 754 | HEM | C3B-CAB | -4.05 1.39 1.47
2 B 754 | HEM | C3B-CAB | -4.05 1.39 1.47
2 D 754 | HEM | C3B-CAB | -4.05 1.39 1.47
2 A 754 | HEM | C3B-CAB | -4.05 1.39 1.47
2 C 754 | HEM | C3C-CAC | -3.83 1.40 1.47
2 B 754 | HEM | C3C-CAC | -3.83 1.40 1.47
2 D 754 | HEM | C3C-CAC | -3.83 1.40 1.47
2 A 754 | HEM | C3C-CAC | -3.83 1.40 1.47
2 C 754 | HEM | C3C-C2C | -2.47 1.37 1.40
2 B 754 | HEM | C3C-C2C | -2.47 1.37 1.40
2 D 754 | HEM | C3C-C2C | -2.47 1.37 1.40
2 A 754 | HEM | C3C-C2C | -2.47 1.37 1.40
2 C 754 | HEM | C3B-C2B | -2.18 1.37 1.40
2 B 754 | HEM | C3B-C2B | -2.18 1.37 1.40
2 D 754 | HEM | C3B-C2B | -2.18 1.37 1.40
2 A 754 | HEM | C3B-C2B | -2.18 1.37 1.40
2 C 754 | HEM | CAD-C3D | -2.14 1.48 1.52
2 B 754 | HEM | CAD-C3D | -2.14 1.48 1.52

Continued on next page...
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Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
2 D 754 | HEM | CAD-C3D | -2.14 1.48 1.52
2 A 754 | HEM | CAD-C3D | -2.14 1.48 1.52
2 C 754 | HEM | CBC-CAC | 2.18 1.44 1.28
2 B 754 | HEM | CBC-CAC | 2.18 1.44 1.28
2 D 754 | HEM | CBC-CAC | 2.18 1.44 1.28
2 A 754 | HEM | CBC-CAC | 2.18 1.44 1.28
2 C 754 | HEM | CBB-CAB | 2.24 1.44 1.28
2 B 754 | HEM | CBB-CAB | 2.24 1.44 1.28
2 D 754 | HEM | CBB-CAB | 2.24 1.44 1.28
2 A 754 | HEM | CBB-CAB | 2.24 1.44 1.28
2 C 754 | HEM | C1A-NA | 3.02 1.42 1.36
2 B 754 | HEM | Cl1A-NA | 3.02 1.42 1.36
2 D 754 | HEM | Cl1A-NA | 3.02 1.42 1.36
2 A 754 | HEM | Cl1A-NA | 3.02 1.42 1.36
2 C 754 | HEM | C1B-NB | 3.71 1.41 1.36
2 B 754 | HEM | C1B-NB | 3.71 1.41 1.36
2 D 754 | HEM | C1B-NB | 3.71 1.41 1.36
2 A 754 | HEM | C1B-NB | 3.71 1.41 1.36
2 C 754 | HEM | C4D-ND | 4.60 1.42 1.36
2 B 754 | HEM | C4D-ND | 4.60 1.42 1.36
2 D 754 | HEM | C4D-ND | 4.60 1.42 1.36
2 A 754 | HEM | C4D-ND | 4.60 1.42 1.36

All (20) bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(?)
2 C 754 | HEM | CBD-CAD-C3D | -10.36 92.71 112.47
2 B 754 | HEM | CBD-CAD-C3D | -10.36 92.71 112.47
2 D 754 | HEM | CBD-CAD-C3D | -10.36 92.71 112.47
2 A 754 | HEM | CBD-CAD-C3D | -10.36 92.71 112.47
2 C 754 | HEM | C1D-C2D-C3D | -3.08 104.85 107.00
2 B 754 | HEM | C1D-C2D-C3D | -3.08 104.85 107.00
2 D 754 | HEM | C1D-C2D-C3D | -3.08 104.85 107.00
2 A 754 | HEM | C1D-C2D-C3D | -3.08 104.85 107.00
2 C 754 | HEM | CBA-CAA-C2A | 2.23 116.75 112.48
2 B 754 | HEM | CBA-CAA-C2A | 2.23 116.75 112.48
2 D 754 | HEM | CBA-CAA-C2A | 2.23 116.75 112.48
2 A 754 | HEM | CBA-CAA-C2A | 2.23 116.75 112.48
2 C 754 | HEM | CMD-C2D-C3D | 2.35 129.37 124.94
2 B 754 | HEM | CMD-C2D-C3D | 2.35 129.37 124.94
2 D 754 | HEM | CMD-C2D-C3D | 2.35 129.37 124.94
2 A 754 | HEM | CMD-C2D-C3D | 2.35 129.37 124.94

Continued on next page...
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(?)
2 C 754 | HEM | CMB-C2B-C3B | 2.38 129.32 124.89
2 B 754 | HEM | CMB-C2B-C3B | 2.38 129.32 124.89
2 D 754 | HEM | CMB-C2B-C3B | 2.38 129.32 124.89
2 A 754 | HEM | CMB-C2B-C3B | 2.38 129.32 124.89

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

4 monomers are involved in 14 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
2 A 754 | HEM 4 0
2 B 754 | HEM 3 0
2 C 754 | HEM 3 0
2 D 754 | HEM 4 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)

EDS was not executed - this section is therefore empty.

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

EDS was not executed - this section is therefore empty.

6.3 Carbohydrates (i)

EDS was not executed - this section is therefore empty.

6.4 Ligands (i)

EDS was not executed - this section is therefore empty.

6.5 Other polymers (i)

EDS was not executed - this section is therefore empty.


http://wwpdb.org/validation/2016/XrayValidationReportHelp#fit_model_data
http://wwpdb.org/validation/2016/XrayValidationReportHelp#fit_protein_na_chains
http://wwpdb.org/validation/2016/XrayValidationReportHelp#fit_nonstandard_and_ligands
http://wwpdb.org/validation/2016/XrayValidationReportHelp#fit_nonstandard_and_ligands
http://wwpdb.org/validation/2016/XrayValidationReportHelp#fit_nonstandard_and_ligands
http://wwpdb.org/validation/2016/XrayValidationReportHelp#fit_nonstandard_and_ligands

	Overall quality at a glance i
	Entry composition i
	Residue-property plots i
	Data and refinement statistics i
	Model quality i
	Standard geometry i
	Too-close contacts i
	Torsion angles i
	Protein backbone i
	Protein sidechains i
	RNA i

	Non-standard residues in protein, DNA, RNA chains i
	Carbohydrates i
	Ligand geometry i
	Other polymers i
	Polymer linkage issues i

	Fit of model and data i 
	Protein, DNA and RNA chains i 
	Non-standard residues in protein, DNA, RNA chains i 
	Carbohydrates i 
	Ligands i 
	Other polymers i 


