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1 Overall quality at a glance (i)

The following experimental techniques were used to determine the structure:
ELECTRON MICROSCOPY

The reported resolution of this entry is 7.00 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 N 0 N 10
Ramachandran outliers NN o — 0.4%
Sidechain outliers NN 0
Worse Better

0 Percentile relative to all structures

[l Percentile relative to all EM structures

Metric Whole archive EM structures
(#Entries) (#Entries)
Clashscore 114402 924
Ramachandran outliers 111179 726
Sidechain outliers 111093 686

The table below summarises the geometric issues observed across the polymeric chains. The red,
orange, yellow and green segments on the 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%

Mol | Chain | Length Quality of chain
1 A 726 76% 23%
1 B 726 79% 20%
1 C 726 77% 23%
1 D 726 76% 24%
1 E 726 78% 21%
1 P 726 77% 22%
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2  Entry composition (i)

There is only 1 type of molecule in this entry. The entry contains 69210 atoms, of which 35130
are hydrogens and 0 are deuteriums.

In the tables below, 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 VCP-LIKE ATPASE.

Mol | Chain | Residues Atoms AltConf | Trace

Total C H N O S
1 A 726 11535 3573 5855 997 1089 21 0 0

Total C H N O S
1 B 726 11535 3573 5855 997 1089 21 0 0

Total C H N O S
1 C 726 11535 3573 5855 997 1089 21 0 0

Total C H N O S
1 b 726 11535 3573 5855 997 1089 21 0 0

Total C H N O S
1 b 726 11535 3573 5855 997 1089 21 0 0

Total C H N 0O S
1 P 726 11535 3573 5855 997 1089 21 0 0
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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. 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. 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.

3 Residue-property plots (i)

e Molecule 1: VCP-LIKE ATPASE

Page 4
Chain A:

[ | %62S | weva 2838 %211 | o6ea 6971 989Y
0zTA £620 €21 189a £TTY 6821 [ ] agoN
| | | | osss | | 4570 |
$TTE 08z 0zvE 6LGL 0ZTTA 6928 [ ] 1898
[ | [ | [ | 881 6TTA 1 6991 [ |
0TTT 1128 LT%R | LD 1 . 1 9929 8%%S 8991
[ | [ | [ | 9,54 9171 1 [ | [ |
L01a z9zs L0%Y [ ] 1224 1 292 €21 19U
90TY 192ZH [ | 6951 1 €119 T9ZH zTha [ |
[ | [ | 66€D | gogd $TLE N 1 0921 [ | 8€93
g6v 9geN 86 L£99a 1 Q 0TTT 698 8191 L1890
| eI [ | [ | [ | 604 60TY 8gzd [ | 9£9d
mmu 9N wmﬁ ¢mm> 1 807h 1829 \.mﬁ [ |
| avey 903 L01a 99N £zod
18A HHTA 168V 63GA 1 |90ty 1 16€4 [ |
983 | evey 06€M [ | 9694 q0TY 9veN 96€9 619d
[ | zhed [ | L5G83 1 1 1 [ | [ |
8D | oTheV 181 9% 6898 963 TheH a8eN 9791
Lo 01 | oged 938 8894 | g6y 1 [ | 9T9a
9LN [ | 98gy [ | 1 $61 9€¢H £LEN $79d
QLN gged | | THGH 0894 | e6d ggTL [ | £T94
bL8 [ | z8ed 0vsy 1 z6L 1 $9EN | gToN
[ | L3N 1888 [ | 9.9 1 $22d [ | TT9L
1.8 [ | [ | zesI 1 agA | gged T9EN 0T9Y
[ | 022 8LEN [ | €49V 1 zTTL 09gY [ |
L9A G4 oL €251 1 6LY 1221 69€a $8GA
[ | 81cy 981 [ | 8594 8.Ld 1 [ | [ |
zoE Lica [ ] 1199 1890 110 q1TT £ge1 9.9
| | zLen | | 9ged oL | vie  geed s.qy
95y L0zd TLEL z083 859y - £Ted 1984 $.9d
[ | [ | 0L€H 1088 1 $.4 414t [ | [ |
£qy €02y [ | [ | 8%9H 1 1121 avey 0.8a
| ezey zozI £9€Y 8641 1 1.8 | ote1 e | B98I
TG0 [ ] [ ] [ ] 8290 X 1 602d [ ] 8998
[ | 9814 £8€T H6D) 1294 @ 2 190 | 8021 6£€1 198a
8vY [ | . gega | E6%d 9294 (@5 093 1023 | geevy 9991
LYA €818 TEY T6%A 1 - 1 1 LE£Q [ |
9%) 415t 0@ 16%a 1291 [ 174 mmﬂm [ | 69GA
[kt 1871 | 6bed 06%d 029V 9 ) | sagh
[ | 08TA 8veY [ | | 619d = 1 pLTH [ | 1893
L€9 6,18 [ | 3891 8194 <X shu 1 821 | 9ssy
[ | [ | gy [ | | oLT9N 2 LoA 69TY [ | 9393
T8 0LTI whey 1898 9191 (32 89TL 6T£a | weey
[ | [ | [ | [ | 8790 m 1 1978 [ | £994
4t $9TI 8gey SLHA $19d S| gea 1 T1€A [ |
[ | mmﬁ L8€a E‘E 1 D_n. mmq %971 0TEA 859Y
iatt 9ge1 019V €918 6084 | Lped
[ | avTh [ | 89%a 1 @) 184 1 | gogy 9598
T2H [ | 1689 19%a LO9A = 1 1519 L0€" a8
| v | | | lct | | |
81a [ ] gzed £9%N 6681 .- Lza £PTV Z0gA 6604
1 LETA ] 29%d 1 — | oez1 ZHTT 1083 1
€18 [ | q1€1 T9%A 964S B} sgy THTL | ooga 9671 004N
TV 0£T1 [ | [ | 1 .“|u. ‘e HTA 0771 662U [ | [ |
[ | | 6T [ 8€vL 1680 O m | seu 1 86T T67A 269a
61 8gTd 1088 LEYA 065N < zTs PEIN [ | 1650 | 169d
1 1 1 1 685 > g | | 625 1 069N
99 SzTI 8623 ﬁmﬁ 1 M _nha €18 Pastt £620 aLbA 6891
| weTT L62d 9838 9Ty | zeer #L50 889Y
f £2TV [ | azHy 1 ° @) F 43+ 1628 [ | | 189k

23%

RLDWIDE
EMDataBank

Unified Data Rosourco.

0O
PROTEIN DATA BANK

ZPDE
e

W

77%

e Molecule 1: VCP-LIKE ATPASE

Chain C:


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

5GAF

wwPDB EM Map/Model Validation Report

Page 5

0471

911
€972

SyTh

THIL

6ETD

¥C11

[44 %S

0ZTA

8112

0711

g€ced
(4428

61€d
€1€b
(A2
TTEA
60€Y

00€3
662H

Lécd

v6cs
£6ca

.8CI

€82V

6.2V

292s

84cd

9N

1574

Viz4)
6€TT

LETH
9ETH
SETL
veTH

LTTA
9TTH

€ced
TTTL
TeeI

81z
Lica

v1ca

0672

9L1d
SL73

€LTH

(4574

9T¥vd
STHA

£€THT

0Z%a

8T1%1
LI%R

STHY

TTPN
TTPH

80%2
LO%Y

66€D

96€D

veeL

c8€d
18€H

6LES
8LEW

SLed

ELEN
cLeY

69€I

T9€Y
0sea

8YeY

vhexd
E£YET

Tve€d

6€€T

EEEL

T€€D

62EA
8TEI

vTen

9891
(42

1890
085S

9.94
S.94
¥L9d
L9V
TLSI

8993
199a

9984
%93A

699A
8YSV
eletc
g¥bss
vvea

€29l

119D
%054
1098
(4528
68%4
9LwY
SLYA
wLva
69%1
89%a
L9%a

°9%d
1974

08%a

ov¥P1

Thvd
1344

LEVA

T0LT
8690
7691
€69V
269d
069N
L89%

v89N

1893
0894

8L91
LL9N

vLoa

829d

9z9d
S29D

9191
S190

019V

8091

9691

T691
1650

8891
L89Y

VCP-LIKE ATPASE

e Molecule 1

24%

76%

Chain D

90TY

963
S6Y

T6L
164

98%
S8A

€80
28D

088

8.9

9LN

2

TLA

691

09

9y
SGL

£9Y

18A

87y
PAZN
ovY

S121
AL4:S

CICH

0121

8021
023

€02

0673

2813
1811

6L12
8L1S

9L1d
S.1d

TLII

89TL

voTL

T91d

98711

8%11

9%TL
SHTD

EPIV

TPIL
0%11

LETA

PEIN
€E1a

0ETT
6CTH

¥T11

0TTA

9TTI

v11E

L01a

6€EI

TeEY
TEED

LTEA
9TEH

L7871
€1ed

60€Y

L0€d

€0€D

TOER

662H

v6cs
£62a

06z2a

8Lt

9Lcd

vlca

99Tk
Y9Tk

29Ts
ToCH

892d

4t}
TSN

(434S
T€TD

LTTA

:{44)

£€ced
[4qan
j 1448
0zTH
6121
81
L1232

69SA
LESA
€eay
208y

T6TA
1670

8%d
9L%Y
SLYA
v.L%a
6971
89%a
L9%a
TovA

99%d
eleid!

