WDRLDWI

2PDB

PRDTEIN DATA BANK

Full wwPDB EM Validation Report (i)

Dec 8, 2025 — 11:19 PM EST

PDBID : 9YAL /pdb_00009yal
EMDB ID : EMD-72717
Title : Cryo-EM structure of intraconoidal microtubule 2 (ICMT2) from Toxoplasma
gondii (8-nm repeat)
Authors : Zeng, J.; Zhang, R.
Deposited on : 2025-09-15
Resolution : 3.52 A(reported)

This is a Full wwPDB EM Validation Report for a publicly released PDB entry.

We welcome your comments at validation@mail. wwpdb.org
A user guide is available at
https:/ /www.wwpdb.org/validation/2017/EM ValidationReportHelp
with specific help available everywhere you see the (1) symbol.

The types of validation reports are described at
http://www.wwpdb.org/validation /2017 /FAQs#types.

The following versions of software and data (see references (1)) were used in the production of this report:
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Mogul : 2022.3.0, CSD as543be (2022)
MolProbity : 4-5-2 with Phenix2.0
buster-report : 1.1.7 (2018)
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MapQ : 1.9.13

Ideal geometry (proteins) : Engh & Huber (2001)
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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 3.52 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 NN | - 8
Ramachandran outliers IS I D 0.1%
Sidechain outliers I | 0.2%
Worse Better

0 Percentile relative to all structures

[I Percentile relative to all EM structures

Metric Model-Map Fit Percentile Ranks Value
Q-score ] | W 0.349

Worse Better
0 Percentile relative to all EM structures

I Percentile relative to EM structures of similar resolution

Metric ‘Whole archive EM structures Similar EM resolution
(#Entries) (#Entries) (#Entries, resolution range(A))
Clashscore 210492 15764 -
Ramachandran outliers 207382 16835 -
Sidechain outliers 206894 16415 -
Q-score - 25397 13017 (1 3.02 - 4.02)

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
1 1 2041 .5/- 94%
1 2 2041 .5/- 94%
2 A 351 -T 83%
2 B 351 .T 83%

Continued on next page...
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Mol | Chain | Length Quality of chain
2 C 351 | S m—
2 351 | B o
2 E 351 | e 55
2 F 351 | e o
2 ¢ 351 | M. 55
2 H 351 | Ermr— o
2 I 351 | S 55
2 J 351 | Eem— 55
2 K 351 | S 5
3 | A0 153 | ™= = o
3 | A2 | 453 |™® = T
3 | A4 | 453 |™ - ———
3 | A6 | 453 | ™ — N
3 | As | 433 |*® = T
3 BO 453 = 78% 17% 6%
3 B2 453 = 78% 16% 6%
3 B4 453 = 79% 15% 6%
3 | B6 453 | " o o
3 | BS 153 | = " o e
3 | o 153 | ® s o
3 | c2 | a3 | ® - e —
3 | 4 153 | ® o o
3 | o6 | 433 |*® - e —
3 | Cs 453 | ™= 5 r—
3 | Do | 453 |® — T

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

Mol | Chain | Length Quality of chain

3 | D2 | 433 | " T
3 | pa | 453 |° " T
3 D6 453 - 75% 19% %
3 D8 453 - 70% 23% 6%
3 EO 453 - 76% 19% “6%
3 E2 453 - 78% 6% 6%
3 E4 453 - 80% 15% 6%
3 | E6 | 453 |™® o T
3 ES8 453 & 78% 17% 6%
3 FO 453 & 79% 15% 6%
4 Al 449 - 74% 20% 5%
4 A3 449 & 71% 23% 5%
4 | A5 | a0 |® = wi
4 A7 449 - 78% 17% 5%
4 A9 449 n 74% 20% 5%
4 B1 449 - 75% 20% 5%
4 B3 449 " 74% 21% 5%
4 B5 449 - 79% 16% 5%
4 B7 449 i 76% 19% 5%
4 | By | a9 |® & W
4 C1 449 = 73% 21% 5%
4| o3 | wmo |® i o
4 Ch 449 i 76% 19% 5%
4 c7 449 n 80% 15% 5%
4 C9 449 A 76% 18% - 5%

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

Mol | Chain | Length Quality of chain
4 | D1 | w0 |® " W
4 | D3 | a0 |™ i e
4 D5 449 n 74% 21% 5%
4 D7 449 n 75% 20% 5%
4 D9 449 i 75% 20% 5%
4 El 449 - 76% 19% 5%
4 E3 449 - 77% 17% “5%
4 E5 449 == 74% 20% 5%
4 E7 449 = 80% 15% 5%
4 E9 449 & 74% 21% 5%
4 F1 449 & 79% 16% 5%
) O 583 & 24% 5% 71%
5 p 583 = 29% 9% 62%
5 R 583 = 34% 62%
6 | U 336 | e =
6 \Y 336 == 29% 66%

8%

6 W 336 26% 8% 66%
6 X 336 - 24% 73%
7 a 220 n 56% 16% - 27%
7 b 220 B 58% 15% 27%
7 c 220 = 70% 21% %
7 d 220 = 71% 20% %
7 e 220 n 63% 28% e
7|t 220 | o o
7 ¢ 220 | ™= = o

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

Mol | Chain | Length Quality of chain
- —
7 h 220 70% 20% 9%
. i I
7 1 220 71% 20% 9%
. - —
7 ] 220 72% 19% 9%
21%
7 m 220 72% 20% 9%
23%
7 n 220 71% 20% 9%
= —
7 0 220 69% 22% 9%
- —
7 p 220 76% 15% 9%
M
7 q 220 7% 14% 9%
M
7 r 220 74% 18% 9%
i L ]
7 S 220 68% 2% . 9%
= S—
7 t 220 72% 16% . 9%
- —
7 u 220 72% 19% 9%
- —
7 v 220 72% 19% 9%
5%
7 W 220 74% 18% 9%
- —
7 X 220 70% 21% 9%
=
8 k 189 59% 16% 25%
=
8 1 189 53% 229 25%
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2 Entry composition (i)

There are 11 unique types of molecules in this entry. The entry contains 226608 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 ICMAP4, TGME49 225340.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
1 1 130 1054 670 185 197 2 0 0
Total C N O S
1 2 130 1054 670 185 197 2 0 0

e Molecule 2 is a protein called Microtubule associated protein SPM1.

Mol | Chain | Residues Atoms AltConf | Trace
IR TV HERE
IEEEEN T T HEEE
IEEEEN T ST HEEE
IEEEEN T ST HEEE
IEEEN T T HEEE
NN S HEEE
IR RN HIERE
IR HIERE
IR HERE
IRV HEEE
IR HERE

There are 11 discrepancies between the modelled and reference sequences:


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#entry_composition
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Chain | Residue | Modelled | Actual | Comment Reference
A 93 ARG PRO conflict UNP A0AT7J6K285
B 93 ARG PRO conflict UNP A0AT7J6K285
C 93 ARG PRO conflict UNP A0AT7J6K285
D 93 ARG PRO conflict UNP A0ATJ6K285
E 93 ARG PRO conflict UNP A0OATJ6K285
F 93 ARG PRO conflict UNP AO0OATJ6K285
G 93 ARG PRO conflict UNP A0AT7J6K285
H 93 ARG PRO conflict UNP A0ATJ6K285
I 93 ARG PRO conflict UNP A0AT7J6K285
J 93 ARG PRO conflict UNP A0A7J6K285
K 93 ARG PRO conflict UNP A0OATJ6K285

e Molecule 3 is a protein called Tubulin alpha chain.

Mol | Chain | Residues Atoms AltConf | Trace
3 A0 428 gg;a; 21C()5 51(\5]9 6(2)5 286 0 0
3 A2 428 gg;a; 21CO5 51(\519 625 286 0 0
3 Ad 428 1?:3;%1 21C05 51(\519 635 286 0 0
3 AG 428 ggt;;l 21(2)5 516\;9 625 2S6 0 0
s A8 428 rl?:g;? 21%5 51(\3]9 6(2)5 286 0 0
s B0 428 gg;? 21(2)5 51;5]9 6(2)5 286 0 0
s B2 428 ’ggt;; 21CO5 51(;]9 6(2)5 2S6 0 ¥
s B4 428 ’ggt;)l 21005 5?9 6(2)5 286 ¥ 0
s B6 428 ggtzzl 21(2)5 5129 6(2)5 286 0 0
s B8 428 ggt;;l 21%5 516\;9 6(2)5 286 ¥ 0
s 0 428 ggt;;l 21(2)5 5129 6(2)5 286 0 0
s 2 428 gg;zl 21005 51(\;9 6(2)5 286 0 0
s i 428 gg;zl 21005 51(\519 6(2)5 286 0 0
s 6 428 ggt;)l 21C05 51(\;9 6(2)5 286 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
3 8 428 ggt;gl 21%5 51(\519 635 2S6 0 0
3 bo 428 ggt;; 210()5 51(\519 635 2S6 0 0
3 b2 428 ggt;; 21(2)5 516\519 635 2S6 0 0
s bi 428 gg;? 21(2)5 512519 6(2)5 286 0 0
s b6 428 ggt;; 21(2)5 512519 6(2)5 286 0 0
s b8 428 1:;(3);21 21005 51(\;9 6(2)5 286 ¥ 0
s E0 428 ’ggt;)l 21C05 5129 6(2)5 2S6 ¥ 0
s £2 428 gg;zl 21%5 51(\319 6(2)5 286 ¥ 0
s B 428 ggg;l 21(2)5 5129 6(2)5 286 0 0
s E6 428 gg;zl 21005 51(\;9 6(2)5 286 0 0
s E8 428 gg;zl 21005 51(\;9 6(2)5 286 0 0
s ko 428 gg;zl 21005 51(\;9 6(2)5 286 0 0
e Molecule 4 is a protein called Tubulin beta chain.
Mol | Chain | Residues Atoms AltConf | Trace
1] Al 26| a0 a0 61 o7 ; 0
o 26| a0 a0 61 o7 ; 0
1] 45 26| a0 a0 61 o 0 0
1] AT 26| a0 a0 61 o7 0 0
1] A9 26| a0 a0 61 o7 0 0
4 Bl 426 gg;l 20094 51(\519 6(21 287 0 0
1 B3 426 gg;l 2(%4 5219 6(21 287 0 0
Continued on next page...
grDRe
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
4] BS 426 ggg?l 2(%4 5129 621 2S7 0 0
i BT 426 13“%?1 2(%4 51(\519 621 2S7 0 0
4] B 426 13“;;;11 2(%4 5129 621 287 0 0
S RS 426 rggg?l 2(%4 51;5]9 651)1 287 0 0
4 o8 426 rl:;gtsil 2(%4 5129 651)1 287 0 0
1 G 426 fg;;l 20094 5129 651)1 287 0 0
4 e 426 rl:;ggall 2(%4 5129 621 287 0 0
4 0 426 rl:;gg?l 2(%4 51(\319 621 287 0 0
4 bl 426 gg;jl 25@)4 5129 6(21 287 0 0
4] b3 426 gg;jl 20094 5129 6(21 287 0 0
4] Do 426 gg;l 20094 51(\;9 6(21 287 0 0
4 DT 420 gg;l 20094 51(\;9 6(21 287 0 0
4 b9 426 ig;;l 2(%4 5129 6(21 287 0 0
4 Bl 426 ig;;l 20%4 52]9 651)1 287 0 0
4] B3 420 ggg? 20094 5129 6(21 2S7 0 0
4 B 426 gggl 2(%4 5129 6(21 287 0 0
4| BT 426 gggil 2(%4 5129 621 287 0 0
4 B9 426 gggil 2(%4 5129 621 287 0 0
4 Fl 426 gggail 20094 5129 621 287 0 0

e Molecule 5 is a protein called TLAP3 (apical cap protein AC5), TGME49 235380.
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Mol | Chain | Residues Atoms AltConf | Trace

Total C N O S

o O 17l 1360 844 255 259 2 0 0
Total C N O S

o P 220 1744 1084 329 329 2 0 0
Total C N O S

o R 220 1744 1084 329 329 2 0 0

e Molecule 6 is a protein called TLAP4 (thioredoxin-like associated protein), TGME49 201760.

Mol | Chain | Residues Atoms AltConf | Trace
[v [ m [ O XTI [

KRN T Y HIEEE

0 W 113 1;)0;2 l 5(932 1212 1(7)9 ? 0 0

0 X Il T7O';sl 420 1124 1(28 0 0

e Molecule 7 is a protein called TRXL1, TGME49 232410.

Mol | Chain | Residues Atoms AltConf | Trace
T e 161 1% s 24 2% o 0 0

TP 161 2% s 24 296 o 0 0

T 00| s 102 283 207 7 0 0

rd 00| s 102 283 207 7 0 0

! ¢ 201 ?g(t)asl 10021 215\313 2(;7 ? 0 0

7 f 201 11121(G)a8l 10021 2213 2(;7 g 0 0

7 & 201 ?ggasl 1(?21 22]3 287 ? 0 0

7 h 201 1112821 10021 215\313 287 2 0 0

7 i 201 1112821 10021 215\3]3 287 g 0 0

’ ] 201 ??igaé%l 10021 212\313 287 g 0 0

! o 201 ?g’gasl 1(?21 212\313 287 g 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
7 . 201 ?ggasl 1(?21 21;3 2(9)7 g 0 0

7 © 201 ?ggz;l 1(?21 22]3 2(9)7 g 0 0

7 b 201 ?Z’gagl 1(?21 22]3 2(9)7 g 0 0

7 4 201 ?Zgasl 1(?21 215\513 287 g 0 0

7 ' 201 ?ggaSl 1(?21 21;;]3 287 g 0 0

’ ; 201 ?ggasl 1(?21 21553 237 g 0 0

’ k 201 ?25381 1(?21 21553 2(9)7 g 0 0

[ 201 ?Zgasl 1(?21 215\413 2(9)7 g 0 0

[ 201 ?ggasl 1(?21 215\53 2(9)7 g 0 0

[ 201 ?ggasl 10021 215\53 2(9)7 ? 0 0

Tox 201 ?ggasl 10021 215\53 2(9)7 ? 0 0

e Molecule 8 is a protein called TRXL2, TGME49 225790.

