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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 3.50 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 [| — 4
Ramachandran outliers INENT 0
Sidechain outliers I 0.2%
Worse Better

I Percentile relative to all structures

[ Percentile relative to all EM structures

Metric Whole archive EM structures
(#Entries) (#Entries)
Clashscore 158937 4297
Ramachandran outliers 154571 4023
Sidechain outliers 154315 3826

The table below summarises the geometric issues observed across the polymeric chains and their fit
to the map. The red, orange, yellow and green segments of the bar indicate the fraction of residues
that contain outliers for >=3, 2, 1 and 0 types of geometric quality criteria respectively. A grey
segment represents the fraction of residues that are not modelled. The numeric value for each
fraction is indicated below the corresponding segment, with a dot representing fractions <=5%
The upper red bar (where present) indicates the fraction of residues that have poor fit to the EM
map (all-atom inclusion < 40%). The numeric value is given above the bar.

Mol | Chain | Length Quality of chain
5%
1 1 744 — 38% 7% 55%
11%
1 2 744 r— 33% 6% 61%
1 9 744 T 2%
2%
2 3 724 — 41% 6% 53%
10%
2 4 724 r— 33% . 64%
3 5 405 | E— : —
10%
h
3 6 405 25% . 71%
5%
3 7 405 e . 71%

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

Mol | Chain | Length Quality of chain
4 A 375 n 88% 12%
4 B 375 A 87% 13%
4 C 375 92% 7%
4 D 375 i 94% 5%
4 E 375 i 89% 10%
4 F 375 i 91% 9%
4 G 375 i 86% 14%
4 H 375 94% 5%
4 I 375 i 94% 6%
4 J 375 90% 9% -
4 K 375 86% 13%
) M 2148 6% 94%
5 N 2148 5% 95%
5 O 2148 | % 94%
5 P 2148 | 5% - 95%
5 Q 2148 | 5% - 94%
5 R 2148 | 5% 95%
5 S 2148 | 5% - 94%
5 T 2148 | 5% - 94%
6 U 248 - 90% 10%
7 \Y 248 = 89% 10% -
8 Y 359 - 69% 8% 23%
9 y/ 107 = 83% 8% 8%
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2 Entry composition (i)

There are 10 unique types of molecules in this entry. The entry contains 60300 atoms, of which 0
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 Adducin 1.

Mol | Chain | Residues Atoms AltConf | Trace
! ! 334 ggt%l 1(311 4117 4(7)8 182 0 0
1 2 290 gggzl 1526 312\316 4(1)2 1S() 0 0
! ) 62 T503t3 1 328 514 182 g 0 0
e Molecule 2 is a protein called Beta-adducin.

Mol | Chain | Residues Atoms AltConf | Trace
2 3 338 gggzl 1(%9 41§7 485 1S8 0 0
2 4 262 ggflall 12096 31; 3(7)8 186 0 0
e Molecule 3 is a protein called Dematin actin binding protein.

Mol | Chain | Residues Atoms AltConf | Trace
s w g s o o | 0|0
3 6 119 12)05?1 555 11;7 1(7)3 g 0 0
IR Y HIEEE
e Molecule 4 is a protein called Actin, cytoplasmic 1.

Mol | Chain | Residues Atoms AltConf | Trace
4 A s rggtlf;l 18045 41;0 5((20 282 0 0
4 B s ggﬁl 18(215 415\;0 5(630 282 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
4 ¢ 374 ggtf;l 1825 415\910 520 282 0 0
4 b 374 ggtlé;l 15515 415\910 520 2S2 0 0
4 B 374 ggtlé;l 15515 415310 520 2S2 0 0
4 K 374 rggtl?;l 18%15 41;0 5(6)0 2S2 0 0
4 G 374 ggtf;l 186315 41;0 5(6)0 282 0 0
4 H 37d ’ggtlil 18045 415\;0 5(6)0 2S2 ¥ 0
4 ! 37d ggtla?l 18C45 41;0 5(6)0 282 ¥ 0
L U | s s st a1 o ; 0
LR 1| e s st s 0 0
e Molecule 5 is a protein called Spectrin beta chain.

Mol | Chain | Residues Atoms AltConf | Trace
g M 130 ?8?51 6?1 21(\)IO 128 2 0 0
g N L7 ’IS;OGtg l 6%9 11;11 1(()?4 2 0 0
51 9 B0 g o 101 6 0 ;
s F DT w0 s e 6 0 0
g Q 129 ?())t;;l 6(6?7 1159 125 g 0 0
| R N7 w0 s e 6 0 0
5| ° 25| 08 g0 107 185 6 ; ;
> T 25| 08 g0 107 s 6 0 0

e Molecule 6 is a protein called Tropomyosin-1.9.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
6 v 247 2000 1213 358 422 7 0 0
e Molecule 7 is a protein called Tropomyosin 3.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
7 v 246 2011 1218 362 421 10 0 0
e Molecule 8 is a protein called Tropomodulin-1.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
8 Y 276 2119 1332 377 405 5 0 0

e Molecule 9 is a protein called SH3 domain-binding glutamic acid-rich-like protein.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
) z 8 798 513 131 151 3 0 0

e Molecule 10 is ADENOSINE-5-DIPHOSPHATE (three-letter code: ADP) (formula:
Ci10H15N5010P2) (labeled as "Ligand of Interest" by depositor).