TS%d
08%a
6771

TPPQ
0v%a

92%d

114728
811
96€D
Y6EL
9Le1
§S.ed
YLEW
€94
2T9eD
TOEN
cged
0gea
6ved
8hed

They

9TLL

€TLT

0T4d
60L4

wOLY

T0Ld
00LN

£69Y
2690a

8894
289V
0894
LLON
9.93
SL91
899A
%991
€89d
4121}
8%9H

w991

9191
S190

6691

¥LGd
LSV

04sa
6991

VCP-LIKE ATPASE

e Molecule 1

21%

78%

Chain E

L1173

60TY¥
80Th
L0Td

SOTH

0071

ggeH
¥¢Td

TTTL

6121
81cH
L1238

S121

€1ed

60cd
8021

881§
L8TI

1871

6.13

9L1d
S.T3

eLTH
TLTI

89TL

€914

19Td

€4TA
CSTA

811

55444
{47498

0711

LETA
9ETS

YEIN
€E€1a

0ETT
6CTW
8CTd
443!

12T
0ZTA

8veyd
LED

EYET
TYEV

0ved

8EEY

SEEd

0EEI

9TEH

£1eh

T1EA

60€d

L0€d

€0€h

66cH
¥62S
€6ca
[4349
162H
.8CI
€82V
6.2V

vLTH
€2

oLeh

84cd
L9eH

2143

cgcd
Lyca
evey
9€TH

SETL

ooV
£CoY

9191
1680
bLad
€L8Y
TLSI
0.48a

»99A

6G9A
848h

TPSM

SL7A
vLva

GSPY

28%S

6%¥I

6EYH

CTEY'T

61%d
81%1

(4574

80%2
LO%Y

66€D
86EA

96€D

v6EL
9Le7T

TLEY
TLEL

£9¢€Y
29€D
TOEN

gged
TGeY

A7
€T.a

60.Y
8041

7691
069N
L99L
vo9V

£469d
TIOW

Tvod
9€9d

9T9H

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



5GAF

wwPDB EM Map/Model Validation Report

Page 6

VCP-LIKE ATPASE

e Molecule 1

22%

w—
77%

Chain P

IIII‘” III-O° B
%] =]

€974

CSTA

EVIV

TPIL

LETA

8TTd

¥C11

0ZTA

0011

6L

6831

S8A

€80

08s

6LV

8LD

vLY
ELN

LGY

99k
a1

PN

15728
ova

TeY

8cd
Lea

YTA

(44

€18

€T1€0

TiEA
0TEA
60€d
80€Y¥

90€A

TOEA
10€3

662H

SOTH

€02

66711

98TH

H8TA

z8t1d

iZA%S
€LTH

0LTI

89TL
L9713

08y

S6%4

%A

6874

S8%1

9L¥N

SLPA

vLva

69%1

LG%A

9Gva

eleidc

LEWA

eeva

6Z%L

STHA

£€Th1
ceva

61%d
81%1

TIoH

L0%Y

T6EY

9LET

TLEN

09€Yd
639€d

16€Y

£%€1

8EEY
Lggea

(454 4

8TEI

9TEL
S1€1

9€9d

629
829d

ST9D

LT9NH
9191

¥19d
€194
CTI9N
T19L
L09A

9854
G8SL

28SS

6LSL
8.LSL

v.9d
TLSI
TLGS
0.8a
6991
8993
198a

G984
$9sA

69SA

G9ey

ety

8%9Y
LPSN

a%8s

THGH

LESA

0€SI

LOSA

G081

€TL1

0TLA
61.L4

9TLA

€1.La
CTTLA

60.¥

004N

L89X
989V

699D
8993

€991
299a

0991
659a

6791

S$91
PPoI

Tvod
[0i4°) )

RLDWIDE

w_ 0

erpBe

PROTEIN DATA BANK

ataBank



Page 7 wwPDB EM Map/Model Validation Report 5G4F

4 Experimental information (i)
Property Value Source
Reconstruction method SINGLE PARTICLE Depositor
Imposed symmetry POINT, Not provided Depositor
Number of particles used Not provided Depositor
Resolution determination method | Not provided Depositor
CTF correction method EACH MICROGRAPH Depositor
Microscope FEI TECNAI F20 Depositor
Voltage (kV) 200 Depositor
Electron dose (e~ /A”) 32 Depositor
Minimum defocus (nm) 1800 Depositor
Maximum defocus (nm) 3500 Depositor
Magnification 25000 Depositor
Image detector GATAN K2 SUMMIT (4K X 4K) Depositor
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5 Model quality (i)

5.1 Standard geometry (i)

The Z score for a bond length (or angle) is the number of standard deviations the observed value
is removed from the expected value. A bond length (or angle) with |Z| > 5 is considered an
outlier worth inspection. RMSZ is the root-mean-square of all Z scores of the bond lengths (or
angles).

. Bond lengths Bond angles

Mol | Chain | pyior i 7150 | RMSZ | #(7] >2

1 A 0.25 0/5763 0.44 0/7778

1 B 0.28 1/5763 (0.0%) 0.45 1/7778 (0.0%)

1 C 0.24 0/5763 0.43 0/7778

1 D 0.24 0/5763 0.45 0/7778

1 E 0.24 0/5763 0.44 0/7778

1 p 0.25 0/5763 0.43 0/7778

All All 0.25 | 1/34578 (0.0%) | 0.44 | 1/46668 (0.0%)

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 | 7 Planarity outliers
1 A 0 4
1 B 0 3
1 C 0 4
1 D 0 2
1 E 0 2
1 P 0 4
All All 0 19

All (1) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
1 B 613 | ARG C-N 10.34 1.53 1.34
All (1) bond angle outliers are listed below:
Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(°)
1 B 140 | LEU | CA-CB-CG | 5.96 129.00 115.30

There are no chirality outliers.

W
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All (19) planarity outliers are listed below:

<
=)

Chain | Res | Type | Group
182 | GLU | Peptide
298 | LYS | Peptide
385 | LYS | Peptide
463 | ASN | Peptide
142 | LEU | Peptide
167 | GLU | Peptide
385 | LYS | Peptide
297 | PRO | Peptide
394 | THR | Peptide
396 | GLY | Peptide
579 | THR | Peptide
216 | PHE | Peptide
425 | LYS | Peptide
300 | GLU | Peptide

58 | ARG | Peptide
143 | ALA | Peptide
297 | PRO | Peptide

4 ASN | Peptide
626 | ARG | Peptide

Ry QSSY [y Sy Y Y Sy RS (= S QI Sy Y T Sy ey N e
= O O | || OO QO Q| Q| ™| ™| B | | | =

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 5680 5895 5895 111 0
1 B 5680 5895 0895 116 0
1 C 5680 5895 5895 113 0
1 D 5680 5855 5855 131 0
1 E 5680 5855 5855 108 0
1 P 5680 5855 5855 123 0
All All 34080 35130 35130 664 0

The all-atom clashscore is defined as the number of clashes found per 1000 atoms (including
hydrogen atoms). The all-atom clashscore for this structure is 10.

All (664) close contacts within the same asymmetric unit are listed below, sorted by their clash
magnitude.

WO RLDWIDE
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:D:107:ASP:0OD1 1:E:218:ARG:NH?2 2.02 0.93
1:E:55:TYR:OH 1:E:163:GLU:OE2 1.88 0.89
1:E:221:ILE:HG22 1:E:222: THR:H 1.37 0.88
1:E:120:VAL:O 1:E:124:LEU:N 2.06 0.88
1:P:570:ASP:0OD2 1:P:611: THR:OG1 1.89 0.88
1:P:205:MET:SD 1:P:351:ARG:NH2 2.46 0.88
1:B:262:SER:OG 1:P:313:GLN:NE2 2.07 0.87
1:B:457:VAL:O 1:B:555:LYS:NZ 2.11 0.83
1:A:620:ALA:O 1:A:626:ARG:NH1 2.12 0.83
1:C:582:SER:OG 1:C:585: THR:O 1.97 0.82
1:A:256:ASN:ND2 1:B:319:ASP:0OD2 2.13 0.82
1:A:501:SER:OG 1:A:628:ASP:0OD1 1.98 0.82
1:D:261:MET:O 1:E:309:ARG:NH1 2.14 0.81
1:A:363:ARG:NH1 1:A:394:THR:O 2.14 0.80
1:B:235: THR:HG23 1:B:236:GLY:H 1.47 0.80
1:D:214:GLU:OE2 1:P:425:LYS:N 2.15 0.80
1:C:412:ASN:OD1 1:C:415:ARG:NH2 2.15 0.79
1:P:55:TYR:OH 1:P:163:GLU:OE2 2.00 0.79
1:D:51:VAL:HG23 | 1:D:130:LEU:HD11 1.65 0.78
1:P:578: THR:HG23 1:P:579: THR:H 1.48 0.78
1:D:124:LEU:HD11 | 1:D:164:ILE:HG21 1.64 0.78
1:A:106:LYS:NZ 1:A:145:GLN:OE1 2.17 0.78
1:P:28:GLU:OE1 1:P:31:ARG:NH?2 2.15 0.77
1:D:361:ASN:OD1 1:D:362:GLY:N 2.17 0.77
1:B:13:GLU:OE1 1:B:74:ARG:NH2 2.18 0.76
1:D:53:ARG:NH2 1:D:92:THR:OG1 2.18 0.76
1:A:336:ILE:O 1:A:344:ARG:NH2 2.19 0.76
1:D:654:LEU:O 1:D:688:ARG:NH2 2.18 0.76
1:P:74:ARG:O 1:P:78:GLY:N 2.18 0.76
1:P:582:SER:OG 1:P:585:THR.:O 2.02 0.75
1:C:235:THR:HG23 1:C:236:GLY:H 1.49 0.75
1:D:481:GLU:OE1 1:P:687:TYR:OH 2.05 0.75
1:B:76:ASN:ND2 1:B:134:ASN:O 2.20 0.75
1:D:17:THR:OG1 1:D:190:GLU:OE2 2.03 0.75
1:B:299:ARG:NH1 1:B:337:ASP:0O 2.20 0.74
1:A:28:GLU:OFE1 1:A:31:ARG:NH2 2.19 0.74
1:P:547:LYS:NZ 1:P:551:GLU:OE2 2.21 0.74
1:C:544:GLU:OE1 1:C:587:ARG:NH1 2.21 0.73
1:B:71:SER:OG 1:B:74:ARG:NH2 2.20 0.73
1:B:25:ARG:NH1 1:B:60:GLU:OE2 2.21 0.73
1:D:726: THR:OXT | 1:P:709:ARG:NH2 2.22 0.72
1:P:207:GLU:O 1:P:211:LYS:N 2.21 0.72