Mol | Chain | Residues Atoms AltConf | Trace
8 k 14l ?iga; 727 21(\)15 1(9)9 zSL 0 0

8 ! 14l ?1);&51 727 21(\)15 189 zSL 0 0

There are 46 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
k 167 SER - expression tag | UNP AOA7J6K232
k 168 ALA - expression tag | UNP AOA7J6K232
k 169 GLN - expression tag | UNP AOA7J6K232
k 170 ARG - expression tag | UNP AOA7J6K232
k 171 LEU - expression tag | UNP AOA7J6K232
k 172 ARG - expression tag | UNP AOA7J6K232
k 173 THR - expression tag | UNP AOA7J6K232
k 174 LEU - expression tag | UNP AOA7J6K232

Continued on next page...
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Chain | Residue | Modelled | Actual | Comment Reference
k 175 ASN - expression tag | UNP A0OA7J6K232
k 176 ASP - expression tag | UNP AOA7J6K232
k 177 ALA - expression tag | UNP AOA7J6K232
k 178 THR - expression tag | UNP AOA7J6K232
k 179 ASP - expression tag | UNP AOA7J6K232
k 180 PRO - expression tag | UNP AOA7J6K232
k 181 TRP - expression tag | UNP AOA7J6K232
k 182 LYS - expression tag | UNP AOA7J6K232
k 183 LYS - expression tag | UNP AOA7J6K232
k 184 ARG - expression tag | UNP AOA7J6K232
k 185 LEU - expression tag | UNP AOA7J6K232
k 186 PRO - expression tag | UNP AOA7J6K232
k 187 GLN - expression tag | UNP AOA7J6K232
k 188 ASN - expression tag | UNP AOA7J6K232
k 189 VAL - expression tag | UNP AOA7J6K232
1 167 SER - expression tag | UNP AOA7J6K232
1 168 ALA - expression tag | UNP AOA7J6K232
1 169 GLN - expression tag | UNP AOA7J6K232
1 170 ARG - expression tag | UNP AOA7J6K232
1 171 LEU - expression tag | UNP AOA7J6K232
1 172 ARG - expression tag | UNP AOA7J6K232
1 173 THR - expression tag | UNP AOA7J6K232
1 174 LEU - expression tag | UNP AOA7J6K232
1 175 ASN - expression tag | UNP AOA7J6K232
1 176 ASP - expression tag | UNP AOA7J6K232
1 177 ALA - expression tag | UNP AOA7J6K232
1 178 THR - expression tag | UNP AOA7J6K232
1 179 ASP - expression tag | UNP AOA7J6K232
1 180 PRO - expression tag | UNP AOA7J6K232
1 181 TRP - expression tag | UNP AOA7J6K232
1 182 LYS - expression tag | UNP AOA7J6K232
1 183 LYS - expression tag | UNP AOA7J6K232
1 184 ARG - expression tag | UNP AOA7J6K232
1 185 LEU - expression tag | UNP AQOA7J6K232
1 186 PRO - expression tag | UNP AOA7J6K232
1 187 GLN - expression tag | UNP AOA7J6K232
1 188 ASN - expression tag | UNP AOA7J6K232
1 189 VAL - expression tag | UNP AOA7J6K232

e Molecule 9is GUANOSINE-5-TRIPHOSPHATE (CCD ID: GTP) (formula: C1oH16N5014P3)

(labeled as "Ligand of Interest" by depositor).

EMD-72717, 9YA1
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oy,
- .
Fon,
2
Mol | Chain | Residues Atoms AltConf
o m | R S|
o | R S|
o m | R S|
o | ae | v s s | O
o | ws | v s s | O
o m | v R s s | O
o m | v R s s O
om0
o | m | v S s s O
o m | v s O
oo | v s
ol | v s a0
oo | v s s
oo | v S s O

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

Mol | Chain | Residues Atoms AltConf
[ 1 [ oToT
w1 eyt
w1 [ SO
I
W | o [ oroT
e o oo
w1 oo
[ m [ et or
[ [ 1 et or
w1 oo
w1 oo
w1 oo

e Molecule 10 is MAGNESIUM ION (CCD ID: MG) (formula: Mg) (labeled as "Ligand of
Interest" by depositor).

Mol | Chain | Residues Atoms AltConf

10 AQ 1 Total Mg 0
1 1

10 A2 1 Total Mg 0
1 1

10 Ad 1 Total Mg 0
1 1

10 A6 1 Total Mg 0
1 1

10 A8 1 Total Mg 0
1 1

10 B0 1 Total Mg 0
1 1

10 | B2 1 Toltal N{g 0

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

Mol | Chain | Residues Atoms AltConf

10 | B4 | Total - Mg 0
1 1

10 | B6 | Total -~ Mg 0
1 1

10 | B8 1 Total -~ Mg 0
1 1

10 o 1 Total Mg 0
1 1

10 2 1 Total Mg 0
1 1

10 4 1 Total Mg 0
1 1

10 6 1 Total Mg 0
1 1

10 9 1 Total Mg 0
1 1

10 D1 1 Total Mg 0
1 1

10 D3 1 Total Mg 0
1 1

10 D4 1 Total Mg 0
1 1

10 D6 1 Total Mg 0
1 1

10 DS 1 Total Mg 0
1 1

10 o 1 Total Mg 0
1 1

10 o 1 Total Mg 0
1 1

10 o] 1 Total Mg 0
1 1

10 o 1 Total Mg 0
1 1

10 o 1 Total Mg 0
1 1

10 | Fo 1 Toltal l\gg 0

e Molecule 11 is GUANOSINE-5-DIPHOSPHATE (CCD ID: GDP) (formula: C;oH;5N501,P5)
(labeled as "Ligand of Interest" by depositor).
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GDP
o
e
une \
Jdo L 0o
HN X \
ey (OH
/ "o
\
o=
HO P o
“Ho
oH,
Mol | Chain | Residues Atoms AltConf
Total C N O P
1 Al 1 28 10 5 11 2 0
Total C N O P
1 A3 1 28 10 5 11 2 0
Total C N O P
1 A5 1 28 10 5 11 2 0
Total C N O P
1 AT 1 28 10 5 11 2 0
Total C N O P
1 B3 1 28 10 5 11 2 0
Total C N O P
1 B5 1 28 10 5 11 2 0
Total C N O P
1 B7 1 28 10 5 11 2 0
Total C N O P
1 B9 1 28 10 5 11 2 0
Total C N O P
1 ¢l 1 28 10 5 11 2 0
Total C N O P
1 3 1 28 10 5 11 2 0
Total C N O P
1 5 1 28 10 5 11 2 0
Total C N O P
1 T 1 28 10 5 11 2 0
Total C N O P
1 9 1 28 10 5 11 2 0
Total C N O P
1 b1 I 28 10 5 11 2 0

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

Mol | Chain | Residues Atoms AltConf
11 | D3 1 ol b2 B0 0
11 | D5 1 ol b2 B ) 0
11 | D7 1 Tg;al 1% g 8 g 0
11 | D9 1 Tg;al 1% E 101 g 0
BN
NN SN
SN S
SEAEE S
SN S
SEEEEE N
o | v
SR S
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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: ICMAP4, TGME49 225340



https://www.wwpdb.org/validation/2017/EMValidationReportHelp#residue_plots
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TGME49 225340

e Molecule 1: ICMAP4,

94%
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e Molecule 2: Microtubule associated protein SPM1

. |
Chain A: 5% 83%
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OO0 & o o o 4

e Molecule 2: Microtubule associated protein SPM1

Chain B: a7

15% . 83%

e Molecule 2: Microtubule associated protein SPM1

. B
Chain C: 15% . 83%
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e Molecule 2: Microtubule associated protein SPM1

Chain D: 14% . 83%

SO0 >

A214
D218
P221
V227
Y247
Y251
P255
L256
P257

e Molecule 2: Microtubule associated protein SPM1

. h
Chain E: 14% . 83%

@ V000000 SO o oo o 4

P223
L224
L235
F241

Q244
|
5249
Y251
|
K254

K222

T217
|
P221

e Molecule 2: Microtubule associated protein SPM1

Chain F: 13% .. 84%
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.

L207
P208
R216
Y219
K254
P255
P258
P259

e Molecule 2: Microtubule associated protein SPM1
5%
Chain G: 6% - 83%

|
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e Molecule 2: Microtubule associated protein SPM1

. ._
Chain I: 14% . 83%

e Molecule 2: Microtubule associated protein SPM1

15% . 83%

e Molecule 2: Microtubule associated protein SPM1




EMD-72717, 9YA1

Full wwPDB EM Validation Report

Page 27

ha

092A

8¥cy
L¥TKk

o¥ed
6ETT

@ 0000 o

eeed
oeey
Teed
0ZTA

9124
GTCK
4144

0TCH

80cd

n

Tubulin alpha cha

e Molecule 3

6%

16%

78%

Chain A0

SCT1

1

1344

€0Td

261
160
064

©
e}
==

981

€84

78D

6.4

891
194

0934

9GL

[4ct|
TSL

€D

ced

STd
428

(%]

oo

vL2d

0.Lgs

99CH

astect
€921

TeeI

622
8T

STl

€TTL

1144

6721

1121

54

0TCA

80TV
pAorAc

00ZA

6811

781d
€874

08TV

8.L1S

S.1d
vL18
€L1d
CTLIM

8¥%1D

L 4

8Tvd

LO%M

£0vY

86EW

06€Yd

€8EY

€L8Y

0LeN

v9ed
€9€EN

09ed

veen

0T€D
60€H

90€d

Y0EN

CTOEW

582b
v8cH

28TA

082x1

9,21

n

Tubulin alpha cha;

e Molecule 3

6%

20%

—
75%

Chain A2

¢

0vTV

8€Td
LETH

€ETH

68d

ced

971

Y11

Ty
110

89CH
S9C1
€92d
29CA
T92d
092A
6521

PA{AN
952h

TSea

S€CI
veTn

TecI
82ZN
4498

zeed
j144:

{4549
0TCA
6021
80eY

S02a
021

88TA
€874

18TA
08TY

TLIM

9GTH
STl

0S1D

TvIA

€0%Y

86EN
seed
T6EW
LBEA
¥8€1

8.LE1
LLEW

vLeY
€L€Y

TLEA
¥9ed
LyED
vven
9zeN

ozeyd
6TEA

L1€71

TTEA

L0ed
€0EY
TOEN

86¢d

88CA
98¢1
08e)

L.TS
9,21

CTLTK
TLC8

< & & o

ETVN

60%A
2028

e Molecule 3

90%H

Tubulin alpha chain

6%

17%

w—
77%

Chain A4

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-72717, 9YA1

Full wwPDB EM Validation Report

Page 28

0OTTI
60T.L
80TA

S0TY

€94

TSL

9EW

1621

88CA

€8CH

08¢y

9,21

6921

S9¢I
7924

[4°198

8S5ZN

LyTv

vved
£¥cy

ovey

aeed

61CI

{4548

0TCA
60CI

$S02a
7021

88TA

6LTL

TLIN

Y91

T9TA

v
€2TY

Te1d
0z1a

Te7a

8C¥1

SCHT

{444

ETTN

86EN

¥8€1
£8€Y

LLEW

95EN
SGET

csen

Seel

6TEX

L1€7T

0Ted
60€H

L0ed
90€d

COEN
TOEW

9624

n

Tubulin alpha cha

e Molecule 3

6%

21%

74%

-

Chain A6

k-

SOTH

COTN

00TV

68d

28l
789

6.4

9.d

€LL

1.3
0LT

L

674

Led
9EN

ced

0€L

SCT1

(4458

6111

STTA

(495}

60TL

86EW
LB6ET

€8EY
LLEW
0Lex
GSEI
0%eL
6E€Y
8€EN

8TEN

9zeNn

€TEN

0zey

()350]

L0ed

voex
E0EY

TOEW

862¢d

9624

88CA
8T8

582h

€8CH

L

PAS(AN

8€TT
LETS

GeTI

TeeI

13T1

§gTL

11444

607N
8074

90%H

n

Tubulin alpha cha

e Molecule 3

6%

16%

79%

Chain A8

=
~

SOTH

6.4

9.a

YLA
794

T9H
09

€84

TSL

9EN
Sgb

€ed
0€I
TT0

SI

TOEN

86¢d
1623

76CS

¢6TL

1924

v92u

6521

€¥cy
[444%

8€TT

9€TSs
GeCI

lAAN

eeed
j144:

L1271

vicy

0TCA

802V

€0CH

00ZA

6811
88TA

¥81d

6LTL

S.1d

L9771

6STA

8¢¥'1

o6ed

<>

€8EY

¢SeEN

vven

0vEL

8eeN

TEEV

91€0

TTEN
0T€D

voex

n

Tubulin alpha cha

e Molecule 3

6%

17%

78%

Chain B0

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-72717, 9YA1

Full wwPDB EM Validation Report

Page 29

L1271
(4348
60CI

S0za

LLTA

SL1d
vL18

89TN
Yo
2STT

8ETd
LETN

YETD
8TTS
LOTH

z61
160

88H
18D
6.4
9.a
891
{47\

981

TYEL

o

8eeN
TEEA
62EN
oTeN

ozey
6TEX

ETEN
(4538

0T€D
voex
€0ey
CTOEW
TOEN
862d
T6CI
9821
082x
9,21
S.21
v.led

9921
y9cd

T9TA
T9ed

2STA

P
{479

ovey

LETS

SeCI
veTn

144
(lqacs
61CI

L2 4

8CY1

{4474

515770

80%A

Yovd
£0%Y

150)72’8

S6€4

06€Y

£8EY

08EN

SLEA

CTLEW

89€1

09ed

cseN

n

Tubulin alpha cha;

e Molecule 3

6%

16%

78%

Chain B2

LETH

€ETH

8CTIN

4958

68d
88H

6.4

9.a

€LL

1.3

891
194

S9D0
794

TOH

€94

€D

6TEX

viev
ETEN

TTEN

voex

2621

882A

v8cH

08ey

9,21

v.cd

89TN
1924

G524

(41418
TSea

YvCd

(4448

6224

4221

eced
144

61¢CI

€120

0TCA

80aV

€0C

v6T11

T6TL

TL1S

89TN

(a4

8CY1

i

SCyT

{4448

i

LO¥M

06€Y

1n

88€d
L8EA

T8EL

08EN

99€D

Tubulin alpha cha

v9ed
€9€N

9GEN
SGGET

vveA

TEEV

8CEN

€CEN

e Molecule 3

6%

15%

79%

8.L1S

i ZA%

6974

8ETA

€ETY

60TL

SOTH

8TEN

9T€D

vIiey

Tren
01€d

voex

662V

26Tl

582h
jastecs

T8TA

082x
§.¢1
TLTA
792y

65CT
85CN

0 1520

0S82A
01
8€TT

Teed
0zea

L1271
S12Y
802V
S02a

S6TT
7611

T6TL

i

¢8TA
T8TA

¢

90%H

98ed

£8EY
T8EL

08EN

9.€0

99€D

€9EN

T9EL

TSeEN

TEEV

9TEN

veen

n

Tubulin alpha cha

e Molecule 3

6%

15%

79%

Chain B6

(434

CETT

{4458
6TTT
STTA
(4358
66V
768
160

68d
88H

SLA
0.1
T9H

€94

YEEL

TEEN

8CEA

§gged

0zed

8TEN

91€0

viev

9624

1621

9821

S.2I

CTLTK

89CH

9921

6521
852N

ovey

TeeI

7021

L6TH

S6TT

3

T6TL

88TA

€814

08TV

95TY
SSTd

€STT

9%1D

R LDWIDE

O

PROTEIN DATA BANK

W



EMD-72717, 9YA1

Full wwPDB EM Validation Report

Page 30

9919
SY1L
|
€€1b
zeT1
2
©
K 4
{Za5]
|
1214
R |
< 9T1d
STIA
ZITH
|
€014
|
001V
|
160
|
3gH
|
agH
»8Y
|
6.4
(4528 MFQ
e |
om§ ) 931
<
907H = ~ mﬁ
| =
1681 =
)
M <
¢ =
sy
08eN <
=)
8.€1 =
hmmz =
09gd km
esea (o oo
83gh mmH
9geN OCEE | ms
i = ve) 61
zaeN = 0
ﬂmm % m -mH
gee ) . m 7A
LE€L M .M..ha €3
SEET ) O 0.

S92I

(419

6621

S6TT
7611

T6TL

L8TS

S8TA
¥81d
€814

T8TA
08TY

8L1S

9LTh

89TN
L9717

¥oTh

9GTH

ZEVA

0EYN

8C¥'1

80%A
LO%M

Yovd
veex
T6EW
68€S
98€d
S8EV
¥8el

8LET
LLEW

8%ed

oveEM

Seel
TeEL

CEEN
TEEV

9zeR
91€D
voex
€0eY
COEN

S8z

S.2I

1.8

6921

n

Tubulin alpha cha

e Molecule 3

6%

15%

80%

Chain C0

€STT
2ST1

6%TT
8%TD

(425
TPIA

SeT11
(4458
6TTT

LOTH
901D

COTN

784
€84

YLA
€LL

891
794

093

€D
62D
{44

110

o
I>I

oo

LLEW
69€EV

zved

0 6e€d
L1871
£TEN
TOEH
8.Ty
6921
1924
15Tl
vsea
£V
6£CL
0£z1

€Tl

0 zzed
6121

0TCXx
60CI

pAorace
86TL
L6TH
96Td
0618
1818

¥81d
€874

08TV

S.1d

99T

=

8C¥1

08eEN

n

Tubulin alpha cha

e Molecule 3

6%

17%

—
77%

Chain C2

S8TA

T8TA
T8TA

LLTA
9.LT0
S.1d
89TN
991X
9STY

€ETH

6111
S0TY
160
88H
59D
TOH
9GL

€94

€D

ozgeN
Sged

€CTEN

ozey
6TEA

L1€T
91€d
STED

ETEN

662V

T6CI

98271

S.2I

TLTK
T2

L9¢4d

T9CA

6521
85ZN

8€TT
LETS

SGeCI

TecI

1144

6121

L1271

S12d

ToCY

86TL

S6TT
7611

T6TL

88TA

SEVA

8CY1

9THY

€eva

T17d

86EN

v6en

06€Y

88€4d
L8EN

08EN
6LES
8LET
LLEW
SLEN
0LeX
€9EA
09ed
cseeN
8EEN
SEET

CEEN

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-72717, 9YA1

Full wwPDB EM Validation Report

Page 31

n

Tubulin alpha cha

e Molecule 3

6%

18%

76%

Chain C4

01
(445}
1145

6TTT
0TTI
LOTH
vOTV
TOTN

160
063

88H
184

Z8L

¢

® o o o
© @~ ~
=] (2]

SecI
vecn

TeeI

622y

61CI

L1271

0TCA

802y
,02d

$S02a

3

T6TL

28TA
T8TA

TLIM
791X

€STT
2STT

6711
TPTA

€ET
CTETT

=R

LEVI

S

STy
{44748
(7478
L1%3

0 4371

T17d

z6ea

2¢8EL

LLEW
9.€0

T.LEA

v9ed
€9EA

SSeI
vven
0oveLl
8EEN
8CEN

TTEA

voex
€0EV

T6CI

n

Tubulin alpha cha

e Molecule 3

6%

17%

—
77%

Chain C6

-

9€TT

(4458
1214

6111
S0TY
COTN

261

160
064

88H

©
©
=

784

178D

6.4

9.a

€LL

1.3

194
99A

794

csd
TSL

ced

TV

LI
98

T6CI
9821

€8CH

0 z8TA
08z
69271
5921
T9Zk

6521
85ZN

952d

jasacs

LyTy

622y

cced
1344

61CI

L1271

€120

0TCA
6021

L0cd

10TV

6610
86TL

LLTA

89TN

€911

LY1S

TvIA
ovTV

LETH

SEVA

{444

T0%Y

0w

96€d

¥8el
€8EY

€L€4
99€D
€9EA
SSeT
cseN
‘ oveEM
1
1%€1
8eeN
9TeN
ceea
91€0
0T€D

COEN

Tubulin alpha chain

e Molecule 3

6%

13%

81%

Chain C8

89TN

LSTT
9GTH

LTS
SYTL
oIy

{4958

SOTH

COTN

9EW
zed
Tzn

IV

v o

€9€A

€TEN

B6TEA
8TEW

91€d

(250]
60EH

voex

jastacs

0 T8TA
08T}
5221
TLTA
5921
292
65271
€ezd

0€21
6ccd

ceed

(a4

0TCA

80TV
plorace

S6TT
Y611

06TS

T8TA

LLTA

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-72717, 9YA1

Full wwPDB EM Validation Report

Page 32

<>

66€X
86EN

Tubulin alpha cha

96€d

0 98€ed
€8V
6LES

LLEN
9.€0

89€T

111

e Molecule 3

6%

19%

76%

Chain DO

€ETD
SCTT
1144
STTA
LOTH
€0Td
L6d
160
68d

98T
S8H

08L

8LA

o4
T9H

€94

TSL

ced

re]
02D
LTD

€4
[4:!

o

9,21
S§.21
v.2d
TLTA
89T
S§921
T9TA

092A
6SCT

§5¢d

(41418

LETS

vecn

T€CI

622y

STl

€2TL
ezed

912N

0TZK
6021

L0cd

%021

cocA

L6TH

G8TX
8.18

SL1d
ZA

89TN

7ST1
€STT
eSTT

(442

€TV

86EN
L6ET

26ed
06€Y
08eEN
9.€0
99€D

v9ed
€9€EN

GSEI

cseNn

GEET
6CZEN
9TEN

veeA
€TEA

ozey
6TEX
8TEN
91€0
60€H
90€a
662V

Lecd

£8CH

T8¢V

n

Tubulin alpha cha

e Molecule 3

6%

16%

79%

Chain D2

S2T1

8118

STTA

€94

9EN

0ozed
6TEA
8TEN

TIEN
01€d

CTOEW

T6TL

08TY

9,21

cLTK

S9¢CI

P44

i

€ezh

8¢TN
1221

S2TLl

€2CL

61C1

L1271

STy
7414

0TCA
60CI

L0T3

68171

T8TA

S.1d

TLIN

2STT

8Tvd

S07A

e0%Y
covyd
TOPY

86EN

n

Tubulin alpha cha;

e Molecule 3

6%

16%

78%

Chain D4

ompe

¥S11

0STH

ovTV

LETH

€ETH

ozta

L1111

€94

0€I

TEEV

0ozey
6TEA

L1€7T
91€0

0T€d

[4AN

9821

S9CI

€92d

09ZA
6SCT

952h
§G24

{41418

eved

6€TL

8TTN

1344

€0TH
coch

7611

T6TL

68171

SL1d

€L1d
cLIM
TLIS

{444

81¥d

SO%A

£0%Y

150i 72’8

86EN

g6ed

o6eyd

€8V

Y.LV

CTLEW

0LeN
¥9ed
09ed
csen
8ved

9VEM

o=

R LDWIDE

O

PROTEIN DATA BANK

W



EMD-72717, 9YA1

Full wwPDB EM Validation Report

Page 33

n

Tubulin alpha cha

e Molecule 3

6%

19%

75%

Chain D6

445

(4438

8TIS

6.4
8LA

SLA

€LL
cLd
1.4

891

99A

T9H

€64

<* <&

L1}

9,21
S§.21
v.2d
892N
$921
65921
csch
GeTI
TecI
0€TT
622d

GTTL

€2CL
eeed

(4198

0TCA

80aV
,0T3

7021

Togv
00ZA

88TA

98IN

€814

GLTd

6914
89TN

B6ETN
8ETd
LETN
9€TT

€ETY

|
¢ (4451
|
LOVM 6111
[ eovH
S0vA 2 ¢
| vopd ©
€07y . 00TV
0 zovy [ |
[ ] zsL
86EN |
] VLA
06€Y % €LL
| & |
18EA 891
| |
¥8€I 590
[ | et
08EN £9d
| /TN
£L8Y TOH
mmm: |
931
v9gd |
€94

X
A= R
<
=
wmm> o
91€0 ,hM.
¢ =
\.mmm .I.m
wmmx 2
862d Wm
[ |
1828 o
98271 ¢ SO |
=k s
£8zH M o =)
(4198 ¢ < =
’ S g
Era! = =
e [ | ) (@)

§S2d
6%CN
8€TT

T€CI

6ccyd

{4 A%

€ealL

L1271
91ZN

{4548

0TCA

023

7021
€0CH

- o < Ww ~ o
S EEE il
= n a4 =] =

6811

1818

¥81d
€874
2z8TA
T8TA

6LTL

LSTT

=18
€STT

6711

(0743 4

8CIN

£LeY

TLEA

€9EA

oveM

1621

682y

18TS

582h

T8TA

8.2V
LL2S
9,21

¥.2d

O &

LOTM

TO7

T6EW
06€Y

88€4
LBEA

£8eV

08EN

8LET

e Molecule 3

9.L€0

n

Tubulin alpha cha;

6%

19%

76%

Chain EO

88H

ced

S.1d
€L1d
89TN
L9771
99T

79T

€GT1

LETH

CETT

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-72717, 9YA1

Full wwPDB EM Validation Report

Page 34

-

8Tvd

S0%A

86EN
s6ed

TEEW
06€Y

€8EY

6LES

0 LLEW

9,80

¥9ed

0zeYd

8TEW

91€0

()550]

voex
€0EY

TOEW

862d

9.¢1

v.led

6921

1924
99CH

792u

6521

< <&

&

[4474:

n

Tubulin alpha cha

e Molecule 3

6%

16%

78%

Chain E2

-

06d
68d
88H
184
9871

89

6.4

9.a

€LL

T3
0LT

3

£€9d

TOH

63D
83V
19D
951

2sd
TSL
0SN

8YV

Led
9EN

ved
€ed

T€D
0ET

¢

0T€D

COEN

6521

LSTL

9924
arcs

2csTh

£vcy

vecn

T€CI

622y

€Tl

cged

1144

61CI

€0CH

00z

S6TT

¥81d
€814

S.1d

cLIM

L9771

7oA

TvIA

LETH

CETT

>

00TV
66V

L2 4

8C¥1

veexn

T6EW
06€Y

L8EA

£8EY

vveA

TEEN

62EN

91€0

TTEA

n

Tubulin alpha cha

e Molecule 3

6%

15%

80%

Chain E4

LSTT

TPIA

8ETd

ha a d

S2TT
(4458
S0TY
2OTN
164
160
88H

78y
€84

€LL

1.3

99A

794

T9H

€94

9EN

(4

0€I

oo

8EEN
LEEL

GEET
veeLl

8CEA

6TEA
L1€7T
COEN
1621
9.¢1
§.e1
v.led
T.LCs

89T

S9CI
792y

6SCT
vecn
Tzed
L1271

STy
7414

,0T3
S6TT
T6TL
L1818
781d

T8TA
08TV

LLTA

vL1S

¢

>

8¢¥1

STy

0cva

L1973

@ & oo

60%A

90%H

TO%Y

86EN

veexn

LBEA

¥8e1

08EN

8LET
LLEW

n

Tubulin alpha cha;

e Molecule 3

6%

17%

w—
77%

Chain E6

TPIA
(044

9€TT

€eT
CETT

495

viTI
€173

00TV

Led
963

160
88H
YLA

TOH

€54

9EW

€ed

1D
0€I

(134
911

(444
110

o

pEA
9,21

v.led

T.28

89T

9921

19¢d

6521

LSTL
95zh

[4:14 N
Lyey
vved
evey
{47

6ETL

SecI
veTn

8¢TN
1221

eced
1344

L1271

0TCA

L0T3

S6T1

1818

08TV

LLTA

0410

791X

R LDWIDE

erbDeBe

O
PROTEIN DATA BANK

W



EMD-72717, 9YA1

Full wwPDB EM Validation Report

Page 35

8C¥1

8Tvd

60%A
80%A

90VH

T6EN

8LEI
LLEW

0 19€a

e

9GEN
GSEI

asexn

8ved

SEer
TEEN
ozeN
91€0

ETEN

CTOEW
0623
8T8

58zh

6%

17%

78%

Tubulin alpha chain

10%

N
el
a

< & oo

e Molecule 3
Chain E8

(4458
1214

6111

L1771

YITI

1

80TA

860
L6d

160
981

€84
8L

T8
0L1

¢

L

99A

[4°7\
T9H
0934

¢

L

€54

8%V

0€I

921
SCO

o o

SeCI
vecn

[444-S

4148

T1ed

021

6610
86TL

611
067S
€874
08TV
8L1S
€L1d
TLIM
TLIS

99TH

Yo

ve

0 €8eY
LLEW

09ed

88CA

CTLTA
TLCS

S92I
29Tk
9szh

[4{4

¥vecd

(4440

6%

15%

79%

111

SO 00O & o o

Tubulin alpha cha

5%

e Molecule 3
Chain FO:

{4458
1145%:¢

6111

STTA

(435’8

60T.L

S0TY

00TV

86d

9634

064

0zd

LD

01D

v o

b & 4

COEN

862¢d

99CH

¥92u

09zZA

444

ovey

(4348

6021

soza

S6T1

€814

08TY

8.1S

S.1d

TLTM

Yot
€9TH

T9TA

LSTT
9GTH

28Tl

SYTL

TvTA

SETd

CETT

8CIN

iZ45

5%

20%

74%

Tubulin beta chain

e Molecule 4
Chain Al:

oE=Eml

1T
0ETT

1ec1d
0ZTA

811d
LTT1
9TTA

€111

607D
SOTH

66N

0 L6V

oo

€60
064
9LA

ELN
CLL

891
99
67A
Sva
{4741
8CH
21
Tzn

€19

D E

L DWI

O R

erbDeBe

PROTEIN DATA BANK

W



EMD-72717, 9YA1

Full wwPDB EM Validation Report

Page 36

0,24

>

8921

Y9CH

{4748

8G¢CI

95CN

¥Sev

0521

1374
0%TT

LETL

EETW
ceey

reelL
L1271
91TH
S1T1
T120
80CX

€02a

ToZA

88TS

€8TA

0L1d

1974
99TL

0STT
6%TL

(445}

& 4

GETI

L6EM
96€H

£6EY

88EN

eLEY

69€D

€9EN

0sex

(0j%498

LEEN

geed
YTeEN

cees

€TeY

60€Y
80€D

TOED
00EN
66CH
862N
68271
98CA
821
T8CA
8.TS

S.TS

€LT7T

9zvh

8T¥%1

STV

11

: Tubulin beta cha

e Molecule 4

5%

—
5%

23%

71%

Chain A3

0ZTA
811a
L1TT
9TTA

ETTI

SOTH

€69
z6d
T6A

EETN

62T

§2T1

61CL
8121l

G121

1120

L0271

{0fact

00zb
66TA

1610a

S6TN

2611

1811

€8TX

€L1d

TIOTH

29Td

€STS

0STT

LY

S e <

GETI
YETD

Te1d

0seN

SYeI

(0498
LEEN
veen

€ecel
(44

81€Y

9TEN

vies

0 T0€D
00EW
6620

6821
6.2d

9,24
S.TS

89¢CI
€921
0924

LSTT

SS2A

{4158

0821
6%2a

igas

cved
1544

LETL
9€TA

[44723

STV

80¥%4

0 E0VI

86€X

98EL
S98€4

£8ed

8.Led

S.Leb
99€L
E9EN
T9€1
8Ged
LSed
9GeT

CSEes

111

: Tubulin beta cha

e Molecule 4

—
5%

20%

—
75%

Chain A5

9€TL
CETD

0zTA
6TTA

L1771
9TTA

L0TL
0 €0TH
|

869

969

€69

-
o
I>I

68N

184

i)

oS
6€ed

€D

E€CTA

60€Y

{40
T0ED

€6CH
z62h

06CL

18¢d

98¢S
821

T8CA
08zh

€.LT1

8921
L9271

(474§

9721

¥

cved

EETH
[4%4
Tecy
0€TS

8¢C1

Seel

0zed
61CL

L1271

L0271
902V

€6TA

L9714

€971

TST1

8171
LT

To7d

LegM
96€H

6.3
S.Leb
CTLEL
69€D
€9EN
9G€T
SGea

¥5€d
€SEN

TGES

67EW

LYEN
oved
SYeT

9EEN

veed
€EEN

0EEN

8zed
gseed
veex
€TeL
87¢eY

€TEY

1n

: Tubulin beta cha

e Molecule 4

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-72717, 9YA1

Full wwPDB EM Validation Report

Page 37

—
5%

17%

78%

Chain A7

1974
9971

P9I

wSTH
9%1D
€YIL
6ETT
9ETL

SETI
$ETD

6TTA
LITT

[42%!

0 1113

SOTH

TOTM

L6V

TLL
891
79I
654
TSA
6€d
9€R

TTd
(5]

3

LA

TCEN
9TEN
80€D
{4y}
00EN

v6cd
€6CH

0621

282

0 9L2d
BLTL

1724 4

0 zgey
0521
0%z
9€TA
€€TN

0€TS
(44

LTTH
92N
S¢e
[44AS
902V
66TA
L6710
€6TA

2611
1610

€8TA

8LTL

891S

81¥T

§S6€T

26N

88EW
ELEV
S9EA
E€9EN
€5EN
8¥EN
LYEN
9ved

SPel
TrEM

==

(47458
6zed

veex
€TEL

111

: Tubulin beta cha

e Molecule 4

—
5%

20%

74%

Chain A9: =

SETI

CTETD

0€TT
(4458

6TTA
811Q

E€TTI

€01
2oty

00TN

894
LS9

TSA

LvI
9%d

44!

9€X
SEL
veD
8CH

110

00EN

862N

oo

£6CN
[434)]

88C3

7821

cLed
692D
€521
TScd
15744
LETL
LCCTH
€2TH
(24498
T2el
0zed
T0CA

L61a

1670
06TH

281d
6LTA
0LT4

YT

(454

€318

TST1

LYTH

S¥is

6€TT

14578

€0V

S6€T

26EN

S8€4d

28€S

6.LEX

LLEW

L9€4
99€L

v9es
E9EN

19€S

0 o
<
[l
==

9%ed

Tved
(04298

9EEN

eed
EEEN

T€ET
OEEN

9CEN

veen

L1ed
9TEN

E€TeV

90€Y

€0€S

111

: Tubulin beta cha

e Molecule 4

—
5%

20%

w—
75%

Chain B1

CSTI
TST1
0GT1

SETI

L1771
9TTA

€171

SOTH

0 €0TY

T6A

ELW
CTLL

0Ld
99N
654
TSA
67A
ovd
.. 6€d
1
9TI

10
01D

LA

eTeV
21el
T1€1

L62Y

06CL
6821

28¢d
9,24
vLeL

8921
L9271

652d
982N

€421
[4:14)

0§21
6%ca

1574
8ETD
E€ETH

0€TS
6CCA

LCCTH
erey

00zh

€8TX

b2 4

0LT4
1,914

99TL
9918

9GTH

SCYA

—
5%

21%

T0%d

86€X
06€Y
98€L
LLEW
SLeb
TLE8

89€A
L9ed

E9EN

74%

65eM1
85ed

1n

TSES
0sex
BYEN

vven

9geN

Tubulin beta cha

CEEN

0EEN
62ZED

TZEN

0 ozed

8T€Y
L1ed

e Molecule 4
Chain B3

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-72717, 9YA1

Full wwPDB EM Validation Report

Page 38

(4458

0zTA
6TTA

L1771

$
]

8%¢s

0veT

(4544

62T

§2T1

0121

80Tk
L0271

66TA
8614

S6TN

€6TA

1670

S8TY

281d
18734

8L1L

SLIA
VLN

TLTd

L9714

S913
V9T

3

9§TH

CSTI

0ST1
€VIL
9€TL
SETI
BETD

TETD

6T7A

0 9THN

STYH

8074

86€X

T6€4

98EL
S8€4

£8ed
28€S

SLeb
65G€N
9GeT

0GeN

6zeb
veen
vies
6821
1,8¢d
€82V
0Lcd
9924
¥9¢H
€921
652d
8G9CI
LST1
962N
SSTA

(414}

111

: Tubulin beta cha

e Molecule 4

—
5%

16%

79%

Chain B5

Y9I

vSIA

oo

6ETT

9ETL
SETI

0€TT

{4458
6TTA

L1771
9TTA

TOTM

9LA

LYEN
Tved
veed

0EEN
6zed

Lzea

9TEA
seed

veen
0zey

vies
eTeY

60€Y

1620
06CL
6821
98TA

7821
€8TV

891
¥92H

89¢CI
PRI

€ETN
62CA
T0ZA
002b
66TA
L61a
(419

L8171

281d

891S
L974

9zvh

6T7A

S6€T

c6ex
T6€Yd

88EN
S8€4d

LLEW

SLeb
CLEL
L9ed
29eN

67EN

111

: Tubulin beta cha

e Molecule 4

—
5%

19%

76%

— ~
w w
> S

Chain B7

6STA
8STd

95TY
GSTA

CSTI

€YTL

8ETS

SETI

€ETA

€70

9TTA
£6D

891

99N

6Sd

677

9%Yd

IQ‘I
as
=

(4741

6€d

s
3

9€R

TIN

]
-
o

0T

8b
LA

S.TS
V.l
€LT7T1
9924
§924
¥9CH
65¢d
6%2a
ey
EETN

£2TH

TeeL
0zed

L1271

G121

¢

1120

902V
{ofact

00zd
66TA

L61a

2611

06TH

18171

281d
1814

6LTA
8L1L

€L1d
TLIS
TL1d

69TA

1974
9971

79T

t44]
6T7A
STV

T6€d
06€Y

78€b

o=

Z8ES

08eY
6.e4

9.€4
SLeb
vLeT
T9€1
8Ged
oved
€EEN

coey

v6cd

7821

{414
18CA

111

: Tubulin beta cha

e Molecule 4

—
5%

18%

w—
77%

.

Chain B9

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-72717, 9YA1

Full wwPDB EM Validation Report

Page 39

8ETS

9ETL
SGETI

€ET

0E€TT

9TTA

€111

€01

00TN

ELW

0Ld

99K

€9V

6G4

~
7]
o

SSL

TSR

Sva

[53740]
(4781

6€d

8CH

{44t

6T

20V

T8CA

8.TS

9924

Y9CH

659¢d
89CI

952N
SSTA

{418
6%2a
0¥2T
§2eT1
L1271
S121
1120

L0271
la

00Zd

8674
L61Q

06TH

0 2871

€8TA
281d

€L1d
1914

9914
V9T

2STI
LY

EVIL

(44723

PIvN

98€d

111

: Tubulin beta cha

e Molecule 4

* 5%

21%

73%

Chain C1

~ o H
- =

6ETT

€ET

0ETT

>

9TTA

€111

891

654

SSGL

TSA

67A

LVI
(4748

6€d

¢

L

TIN

L9271
9924

¥9CH

192¢d

65¢d
8S9¢CI

1574

LETL
9ETA

EETN

§ee

(4448

0ged

L1271
91CH

4548

+

00zd

86714
L61a

S6TN

98TL
S8TY

L9T4

FITH

29Ty

€GTS

0ST1

LYTH

86€A
S6€T
€6EY

68€4
88EN

T8EA
08€Y
6.LEX

SLeb

€SEN

111

: Tubulin beta cha

e Molecule 4

—
5%

14%

81%

Chain C3

k-

€L7d
S9T3
TOTN
€9TI
097d
9STY
(445}
8ETS

€eTd
CETD

(4458

0zTA

L1771

€0TX

00TN
66N

969D

€60

,8d

891

S9T

894

TGA

67A

Y91

ved

v
0
IH

Tea
0€I

TN

(4]