ADP

e
o, JOH

OH

Mol | Chain | Residues Atoms AltConf
Total C N O P

10 A 1 27 10 5 10 2 0

Continued on next page...
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Continued from previous page...
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3 Residue-property plots (i)

These plots are drawn for all protein, RNA, DNA and oligosaccharide chains in the entry. The
first graphic for a chain summarises the proportions of the various outlier classes displayed in the
second graphic. The second graphic shows the sequence view annotated by issues in geometry and
atom inclusion in map 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 diamond above a residue indicates a poor fit to the EM map for
this residue (all-atom inclusion < 40%). Stretches of 2 or more consecutive residues without any
outlier are shown as a green connector. Residues present in the sample, but not in the model, are
shown in grey.

e Molecule 1: Adducin 1
6%
Chain 1: — 38% 7% 55%

OO 0O oo

™ )
-
— -
o =

P126
|
L130
|
1136
A137
|
K143

e Molecule 1: Adducin 1

11%
Chain 2: 33% 6% 61%
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e Molecule 2: Beta-adducin
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e Molecule 2: Beta-adducin
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. I
Chain 4: 33% . 64%
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e Molecule 3: Dematin actin binding protein
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e Molecule 3: Dematin actin binding protein

10%
|
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e Molecule 3: Dematin actin binding protein
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e Molecule 4: Actin, cytoplasmic 1
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5%

94%

T.LEH

T9ed

89€S

8EES

SEEY

SOEN

20€d

68CI

S820

,02a

S0cH

20TL

e Molecule 4: Actin, cytoplasmic 1

0024

LS1Q

9TTH

€TTA
C11d

L0Td

6%

94%

Chain I:

€0eL

68CI

§820

19271

L61D

88TA

2T9TL

951D

€STH

S¥1S

9174

4073

e Molecule 4: Actin, cytoplasmic 1

9%

90%

Chain J:

L9271

(0548

023

e{o]cs

00z24

88TA

181V

LL149

SLTI

€LTH
€9TA
8G1D
LETD
9CTL
{4498
9TTH
OTTT

L0134
9071

S64
T64
L8H
S8I1
180
650
pAsic
YSA

el

STEN
91€d
1621
68CI
820

S.LCH

e Molecule 4: Actin, cytoplasmic 1

13%

86%

Chain K:

D E

O

R L DWI
PROTEIN DATA BANK

W



Full wwPDB EM Validation Report EMD-35302, 8IAI

Page 15

S0cH
0024
LL14
9.1
SL11

791d
€9TA

T9TH

6STA
¥S1aQ
€STH
TSTA
TSTI
8YTL
(4458
LETD
EETA
TETV
4214
91Td

0TTT

L0174
90TL

Y011
86d
9LA
TLI
991
iz

9€D

eLed

LSET
9GEM

8¥ves

SheI

0€ET

8TeN

e Molecule 5: Spectrin beta chain

ozeNn

862A

.21

892D

192D

8€TA
LgTT

9T

ocey

94%

6%

Chain M:

4Lt

0v1a

8TTH

60TYH

SOTH

[0t

8Y'1

6€1

O

R LDWIDE
PROTEIN DATA BANK

W



Page 16 Full wwPDB EM Validation Report EMD-35302, 8IAI

°
=5
)
a
=3
)
o
98]
o
o)
a
-+
S,
=
o
&
—+
o
o
=
=3
=

Chain N: 5% 95%



Full wwPDB EM Validation Report EMD-35302, 8IAI

Page 17

SOTX

00TT

0 €64

mﬁﬂq

oﬁaH

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-35302, 8IAI

Full wwPDB EM Validation Report

Page 18

e Molecule 5: Spectrin beta chain
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e Molecule 5: Spectrin beta chain
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e Molecule 5: Spectrin beta chain
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e Molecule 5: Spectrin beta chain
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e Molecule 5: Spectrin beta chain

Chain T: 5% 94%
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e Molecule 6: Tropomyosin-1.9
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4 Experimental information (i)