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

Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:E:474:ASP:OD1 1:E:475:VAL:N 2.22 0.72
1:C:677:ASN:O 1:C:681:GLU:N 2.22 0.72
1:C:31:ARG:NH1 1:C:37:GLU:OE1 2.22 0.72
1:P:360:ARG:NH1 1:P:391:ALA:O 2.23 0.72
1:P:182:GLU:OE]1 1:P:186:ARG:NH2 2.22 0.72
1:B:685:ASN:ND2 1:B:689:GLU:OE1 2.23 0.72
1:E:361:ASN:OD1 1:E:362:GLY:N 2.23 0.72
1:A:217:GLU:OE1 | 1:C:110:LEU:HD23 1.89 0.71
1:P:418:LEU:O 1:P:422:ASP:N 2.22 0.71
1:A:541: TRP:NE1 1:A:546:GLU:OE2 2.23 0.71
1:P:625:GLY:N 1:P:628:ASP:0OD1 2.22 0.71
1:P:40:ASP:0D2 1:P:89:LYS:NZ 2.20 0.71
1:P:545:SER:O 1:P:548:ALA:N 2.24 0.71
1:A:37:GLU:O 1:A:56:ARG:NH1 2.24 0.70
1:E:21:MET:SD 1:E:372:ARG:NH2 2.65 0.70
1:E:396:GLY:O 1:E:455:ARG:NH1 2.24 0.70
1:E:247:GLU:OE1 1:E:247:GLU:N 2.25 0.70
1:C:118:GLU:OE2 1:C:122:ARG:NH2 2.25 0.70
1:E:71:SER:OG 1:E:74:ARG:NH2 2.25 0.69
1:P:640:ALA:O 1:P:644:1LE:N 2.25 0.69
1:C:511:GLY:O 1:C:512: VAL:HG22 1.92 0.69
1:C:309:ARG:NH1 1:C:313:GLN:OE1 2.25 0.69
1:C:580:SER:OG 1:E:303:GLN:NE2 2.26 0.69
1:B:142:LEU:O 1:P:221:ILE:HG22 1.93 0.68
1:D:203:ARG:O 1:D:207:GLU:N 2.26 0.68
1:C:293:ASP:0OD1 1:C:294:SER:N 2.27 0.68
1:C:236:GLY:O 1:C:240:ILE:N 2.26 0.68
1:D:45:GLU:O 1:D:86:LYS:N 2.24 0.68
1:D:723:LEU:O 1:P:709:ARG:NH2 2.27 0.67
1:A:706:LYS:O 1:A:709:ARG:NH1 2.26 0.67
1:B:545:SER.:O 1:B:548:ALA:N 2.27 0.67
1:D:474:ASP:0OD1 1:D:475:VAL:N 2.26 0.67
1:D:45:GLU:N 1:D:86:LYS:O 2.26 0.67
1:P:474:ASP:OD1 1:P:475:VAL:N 2.28 0.67
1:D:220:GLY:O 1:D:222: THR:N 2.28 0.67
1:D:74:ARG:HG2 1:D:79:ALA:HB3 1.76 0.66
1:D:222: THR:O 1:P:407:ARG:NH2 2.29 0.66
1:A:337:ASP:0OD2 1:A:547:LYS:NZ 2.25 0.66
1:D:251:ASN:OD1 1:D:252:PHE:N 2.27 0.66
1:C:398:VAL:HG22 1:C:399:GLY:H 1.61 0.66
1:C:674:ASP:O 1:C:678:LEU:N 2.28 0.66
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1:D:299:ARG:NH1 1:D:339:ILE:O 2.29 0.66
1:C:576:ARG:NH2 1:C:581:ASP:OD1 2.29 0.66
1:A:680:ARG:NH2 1:B:499:ARG:O 2.29 0.65
1:B:242:ARG:O 1:B:246:ASN:ND2 2.30 0.65
1:E:597:ASP:0OD2 1:E:626:ARG:NH?2 2.28 0.65
1:A:203:ARG:NH1 1:A:207:GLU:OE1 2.30 0.65
1:B:120:VAL:HA 1:B:123:ALA:HB3 1.79 0.65
1:A:45:GLU:N 1:A:86:LYS:O 2.28 0.65
1:E:235:THR:HG23 1:E:236:GLY:H 1.62 0.64
1:E:340:ASP:0OD2 1:E:342:ALA:HB3 1.97 0.64
1:P:80:SER:N 1:P:83:ASP:0D2 2.30 0.64
1:D:467:ASP:OD1 1:D:468:ASP:N 2.31 0.64
1:E:25:ARG:HG2 1:E:57:ALA:HB3 1.80 0.64
1:E:105:ARG:NH2 1:E:181:LEU:O 2.31 0.63
1:B:566:LEU:O 1:B:610:ALA:N 2.31 0.63
1:C:173:ARG:NE 1:C:175:GLU:OE2 2.28 0.63
1:A:590:ASN:OD1 1:A:591:GLN:N 2.32 0.63
1:C:501:SER:OG 1:E:407:ARG:NH1 2.32 0.62
1:B:74:ARG:O 1:B:78:GLY:N 2.32 0.62
1:P:46:LYS:HD3 1:P:85:VAL:HG12 1.81 0.62
1:C:339:.ILE:HB 1:C:343:LEU:HD12 1.82 0.62
1:D:74:ARG:CG 1:D:79:ALA:HB3 2.29 0.62
1:D:179:GLU:OE1 1:D:179:GLU:N 2.31 0.62
1:C:680:ARG:O 1:C:680:ARG:NH1 2.33 0.61
1:D:217:GLU:O 1:D:326:HIS:NE2 2.34 0.61
1:E:35:ASP:O 1:E:89:LYS:NZ 2.18 0.61
1:D:51:VAL:HG23 1:D:130:LEU:CD1 2.29 0.61
1:D:164:ILE:HG23 | 1:D:168: THR:HG21 1.82 0.61
1:P:455:ARG:NH1 1:P:456:GLU:O 2.34 0.61
1:B:361:ASN:O 1:B:364:LYS:N 2.34 0.60
1:E:270:GLN:O 1:E:274.GLU:N 2.33 0.60
1:P:293:ASP:0OD1 1:P:294:SER:N 2.34 0.60
1:D:615:ASP:OD1 1:D:616:ILE:N 2.34 0.60
1:B:125:1LE:O 1:B:125:1ILE:HG22 2.00 0.60
1:C:462:PRO:O 1:C:523: THR:0G1 2.17 0.60
1:E:270:GLN:OE1 1:E:273: ARG:NH2 2.34 0.60
1:D:46:LYS:HG2 1:D:85:VAL:HG12 1.84 0.60
1:E:636:PRO:O 1:E:641:ARG:NH1 2.34 0.60
1:B:119:TYR:O 1:B:123:ALA:N 2.33 0.60
1:B:575:ARG:HE 1:P:586:GLU:HA 1.66 0.60
1:C:687'TYR:O 1:C:694: THR:N 2.35 0.60
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1:P:302:VAL:O 1:P:308:ARG:NH2 2.35 0.60
1:P:120:VAL:HG13 1:P:170:ILE:HB 1.82 0.59
1:D:573:ALA:HB3 1:D:574:PRO:HD3 1.83 0.59
1:D:91:ARG:NH1 1:D:92:THR.:O 2.36 0.59
1:B:259:GLU:HB2 | 1:P:316:. THR:HG21 1.84 0.59
1:A:242:ARG:O 1:A:246:ASN:ND2 2.35 0.59
1:P:662:ASP:OD1 1:P:663:1LE:N 2.35 0.59
1:A:21:MET:SD 1:A:372:ARG:NH2 2.74 0.59
1:P:40:ASP:OD1 1:P:41:VAL:N 2.36 0.58
1:C:24:VAL:HG21 1:C:54:VAL:HG21 1.85 0.58
1:B:140:.LEU:HG 1:B:141: THR:H 1.68 0.58
1:D:363:ARG:NH2 1:D:394:THR.:O 2.36 0.58
1:E:134:ASN:HB2 1:E:181:LEU:HD12 1.86 0.58
1:B:681:GLU:OE1 1:P:629:LYS:NZ 2.37 0.58
1:A:581:ASP:0OD1 1:A:582:SER:N 2.32 0.58
1:A:350:ASP:0OD1 1:A:351:ARG:N 2.32 0.58
1:B:567:ASP:OD1 1:B:568:GLU:N 2.37 0.57
1:E:224:PRO:O 1:E:326:HIS:NE2 2.36 0.57
1:A:398:VAL:HG22 1:A:399:GLY:H 1.69 0.57
1:E:11:VAL:HB 1:E:85:VAL:HG11 1.87 0.57
1:A:491:ASP:OD1 1:A:492:VAL:N 2.38 0.57
1:B:27:ASP:0OD1 1:B:28:GLU:N 2.37 0.57
1:C:287:ILE:N 1:C:328.1LE:O 2.36 0.57
1:B:168: THR:HG22 1:B:169:LYS:O 2.05 0.57
1:A:186:ARG:NH1 1:A:246:ASN:O 2.38 0.57
1:A:293:ASP:0OD1 1:A:294:SER:N 2.38 0.57
1:C:615:ASP:0OD1 1:C:616:ILE:N 2.38 0.57
1:C:545:SER:O 1:C:548:ALA:N 2.38 0.56
1:E:74:ARG:O 1:E:78:GLY:N 2.38 0.56
1:B:60:GLU:OE1 1:B:60:GLU:N 2.38 0.56
1:C:469:ILE:O 1:C:476:LYS:NZ 2.36 0.56
1:D:22:SER:O 1:D:55:TYR:N 2.34 0.56
1:B:418:LEU:O 1:B:422:ASP:N 2.31 0.56
1:D:137:VAL:O 1:D:148:LEU:N 2.37 0.56
1:A:461:VAL:O 1:A:461:VAL:HG13 2.05 0.56
1:C:698: GLN:O 1:C:702:LEU:N 2.38 0.56
1:D:218:ARG:O 1:D:219:LEU:HG 2.04 0.56
1:D:450:GLU:OE1 1:E:351:ARG:NH1 2.39 0.56
1:P:199:LEU:O 1:P:203:ARG:N 2.38 0.56
1:E:187:ILE:HG21 1:E:243:ALA:HB2 1.88 0.55
1:E:708:ILE:HG22 1:E:709:ARG:N 2.21 0.55
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1:P:659:ASP:OD1 1:P:660:LEU:N 2.37 0.55
1:A:93:GLU:O 1:A:163:GLU:N 2.39 0.55
1:B:125:1LE:O 1:B:126:ARG:HG2 2.06 0.55
1:B:637:ASP:0O 1:B:641:ARG:N 2.27 0.55
1:A:71:SER:OG 1:A:74:ARG:NH2 2.39 0.55
1:B:491:ASP:OD1 1:B:492:VAL:N 2.40 0.55
1:D:178:SER:OG 1:D:179:GLU:OE1 2.24 0.55
1:P:299:ARG:NH2 1:P:337:ASP:OD1 2.41 0.54
1:E:76:ASN:HD22 | 1:E:181:LEU:HD13 1.73 0.54
1:C:122:ARG:NH1 1:C:432:LEU:O 2.40 0.54
1:C:425:LYS:HB2 1:C:426:PRO:HD3 1.89 0.54
1:B:105:ARG:NH2 1:B:183:GLU:OE2 2.40 0.54
1:D:124:LEU:HD11 1:D:164:ILE:CG2 2.34 0.54
1:C:124:LEU:HD11 1:C:164:1LE:O 2.07 0.54
1:E:105:ARG:NH2 1:E:179:GLU:O 2.41 0.54
1:B:293:ASP:OD1 1:B:294:SER:N 2.40 0.54
1:B:74:ARG:O 1:B:79:ALA:N 2.41 0.54
1:D:140:LEU:CD1 | 1:D:148:LEU:HD22 2.37 0.54
1:E:187:ILE:HG22 1:E:188:SER:N 2.22 0.54
1:A:218:ARG:NH1 1:A:323:GLU:O 2.41 0.53
1:B:147:GLY:N 1:B:373:ASN:OD1 2.41 0.53
1:C:350:ASP:OD1 1:C:351:ARG:N 2.41 0.53
1:P:469:1LE:O 1:P:476:LYS:NZ 2.41 0.53
1:C:467:ASP:OD1 1:C:468:ASP:N 2.41 0.53
1:D:106:LYS:NZ 1:D:145:GLN:OE1 2.34 0.53
1:D:309:ARG:O 1:D:313:GLN:N 2.26 0.53
1:B:574:PRO:HG2 1:B:616:ILE:HD12 1.90 0.53
1:B:686:ALA:HB2 1:B:700:ASN:OD1 2.07 0.53
1:D:60:GLU:OE1 1:D:60:GLU:N 2.41 0.53
1:E:153:VAL:HG21 | 1:E:173:ARG:HH22 1.72 0.53
1:B:48: ARG:NH?2 1:B:77:CYS:O 2.41 0.53
1:C:461:VAL:O 1:C:461:VAL:HG13 2.08 0.53
1:A:180:VAL:HG13 1:A:181:LEU:HG 1.90 0.53
1:D:451:PRO:O 1:E:558:GLN:NE2 2.42 0.53
1:D:461:VAL:O 1:D:461:VAL:HG13 2.08 0.53
1:D:700:ASN:OD1 1:D:701:PHE:N 2.42 0.53
1:A:345:ARG:HE 1:A:348:ARG:HH12 1.57 0.53
1:B:474:ASP:OD1 1:B:475:VAL:N 2.41 0.53
1:B:126:ARG:HA 1:B:164:ILE:O 2.08 0.53
1:C:369:ILE:O 1:C:373:ASN:ND2 2.42 0.53
1:E:221:ILE:HG22 1:E:222: THR:N 2.15 0.53
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1:E:664:ALA:O 1:E:667: THR:OG1 2.25 0.53