cLEL

75€0
€GEN

0SeX

oved
SPEI

€EEA
0€EN

veen
€CEL

ozey

60€Y

0 1623
v6Cd
¥821
474)
izact

0zed

€124
c1ed

86Td
161Q

ve1d

06TH

oo

6T¥A

PN

€0V

66€L

1n

: Tubulin beta cha

e Molecule 4

—
5%

19%

76%

Chain Cb5

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-72717, 9YA1

Full wwPDB EM Validation Report

Page 40

0STT
LY
EVIL
GETI

€70

0zZTA

TL1d

98TH

T6€Y4

08¢y

9.e3

L9ged

T9€T

6G€N
8Ged

TS€S

(04298

LEEN

0EEN

9zeEN

seed

Yeen

TCEW

vies

COeY
TOED

66CH
86CN

S62a

€6CH

111

: Tubulin beta cha

e Molecule 4

2STI

6711

LY

EVIL

—
5%
|

SETI

€ET

15%

T21d
0CTA

811Q
L1771
9TTA

E€TTI

601D

€0TX

869D

80%
<&

.
. B
-

=

Chain C7
k-

LEEN

eed
€EEA

0EEN

sced
veen

0. ozed
€621

0621
6821

98TA
18CA
8.TS
S.2S
9924
SGCA
0S21
1544

LETL
9ETA

EETH
62T
S121
1120
voen

00zb

9811

8LTL

TLIS

L974

111

ST¥H

80%d

S0%d

Tubulin beta cha

E0¥IH

86EA

& 4

LLEW
E9EN

67EN
8¥EN

(074598

e Molecule 4

e 5%

18%

76%

Chain C9

89718
1974

YOI
291Yd
PSTA
0STT
LY
S¥1S
6ETT

9€TL
GETI

€70

12T
0TTA

L1771
907X
€0TX
TOTM

064

184

99

694
894

TSR
oY

va

08zh
6,20

9,24
€L271
8921
Y9CH
SSTA
csen

6%

15744
LETL
EETH

0€Ts

61CL
S121
0121
80CA
S0cd
20CI
66TA
8673
L67Q
2611
881S

€8TA

6LIA
8L1L

SLTA

¢ EET

€L7d

TL1d

1074

LeEM

S8€4d

08ey

LLEW

L9€4d

-
111

E€9EN
svel
T€ET
8ced

Lgea
9CEN

€CEL

Tubulin beta cha

CTeL
13558

E£6CN
1620
88cd

%821

|
e Molecule 4

—
5%

20%

—
75%

Chain D1

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-72717, 9YA1

Full wwPDB EM Validation Report

Page 41

0zTA
6TTA

L1111
9TTA

€111

01TV

SOTH

€0TX

869D

L.2d
9.Lcyd

8921
1921

1821

TScH

v¥ed

0¥2T

LETL
9€TA

S1271

1120

S6TN

T6T1

68TA

>

€L1d

0LTd
69TA

99TL

€911

CSTI

0STT

LY

EVTL

6€ETT
8€TS

SETI

CETD
TETD

& <

T0%d

08€Y

LLEW

L

0LEN

E9EN

T9€1

¥sed

6VEN

i

LYEN

Svel
Tven

cven

eed

TCEW

0. ozed
L1€d
€Tey

c1el
TT€T

60€Y

€0€S

00EN
662N

6821

98CA

7821

T8CA

6.2h

111

: Tubulin beta cha

e Molecule 4

—
5%

22%

73%

Chain D3

CSTI

0STT
EVIL
SETI

110
0€TT

9TTA
SOTH
969D

T6A
064

781

S.LS

ELN

891

[ )
O
- =
H|> o

99N

T9d

€CA

652d
962N
€621
‘ 0G21
1
9%CT
1544
LETL

0€TS

— o < © ~ [re)
[ BRI o = — Q.
N g(‘l oo N
O B B =

80CA
L0271

20CI

2611

1871

S8TV

0 8LTL

TL1d
0LTd
69TA

9911
S914
Yot
€971
PAS|ACS

PSS

86€A
L6EM
96€H

€6EY

68€d
88EN

0. 08y

LLEW
9.ed

89€A
E9EN
€SEN
67EN
9ved
vhen
OEEN
6zeb
8zed

sced

CIel
T1€T

6621
1623
0621
%821

0 z8cy
mmma

0 9.zd
8921
19271
9924

€921

(578

e Molecule 4

8074
L0%3

111

Tubulin beta cha

—
5%

21%

74%

Chain D5

6TTA

9TTA

(435}

LOTL

SOTH

€01

00TN

€A
(445

0ozcd
614

LST1
9G2ZN

314"

cved
LETL
9ETA
SETH
LTTH
92N
§cel
L0271

20CI

0ozh
66TA

(4398

98TV

€L1d

TL1d

69TA

9971

YOI

TST1
0ST1

SYIs

6€TT
8ETS

SETI

o

T07d

08eY

LLEW

V.LE1

CLEL

L9€4d

6GEN

9G€T

0sex
6VEN

SPeI
Tren

0EEN

8zed

sced

8T€Y

vies

60€Y4

90€Y

962y

8823

S8CS

€82V
8¢

9,24

Ylcl

9924
S924

€921

6G2d

111

: Tubulin beta cha

e Molecule 4

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-72717, 9YA1

Full wwPDB EM Validation Report

Page 42

"

9TTA

€171

—
5%
|

SOTH

€0TA
(4944

20%

00TN

18D

TSK

67A

ik

—
75%

91

(4741

D
o

Chain D7
|

89CI
L9271

8SCI
(44}
T62H
0G21
8%¢s
1574
62CA
S¢eT
[44AS
S1271
L0271
00zd

86Td

06TH

S8TV
8LTL

TL1d
S9Td

YOI
€971

YSTA
CSTI
TST1
0ST1T
E€YTL
SETI

T€TH

oo

STV
PIVN

€0¥I

86EA

Teeyd

T8€S

6.LEM

9.ed

CLEL

69EN

L5ed
9G€T

SPeI
ThEM

(4738

EEEN

0E€EW

8ced

9zeN
Sced
veex
8T€Y
60€Y
T0€D
862N
68CT

8¢
182A

8.TS

1n

: Tubulin beta cha

e Molecule 4

€GTS
TGT1

EVTL
_ ]

SETI

5%

€eTd
zeTD

20%
<&

9TTA
€171
€0TH

TOTM
00TN

969

0 z64d

064

L.d
9LA

ELN

891

75%

LSD

414

TSA

67A

8CH

9TI

110
01D

Chain D9

m h‘ll
= m >

11108

9,24

692D
8921

9z

8921
1821

€5CT

1

8¥cs
L¥TN

1374
0%2T

EETN

Teey

62CA
§¢TT
L0271

00Zh

86TH
L67Q

S6TN

1

06TH

88TS
L8171
98TL
S8TV

€8TX

YL

TL1d

YT
€9TI

(44728

L1%a

STHN
YIVN

(a5t
TI9V

88EN

VLET

cLEL

89€N

CSES
15€S

67EW

TrEM

cven

0EEN
62ED

9ZEN

veexn

TCEW
ozed

9TEN

v1es
ETEY

T1€7

60€Y

€6CH

0621

11

: Tubulin beta cha

e Molecule 4

—
5%

19%

76%

Chain E1

LY

(445

8ETS

9€TL
SETI

0ETT

9TTA

E€TTI
(499

0zd

PN

[4%]

8b

9H
SA

692D
89¢C1
19271
9924
9924
6592¢d
cse
8¥cs
TvcH
EETN

0€Ts
62CA

LTTH

€22

G121

80CA

fe{ofact

0TI

00zd

167Q

S6TN

06TH

1811

SLTA

€L1d
cLIS

69TA

1974
99TL

YOI

eSTI

* <&

STV

e &

Z8ES

08€Y

i

LLEW

VLET

cLEL
L9gd

oved
S¥el

(0498
LEEN
€EEA

0EEN

0 geed

veexn

C¢IeL
TT€T

60€Y

00EN
66T

882
98CA
{4148
S.TS

€L271

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-72717, 9YA1

Full wwPDB EM Validation Report

Page 43

111

: Tubulin beta cha

e Molecule 4

—
5%

17%

—
77%

Chain E3

1871
0STT

LYTH

S¥is

6ETT

YETD

CETD
T€TD

< & oo

SOTH

L6241

£6CH
[434)]

1,8td

%821

28cH

€.271

1724 §

9924

¥92H

LS21

SGCA

€921
cseH

6¥2a

1574

LTTH

€12H

[4an

66TA
86Td

[419¢

06TH

L8TT

69TA
9914

€911
(4%

o

9THh

86€X

(4358

98€L

€8ed

Y.LET

CLEL

89€A
19e4

0sex
6VEN

9ved
(0498
LEEN
EEEN
0EEN
6zed
8zed

gzed

STEV
71es

c1el
T1€T

60€Y

1n

: Tubulin beta cha

e Molecule 4

—
5%

20%

74%

Chain Eb5

T€TH

0ZTA

LTTT
9TTA

€171

SOTH

€0TH

TGy

vy

6TCL

STCT

€72

1120
(58

90Ty

S6TN

€6TA
2611

6LTA
8LTL

oo o 4

69TA

1974
99TL

YT
€9TI

9914

YSTH

CSTI
TST1
0STT

LY

S71S

EVIL

3

6ETT
8ETS

9€TL
SETI

CETD

€6EV

88EN

9TEN

61€D

9TEN

L6241

1620
062L

821

18CA

c¢lLed

¥9CH

0924
65¢d

€07

L6EM

1n

: Tubulin beta cha

e Molecule 4

—
5%

15%

80%

Chain E7

L974

Yot

9GTH

€GTS
CSTI

0STT
6VT.L

LYTI

SIS

3

¢

6ETT
8€ETS

110

0ZTA
6TTA

L1171

(478

(0498

LEEN

Lgea

veen

ozeyd

vies

T1€T

60€Y

L6241

192d

LSTT

SS2ZA

(48}

0521

T¥cH

LETL

€ETH

0€cs
62CA

See

€724

80CK

socd

1610

€LTd

69TA

< & <

T07E

98€L

0 £8€Q
TLEL

E9EN
c9ex

65eN

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-72717, 9YA1

Full wwPDB EM Validation Report

Page 44

e Molecule 4: Tubulin beta chain

7%

—
5%

21%

74%

Chain E9:

99

654

18D

TSA

67A
€70

0%s

01D

8b
LA
9H

(4

o

8¢C1

> <

6TCL

9TTH
ST121

Ll

€12H

0121

80CA

902y
S0cd

66TA
86714

1
1}

06TH

L8TT

€8TA

08TA

8LT1

i

L9T4

YITH
€971

6STA

0 89Td

CSTI

0ST1T

LYTH

SYIS

EVIL

6ETT

9€TL
SETI

1€T0

CSES
67EN
SPel
ovex

LEEN

0 8zed
|
vTeN

TCEN
0zed

8T€Y

9TEN

v1es

COEV

L6241

v6cd

1)

S e <&

0 9,24
$9ZH

1821
98eN

€STT
[4:1a)
A4S

8¥%CS

9¥TT

444

1574

LETL
9€TA

EETN

ey

(515718

91PN

€0V

i

e Molecule 4: Tubulin beta chain

86€A

88EN

89¢eA

§5ea
75€0
€SEN

—
5%

16%

79%

5%
L

Chain F1:

€ETd

@ & & oo

€171

L6Y
969

ELN
TLL

694

99

67A
87N

E€CTA

8T€Y

v1es
eTeY

11€7

00EW
66CH

L6231
€62
€82y

9,24

0 29Ty
652d
zsey
8%Zs
ac4)
374

62CA
8¢C1

S2CT
[44AN
L1271
erey

o1eI
602a

902y

6GTA
LYTH

E€VIL

L1%a

E0%IW

66EL
86EA

1984

T9€7T

85ed

SGed
¥5€0

TG€ES
0sex
67EN

SPel

9geN

EEEN

0EEN

9zeN

0zed

TGME49 235380

e Molecule 5: TLAP3 (apical cap protein AC5),

71%

5%

7%

Chain O: — 24%

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-72717, 9YA1

Full wwPDB EM Validation Report

Page 45

tom

L1€Y4

ST1€T

(4558

b

(414

08TY
6.LTA

vLcd

(421488

>

TLEY

TTSA

0281

915a

i

809X

SO SO

96%d

¢

€67)

e Molecule 5: TLAP3 (apical cap protein AC5), TGME49 235380

6970
897N

¢
¢
¢
¢
¢
¢
[ lovd ¢
¢
¢
04
¢
¢
¢

99%A
S9%T
vovy

09%H

<&

62%

9%

29%

9%

Chain P:

z8ey

6.CA

8.cb
Llea

6970
897N
L9%d

S924
8G%Y

@ 0O & oo
2

SSTH

b

(474t

62eH

LIEV

o

6735
8%4d

€73

1

SEST

£egy
ceqy

0€ST

o 2 2

YTy

CTSA

0281
61571

<

915d

0TSV
60SH

80G4

e & & o

96%d
S67A

€673

@® VOO0 OOOOO

T67IH
06%H

> oo

0 TLSW

0LSN

L9ST

A
©
el
~

6994

G994

O

R LDWIDE
PROTEIN DATA BANK

W



Page 46 Full wwPDB EM Validation Report EMD-72717, 9YA1

e Molecule 5: TLAP3 (apical cap protein AC5), TGME49 235380
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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 55276 Depositor
Resolution determination method | FSC 0.143 CUT-OFF Depositor
CTF correction method PHASE FLIPPING AND AMPLITUDE | Depositor
CORRECTION
Microscope TFS KRIOS Depositor
Voltage (kV) 300 Depositor
Electron dose (e~ /Az) 50 Depositor
Minimum defocus (nm) 5000 Depositor
Maximum defocus (nm) 25000 Depositor
Magnification Not provided
Image detector GATAN K3 BIOQUANTUM (6k x 4k) Depositor
Maximum map value 2.133 Depositor
Minimum map value -0.035 Depositor
Average map value 0.019 Depositor
Map value standard deviation 0.088 Depositor
Recommended contour level 0.2 Depositor
Map size (A) 536.0, 536.0, 536.0 wwPDB
Map dimensions 400, 400, 400 wwPDB
Map angles (°) 90.0, 90.0, 90.0 wwPDB
Pixel spacing (A) 1.34, 1.34, 1.34 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: GTP,

MG, GDP

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 1 0.28 0/1069 0.78 1/1440 (0.1%)
1 2 0.22 0/1069 0.65 0/1440
2 A 0.20 0/483 0.51 0/667
2 B 0.20 0/491 0.51 0/679
2 C 0.21 0/483 0.53 0/667
2 D 0.37 1/484 (0.2%) 0.64 0/669
2 E 0.19 0/491 0.70 2/679 (0.3%)
2 F 0.26 0/461 0.61 0/637
2 G 0.22 0/491 0.62 2/679 (0.3%)
2 H 0.26 0/461 0.57 0/637
2 I 0.29 0/491 0.58 0/679
2 J 0.25 0/491 0.52 0/679
2 K 0.21 0/491 0.60 0/679
3 A0 0.21 0/3398 0.57 2/4606 (0.0%)
3 A2 0.23 0/3398 0.62 0/4606
3 A4 0.21 0/3398 0.53 0/4606
3 A6 0.23 0/3398 0.60 0/4606
3 A8 0.22 0/3398 0.58 2/4606 (0.0%)
3 BO 0.21 0/3398 0.57 0/4606
3 B2 0.21 0/3398 0.56 0/4606
3 B4 0.22 0/3398 0.57 0/4606
3 B6 0.20 0/3398 0.54 0/4606
3 B8 0.24 0/3398 0.58 1/4606 (0.0%)
3 Co 0.24 0/3398 0.59 0/4606
3 C2 0.24 0/3398 0.60 0/4606
3 C4 0.25 0/3398 0.62 0/4606
3 C6 0.23 0/3398 0.58 1/4606 (0.0%)
3 C8 0.22 0/3398 0.56 1/4606 (0.0%)
3 DO 0.24 0/3398 0.58 0/4606
3 D2 0.21 0/3398 0.54 0/4606
3 D4 0.23 0/3398 0.56 0/4606
3 D6 0.23 0/3398 0.55 0/4606
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. Bond lengths Bond angles