Property Value Source
EM reconstruction method SINGLE PARTICLE Depositor
Imposed symmetry POINT, Not provided
Number of particles used 68000 Depositor
Resolution determination method | FSC 0.143 CUT-OFF Depositor
CTF correction method PHASE FLIPPING AND AMPLITUDE | Depositor
CORRECTION
Microscope FEI TITAN KRIOS Depositor
Voltage (kV) 300 Depositor
Electron dose (e~ /Az) 34.4 Depositor
Minimum defocus (nm) 2000 Depositor
Maximum defocus (nm) 3000 Depositor
Magnification Not provided
Image detector GATAN K2 QUANTUM (4k x 4k) Depositor
Maximum map value 3.014 Depositor
Minimum map value -1.436 Depositor
Average map value 0.002 Depositor
Map value standard deviation 0.069 Depositor
Recommended contour level 0.4 Depositor
Map size (A) 657.6, 657.6, 657.6 wwPDB
Map dimensions 480, 480, 480 wwPDB
Map angles (°) 90.0, 90.0, 90.0 wwPDB
Pixel spacing (A) 1.37, 1.37, 1.37 Depositor
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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:

ADP

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 | pyigy | 417055 | RMSZ | (7] >5

1 1 0.27 | 0/2631 0.55 0/3572

1 2 0.27 | 0/2282 | 0.56 | 1/3095 (0.0%)

1 9 0.35 0/538 0.69 0/715

2 3 0.26 | 0/2692 | 0.53 0/3646

2 4 0.26 | 0/2081 0.58 | 1/2816 (0.0%)

3 5 0.26 | 0/1005 | 0.54 0/1367

3 6 0.26 0/955 0.55 0/1307

3 7 0.28 0/975 0.55 0/1326

4 A 0.26 | 0/2980 | 0.50 0/4035

4 B 0.26 | 0/2980 | 0.49 0/4035

4 C 0.26 | 0/2980 | 0.49 0/4035

4 D 0.26 | 0/2980 | 0.50 0/4035

4 E 0.26 | 0/2980 | 0.49 0/4035

4 F 0.26 | 0/2980 | 0.50 0/4035

4 G 0.25 | 0/2980 | 0.48 0/4035

4 H 0.26 | 0/2980 | 0.49 0/4035

4 I 0.26 | 0/2980 | 0.49 0/4035

4 J 0.26 | 0/2956 | 0.49 0/4002

4 K 0.26 | 0/2951 0.50 0/3997

5 M 0.27 | 0/1080 | 0.56 0/1448

5 N 0.26 0/974 0.59 0/1305

5 ) 0.27 | 0/1088 | 0.57 | 1/1459 (0.1%)

5 p 0.30 0/974 0.63 | 1/1305 (0.1%)

5 Q 0.26 | 0/1072 | 0.57 | 1/1437 (0.1%)

5 R 0.25 0/974 0.55 0/1305

5 S 0.27 | 0/1063 | 0.54 0/1425

5 T 0.29 | 0/1063 | 0.61 0/1425

6 U 0.33 | 0/2007 | 0.57 | 1/2677 (0.0%)

7 \Y% 0.34 | 0/2016 | 0.60 0/2687

8 Y 0.26 | 0/2149 | 0.52 0/2905

9 Z 0.32 0/817 0.60 0/1099
All All 0.27 | 0/61163 | 0.53 | 6/82635 (0.0%)

o
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There are no bond length outliers.

All (6) bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(®)
2 4 387 | LEU | CA-CB-CG | 7.33 132.16 115.30
1 2 383 | MET | CA-CB-CG | 5.95 123.42 113.30
5 Q 77 | ASP | CB-CG-OD2 | 5.92 123.63 118.30
5 O 117 | ASP | CB-CG-OD1 | 5.20 122.98 118.30
6 U 165 | ASP | CB-CG-OD1 | 5.07 122.87 118.30
5 P 53 | GLU | CA-CB-CG | 5.04 124.49 113.40

There are no chirality outliers.

There are no planarity outliers.

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 1 2578 0 2602 33 0
1 2 2234 0 2251 28 0
1 9 530 0 513 8 0
2 3 2639 0 2636 26 0
2 4 2041 0 2043 14 0
3 > 974 0 973 7 0
3 6 927 0 895 14 0
3 7 946 0 950 8 0
4 A 2917 0 2879 29 0
4 B 2917 0 2879 27 0
4 C 2917 0 2879 17 0
4 D 2917 0 2879 13 0
4 E 2917 0 2879 29 0
4 F 2917 0 2879 20 0
4 G 2917 0 2879 36 0
4 H 2917 0 2879 13 0
4 I 2917 0 2879 17 0
4 J 2893 0 2867 20 0
4 K 2889 0 2862 29 0
) M 1065 0 1109 4 0
) N 960 0 1016 6 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
5 O 1073 0 1113 11 0
5 P 960 0 1016 10 0
5 Q 1057 0 1105 7 0
) R 960 0 1016 10 0
) S 1048 0 1090 11 0
) T 1048 0 1090 11 0
6 U 2000 0 1997 20 0
7 \% 2011 0 2017 21 0
8 Y 2119 0 2109 20 0
9 Z 798 0 781 7 0
10 A 27 0 12 1 0
10 B 27 0 12 1 0
10 C 27 0 12 1 0
10 D 27 0 12 0 0
10 E 27 0 12 1 0
10 F 27 0 12 0 0
10 G 27 0 12 0 0
10 H 27 0 12 1 0
10 I 27 0 12 0 0
10 J 27 0 12 0 0
10 K 27 0 12 0 0
All All 60300 0 60094 433 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 4.