1:P:570:ASP:0OD1 1:P:571:SER:N 2.41 0.53
1:P:299:ARG:NH2 1:P:337:ASP:0O 2.40 0.53
1:B:22:SER:OG 1:B:127:ARG:NH?2 2.42 0.53
1:E:235:THR:HG23 1:E:236:GLY:N 2.23 0.52
1:C:190:GLU:OE2 1:C:372:ARG:NH2 2.42 0.52
1:P:612:ASN:O 1:P:720: TYR:OH 2.27 0.52
1:A:437:VAL:HG12 1:A:438: THR:N 2.24 0.52
1:P:315:LEU:HD21 | 1:P:343:LEU:HD23 1.92 0.52
1:D:53:ARG:NH2 1:D:161:PRO:O 2.42 0.52
1:D:682:ALA:HB2 1:D:704:ALA:HB2 1.91 0.52
1:B:207:GLU:O 1:B:211:LYS:N 2.43 0.52
1:C:559:VAL:HG12 1:C:559:VAL:O 2.09 0.52
1:D:96:LYS:HA 1:D:168: THR:HG22 1.92 0.52
1:P:505:LEU:HD11 | 1:P:611: THR:HG22 1.92 0.52
1:B:120:VAL:O 1:B:123:ALA:N 2.43 0.52
1:E:708:ILE:HG22 1:E:709:ARG:H 1.74 0.52
1:P:636:PRO:O 1:P:641:ARG:NH1 2.43 0.52
1:D:342:ALA:O 1:D:348:ARG:NE 2.38 0.52
1:C:474:ASP:0OD1 1:C:475:VAL:N 2.41 0.52
1:P:502:LYS:HE3 1:P:607:VAL:HG23 1.92 0.52
1:C:13:GLU:OE1 1:C:74:ARG:NH1 2.43 0.51
1:E:573:ALA:HB3 1:E:574:PRO:HD3 1.93 0.51
1:P:686:ALA:HB2 | 1:P:700:ASN:HD21 1.75 0.51
1:B:584:VAL:O 1:B:584:VAL:HG12 2.09 0.51
1:D:120:VAL:O 1:D:124:LEU:HB?2 2.10 0.51
1:E:172:ILE:HG23 1:E:172:ILE:O 2.09 0.51
1:A:233:PRO:HG2 1:B:345:ARG:HE 1.74 0.51
1:C:579:THR:O 1:C:579: THR:HG23 2.10 0.51
1:D:140:LEU:HD11 | 1:D:148:LEU:HD22 1.92 0.51
1:A:398:VAL:HG22 1:A:399:GLY:N 2.24 0.51
1:P:13:GLU:OE1 1:P:203:ARG:NH2 2.43 0.51
1:A:18:ASP:0OD2 1:A:25:ARG:NH2 2.43 0.51
1:E:25:ARG:HB3 1:E:59:PRO:HD3 1.93 0.51
1:C:95:ALA:N 1:C:163:GLU:O 2.44 0.51
1:D:220:GLY:O 1:D:223:PRO:HD3 2.10 0.51
1:D:440:ASP:0OD1 1:D:441:ASP:N 2.42 0.51
1:E:299:ARG:O 1:E:300:GLU:HB3 2.10 0.51
1:E:95:ALA:O 1:E:168: THR:HG22 2.11 0.51
1:P:569:ILE:O 1:P:572:ILE:HG22 2.11 0.51
1:A:657:ASP:OD1 1:A:658:VAL:N 2.39 0.51
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Atom-1 Atom-2 distance (A) | overlap (A)
1:D:17:'THR:O 1:D: 17" THR:HG22 2.11 0.51
1:P:24:VAL:O 1:P:57:ALA:HB3 2.11 0.50
1:A:363:ARG:NH1 1:A:391:ALA:O 2.45 0.50
1:D:374:MET:HB3 1:D:375:PRO:CD 2.41 0.50
1:B:141: THR:HG21 | 1:P:221:.ILE:HG23 1.94 0.50
1:D:469:ILE:HG23 1:D:469:1ILE:O 2.12 0.50
1:E:573:ALA:HB3 1:E:616:ILE:HD12 1.92 0.50
1:B:257:GLY:O 1:B:261:MET:N 2.35 0.50
1:C:46:LYS:HG2 1:C:85:VAL:HG12 1.94 0.50
1:D:216:PHE:CD1 | 1:D:219:LEU:HD12 2.47 0.50
1:D:4:ASN:O 1:D:5:ASN:ND2 2.43 0.50
1:B:339:ILE:O 1:B:344:ARG:NH2 2.44 0.50
1:A:688:ARG:HG3 | 1:B:496:LEU:HD13 1.93 0.50
1:E:213:PRO:O 1:E:217:GLU:HB3 2.12 0.50
1:P:485:LEU:O 1:P:489:LYS:N 2.41 0.50
1:P:3:SER:O 1:P:4:ASN:HB2 2.11 0.50
1:A:142:LEU:HD22 1:A:370:HIS:HA 1.94 0.50
1:B:301:GLU:OE1 1:B:301:GLU:N 2.44 0.50
1:D:274:GLU:O 1:D:278:LYS:N 2.45 0.50
1:E:17:'THR:HG22 1:E:372:ARG:HD2 1.94 0.50
1:B:574:PRO:CG 1:B:616:ILE:HD12 2.42 0.49
1:A:183:GLU:OE1 1:A:186:ARG:N 2.45 0.49
1:D:216:PHE:HD1 | 1:D:219:LEU:HD12 1.77 0.49
1:D:258:PRO:O 1:D:262:SER:N 2.36 0.49
1:D:709:ARG:HB2 1:D:710:PRO:CD 2.40 0.49
1:P:641:ARG:NH2 1:P:668:GLU:O 2.45 0.49
1:C:279:ALA:O 1:C:283:ALA:N 2.45 0.49
1:D:175:GLU:HB2 1:D:176:PRO:CD 2.42 0.49
1:B:110:LEU:HD22 | 1:P:219:LEU:HD?23 1.95 0.49
1:A:655:ALA:HB2 1:A:696:VAL:HB 1.94 0.49
1:C:218:ARG:HE 1:C:223:PRO:HG3 1.78 0.49
1:C:227:VAL:O 1:C:331:GLY:N 2.43 0.49
1:D:569:ILE:O 1:D:570:ASP:OD1 2.31 0.49
1:P:27:ASP:O 1:P:31:ARG:N 2.42 0.49
1:B:619:PRO:O 1:B:623:ARG:N 2.33 0.49
1:C:680:ARG:HH12 | 1:C:684:MET:HG3 1.78 0.49
1:A:559:VAL:HG22 1:A:559:VAL:O 2.13 0.49
1:A:13:GLU:OE1 1:A:74:ARG:NH2 2.45 0.49
1:D:349:PHE:HB3 1:D:352:GLU:OE2 2.13 0.49
1:D:114:GLU:OE2 1:D:426:PRO:HB2 2.12 0.49
1:D:456:GLU:N 1:D:456:GLU:OE1 2.46 0.49
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1:E:153:VAL:HG21 | 1:E:173:ARG:NH2 2.26 0.49
1:A:107:ASP:OD1 1:A:110:LEU:N 2.40 0.49
1:A:615:ASP:CG 1:A:616:1ILE:H 2.16 0.49
1:B:359:ASP:OD1 1:B:360:ARG:N 2.40 0.49
1:B:448:SER:O 1:B:449:1LE:HG23 2.12 0.49
1:B:24:VAL:N 1:B:55:TYR:O 2.43 0.49
1:D:78:GLY:O 1:D:79:ALA:HB2 2.13 0.49
1:B:125:1LE:O 1:B:126:ARG:CG 2.61 0.49
1:A:262:SER:O 1:B:309:ARG:NH?2 2.46 0.49
1:E:287:ILE:O 1:E:330:ILE:N 2.40 0.49
1:E:371: THR:O 1:E:371:THR:HG22 2.12 0.49
1:A:71:SER:O 1:A:75:ASN:N 2.44 0.48
1:C:587:ARG:O 1:C:591:GLN:N 2.42 0.48
1:D:181:LEU:HD23 1:D:182:GLU:N 2.27 0.48
1:E:137:VAL:HG13 1:E:137:VAL:O 2.13 0.48
1:P:626:ARG:O 1:P:627:PHE:HB2 2.13 0.48
1:A:120:VAL:HG11 | 1:A:170:ILE:HG13 1.95 0.48
1:A:371: THR:HG21 1:A:378:MET:SD 2.53 0.48
1:E:363:ARG:NE 1:E:394: THR:OG1 2.46 0.48
1:A:76:ASN:HA 1:A:181:LEU:HD13 1.94 0.48
1:C:442:PHE:O 1:C:446:LEU:N 2.42 0.48
1:B:142:LEU:O 1:B:143:ALA:CB 2.61 0.48
1:C:441:ASP:OD1 1:C:442:PHE:N 2.46 0.48
1:E:175:GLU:HB2 1:E:176:PRO:CD 2.43 0.48
1:P:578: THR:HG23 1:P:579:. THR:N 2.24 0.48
1:C:141: THR:O 1:C:145:GLN:N 2.47 0.48
1:D:133:ASP:OD1 1:D:134:ASN:N 2.42 0.48
1:E:300:GLU:O 1:E:301:GLU:HB3 2.13 0.48
1:E:408:GLU:O 1:E:412: ASN:ND2 2.47 0.48
1:P:137:VAL:O 1:P:137:VAL:HG13 2.14 0.48
1:P:291:GLU:O 1:P:294:SER:N 2.42 0.48
1:A:376:LEU:HD12 1:A:437:VAL:HB 1.95 0.48
1:B:167:GLU:OE1 1:B:167:GLU:N 2.47 0.48
1:B:60:GLU:HG2 1:B:61:ASP:N 2.29 0.48
1:D:29:SER:.OG 1:D:32:ARG:NH2 2.45 0.48
1:D:72:VAL:O 1:D:76:ASN:N 2.41 0.48
1:P:269:GLU:OE1 | 1:P:310:VAL:HG13 2.14 0.48
1:P:46:LYS:HE2 1:P:79:ALA:HB2 1.95 0.48
1:A:381:GLU:HG2 1:A:382:GLU:H 1.77 0.48
1:B:24:VAL:HG21 1:B:54:VAL:HG21 1.95 0.48
1:C:418:.LEU:HG 1:C:423:LEU:HD12 1.94 0.48
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)
1:C:407:ARG:O 1:C:411:MET:N 2.45 0.48
1:P:537:VAL:O 1:P:541: TRP:N 2.45 0.47
1:P:686:ALA:HB2 1:P:700:ASN:ND2 2.29 0.47
1:E:133:ASP:O 1:E:152:VAL:HG23 2.15 0.47
1:E:713:ASP:OD1 1:E:714.GLU:N 2.46 0.47
1:A:47:VAL:O 1:A:48:ARG:HB2 2.14 0.47
1:E:235:THR:HG21 | 1:E:398:VAL:HG21 1.96 0.47
1:E:690:ASN:ND2 1:E:694: THR:O 2.47 0.47
1:B:636:PRO:O 1:B:641:ARG:NH?2 2.47 0.47
1:C:408:GLU:OE1 1:.C:411:MET:HE2 2.14 0.47
1:D:222: THR:HG23 1:D:222: THR.:O 2.15 0.47
1:E:215:LEU:O 1:E:219:LEU:N 2.48 0.47
1:B:141: THR:CG2 1:P:221:ILE:HG23 2.45 0.47
1:P:120:VAL:HG12 | 1:P:124:LEU:HD13 1.97 0.47
1:C:139:GLY:O 1:C:375:PRO:HD3 2.15 0.47
1:D:559:VAL:HG22 1:D:559:VAL:O 2.15 0.47
1:E:376:LEU:O 1:E:376:LEU:HD23 2.15 0.47
1:B:92: THR:HG23 1:B:163:GLU:OE1 2.14 0.47
1:C:175:GLU:HB2 1:C:176:PRO:CD 2.44 0.47
1:C:87:VAL:O 1:C:87:VAL:HG13 2.14 0.47
1:D:396:GLY:HA2 1:D:455:ARG:NH2 2.30 0.47
1:P:359:ASP:0OD1 1:P:360:ARG:N 2.45 0.46
1:A:586:GLU:O 1:A:589:VAL:HG22 2.15 0.46
1:C:42:VAL:HG11 1:C:56:ARG:HE 1.80 0.46
1:P:299:ARG:N 1:P:301:GLU:OE1 2.42 0.46
1:B:256:ASN:ND2 | 1:P:316:THR:HG23 2.30 0.46
1:C:74:ARG:O 1:.C:78:GLY:N 2.48 0.46
1:P:306:VAL:O 1:P:310:VAL:HG23 2.15 0.46
1:D:114:GLU:N 1:D:114:GLU:OE1 2.48 0.46
1:E:51:VAL:O 1:E:130:LEU:HD22 2.14 0.46
1:A:387:LEU:O 1:A:390:MET:N 2.47 0.46
1:A:689:GLU:OE1 1:A:689:GLU:N 2.45 0.46
1:B:31:ARG:O 1:B:35:ASP:N 2.49 0.46
1:C:412:ASN:ND2 1:C:441:ASP:O 2.49 0.46
1:P:167:GLU:OE1 1:P:167:GLU:N 2.49 0.46
1:P:296:ALA:HB2 | 1:P:311:VAL:HG21 1.96 0.46
1:E:279:ALA:O 1:E:283:ALA:N 2.49 0.46
1:E:208:LEU:HB2 1:E:209:PRO:HD3 1.97 0.46
1:P:719:PHE:O 1:P:723:LEU:N 2.41 0.46
1:A:240:ILE:O 1:A:244:VAL:HG23 2.15 0.46
1:C:437:VAL:HG13 | 1:C:441:ASP:0OD2 2.15 0.46
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:C:511:GLY:O 1:C:512: VAL:CG2 2.63 0.46