Mol | Chain | ¢\ o7 #|Z| >5 RMSZ 4| Z| >5
3 D8 0.29 0/3398 0.60 0/4606
3 EO 0.22 0/3398 0.56 0/4606
3 E2 0.32 0/3398 0.63 0/4606
3 E4 0.21 0/3398 0.54 0/4606
3 E6 0.22 0/3398 0.53 0/4606
3 ES8 0.20 0/3398 0.55 0/4606
3 FO 0.22 0/3398 0.61 0/4606
4 Al 0.23 0/3404 0.61 1/4606 (0.0%)
4 A3 0.22 0/3404 0.60 1/4606 (0.0%)
4 A5 0.23 0/3404 0.59 2/4606 (0.0%)
4 AT 0.22 0/3404 0.56 0/4606
4 A9 0.23 0/3404 0.61 1/4606 (0.0%)
4 B1 0.23 0/3404 0.61 0/4606
4 B3 0.24 0/3404 0.61 0/4606
4 B5 0.23 0/3404 0.58 0/4606
4 B7 0.22 0/3404 0.58 2/4606 (0.0%)
4 B9 0.23 0/3404 0.60 0/4606
4 C1 0.27 0/3404 0.68 2/4606 (0.0%)
4 C3 0.23 0/3404 0.59 1/4606 (0.0%)
4 C5 0.26 0/3404 0.64 0/4606
4 C7 0.22 0/3404 0.56 0/4606
4 C9 0.25 0/3404 0.66 3/4606 (0.1%)
4 D1 0.22 0/3404 0.57 1/4606 (0.0%)
4 D3 0.24 0/3404 0.59 0/4606
4 D5 0.23 0/3404 0.55 0/4606
4 D7 0.22 0/3404 0.60 1/4606 (0.0%)
4 D9 0.21 0/3404 0.55 1/4606 (0.0%)
4 E1l 0.22 0/3404 0.58 2/4606 (0.0%)
4 E3 0.24 0/3404 0.56 0/4606
4 E5 0.23 0/3404 0.59 1/4606 (0.0%)
4 E7 0.21 0/3404 0.56 1/4606 (0.0%)
4 E9 0.22 0/3404 0.58 0/4606
4 F1 0.24 0/3404 0.63 1/4606 (0.0%)
5 0O 0.26 0/1383 0.73 0/1871
5 P 0.24 0/1776 0.73 1/2403 (0.0%)
5 R 0.22 0/1776 0.67 0/2403
6 U 0.23 0/186 0.69 0/251
6 \Y 0.25 0/982 0.58 0/1332
6 W 0.30 0/982 0.76 0/1332
6 X 0.22 0/796 0.61 0/1081
7 a 0.28 0/1321 0.65 0/1788
7 b 0.30 0/1321 0.66 0/1788
7 c 0.26 0/1645 0.63 0/2225
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. Bond lengths Bond angles
Mol | Chain | .\ 1q7 #|Z| >5 RMSZ #|Z| >5
7 d 0.25 0/1645 0.64 | 2/2225 (0.1%)
7 e 0.25 0/1645 0.66 | 1/2225 (0.0%)
7 f 0.25 0,/1645 0.63 0/2225
7 g 0.25 0/1645 0.63 0/2225
7 h 0.23 0/1645 0.64 | 1/2225 (0.0%)
7 i 0.22 0/1645 0.60 0/2225
7 ] 0.23 0/1645 058 | 1/2225 (0.0%)
7 m 0.24 0/1645 0.62 0/2225
7 n 0.23 0/1645 0.59 0/2225
7 0 0.24 0/1645 0.61 0/2225
7 P 0.24 0/1645 0.60 | 2/2225 (0.1%)
7 q 0.25 0/1645 058 | 1/2225 (0.0%)
7 r 0.23 0/1645 0.56 0/2225
7 s 0.32 0/1645 0.66 | 1/2225 (0.0%)
7 t 0.32 0/1645 0.66 0/2225
7 1 0.22 0/1645 0.54 0/2225
7 v 0.24 0/1645 0.65 | 3/2225 (0.1%)
7 W 0.23 0,/1645 0.62 0/2225
7 x 0.22 0/1645 0.59 0/2225
8 k 0.22 0/1184 0.57 | 1/1600 (0.1%)
8 1 0.26 0/1184 0.69 0,/1600
Al | Al | 024 |1/230099 (0.0%) | 0.60 | 47/311692 (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 | #Planarity outliers
1 0 1

F
A0
A4
B2
B8
C4
C8
E2
FO
Al
AT
A9

A | QO O WO W W W| W W N~
(en] el Hew] Nen) Jen] ool Ren] Hen) Hen) Hev) Ren) New)
ol Bl Bl M Bl I NG RGN g Bl B I NN

Continued on next page...
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Mol | Chain | #Chirality outliers | #Planarity outliers
4 C1 0 3
4 C3 0 2
4 Ch 0 1
4 C9 0 2
4 E3 0 1
) O 0 1
6 A% 0 2
6 W 0 1
7 a 0 1
7 d 0 1
7 e 0 1
7 g 0 1
7 p 0 1
7 s 0 2
7 t 0 3
8 1 0 2

All All 0 42

All (1) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)

2 D 253 | ALA C-N -5.42 1.25 1.33
All (47) bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(®)
2 E 221 | PRO CA-C-N 8.74 133.75 121.61
2 E 221 | PRO C-N-CA 8.74 133.75 121.61
4 A5 396 | HIS CA-C-N | 830 136.63 122.26
4 A5 396 | HIS C-N-CA 8.30 136.63 122.26
4 Al 391 | ARG | CA-CB-CG | 6.83 127.77 114.10
7 d o8 SER CA-C-N 6.64 136.64 124.82
7 d o8 SER C-N-CA 6.64 136.64 124.82
4 E1 85 | PHE CA-C-N 6.54 133.37 120.94
4 El 85 | PHE C-N-CA 6.54 133.37 120.94
4 D9 252 | LYS | CB-CG-CD | 6.44 126.11 111.30
4 C9 171 | PRO CA-C-N 6.30 132.91 120.94
4 C9 171 | PRO C-N-CA 6.30 132.91 120.94
7 p o8 SER CA-C-N 6.13 136.99 126.32
7 p o8 SER C-N-CA 6.13 136.99 126.32
7 e 190 | GLU | CA-CB-CG | 5.94 125.98 114.10
7 % 192 | GLY CA-C-N 5.88 132.77 121.54

Continued on next page...
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Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(?)
7 \Y 192 | GLY C-N-CA 0.88 132.77 121.54
1 1 443 | LYS | CA-CB-CG | 5.81 125.72 114.10
7 ] 84 LYS | CA-CB-CG | 5.81 125.72 114.10
7 v 63 ILE CB-CA-C | 5.74 115.96 110.16
4 C9 324 | LYS | CB-CG-CD | 5.72 124.45 111.30
3 C6 401 | LYS | CA-CB-CG | 5.71 125.52 114.10
7 S 196 | LEU N-CA-C -5.70 105.59 112.54
4 C3 86 | ARG | CB-CG-CD | 5.58 124.12 111.30
3 B8 268 | MET | CG-SD-CE | -5.57 88.65 100.90
3 C8 181 | VAL N-CA-C -0.54 108.44 113.71
3 A0 217 | LEU CA-C-N 5.49 130.20 122.46
3 A0 217 | LEU C-N-CA 5.49 130.20 122.46
3 A8 217 | LEU CA-C-N 5.48 132.00 121.54
3 A8 217 | LEU C-N-CA 5.48 132.00 121.54
8 k 86 | VAL N-CA-C -5.39 107.56 112.96
4 C1 47 ILE N-CA-C -5.33 108.09 113.47
) P 285 | GLN | CA-CB-CG | 5.29 124.67 114.10
4 B7 54 | ALA CA-C-N 5.21 131.49 121.54
4 B7 54 | ALA C-N-CA 5.21 131.49 121.54
4 F1 297 | LYS | CA-CB-CG | 5.20 124.50 114.10
4 E5 324 | LYS | CG-CD-CE | -5.17 99.41 111.30
4 D7 326 | VAL N-CA-C -0.17 106.86 112.80
4 A3 263 | LEU | CA-CB-CG | 5.15 134.33 116.30
4 E7 350 | LYS | CB-CG-CD | 5.12 123.09 111.30
4 D1 324 | LYS | CG-CD-CE | 5.11 123.05 111.30
4 A9 116 | VAL N-CA-C -5.11 108.53 113.53
7 h 149 | ARG | CG-CD-NE | 5.09 123.21 112.00
7 q 190 | GLU | CA-CB-CG | 5.08 124.27 114.10
2 G 247 | TYR CA-C-N 5.08 131.24 121.18
2 G 247 | TYR C-N-CA 5.08 131.24 121.18
4 C1 350 | LYS | CB-CG-CD | 5.01 122.83 111.30

There are no chirality outliers.

All (42) planarity outliers are listed below:

Mol | Chain | Res | Type Group
1 1 443 | LYS Peptide
3 A0 372 | MET Peptide
3 A0 90 | GLU Peptide
4 Al 391 | ARG Sidechain
3 A4 90 | GLU Peptide
4 AT 178 | THR Peptide

Continued on next page...
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Mol | Chain | Res | Type Group
4 A9 347 | ASN Peptide
3 B2 221 | ARG Sidechain
3 B8 267 | PHE Peptide
4 C1 213 | ARG Sidechain
4 C1 325 | GLU Peptide
4 C1 65 | LEU Peptide
4 C3 122 | LYS Peptide
4 C3 86 | ARG Sidechain
3 C4 21 | TRP Peptide
3 C4 221 | ARG Sidechain
3 C4 284 | GLU Peptide
4 Ch 325 | GLU Peptide
3 C8 21 | TRP Peptide
3 C8 284 | GLU Peptide
4 C9 323 | THR Peptide
4 C9 8 | ARG Sidechain
3 E2 64 | ARG Sidechain
4 E3 322 | SER Peptide
2 F 221 | PRO Peptide
3 FO 207 | GLU Peptide
5 O 262 | LYS Peptide
6 \Y 174 | ARG | Sidechain,Peptide
6 \W% 87 | TYR Peptide
7 a 159 | TYR Peptide
7 d 167 | VAL Peptide
7 e 202 | ARG Sidechain
7 g 19 | GLU Peptide
8 1 16 | THR Peptide
8 1 25 | ARG Peptide
7 p 161 | TYR Peptide
7 s 198 | ARG Sidechain
7 s 202 | ARG Sidechain
7 t 194 | ARG Sidechain
7 t 198 | ARG Sidechain
7 t 202 | ARG Sidechain

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.
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 1 1054 0 1111 15 0
1 2 1054 0 1111 15 0
2 A 464 0 469 5 0
2 B 471 0 476 6 0
2 C 464 0 469 5 0
2 D 464 0 467 11 0
2 E 471 0 476 9 0
2 F 441 0 443 9 0
2 G 471 0 476 3 0
2 H 441 0 443 5 0
2 I 471 0 476 8 0
2 J 471 0 476 6 0
2 K 471 0 476 12 0
3 A0 3325 0 3252 52 0
3 A2 3325 0 3252 66 0
3 A4 3325 0 3252 56 0
3 A6 3325 0 3252 63 0
3 A8 3325 0 3251 48 0
3 BO 3325 0 3252 93 0
3 B2 3325 0 3251 20 0
3 B4 3325 0 3252 48 0
3 B6 3325 0 3252 43 0
3 B8 3325 0 3252 72 0
3 Co 3325 0 3252 41 0
3 C2 3325 0 3252 93 0
3 C4 3325 0 3252 o8 0
3 C6 3325 0 3252 26 0
3 C8 3325 0 3252 39 0
3 DO 3325 0 3252 63 0
3 D2 3325 0 3252 45 0
3 D4 3325 0 3252 20 0
3 D6 3325 0 3251 99 0
3 D8 3325 0 3251 81 0
3 EO 3325 0 3251 o4 0
3 E2 3325 0 3252 ol 0
3 E4 3325 0 3252 45 0
3 E6 3325 0 3252 55 0
3 ES8 3325 0 3252 46 0
3 FO 3325 0 3252 20 0
4 Al 3331 0 3207 67 0
4 A3 3331 0 3209 71 0
4 A5 3331 0 3207 65 0
4 A7 3331 0 3207 47 0
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
4 A9 3331 0 3207 71 0
4 B1 3331 0 3209 58 0
4 B3 3331 0 3207 60 0
4 B5 3331 0 3207 47 0
4 B7 3331 0 3209 63 0
4 B9 3331 0 3209 95 0
4 C1 3331 0 3209 73 0
4 C3 3331 0 3209 43 0
4 Ch 3331 0 3209 59 0
4 C7 3331 0 3209 44 0
4 C9 3331 0 3209 66 0
4 D1 3331 0 3209 65 0
4 D3 3331 0 3207 7 0
4 D5 3331 0 3207 60 0
4 D7 3331 0 3207 63 0
4 D9 3331 0 3207 58 0
4 El 3331 0 3207 o7 0
4 E3 3331 0 3209 53 0
4 E5 3331 0 3207 75 0
4 E7 3331 0 3205 46 0
4 E9 3331 0 3207 70 0
4 F1 3331 0 3207 50 0
) O 1360 0 1354 25 0
) P 1744 0 1734 48 0
5 R 1744 0 1736 15 0
6 U 182 0 183 3 0
6 A% 954 0 899 13 0
6 W 954 0 899 23 0
6 X 772 0 716 7 0
7 a 1289 0 1274 28 0
7 b 1289 0 1274 23 0
7 ¢ 1608 0 1590 33 0
7 d 1608 0 1590 26 0
7 e 1608 0 1590 44 0
7 f 1608 0 1590 37 0
7 g 1608 0 1590 38 0
7 h 1608 0 1590 33 0
7 i 1608 0 1590 28 0
7 j 1608 0 1590 29 0
7 m 1608 0 1590 31 0
7 n 1608 0 1590 34 0
7 0 1608 0 1590 30 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
7 p 1608 0 1590 22 0
7 q 1608 0 1590 23 0
7 r 1608 0 1590 28 0
7 s 1608 0 1590 36 0
7 t 1608 0 1590 29 0
7 u 1608 0 1590 25 0
7 \4 1608 0 1590 25 0
7 w 1608 0 1590 23 0
7 X 1608 0 1590 29 0
8 k 1155 0 1155 19 0
8 1 1155 0 1155 29 0
9 A0 32 0 12 0 0
9 A2 32 0 12 0 0
9 A4 32 0 12 0 0
9 A6 32 0 12 0 0
9 A8 32 0 12 0 0
9 BO 32 0 12 0 0
9 B2 32 0 12 0 0
9 B4 32 0 12 0 0
9 B6 32 0 12 0 0
9 B8 32 0 12 0 0
9 C0 32 0 12 0 0
9 C2 32 0 12 0 0
9 C4 32 0 12 0 0
9 C6 32 0 12 0 0
9 C8 32 0 12 0 0
9 DO 32 0 12 0 0
9 D2 32 0 12 0 0
9 D4 32 0 12 0 0
9 D6 32 0 12 0 0
9 D8 32 0 12 0 0
9 EO 32 0 12 0 0
9 B2 32 0 12 0 0
9 E4 32 0 12 0 0
9 E7 32 0 12 1 0
9 E8 32 0 12 0 0
9 FO 32 0 12 0 0