All (433) 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)

2:3:218:ALA:HB2 2:3:275:GLN:HG2 1.74 0.69
5:N:93:GLU:HB3 5:N:100:LEU:HD13 1.74 0.69
4:D:153:MET:HG2 | 4:D:162: THR:HG22 1.76 0.67
6:U:161:LEU:HD13 | 7:V:161:ILE:HG22 1.75 0.67
1:1:523:VAL:O 5:5:158:GLN:NE2 2.28 0.66
4:F:153:MET:HG2 | 4:F:162: THR:HG22 1.77 0.66
1:2:258:ILE:HD13 1:2:341:LEU:HD13 1.78 0.66
4:B:110:LEU:O 4:B:177:ARG:NH1 2.27 0.65
4:K:357:ILE:HG12 4:K:373:LYS:HD2 1.79 0.65
4:G:110:LEU:O 4:G:177:ARG:NH1 2.30 0.64
1:1:188:LEU:HD12 2:3:371:MET:HE3 1.79 0.64
8:Y:46:ALA:HA 8:Y:49:ARG:HD3 1.80 0.64

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

8:Y:273:VAL:HG21 | 8:Y:302:ILE:HG13 1.80 0.64
3:6:46:ALA:O 5:P:52:ARG:NH1 2.30 0.64
4:J:106: THR:HB 4:J:137:GLN:HG2 1.81 0.63
4:G:153:MET:HG2 | 4:G:162: THR:HG22 1.79 0.63
1:1:108:ALA:HBI1 1:1:113:GLY:HA2 1.81 0.62
4:E:110:LEU:O 4:E:177:ARG:NH1 2.33 0.62
2:4:219:ARG:HH22 2:4:282:CYS:H 1.48 0.62
1:1:136:ILE:HD11 4:K:148:THR:H 1.64 0.62
9:7:2:VAL:HG23 9:7:33:GLU:HG3 1.81 0.62
4:G:305:MET:HE1 4:G:336:LYS:HD2 1.80 0.61
4:J:110:LEU:HB2 4:J:177:ARG:HD3 1.82 0.61
4:G:369:ILE:HD12 | 4:G:372:ARG:HH11 1.66 0.60
8:Y:210:ILE:HG13 | 8:Y:211:PRO:HD3 1.83 0.60
4:E:200:PHE:HB3 4:E:205:GLU:HB3 1.83 0.60
4:K:159:VAL:HG21 4:K:177:ARG:HE 1.67 0.59
4:B:283:MET:SD 4:B:290:ARG:NH1 2.74 0.59
5:5:93:GLU:HG2 5:5:100:LEU:HD13 1.85 0.59
1:2:172:ARG:HD2 1:2:235:LYS:HG2 1.83 0.59
4:C:190:MET:HG3 | 4:C:209:VAL:HG11 1.83 0.59
4:F:342:GLY:HA2 4:F:345:1LE:HD12 1.85 0.99
1:1:188:LEU:HD11 | 2:3:368:LEU:HD22 1.85 0.58
4:E:202: THR:0G1 4:E:205:GLU:OE1 2.20 0.58
4:H:202: THR:0G1 4:H:205:GLU:OE1 2.21 0.58
4:K:200:PHE:HB3 4:K:205:GLU:HB3 1.85 0.58
4:E:290:ARG:NH1 4:G:244:ASP:OD1 2.34 0.58
8:Y:273:VAL:HA 8:Y:276:LEU:HD23 1.86 0.58
4:E:25:ASP:0D2 5:0:44:ARG:NH1 2.37 0.57
5:P:110:ILE:HA 5:P:113:LEU:HD12 1.86 0.57
2:3:186:1LE:HG22 2:3:198:GLY:H 1.69 0.57
4:B:106: THR:HB 4:B:137:GLN:HG2 1.86 0.57
4:J:158:GLY:H 4:J:181:ALA:HB1 1.70 0.57
1:2:285:LEU:O 1:2:289:ASN:HB2 2.05 0.57
4:A:203:THR:HA 4:A:206:ARG:HB2 1.86 0.57
4:G:107:GLU:OE2 4:G:116:ARG:NE 2.38 0.57
4:J:207:GLU:OE1 4:J:210:ARG:NH2 2.38 0.57
4:A:39:ARG:NH2 9:7:87:GLU:O 2.38 0.57
4:C:28:ARG:NH1 5:M:48:LEU:O 2.38 0.57
1:1:503:ARG:NH2 4:1:145:SER:O 2.38 0.56
2:3:401:PRO:HB3 7:V:218:ASP:HB2 1.86 0.56
1:1:157:ASP:HB2 1:1:189:TYR:HB3 1.87 0.56
4:G:202:THR:0G1 | 4:G:205:GLU:OE1 2.16 0.56
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