1:A:371:THR:O 1:A:371: THR:HG22 2.16 0.46
1:A:53:ARG:HG3 1:A:128:PRO:HB2 1.98 0.46
1:C:417:TYR:O 1:C:420:GLU:HG2 2.16 0.46
1:D:225:LYS:N 1:D:350:ASP:0OD2 2.49 0.46
1:E:142:LEU:HG 1:E:143:ALA:N 2.31 0.46
1:P:668:GLU:OFE1 1:P:668:GLU:N 2.48 0.46
1:C:243:ALA:O 1:C:246:ASN:N 2.46 0.45
1:D:326:HIS:O 1:D:326:HIS:ND1 2.49 0.45
1:D:652:MET:HB2 1:D:653:PRO:CD 2.45 0.45
1:P:167:GLU:HG2 1:P:168: THR:N 2.31 0.45
1:B:615:ASP:OD1 1:B:616:ILE:N 2.47 0.45
1:A:220:GLY:HA3 1:C:145:GLN:HA 1.98 0.45
1:A:564:VAL:HG13 1:A:564:VAL:O 2.17 0.45
1:C:319:ASP:0OD2 1:C:348:ARG:NH1 2.50 0.45
1:D:342:ALA:O 1:D:348:ARG:NH2 2.50 0.45
1:D:141:THR:HA 1:D:375:PRO:HD3 1.99 0.45
1:E:187:ILE:CG2 1:E:188:SER:N 2.79 0.45
1:A:502:LYS:NZ 1:A:599:ILE:HG23 2.32 0.45
1:C:222: THR:0G1 1:C:223:PRO:HD2 2.17 0.45
1:D:24:VAL:HG11 1:D:69:ILE:HG12 1.98 0.45
1:A:618:ASP:O 1:A:621:LEU:N 2.50 0.45
1:B:301:GLU:HG2 1:B:302:VAL:N 2.32 0.45
1:B:298:LYS:NZ 1:B:302:VAL:O 2.42 0.45
1:C:18:ASP:OD1 1:C:25:ARG:NE 2.45 0.45
1:D:677:ASN:HD21 1:E:623:ARG:HA 1.81 0.45
1:A:714:GLU:OE2 | 1:A:721:ARG:NH2 2.40 0.45
1:B:690:ASN:O 1:B:692:ASP:N 2.49 0.45
1:D:502:LYS:NZ 1:D:599:1LE:O 2.50 0.45
1:B:570:ASP:O 1:B:574:PRO:CD 2.65 0.45
1:D:264: TYR:CG 1:D:265: TYR:N 2.85 0.45
1:P:292:ILE:HD11 1:P:311:VAL:CG2 2.46 0.45
1:B:396:GLY:O 1:B:397:PHE:CD1 2.70 0.45
1:B:422:ASP:0O 1:B:423:LEU:HG 2.17 0.45
1:E:45:GLU:N 1:E:86:LYS:O 2.47 0.45
1:A:385:LYS:HG2 1:A:385:LYS:O 2.17 0.45
1:B:140:LEU:.CG 1:B:141: THR:H 2.30 0.45
1:E:53:ARG:NH2 1:E:161:PRO:O 2.50 0.45
1:C:311:VAL:HG13 1:C:312:ALA:N 2.32 0.44
1:D:129:MET:SD 1:D:164:ILE:HD11 2.57 0.44
1:D:34:LEU:HD23 1:D:56:ARG:HH22 1.81 0.44
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:A:46:LYS:HG2 1:A:47:VAL:N 2.32 0.44
1:D:95:ALA:HB3 1:D:164:1ILE:HA 2.00 0.44
1:B:124.LEU:HG 1:B:164:ILE:CG2 2.48 0.44
1:C:450:GLU:N 1:C:450:GLU:OE1 2.50 0.44
1:E:309:ARG:O 1:E:313:GLN:N 2.46 0.44
1:P:645:LEU:O 1:P:649:THR:HG22 2.18 0.44
1:A:261:MET:O 1:B:309:ARG:NH1 2.01 0.44
1:C:690:ASN:O 1:C:693:ALA:HB2 2.17 0.44
1:E:17:THR:O 1:E:372:ARG:NH1 2.50 0.44
1:E:257:GLY:N 1:E:258:PRO:HD2 2.33 0.44
1:B:222: THR.:O 1:B:224:PRO:HD3 2.18 0.44
1:P:46:LYS:CD 1:P:85:VAL:HG12 2.47 0.44
1:D:375:PRO:O 1:D:376:LEU:HB3 2.17 0.44
1:A:202:ILE:HG21 1:A:353:ILE:HD12 1.99 0.44
1:A:423:LEU:HD21 | 1:A:431:ILE:HD13 1.99 0.44
1:A:467:ASP:OD1 1:A:468:ASP:N 2.51 0.44
1:A:46:LYS:HG2 1:A:47:VAL:H 1.83 0.44
1:A:498:ILE:HG23 1:C:680:ARG:NH2 2.32 0.44
1:B:235: THR:HG23 1:B:236:GLY:N 2.24 0.44
1:B:46:LYS:HE2 1:B:85:VAL:HG12 2.00 0.44
1:C:235:THR:HG21 | 1:C:398:VAL:CG2 2.48 0.44
1:D:175:GLU:HB2 | 1:D:176:PRO:HD2 2.00 0.44
1:A:315:LEU:HD22 1:A:348:ARG:HE 1.82 0.44
1:A:578: THR:O 1:A:579: THR:HB 2.17 0.44
1:C:293:ASP:0D2 1:C:333: THR:0G1 2.35 0.44
1:D:276:PHE:HD2 | 1:D:317:LEU:HD13 1.82 0.44
1:D:418:LEU:O 1:D:421:ILE:N 2.50 0.44
1:P:662:ASP:OD1 1:P:663:ILE:HG23 2.18 0.44
1:A:277:SER:O 1:A:280:GLU:N 2.49 0.44
1:B:257:GLY:O 1:B:260:ILE:N 2.51 0.44
1:B:576:ARG:HG2 1:B:576:ARG:O 2.17 0.44
1:D:231:GLY:HA3 1:D:232:PRO:HD3 1.92 0.44
1:D:469:ILE:O 1:D:476:LYS:NZ 2.49 0.44
1:D:47:VAL:O 1:D:48:ARG:HB2 2.17 0.44
1:E:559:VAL:HG22 1:E:559:VAL:O 2.18 0.44
1:P:212:HIS:O 1:P:216:PHE:O 2.36 0.44
1:C:236:GLY:O 1:C:239:LEU:N 2.51 0.43
1:C:546:GLU:OE1 1:C:546:GLU:N 2.48 0.43
1:D:491:ASP:OD1 1:D:492:VAL:N 2.51 0.43
1:E:564:VAL:HG13 1:E:564:VAL:O 2.18 0.43
1:P:184:VAL:HG12 1:P:184:VAL:O 2.18 0.43
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Atom-1 Atom-2 distance (A) | overlap (A)
1:P:564:VAL:CG1 | 1:P:607:VAL:HG22 2.48 0.43
1:P:92:THR:HG21 1:P:163:GLU:HB2 2.00 0.43
1:A:540:LYS:HG2 1:A:545:SER:OG 2.19 0.43
1:B:96:LYS:O 1:B:168: THR:HG23 2.18 0.43
1:P:54:VAL:HG11 1:P:73:MET:SD 2.58 0.43
1:P:555:LYS:O 1:P:559:VAL:HG12 2.18 0.43
1:A:437:VAL:HG12 1:A:438:THR:H 1.83 0.43
1:B:167:GLU:HG2 1:B:168: THR:N 2.33 0.43
1:B:289:1LE:O 1:B:331:GLY:HA2 2.19 0.43
1:C:6:GLY:O 1:C:87:VAL:HG13 2.18 0.43
1:P:203:ARG:O 1:P:207:GLU:N 2.51 0.43
1:P:669:GLY:HA2 | 1:P:712:VAL:HG21 1.99 0.43
1:A:576:ARG:NH1 1:A:581:ASP:0OD1 2.52 0.43
1:B:299:ARG:N 1:B:301:GLU:OE1 2.48 0.43
1:C:53:ARG:HH11 1:C:92: THR:HG22 1.83 0.43
1:D:450:GLU:N 1:D:451:PRO:CD 2.81 0.43
1:E:107:ASP:O 1:E:108:GLN:HB2 2.18 0.43
1:P:537:VAL:HG21 1:P:569:ILE:CD1 2.48 0.43
1:A:564:VAL:HG13 1:A:607:VAL:HA 2.01 0.43
1:A:595:SER:O 1:A:599:ILE:HG22 2.18 0.43
1:A:9:LEU:HD13 1:A:67:VAL:CG1 2.48 0.43
1:D:208:LEU:HD13 1:P:411:MET:SD 2.58 0.43
1:E:335:ARG:HE 1:E:338:ALA:HB2 1.83 0.43
1:A:179:GLU:HB2 1:A:182:GLU:O 2.19 0.43
1:B:174:GLU:O 1:B:174:GLU:HG3 2.19 0.43
1:B:212:HIS:CE1 1:B:215:LEU:HB3 2.53 0.43
1:D:143:ALA:HA 1:E:221:1LE:O 2.18 0.43
1:A:621:LEU:HA 1:A:626:ARG:HD2 1.99 0.43
1:A:655:ALA:HB1 1:A:657:ASP:OD1 2.19 0.43
1:D:227:VAL:O 1:D:331:GLY:N 2.51 0.43
1:D:709:ARG:HB2 1:D:710:PRO:HD2 1.99 0.43
1:E:570:ASP:0OD2 1:E:616:ILE:HD11 2.18 0.43
1:B:266:GLY:N 1:B:269:GLU:OE1 2.42 0.43
1:C:381:GLU:O 1:C:382:GLU:C 2.57 0.43
1:P:429: THR:O 1:P:433:GLU:OFE1 2.36 0.43
1:A:425:LYS:N 1:B:213:PRO:O 2.52 0.43
1:B:143:ALA:HA 1:B:407:ARG:HG3 2.01 0.43
1:B:47:VAL:O 1:B:48:ARG:HB2 2.19 0.43
1:B:638:LYS:NZ 1:B:668:GLU:OE1 2.50 0.43
1:D:212:HIS:O 1:D:215:LEU:O 2.36 0.43
1:D:29:SER:HA 1:D:32:ARG:HE 1.84 0.43
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Atom-1 Atom-2 distance (A) overlap (A)
1:D:449:1LE:HB 1:D:451:PRO:HD3 2.00 0.43
1:E:129:-MET:HE3 | 1:E:152:VAL:HG21 2.01 0.43
1:B:24:VAL:CG2 1:B:54:VAL:HG21 2.49 0.43
1:E:352:GLU:OFE1 1:E:352:GLU:N 2.52 0.43
1:B:258:PRO:HD2 1:B:291:GLU:HG3 2.00 0.42
1:C:381:GLU:O 1:C:381:GLU:HG2 2.19 0.42
1:D:145:GLN:HG3 1:D:146: THR:N 2.34 0.42
1:B:94:.ILE:HD11 1:B:167:GLU:OE2 2.18 0.42
1:A:582:SER:HA 1:C:575:ARG:O 2.19 0.42
1:P:559:VAL:HG22 1:P:559:VAL:O 2.19 0.42
1:A:114:GLU:N 1:A:114:GLU:OFE1 2.52 0.42
1:A:461:VAL:HG23 1:A:523:THR:HA 2.00 0.42
1:A:74:ARG:O 1:A:78:GLY:N 2.53 0.42
1:B:212:HIS:HB2 1:B:213:PRO:HD2 2.00 0.42
1:B:221:1LE:O 1:B:222: THR:HB 2.19 0.42
1:D:293:ASP:0OD1 1:D:294:SER:N 2.52 0.42
1:D:648:HIS:NE2 1:D:676:GLU:OE2 2.52 0.42
1:E:142:LEU:O 1:E:143:ALA:HB3 2.19 0.42
1:E:252:PHE:HE2 1:E:254:SER:HG 1.64 0.42
1:C:573:ALA:N 1:C:574:PRO:CD 2.81 0.42
1:P:530:ILE:O 1:P:565:PHE:N 2.40 0.42
1:A:6:GLY:O 1:A:87:-VAL:O 2.37 0.42
1:A:407:ARG:HD2 | 1:B:222: THR:HG22 2.00 0.42
1:E:48:ARG:NH?2 1.E:77.CYS:O 2.53 0.42
1:P:221:ILE:O 1:P:222: THR:HB 2.20 0.42
1:P:297:PRO:HA 1:P:338:ALA:O 2.18 0.42
1:P:418:LEU:HB3 1:P:419:PRO:HD3 2.00 0.42
1:P:611: THR:HG23 1:P:611: THR:O 2.19 0.42
1:A:123:ALA:CB 1:A:137:VAL:HG13 2.49 0.42
1:C:625:GLY:N 1:C:628:ASP:0OD1 2.42 0.42
1:D:18:ASP:HB2 1:D:20:GLY:O 2.20 0.42
1:D:301:GLU:O 1:D:301:GLU:HG2 2.20 0.42
1:E:225:LYS:NZ 1:E:347:GLY:HA2 2.34 0.42
1:A:217:GLU:HG2 1:A:218:ARG:H 1.84 0.42
1:A:417TYR:O 1:A:420:GLU:HG2 2.20 0.42
1:B:107:ASP:O 1:B:108:GLN:HB2 2.20 0.42
1:B:109:ARG:HG3 1:B:109:ARG:O 2.20 0.42
1:E:398:VAL:HG22 1:E:399:GLY:N 2.34 0.42
1:E:418:LEU:HB3 1:E:419:PRO:HD3 2.01 0.42
1:P:218:ARG:HH11 | 1:P:221:ILE:HG13 1.84 0.42
1:P:507:TYR:HA 1:P:611: THR:O 2.19 0.42
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Atom-1 Atom-2 distance (A) overlap (A)