10 A0 1 0 0 0 0
10 A2 1 0 0 0 0
10 A4 1 0 0 0 0
10 A6 1 0 0 0 0
10 A8 1 0 0 0 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
10 BO 1 0 0 0 0
10 B2 1 0 0 0 0
10 B4 1 0 0 0 0
10 B6 1 0 0 0 0
10 B8 1 0 0 0 0
10 C0 1 0 0 0 0
10 C2 1 0 0 0 0
10 C4 1 0 0 0 0
10 C6 1 0 0 0 0
10 C9 1 0 0 0 0
10 D1 1 0 0 0 0
10 D3 1 0 0 0 0
10 D4 1 0 0 0 0
10 D6 1 0 0 0 0
10 D8 1 0 0 0 0
10 EO 1 0 0 0 0
10 B2 1 0 0 0 0
10 E4 1 0 0 0 0
10 E6 1 0 0 0 0
10 E8 1 0 0 0 0
10 FO 1 0 0 0 0
11 Al 28 0 12 0 0
11 A3 28 0 12 0 0
11 A5 28 0 12 0 0
11 A7 28 0 12 0 0
11 B3 28 0 12 0 0
11 B5 28 0 12 0 0
11 B7 28 0 12 0 0
11 B9 28 0 12 0 0
11 Cl1 28 0 12 0 0
11 C3 28 0 12 0 0
11 C5 28 0 12 0 0
11 C7 28 0 12 1 0
11 C9 28 0 12 1 0
11 D1 28 0 12 0 0
11 D3 28 0 12 0 0
11 D5 28 0 12 0 0
11 D7 28 0 12 1 0
11 D9 28 0 12 0 0
11 El 28 0 12 0 0
11 E3 28 0 12 0 0
11 E5 28 0 12 0 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
11 BE7 28 0 12 0 0
11 E9 28 0 12 0 0
11 F1 28 0 12 0 0
11 O 28 0 12 0 0
11 P 28 0 12 0 0
All All 226608 0 220121 3381 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 8.