5:N:50:ASP:HA 5:N:53:GLU:HG2 1.87 0.56
3:5:139:ASN:O 3:5:143:LYS:NZ 2.38 0.56
4:B:121:GLN:HE22 8:Y:333:MET:HA 1.71 0.56
5:P:129:HIS:NE2 5:P:131:GLU:OE2 2.37 0.56
4:E:112:PRO:HG3 4:F:197:GLY:HA2 1.88 0.56
1:1:130:LEU:HD22 1:1:143:LYS:HG3 1.88 0.55
3:5:125:LEU:HD12 4:E:41:GLN:HE21 1.70 0.55
4:G:358:SER:HB3 | 4:G:361:GLU:HG3 1.88 0.55
4:K:163:VAL:HG12 | 4:K:175:ILE:HG23 1.89 0.55
1:2:246:ALA:HB3 2:4:315:1LE:HD12 1.89 0.55
1:1:335:ALA:HA 2:4:239:MET:HE1 1.89 0.55
1:2:242: THR:HG23 1:2:245:GLY:H 1.72 0.55
4:1:107:GLU:OE2 4:1:116:ARG:NE 2.40 0.55
5:M:109:ARG:NH2 | 5:M:140:ASP:0OD1 2.40 0.55
1:1:200:ILE:HG22 1:1:206: VAL:HA 1.89 0.55
1:1:184:PRO:HG3 1:1:212: THR:HG21 1.89 0.55
4:A:123:MET:HG2 | 4:A:132:MET:HG3 1.89 0.55
4:H:107:GLU:OE2 4:H:116:ARG:NE 2.40 0.55
4:K:107:GLU:OE2 4:K:116:ARG:NE 2.39 0.55
4:D:12:ASN:HD21 4:D:86: TRP:HE1 1.54 0.54
4:D:167:GLU:HG3 4:F:61:LYS:HE3 1.89 0.54
7:V:29:GLU:OE2 7:V:33:ARG:NH1 2.40 0.54
1:2:258:ILE:HD11 2:3:238:ALA:HBI1 1.89 0.54
2:4:116:ASN:ND2 2:4:135:CYS:SG 2.79 0.54
3:6:172:LYS:NZ 4:E:100:GLU:OE1 2.37 0.54
4:H:358:SER:HB3 4:H:361:GLU:HG3 1.90 0.54
3:7:212:ARG:NH2 6:U:144:GLU:OE1 2.41 0.54
4:G:168:GLY:HA2 4:1:44:MET:HG3 1.87 0.54
4:E:143:TYR:HE2 | 4:E:346:LEU:HD13 1.71 0.54
4:A:202: THR:HG22 9:7:87:GLU:HA 1.90 0.54
6:U:86:GLU:OE2 6:U:89:ARG:NH1 2.41 0.54
4:1:54:VAL:HG12 5:S:132:ASN:HD22 1.73 0.54
5:T:51:GLU:HA 5:T:54:VAL:HG22 1.90 0.54
1:1:347:GLY:HA2 1:1:350:LYS:HE3 1.89 0.54
4:B:216:LEU:HD21 | 8:Y:165:ILE:HD13 1.89 0.54
2:3:373:ASP:0OD2 2:3:383:TYR:OH 2.21 0.54
2:4:286:VAL:HG22 | 2:4:292:VAL:HG12 1.90 0.54
4:A:201:THR:OG1 8:Y:64:ARG:NH2 2.41 0.54
4:G:57:GLU:OE1 5:Q:132:ASN:ND2 2.40 0.54
4:C:187:ASP:OD1 4:C:206:ARG:NH1 2.41 0.53
7:V:11:LYS:HD3 7:V:15:GLN:HE22 1.72 0.53
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:1:258:ILE:HD11 1:1:328:GLN:HA 1.88 0.53
1:2:191:GLU:OE2 2:4:374:ASN:ND2 2.40 0.53
4:1:54:VAL:H 5:5:132:ASN:ND2 2.06 0.53
4:G:237:GLU:HG2 4:G:251:GLY:HA2 1.90 0.53
8:Y:276:LEU:O 8:Y:309:ASN:ND2 2.42 0.53
1:1:144:LEU:HD11 1:1:394:PRO:HG3 1.89 0.53
1:2:342:VAL:HG21 2:3:288:ARG:HD3 1.91 0.53
4:G:34:1LE:HD12 4:G:67:-LEU:HD22 1.91 0.53
1:1:226:ALA:HB2 1:1:283:LYS:HG2 1.89 0.53
4:A:369:1ILE:HD12 | 4:A:372:ARG:HH11 1.74 0.53
4:B:243:PRO:O 9:7:46:ARG:NH1 2.41 0.53
4:J:200:PHE:HB3 4:J:205:GLU:HB3 1.91 0.53
1:2:380:LEU:HA 1:2:383:-MET:HG2 1.91 0.52
4:1:50:LYS:NZ 5:S:137:ASP:OD1 2.41 0.52
5:0:109:ARG:NH2 | 5:0:140:ASP:0OD1 2.42 0.52
6:U:213:LEU:HD12 | 7:V:217:ILE:HD13 1.90 0.52
4:D:191:LYS:O 4:D:194:THR:0G1 2.27 0.52
4:K:237:GLU:HG2 4:K:251:GLY:HA2 1.91 0.52
1:2:352:LYS:HD2 2:3:262:ASN:HB3 1.90 0.52
1:2:144:LEU:HD11 1:2:394:PRO:HG3 1.90 0.52
6:U:157:LEU:HD22 | 7:V:157:MET:HB3 1.90 0.52