1:P:567:ASP:O 1:P:568:GLU:HG2 2.19 0.42
1:P:613:ARG:O 1:P:616:ILE:HG12 2.20 0.42
1:A:217:GLU:HG2 1:A:218:ARG:N 2.35 0.42
1:A:502:LYS:HZ2 1:A:599:.ILE:HG23 1.84 0.42
1:B:209:PRO:HG2 1:B:328:ILE:HD11 2.02 0.42
1:C:93:GLU:O 1:C:94:ILE:HB 2.20 0.42
1:D:258:PRO:O 1:D:262:SER:OG 2.31 0.42
1:D:303:GLN:NE2 1:D:307:GLU:OE2 2.53 0.42
1:D:644:1ILE:CG2 1:D:675:LEU:HD13 2.49 0.42
1:E:307:GLU:O 1:E:311:VAL:HG12 2.19 0.42
1:B:34:LEU:O 1:B:35:ASP:CG 2.58 0.42
1:B:546:GLU:N 1:B:546:GLU:OE1 2.48 0.42
1:B:559:VAL:O 1:B:559:VAL:HG22 2.20 0.42
1:C:258:PRO:O 1:C:262:SER:N 2.48 0.42
1:D:652:MET:HB?2 1:D:653:PRO:HD?2 2.02 0.42
1:E:22:SER:.OG 1:E:128:PRO:HG2 2.20 0.42
1:P:55:TYR:CE2 1:P:128:PRO:HD3 2.55 0.42
1:P:457:VAL:HG11 | 1:P:530:ILE:HG23 2.01 0.42
1:C:25:ARG:HB2 1:C:68:ARG:HB2 2.02 0.41
1:D:301:GLU:OE1 1:D:301:GLU:N 2.52 0.41
1:D:374:MET:HB3 1:D:375:PRO:HD2 2.01 0.41
1:D:658:VAL:HG21 | 1:D:701:PHE:CE2 2.55 0.41
1:A:227:VAL:O 1:A:331:GLY:N 2.51 0.41
1:B:611: THR:HG21 | 1:B:614:PRO:HB3 2.02 0.41
1:C:239:LEU:O 1:C:243:ALA:N 2.46 0.41
1:C:322:LYS:O 1:C:323:GLU:HB3 2.20 0.41
1:C:41:VAL:HG11 1:C:92: THR:CG2 2.50 0.41
1:C:568:GLU:N 1:C:610:ALA:O 2.53 0.41
1:A:532:ILE:O 1:A:567:ASP:N 2.51 0.41
1:A:511:GLY:O 1:A:673:ALA:HB3 2.19 0.41
1:D:210:LEU:HD23 1:D:326:HIS:HE1 1.85 0.41
1:D:533:LYS:0O 1:D:537:VAL:HG23 2.19 0.41
1:E:291:GLU:O 1:E:292:ILE:C 2.59 0.41
1:P:309:ARG:O 1:P:313:GLN:N 2.51 0.41
1:P:3:SER:CB 1:P:8:ILE:HB 2.51 0.41
1:P:713:ASP:O 1:P:716:VAL:HG22 2.19 0.41
1:B:113:GLY:O 1:B:116:ILE:HG13 2.21 0.41
1:C:564:VAL:HG13 1:C:564:VAL:O 2.20 0.41
1:C:579:THR:O 1:C:581:ASP:N 2.54 0.41
1:E:136:SER:HA 1:E:148:LEU:O 2.21 0.41
1:B:553:PHE:O 1:B:557:.LYS:N 2.53 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
1:C:489:LYS:HB3 1:C:492:VAL:HB 2.03 0.41
1:D:220:GLY:C 1:D:222: THR:H 2.24 0.41
1:E:108:GLN:O 1:E:109:ARG:HB2 2.20 0.41
1:E:100:LEU:CD2 | 1:E:152:VAL:HG22 2.50 0.41
1:P:8:ILE:HA 1:P:85:VAL:O 2.20 0.41
1:A:490:PRO:O 1:A:494:LYS:HG3 2.21 0.41
1:B:469:1LE:HG23 1:B:469:ILE:O 2.20 0.41
1:C:300:GLU:O 1:C:300:GLU:HG3 2.20 0.41
1:C:235:THR:HG21 | 1:C:398:VAL:HG21 2.01 0.41
1:C:690:ASN:OD1 1:C:692:ASP:0OD1 2.39 0.41
1:E:62:GLU:HG2 1:E:63:ASN:N 2.35 0.41
1:P:128:PRO:HA 1:P:163:GLU:HA 2.01 0.41
1:C:588:ILE:O 1:C:592:LEU:N 2.43 0.41
1:E:398:VAL:HG22 1:E:399:GLY:H 1.85 0.41
1:E:449:ILE:O 1:E:452:SER:OG 2.38 0.41
1:A:297:PRO:HA 1:A:338:ALA:O 2.21 0.41
1:A:474:ASP:0OD1 1:A:475:VAL:N 2.48 0.41
1:A:569:ILE:HG22 1:A:610:ALA:H 1.85 0.41
1:B:125:1LE:O 1:B:125:ILE:CG2 2.66 0.41
1:C:235:THR:HG23 1:C:236:GLY:N 2.25 0.41
1:B:307:GLU:HA 1:B:310:VAL:HG12 2.03 0.41
1:C:217:GLU:O 1:C:218:ARG:HB2 2.21 0.41
1:C:450:GLU:HG2 1:C:450:GLU:O 2.21 0.41
1:P:100:LEU:CD2 | 1:P:152:VAL:HG22 2.51 0.41
1:P:290:ASP:O 1:P:332:ALA:O 2.39 0.41
1:P:376:LEU:HD23 | 1:P:437:VAL:HG12 2.02 0.41
1:P:422:ASP:O 1:P:423:LEU:HB2 2.21 0.41
1:P:551:GLU:N 1:P:551:GLU:OFE1 2.53 0.41
1:C:139:GLY:O 1:C:373:ASN:O 2.39 0.41
1:C:226:GLY:HA2 1:C:329:VAL:O 2.21 0.41
1:D:181:LEU:HD23 | 1:D:182:GLU:HG3 2.02 0.41
1:D:290:ASP:O 1:D:332:ALA:O 2.38 0.41
1:E:343:LEU:HA 1:E:348:ARG:HD2 2.03 0.41
1:A:626:ARG:HG3 1:A:627:PHE:H 1.85 0.41
1:A:648:HIS:CE1 1:A:676:GLU:HA 2.55 0.41
1:A:12:ALA:N 1:A:67:VAL:O 2.43 0.41
1:B:207:GLU:HB3 1:B:212:HIS:CD2 2.56 0.41
1:B:307:GLU:O 1:B:311:VAL:HG12 2.20 0.41
1:C:378:MET:O 1:C:379:SER:HB2 2.20 0.41
1:D:2:GLU:OE2 1:D:82:GLY:N 2.52 0.41
1:E:652:MET:HB?2 1:E:653:PRO:HD2 2.02 0.41
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Interatomic Clash