1:1:200:ILE:HD12 1:1:204:GLY:HA2 1.92 0.52
4:A:332:PRO:O 4:A:335:ARG:NH1 2.42 0.52
4:A:188:TYR:HB2 | 4:A:267:LEU:HD21 1.92 0.52
4:C:196:ARG:NH1 4:C:250:ILE:O 2.43 0.52
4:E:14:SER:HB2 4:E:157:ASP:HB3 1.91 0.52
3:6:188:GLU:OE1 5:Q:106:GLY:N 2.43 0.52
4:B:196:ARG:NH1 4:B:250:1LE:O 2.43 0.51
9:7:71:ASN:ND2 9:7:95:LEU:O 2.43 0.51
4:H:335:ARG:HA 4:H:338:SER:HB2 1.92 0.51
6:U:112:LEU:HD13 7:V:112:.LEU:HA 1.91 0.51
2:3:228:LEU:HD11 | 2:3:306:VAL:HG13 1.93 0.51
3:6:170:SER:OG 3:6:176:ALA:O 2.29 0.51
4:K:110:LEU:O 4:K:177:ARG:NH1 2.43 0.51
5:R:123:LEU:HD11 | 5:R:153:ILE:HD11 1.92 0.51
1:2:165:ILE:HG23 1:2:188:LEU:HD23 1.93 0.51
3:5:64: TYR:OH 4:D:25:ASP:O 2.29 0.51
5:M:102:LYS:O 5:M:118:LYS:NZ 2.44 0.50
4:F:34:ILE:HD12 4:F:67:LEU:HD22 1.92 0.50
4:G:200:PHE:HB3 4:G:205:GLU:HB3 1.93 0.50
3:7:63:ILE:HG22 3:7:66:PRO:HD2 1.92 0.50
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
4:G:201: THR:HG23 | 4:G:202: THR:HG23 1.94 0.50
1:9:83:LYS:NZ 4:K:133:TYR:OH 2.43 0.50
4:G:332:PRO:O 4:G:335:ARG:NH1 2.45 0.50
4:A:14:SER:N 10:A:401:ADP:0O2B 2.45 0.50
7:V:214:GLU:HA 7:V:21T7:ILE:HD12 1.94 0.50
1:1:490:VAL:HG11 4:K:44:MET:H 1.75 0.50
8:Y:231:ILE:HD11 | 8:Y:259:VAL:HG12 1.92 0.50
2:3:319:ALA:HB1 2:3:329:LEU:HD11 1.93 0.50
4:.G:8:LEU:HD21 4:G:96:VAL:HG21 1.94 0.50
3:6:54:LEU:HD13 5:R:105:LYS:HB3 1.93 0.49
4:K:71:ILE:HG12 4:K:76:VAL:HG12 1.94 0.49
3:7:46:ALA:HB3 5:R:52:ARG:HG3 1.93 0.49
4:C:361:GLU:OFE1 4:C:373:LYS:NZ 2.45 0.49
4:G:143:TYR:OH 4:1:45:VAL:N 2.44 0.49
4:E:196:ARG:NH1 4:E:250:ILE:O 2.45 0.49
4:1:25:ASP:0D2 5:5:44:ARG:NH1 2.45 0.49
5:5:156:ARG:O 5:5:156:ARG:NH1 2.41 0.49
4:A:50:LYS:NZ 8:Y:80:ASP:0OD1 2.45 0.49
5:P:127:ARG:HB2 | 5:P:156:ARG:HH21 1.76 0.49
1:1:137:ALA:HB2 2:3:394:HIS:CE1 2.48 0.49
5:0:102:LYS:O 5:0:118:LYS:NZ 2.36 0.49
8:Y:294:LEU:HD12 | 8:Y:298:VAL:HG11 1.94 0.49
4:C:355:MET:HG3 4:E:45:VAL:HG21 1.94 0.49
4:F:14:SER:HB2 4:F:157:ASP:HB3 1.94 0.49
4:J:188: TYR:HB2 4:J:267:-LEU:HD21 1.95 0.49
4:H:200:PHE:HB3 4:H:205:GLU:HB3 1.95 0.49
3:7:209:LYS:HE2 3:7:212:ARG:HH21 1.77 0.49
4:D:104:LEU:HD12 | 4:D:133:TYR:HBS3 1.95 0.49
5:Q:39:LEU:HD11 | 7:V:127:GLU:HG2 1.95 0.49
8:Y:305:MET:HA 8:Y:308:LYS:HG2 1.94 0.49
1:1:204:GLY:HA3 1:1:218:GLN:HG2 1.95 0.48
1:2:231:ARG:NH1 1:2:293:LYS:0O 2.45 0.48
4:D:285:CYS:HB3 4:D:289:ILE:HD11 1.94 0.48
4:G:26:ALA:HB1 5:Q:45:ILE:HD13 1.95 0.48
4:J:87:-HIS:ND1 5:T:131:GLU:OE2 2.46 0.48
5:P:53:GLU:HA 5:P:56:GLN:HB3 1.95 0.48
4:E:157:ASP:OD1 10:E:401:ADP:03’ 2.28 0.48
4:G:51:ASP:OD1 4:G:51:ASP:N 2.46 0.48
4:G:288:ASP:0OD2 4:1:62:ARG:NE 2.42 0.48
5:R:92:LEU:HD13 5:R:122:PHE:HD2 1.78 0.48
1:1:524:LEU:HD21 5:S5:59: THR:HG21 1.94 0.48
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

4:1:285:CYS:HB3 4:1:289:ILE:HD11 1.93 0.48
2:4:130:GLU:HA 2:4:133:MET:HG3 1.94 0.48
4:G:79:TRP:HH2 4:G:119:MET:HG3 1.79 0.48
6:U:220:LEU:HD22 | 7:V:220:LEU:HB3 1.95 0.48
8:Y:220:LEU:HD12 | 8:Y:223:ASN:HB3 1.93 0.48
3:6:117:THR:0G1 3:6:118:THR:N 2.46 0.48
3:6:129:HIS:HA 4:G:45:VAL:HG12 1.96 0.48
4:A:334:GLU:OE1 6:U:15:ARG:NH2 2.46 0.48
4:E:156:GLY:O 4:E:303:THR:OG1 2.31 0.48
4:J:91:TYR:OH 5:T:156:ARG:NH2 2.46 0.48
5:5:109:ARG:NH2 5:5:140:ASP:OD1 2.46 0.48
4:A:285:CYS:HB3 4:A:289:1LE:HD11 1.95 0.48
4:K:154:ASP:HB3 4:K:161:HIS:CE1 2.48 0.48
5:M:39:LEU:HD11 7:V:46:GLU:HB3 1.95 0.47
4:E:71:ILE:HG12 4:E:76:VAL:HB 1.95 0.47
4:J:107:GLU:OE2 4:J:116:ARG:NE 2.41 0.47
4:A:236:LEU:O 4:A:254:ARG:NH1 2.46 0.47
5:0:49:ALA:O 5:0:53:GLU:HG3 2.14 0.47
1:2:146:ARG:NH1 1:2:194:ALA:O 2.40 0.47
4:B:211:ASP:0OD2 4:B:240:TYR:OH 2.31 0.47
1:1:126:PRO:HB3 1:1:390:ARG:HH11 1.78 0.47
4:H:157:ASP:0OD1 10:H:401:ADP:03’ 2.29 0.47
1:1:391: THR:HG23 1:1:393: TYR:H 1.80 0.47
4:A:187:ASP:OD1 4:A:206:ARG:NH1 2.47 0.47
4:A:247:VAL:HB 8:Y:58:PRO:HA 1.97 0.47
4:B:53:TYR:HD2 4:B:65:LEU:HD11 1.79 0.47
4:C:99:GLU:HG2 4:C:100:GLU:HG3 1.97 0.47
2:4:115:ILE:HG21 | 2:4:379:THR:HG22 1.96 0.47
3:6:180:ASP:0OD1 3:6:180:ASP:N 2.44 0.47
4:E:285:CYS:HB3 4:E:289:1ILE:HD11 1.97 0.47
4:G:285:CYS:HB3 4:G:289:ILE:HD11 1.96 0.47
1:1:257:PRO:HG2 1:1:343:LEU:HD11 1.96 0.47
2:3:113:THR:OG1 2:3:142:ARG:NH2 2.45 0.47
4:A:106:THR:HB 4:A:137:GLN:HG2 1.96 0.47
4:A:222:ASP:HB3 4:A:225:GLN:HB2 1.96 0.47
4:B:71:1ILE:HG12 4:B:76:VAL:HG22 1.97 0.47
5:0:92:LEU:HD13 5:0:122:PHE:HD?2 1.79 0.47
3:6:172:LYS:HZ3 4:E:100:GLU:HB3 1.79 0.47
2:3:136:LYS:HE3 2:3:381:TYR:HE1 1.80 0.46
4:C:112:PRO:HG3 | 4:D:197:GLY:HA2 1.97 0.46
4:G:71:ILE:HG12 4:G:76:VAL:HG22 1.96 0.46