Atom-1 Atom-2 distance (A) | overlap (A)
1:A:25:ARG:HB3 1:A:62:GLU:OE2 2.20 0.40
1:D:680:ARG:HH12 | 1:E:624:ALA:HB2 1.86 0.40
1:E:140:LEU:HD13 | 1:E:432:LEU:HD?22 2.02 0.40
1:E:47:VAL:O 1:E:48:ARG:HB2 2.20 0.40
1:P:141: THR:HB 1:P:374:MET:CB 2.51 0.40
1:P:570:ASP:O 1:P:574:PRO:HD2 2.21 0.40
1:A:51:VAL:HG23 | 1:A:130:LEU:HD22 2.03 0.40
1:C:234:GLY:HA2 1:C:237.LYS:CG 2.01 0.40
1:C:24:VAL:CG2 1:C:54:VAL:HG21 2.51 0.40
1:C:504:PHE:CZ 1:C:608:1LE:HG23 2.57 0.40
1:C:596:LEU:HD12 | 1:C:626:ARG:HD2 2.03 0.40
1:E:53:ARG:HG3 1:E:128:PRO:HB2 2.02 0.40
1:E:293:ASP:OD1 1:E:294:SER:N 2.55 0.40
1:E:2:GLU:CG 1:E:66:ILE:HG22 2.50 0.40
1:E:439:GLU:OE1 1:E:439:GLU:N 2.44 0.40
1:E:541: TRP:CD2 1:E:572:ILE:HG13 2.57 0.40
1:P:210:LEU:HD12 | 1:P:328:ILE:HD13 2.03 0.40
1:P:27:ASP:OD1 1:P:28:GLU:N 2.55 0.40
1:P:22:SER:O 1:P:54:VAL:HB 2.22 0.40
1:P:614:PRO:O 1:P:617:MET:HG2 2.20 0.40
1:A:301:GLU:HG3 1:A:302:VAL:N 2.37 0.40
1:A:481:GLU:HA 1:A:485:LEU:HD13 2.03 0.40
1:C:341:PRO:HA 1:C:344:ARG:HG2 2.04 0.40
1:D:692:ASP:O 1:D:693:ALA:HB3 2.21 0.40
1:D:80:SER:N 1:D:83:ASP:0D2 2.45 0.40
1:D:96:LYS:HB2 1:D:156:LEU:HD23 2.03 0.40
1:E:128:PRO:HA 1:E:163:GLU:HA 2.04 0.40
1:P:173:ARG:O 1:P:174:GLU:HB2 2.21 0.40
1:P:564:VAL:O 1:P:564:VAL:HG13 2.21 0.40
1:B:351:ARG:HD2 1:B:353:ILE:HD11 2.03 0.40
1:C:299:ARG:O 1:C:300:GLU:HB3 2.21 0.40
1:C:214:GLU:OE1 1:C:324:ARG:NH2 2.55 0.40
1:C:565:PHE:CE2 1:C:567:ASP:HB2 2.56 0.40
1:D:51:VAL:O 1:D:130:LEU:HD22 2.21 0.40
1:D:116:ILE:HG12 1:D:172:ILE:HG12 2.03 0.40
1:D:327:VAL:O 1:D:327:VAL:HG23 2.21 0.40
1:E:2:GLU:O 1:E:10:ARG:HD3 2.21 0.40
1:E:117:GLU:O 1:E:121:GLN:HB3 2.22 0.40
1:C:501:SER:HG 1:E:407:ARG:HH12 1.65 0.40
1:P:206:ILE:O 1:P:206:ILE:HG22 2.21 0.40
1:A:95:ALA:HB3 1:A:164:ILE:HD13 2.03 0.40
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)
1:A:315:LEU:CD2 1:A:348:ARG:HE 2.35 0.40
1:C:120:VAL:HG11 | 1:C:170:ILE:HD13 2.04 0.40
1:C:572:1LE:HG23 1:C:573:ALA:N 2.36 0.40
1:D:218:ARG:O 1:D:219:LEU:CG 2.68 0.40
1:D:18:ASP:0OD2 1:D:24:VAL:HA 2.21 0.40
1:B:688:ARG:CG 1:P:485:LEU:HD23 2.51 0.40
1:P:492:VAL:HG22 | 1:P:495:ARG:HH21 1.87 0.40