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
5:N:86:ARG:HH22 5:N:105:LYS:HA 1.80 0.46
2:3:158: THR:HG22 | 2:3:170:ILE:HG22 1.97 0.46
4:B:153:MET:HG2 | 4:B:162:THR:HG22 1.96 0.46
4:K:326:LYS:HD2 7:V:225:LYS:HE3 1.97 0.46
4:K:220:ALA:HB1 | 4:K:226:GLU:HG3 1.97 0.46
8:Y:190:ILE:HG23 | 8:Y:223:ASN:HD22 1.80 0.46
1:1:334:SER:HB3 2:4:320:LEU:HD23 1.97 0.46
4:A:200:PHE:HB3 4:A:205:GLU:HB3 1.96 0.46
7:V:3:GLY:N 7:V:6:THR:HG1 2.13 0.46
9:7:3:ILE:HD13 9:7:71:ASN:HB3 1.97 0.46
1:1:242: THR:HG23 1:1:245:GLY:H 1.79 0.46
4:A:202: THR:OG1 | 4:A:205:GLU:OE1 2.20 0.46
5:0:106:GLY:HA3 5:0:111:HIS:CG 2.51 0.46
1:2:391: THR:HG23 1:2:393:TYR:H 1.81 0.46
2:3:296:GLY:HA3 2:3:302:ALA:HB2 1.98 0.46
3:6:174:PRO:O 5:0:52:ARG:NH1 2.49 0.46
4:J:173:HIS:CE1 4:K:268:GLY:HA3 2.50 0.46
5:R:113:LEU:HD23 | 5:R:139:VAL:HG21 1.98 0.46
2:3:509:ASP:0OD1 5:T:44:ARG:NH1 2.47 0.46
4:D:242:LEU:HD12 | 4:D:246:GLN:HB2 1.97 0.46
4:K:151:ILE:HA 4:K:164:PRO:HA 1.97 0.46
5:Q:130:LEU:HB3 | 5:Q:133:MET:HG3 1.97 0.46
1:2:281:GLU:HA 1:2:284:VAL:HG12 1.97 0.46
6:U:193:SER:HB2 | 7:V:192:LEU:HD21 1.98 0.46
4:B:21:PHE:HZ 4:B:96:VAL:HG11 1.80 0.46
4:B:75:ILE:HD12 4:B:112:PRO:HD2 1.98 0.45
4:F:358:SER:HB3 4:F:361:GLU:HG3 1.97 0.45
2:3:115:ILE:HG21 | 2:3:379:THR:HG22 1.98 0.45
4:K:106: THR:HB 4:K:137:GLN:HG2 1.98 0.45
2:3:134:ARG:HB3 2:3:182:ALA:HBI1 1.98 0.45
4:B:213:LYS:NZ 4:B:306:TYR:OH 2.41 0.45
4:C:215:LYS:HD2 4:C:240:TYR:HE1 1.81 0.45
1:1:285:LEU:O 1:1:289:ASN:HB2 2.17 0.45
1:2:155:LEU:HD11 1:2:380:LEU:HB3 1.98 0.45
1:9:75:1LE:O 1:9:78:GLN:HG3 2.16 0.45
4:C:143:TYR:OH 4:E:45:VAL:O 2.33 0.45
4:A:118:LYS:HD?2 4:A:118:LYS:HA 1.81 0.45
4:C:306:TYR:HD2 4:C:309:ILE:HD11 1.81 0.45
2:4:384:ARG:HA 2:4:384:ARG:HD2 1.80 0.45
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