There are no symmetry-related clashes.

5.3 Torsion angles (i)
5.3.1 Protein backbone (i)

In the following table, the Percentiles column shows the percent Ramachandran outliers of the
chain as a percentile score with respect to all PDB entries followed by that with respect to all EM
entries.

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 724/726 (100%) | 662 (91%) | 58 (8%) 4 (1%) 30 74

1 B 724/726 (100%) | 662 (91%) | 58 (8%) 4 (1%) 30 74

1 C 724/726 (100%) | 662 (91%) | 58 (8%) 4 (1%) 30 74

1 D 724/726 (100%) | 661 (91%) | 60 (8%) 3 (0%) 39 180

1 E 724/726 (100%) | 677 (94%) | 45 (6%) 2 (0%) 46 | 83

1 P 724/726 (100%) | 663 (92%) | 59 (8%) 2 (0%) 46 | 83
All All | 4344/4356 (100%) | 3987 (92%) | 338 (8%) | 19 (0%) 43 | 80

All (19) Ramachandran outliers are listed below:

Mol | Chain | Res | Type
D 221 ILE
E 301 GLU
B 221 ILE
C 221 ILE
C 512 VAL

Continued on next page...

—| = = =] =

WO RLDWIDE

PROTEIN DATA BANK



http://wwpdb.org/validation/2016/EMValidationReportHelp#torsion_angles
http://wwpdb.org/validation/2016/EMValidationReportHelp#protein_backbone

Page 27

wwPDB EM Map/Model Validation Report

5GAF

Continued from previous page...

Mol | Chain | Res | Type
1 D 425 LYS
1 E 221 ILE
1 P 221 ILE
1 B 143 ALA
1 A 462 PRO
1 C 94 ILE
1 D 79 ALA
1 B 449 ILE
1 P 627 PHE
1 A 615 ASP
1 A 614 PRO
1 A 125 ILE
1 B 212 HIS
1 C 398 VAL

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 PDB entries followed by that with respect to all EM

entries.

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

Percentiles

o] [100]

I | i

o] [100]

o] [100]

o] [100]

o] [100]

Mol | Chain Analysed Rotameric | Outliers
1 A 626,/626 (100%) | 626 (100%) 0
1 B 626/626 (100%) | 626 (100%) 0
1 C 626/626 (100%) | 626 (100%) 0
1 D 626,/626 (100%) | 626 (100%) 0
1 E 626/626 (100%) | 626 (100%) 0
1 P 626,/626 (100%) | 626 (100%) 0
All All 3756/3756 (100%) | 3756 (100%) 0

I |

There are no protein residues with a non-rotameric sidechain to report.

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. All (16) such
sidechains are listed below:

Mol | Chain | Res | Type
1 A 677 ASN
1 B 121 GLN

Continued on next page...
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Mol | Chain | Res | Type
1 B 412 ASN
1 D 5 ASN
1 D 591 GLN
1 D 677 ASN
1 E 145 GLN
1 E 212 HIS
1 E 303 GLN
1 P 76 ASN
1 P 145 GLN
1 P 313 GLN
1 P 412 ASN
1 P 590 ASN
1 P 648 HIS
1 P 700 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)

There are no ligands in this entry.

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

There are no chain breaks in this entry.
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