All (3381) 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)
7:v:100:ASN:HD21 7:v:106:GLN:HG2 1.43 0.84
4:C1:8:GLN:HE21 4:C1:14:ASN:HA 1.42 0.81
4:C5:179:VAL:H 3:C6:352:LYS:HZ1 1.29 0.81
4:A5:68:LEU:HB3 4:A5:96:GLY:HA2 1.63 0.80
4:B1:213:ARG:HH22 | 4:B1:297:LYS:HB3 1.47 0.79
3:E2:48:ALA:HB1 3:E2:243:ARG:HB3 1.64 0.78
3:E4:221:ARG:HA 4:E5:324:LYS:HZ1 1.44 0.78
4:B3:256:ASN:HD22 4:B3:350:LYS:HE2 1.48 0.77
3:A8:105:ARG:HH12 | 4:A9:251:ARG:HD2 1.50 0.77
3:C6:32:PRO:HA 3:C6:86:LEU:HD12 1.67 0.76
4:C1:198:GLU:HB2 4:C1:266:PHE:HE2 1.50 0.76
3:A6:338:LYS:HZ2 3:A6:340: THR:H 1.33 0.76
3:D4:221:ARG:HH12 | 4:D5:325:GLU:HB3 1.48 0.76
7:0:194:ARG:HH12 7:0:198:ARG:HH21 1.33 0.76
4:A3:200:GLN:HB3 | 4:A3:268:ILE:HD11 1.69 0.75
4:B9:42:LEU:HA 4:B9:45:GLU:HG2 1.69 0.75
7:1:9:PRO:HB2 7:1:143:1ILE:HG23 1.67 0.75
3:B8:178:SER:HB3 4:B9:347:ASN:HB2 1.69 0.75
4:C5:275:SER:H 4:C5:278:SER:HB2 1.52 0.75
7:a:151:MET:HE1 7:a:154:TYR:H 1.53 0.74
7:d:5:VAL:HG11 7:d:149:ARG:HD3 1.69 0.74
7:£:84:LYS:HB3 7:1:168:PRO:HD3 1.70 0.74
4:A3:207:LEU:HB3 | 4:A3:225:LEU:HD22 1.68 0.74
7:0:14:LYS:HD3 7:0:47:LEU:-HD23 1.70 0.74
4:C1:8:GLN:HG2 4:C1:65:LEU:HG 1.69 0.73
3:E6:88:HIS:HB3 3:E6:91:GLN:HB2 1.71 0.73
4:C7:330:MET:HE2 | 4:C7:349:MET:HB2 1.71 0.73
3:C0:207:GLU:HA 3:C0:210: TYR:HB2 1.70 0.73
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
3:A2:286:LEU:H 5:P:255:LYS:HZ1 1.35 0.73
7:h:119:ARG:HH22 7:h:136:LEU:HB2 1.54 0.72
4:A1:262:ARG:HH12 | 4:A1:418:LEU:HA 1.53 0.72
4:C5:391:ARG:HE 3:C6:346: TRP:HB2 1.52 0.72
4:B1:359:LYS:HG2 5:0:317:ARG:HH12 1.54 0.72
3:D0:222:PRO:HG2 4:D1:324:LYS:HE3 1.70 0.72
4:B3:287:PRO:HG3 | 4:B3:329:GLN:HE22 1.55 0.72
4:E1:172:SER:HB3 4:E1:205:GLU:HG2 1.71 0.72
4:D1:35:THR:HG22 7:n:83:PRO:HG3 1.70 0.71
3:A2:91:GLN:HA 3:A2:121:ARG:HH12 1.53 0.71
3:C0:180:ALA:HB3 3:C0:183:GLU:HG2 1.72 0.71
3:D&:301:MET:HG3 3:D8:303:ALA:H 1.54 0.71
3:B8:268:MET:HE1 3:B8:378:ILE:HA 1.73 0.71
3:C4:219:1LE:HG22 3:C4:221:ARG:H 1.54 0.71
3:D0:178:SER:HB2 | 4:D1:347:ASN:HD22 1.56 0.71
3:D2:276:1LE:HG23 3:D2:280:LYS:HB2 1.73 0.71
7:3:9:PRO:HB2 7:3:143:1ILE:HG23 1.72 0.70
4:E9:244:GLY:HA2 4:E9:355:ASP:HB2 1.72 0.70
3:A6:310:GLY:HA3 3:A6:383:ALA:HB2 1.73 0.70
7:n:146:ARG:HH12 7:n:158: THR:HA 1.57 0.70
4:C7:186:THR:HG23 | 4:C7:415:MET:HG3 1.74 0.70
3:E2:50:ASN:HB2 5:P:555:ARG:HH21 1.56 0.70
4:C1:198:GLU:HA 4:C1:264:HIS:HB2 1.74 0.69
7:q:4:PRO:HG3 7:q:179:GLU:H 1.57 0.69
3:C0:339:ARG:HH21 | 3:C0:342:GLN:HG2 1.57 0.69
3:C4:219:ILE:HG13 | 7:m:198:ARG:HH22 1.55 0.69
3:C6:90:GLU:HB3 | 3:C6:121:ARG:HH21 1.57 0.69
3:D4:285:GLN:HB3 3:D8:56: THR:HA 1.73 0.69
3:A0:207:GLU:HA 3:A0:210:TYR:HB2 1.74 0.69
7:g:14:LYS:HZ1 7:g:45:MET:HB3 1.56 0.69
4:A3:289:LEU:HD22 | 4:A3:363:MET:HG2 1.73 0.69
3:C2:181:VAL:H 4:C3:350:LYS:HZ3 1.38 0.69
4:C9:276:ARG:HD3 5:P:496:PRO:HB2 1.73 0.69
4:E1:275:SER:HA 5:P:570:ASN:HD21 1.57 0.69
8:1:76:LEU:HD12 8:1:128:ILE:HD11 1.73 0.69
4:C1:86:ARG:HE 4:C1:87:PRO:HD2 1.57 0.69
8:1:45:LYS:HE3 8:1:148:GLN:H 1.56 0.69
3:A6:208:ALA:HB2 3:A6:304:LYS:HG2 1.75 0.69
4:B7:281:TYR:HB2 4:C1:86:ARG:HD2 1.75 0.69
7:4:69:LYS:HZ1 7:v:38:LEU:HB2 1.56 0.69
4:B9:278:SER:HA 4:C3:86:ARG:HH22 1.56 0.69
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4:F1:244:GLY:HA2 4:F1:355:ASP:HB2 1.75 0.69
3:B4:133:GLN:HE22 | 3:B4:251:ASP:HB3 1.57 0.68
3:C6:262: TYR:HB2 3:C6:265:1LE:HG22 1.75 0.68
3:C6:209:ILE:HG13 | 3:C6:302:MET:HG2 1.75 0.68
4:E9:163:1ILE:HG21 4:E9:251:ARG:HG3 1.75 0.68
7:1:10:LEU:HD12 7:1:143:1ILE:HG22 1.76 0.68
3:C6:84:ARG:HH22 8:1:56:PHE:HA 1.59 0.68
3:F0:180:ALA:HB3 3:F0:183:GLU:HG2 1.76 0.68
3:A8:208:ALA:HA 3:A8:304:LYS:HE3 1.76 0.68
4:D5:200:GLN:HG3 4:D5:266:PHE:HB2 1.75 0.68
4:D5:242:PHE:HB3 4:D5:356:1LE:HD13 1.75 0.68
4:D7:207:LEU:HD23 | 4:D7:225:LEU:HB2 1.76 0.68
4:D5:69:GLU:HG2 4:D5:71:GLY:H 1.58 0.68
4:D5:276:ARG:H 5:0:522:VAL:HG13 1.59 0.68
7:1:184:PRO:HG3 7:1:189: LEU:HD23 1.74 0.68
4:A3:46:ARG:HH12 | 6:U:169:ARG:HH21 1.41 0.68
4:E1:200:GLN:HG3 4:E1:266:PHE:HB2 1.76 0.68
3:A0:373:ARG:HG2 5:R:255:LYS:HZ3 1.58 0.67
3:C2:237:SER:HA 3:C2:320:ARG:HH21 1.59 0.67
3:B0:320:ARG:HE 3:B0:360:PRO:HG3 1.60 0.67
4:D7:68:LEU:HB3 4:D7:96:GLY:HA2 1.76 0.67
3:E6:271:SER:HB2 3:E6:377:MET:HB3 1.76 0.67
3:A4:222:PRO:HD2 4:A5:324:LYS:HG2 1.76 0.67
3:C2:168:ASN:HB2 3:C2:201:ALA:HA 1.75 0.67
3:C2:271:SER:HB3 3:C2:377:MET:HB3 1.77 0.67
4:C7:275:SER:HA 5:0:469:GLN:HE22 1.60 0.67
4:B5:3:GLU:HA 4:B5:49:VAL:HA 1.77 0.67
4:A5:98:GLY:H 4:A5:103:LYS:HD3 1.59 0.67
4:D7:6:HIS:HD2 4:D7:21:TRP:HE1 1.43 0.67
4:A9:223:GLY:HA3 5:P:308:TRP:H 1.58 0.67
7:0:18:ASN:HD22 7:0:45:MET:HE3 1.59 0.66
7.v:75:LEU:HD23 7:v:144:.LEU:HD21 1.77 0.66
4:D3:23:VAL:HG21 4:D3:230:SER:HB3 1.77 0.66
3:D8&:285:GLN:O 3:D8:286:LEU:C 2.38 0.66
4:E1:164:MET:HB3 4:E1:197:ASP:H 1.60 0.66
3:F0:178:SER:HB3 3:F0:183:GLU:HG3 1.75 0.66
4:B1:165:GLU:HG3 | 4:B1:250:LEU:HD11 1.78 0.66
3:B0:408: TYR:HB3 3:B0:413:MET:HE2 1.77 0.66
4:B1:200:GLN:HB3 | 4:B1:268:ILE:HD11 1.77 0.66
3:B4:314:ALA:HB3 3:B4:380:ASN:HB2 1.77 0.66
4:B5:257:LEU:HD21 | 4:B5:314:SER:HB2 1.78 0.66
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4:C7:98:GLY:H 4:C7:103:LYS:HZ1 1.41 0.66
7:h:14:LYS:HE3 7:h:47-LEU:HA 1.78 0.66
4:D3:267:-LEU:HB3 4:D3:299:MET:HE1 1.78 0.66
3:E6:177:VAL:HG11 4:E7:327:ASP:HB3 1.77 0.66
7:x:14:LYS:HZ1 7:x:45:MET:HB3 1.61 0.66
4:D9:101: TRP:HE1 4:D9:188:SER:HB3 1.61 0.66
3:A2:371:VAL:HG22 3:A2:373:ARG:H 1.60 0.66
3:A8:259:LEU:HD21 | 3:A8:316:CYS:HB2 1.78 0.66
3:A4:269:LEU:HB3 3:A4:301:MET:HE1 1.78 0.66
4:D5:68:LEU:HB3 4:D5:96:GLY:HA2 1.78 0.66
T:e:14:LYS:HA T.e:47:-LEU:HD21 1.76 0.66
7:h:21:ARG:HA 7:h:24:MET:HE2 1.78 0.66
7:q:42:TYR:HA T:q:45:MET:HE2 1.78 0.66
4:C7:334:GLN:HE22 | 4:C7:348:ASN:HB2 1.61 0.65
4:E9:216:LYS:HZ2 6:W:174:ARG:HB3 1.60 0.65
3:A8:310:GLY:HA3 3:A8:383:ALA:HB2 1.79 0.65
3:B4:31:GLN:HE22 7:1:104:ALA:HB2 1.61 0.65
4:B9:10:GLY:HA2 4:B9:143: THR:HG23 1.78 0.65
4:E3:213:ARG:HH21 | 4:E3:297:LYS:HD3 1.60 0.65
7:¢:8:SER:HB2 7:e:147:HIS:HA 1.78 0.65
7:t:97:ARG:HH22 7:v:149:ARG:HH21 1.44 0.65
4:B5:14:ASN:HB3 4:B5:76:VAL:HG11 1.78 0.65
4:D5:155:VAL:HG23 | 4:D5:164:MET:HE1 1.78 0.65
4:D9:65:LEU:HB3 4:D9:73:MET:HE2 1.78 0.65
4:E7:337:ASN:HB3 4:E7:340:TYR:HB2 1.78 0.65
3:A8:175:PRO:HB3 | 3:A8:390:ARG:HD3 1.79 0.65
4:C1:130:LEU:HB3 | 4:C1:162:ARG:HH12 1.61 0.65
1:2:446:GLU:H 4:C3:194:GLU:HB2 1.60 0.65
4:D3:330:MET:HG2 | 4:D3:349:MET:HG2 1.76 0.65
4:D7:117.LEU:HD11 4:D7:154:LYS:HE2 1.78 0.65
4:E5:7:VAL:HG23 4:E5:64:1LE:HB 1.77 0.65
4:A5:39:ASP:HA 7:a:90:PRO:HG3 1.78 0.65
3:C6:102:ASN:HD21 | 4:C7:255:VAL:HG11 1.61 0.65
4:C9:311:LEU:HD23 | 4:C9:312: THR:HG23 1.78 0.65
3:E0:3:GLU:HA 3:E0:51: THR:HA 1.78 0.65
7:5:164:ARG:HG3 7:5:165: THR:HG23 1.79 0.65
3:B2:311:LYS:H 3:B2:382: THR:HG22 1.62 0.65
4:B3:39:ASP:HA 7:¢:90:PRO:HG3 1.77 0.65
4:B7:172:SER:HB2 4:B7:205:GLU:HG2 1.78 0.65
4:D9:132:GLY:HA3 | 4:D9:163:ILE:HG22 1.77 0.65
4:B7:178: THR:HA | 3:B8:258:ASN:HD21 1.62 0.65
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7:1:99:MET:HE1 7:1:107:LYS:HB2 1.79 0.65
3:A0:180:ALA:HB3 | 3:A0:183:GLU:HB2 1.79 0.65
4:E7:257.LEU:HD21 4:E7:314:SER:HB3 1.77 0.65
3:F0:240:ALA:HA 3:F0:243:ARG:HE 1.61 0.65
4:F1:217:LEU:HB3 6:V:174:ARG:HH21 1.61 0.65
4:B9:215:LEU:HB3 | 4:B9:217:LEU:HD23 1.79 0.64
4:D1:7:VAL:HB 4:D1:135:ILE:HG12 1.78 0.64
4:E9:10:GLY:HA2 4:E9:143: THR:HG23 1.78 0.64
4:F1:86:ARG:HG2 4:F1:89:ASN:H 1.61 0.64
3:A6:285:GLN:HB2 3:B0:56: THR:HA 1.78 0.64
4:C3:100:ASN:HB3 4:C3:103:LYS:HG2 1.80 0.64
3:CR:73: THR:HA 4:C9:46:ARG:HH22 1.61 0.64
3:CR:229:ARG:HD3 | 3:C8:363:VAL:HG21 1.80 0.64
4:D1:10:GLY:HA2 | 4:D1:143:THR:HG23 1.78 0.64
4:D3:276:ARG:HG2 5:P:521:PRO:HB2 1.80 0.64
4:A1:258:ILE:HD12 4:A1:264:HIS:HB3 1.80 0.64
4:B9:19:LYS:HA 4:B9:22:GLU:HG2 1.78 0.64
3:D8&:183:GLU:HG2 | 3:D8:184:PRO:HD3 1.79 0.64
4:F1:209:ASP:HB3 | 4:F1:213:ARG:HH22 1.62 0.64
7:4:96: TYR:HA 7:t:108:ILE:HD11 1.79 0.64
3:C4:272:TYR:HD2 | 3:C4:275:ILE:HG12 1.62 0.64
3:D4:259:LEU:HD21 | 3:D4:316:CYS:HB2 1.80 0.64
4:A3:337:ASN:HB3 4:A3:340:TYR:HB2 1.80 0.64
3:A8:225:THR:HG21 2:C:250:GLU:HG2 1.80 0.64
3:D8&:269:LEU:HB3 3:D&:301:MET:HE1 1.80 0.64
2:F:221:PRO:HG3 7:t:101:GLU:HB3 1.78 0.64
7:g:42'TYR:HA 7:2:45:MET:HG2 1.80 0.64
7:2:185:1LE:HG23 7:2:192:GLY:HA2 1.78 0.64
4:A3:378:PHE:HD1 | 4:A3:415:-MET:HE1 1.63 0.64
2:D:214:ALA:HA 4:D9:320:ARG:HH22 1.63 0.64
4:A1:42:LEU:HD21 6:W:78:GLU:H 1.63 0.63
4:B9:330:MET:HG2 | 4:B9:349:MET:HG2 1.80 0.63
4:E5:68:LEU:HB3 4:E5:96:GLY:HA2 1.79 0.63
7:3:10:LEU:HD12 7:3:143:1LE:HG22 1.80 0.63
3:E2:223: THR:HG22 4:E3:322:SER:HA 1.78 0.63
4:A9:220:PRO:HD2 3:B0:326:LYS:HD?2 1.80 0.63
3:D6:73: THR:HG22 | 4:D7:46:ARG:HH12 1.63 0.63
4:E5:397: TRP:HH?2 3:E6:256:GLN:HG2 1.63 0.63
2:K:221:PRO:HG3 7n:101:GLU:HB3 1.79 0.63
3:A4:264:ARG:HH21 | 3:A4:431:ASP:HB3 1.64 0.63
3:B2:208:ALA:HB2 3:B2:304:LYS:HB2 1.80 0.63
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3:F0:76:ASP:HA 3:F0:79:ARG:HB2 1.80 0.63
4:B1:170:PHE:HD2 | 4:B1:377:MET:HE1 1.62 0.63
3:C0:222:PRO:HD2 4:C1:324:LYS:HZ1 1.64 0.63
7:4:73:VAL:HG12 7:t:206:PHE:HB2 1.81 0.63
3:E0:166:LYS:HB2 3:E0:199:ASP:H 1.63 0.63
7:x:42:TYR:HA 7:x:45:MET:HE2 1.79 0.63
3:B0:134:GLY:HA2 3:B0:164:LYS:HG3 1.80 0.63
4:B7:7:-VAL:HB 4:B7:135:1LE:HG22 1.81 0.63
4:B7:211:CYS:HA 4:B7:215:LEU:HB2 1.80 0.63
7:2:8:SER:HB2 7:¢:147:-HIS:HA 1.80 0.63
4:A1:99:ASN:HA 4:A1:142:GLY:H 1.64 0.62
4:A1:211:CYS:HA 4:A1:215:LEU:HB3 1.79 0.62
4:B9:381:VAL:HA 4:B9:384:GLN:HE21 1.64 0.62
4:E1:286:VAL:HG21 | 4:E1:325:GLU:HB3 1.80 0.62
4:A1:9:GLY:HA2 4:A1:66:MET:HB2 1.81 0.62
3:A6:119:LEU:HD11 | 3:A6:156:ARG:HG2 1.81 0.62
3:B4:195:LEU:HD11 | 3:B4:428:LEU:HD22 1.80 0.62
3:C4:205:ASP:HB2 3:C4:303:ALA:HA 1.81 0.62
4:C5:97:ALA:HB3 4:C5h:143: THR:HB 1.81 0.62
3:C6:84:ARG:HG3 8:1:59:THR:HG21 1.79 0.62
4:C9:131:GLN:HA | 4:C9:162:ARG:HH21 1.63 0.62
4:C9:280:GLN:HE22 | 4:D3:58:ARG:HH11 1.46 0.62
3:D0:272:TYR:HB3 3:D0:275:ILE:HD11 1.81 0.62
3:D2:66:VAL:HA 3:D2:91:GLN:HB2 1.80 0.62
&:1:73:TYR:HB2 8:1:92:TRP:HE1 1.63 0.62
4:C1:113:ILE:HG13 | 4:C1:150:LEU:HD23 1.80 0.62
4:C9:22:GLU:HB3 5:P:491:MET:HE1 1.81 0.62
7:a:194:ARG:HH22 7:a:198:ARG:HH21 1.46 0.62
4:AT7:222:TYR:HA 4:A7:225:LEU:HD12 1.80 0.62
3:B2:244:PHE:HB2 | 3:B2:356:ASN:HD21 1.64 0.62
4:B3:2:ARG:HB2 4:B3:131:GLN:HB2 1.81 0.62
3:B4:311:LYS:H 3:B4:382: THR:HG22 1.63 0.62
4:B7:200:GLN:HE22 | 4:B7:266:PHE:HD2 1.47 0.62
4:B7:215:LEU:HD12 | 5:P:370:LEU:HD21 1.81 0.62
4:B7:375:GLN:HE22 4:B7:419:VAL:HA 1.64 0.62
3:F0:132:LEU:HB3 3:F0:164:LYS:HZ1 1.64 0.62
3:D6:66:VAL:HG12 3:D6:91:GLN:HG3 1.81 0.62
3:E6:100:ALA:HA 4:E7:252:LYS:HD3 1.81 0.62
7:j:172:VAL:HG13 7:j:180:ALA:HB3 1.81 0.62
4:C5:179:VAL:H 3:C6:352:LYS:NZ 1.98 0.62
3:CR:318:MET:HB2 | 3:C8:376:CYS:HB3 1.81 0.62
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3:F0:207:GLU:HG2 3:F0:304:LYS:HZ2 1.65 0.62
3:D4:76:ASP:HA 3:D4:79:ARG:HB2 1.80 0.62
4:D7:325:GLU:HA 4:D7:328:GLU:HG3 1.82 0.62
4:D9:28:HIS:HE?2 4:D9:241:ARG:HD2 1.64 0.62
4:D9:66:MET:HE1 4:D9:151:LEU:HD22 1.81 0.62
3:E2:63:PRO:HD3 3:E2:86:LEU:O 2.00 0.62
4:E5:179:VAL:H 3:E6:352:LYS:HE2 1.63 0.62
4:B9:164:MET:HB2 4:B9:197:ASP:H 1.65 0.62
4:C1:172:SER:HB3 4:C1:176:SER:HB3 1.81 0.62
3:D6:402:ARG:HD3 | 3:D6:405:VAL:HG21 1.82 0.62
7:h:194:ARG:HH11 7:h:197:LEU:HD12 1.63 0.62
3:C0:223: THR:HG22 4:C1:322:SER:HA 1.82 0.62
3:E4:30:ILE:HG22 3:E4:36:MET:HB3 1.82 0.62
3:A0:221:ARG:HA 4:A1:324:LYS:HD2 1.81 0.62
3:C0:73:THR:HB 4:C1:2:ARG:HH22 1.64 0.62
3:D4:310:GLY:HA3 3:D4:383:ALA:HB2 1.81 0.62
4:F1:10:GLY:HA2 4:F1:143: THR:HG23 1.82 0.62
4:B9:358:PRO:HB2 5:0:371:ARG:HH22 1.65 0.61
4:C7:290: THR:HA 4:C7:293:MET:HG3 1.81 0.61
5:P:493:LYS:HB3 5:P:495:VAL:HG12 1.82 0.61
3:A6:11:GLN:HB2 3:A6:74:VAL:HG21 1.82 0.61
4:B1:113:ILE:HG13 | 4:B1:150:LEU:HD22 1.83 0.61
4:C9:164:-MET:HB3 4:C9:197:ASP:H 1.64 0.61
4:A1:268:ILE:H 4:A1:299:MET:HE1 1.64 0.61
3:C4:221:ARG:HH22 7:m:189:LEU:HB3 1.65 0.61
3:C8:398:MET:HE2 | 4:C9:345:1ILE:HG23 1.81 0.61
4:D9:248:SER:HA 4:D9:252:LYS:HG3 1.82 0.61
8:1:109: TYR:HE1 8:1:140:GLU:HB3 1.65 0.61
4:A7:229:VAL:HA 4:A7:300:MET:HE1 1.81 0.61
4:C5:299:MET:HG3 4:C5:301:CYS:H 1.65 0.61
4:E5:132:GLY:HA3 4:E5:163:ILE:HG22 1.82 0.61
3:A8:222:PRO:HD2 4:A9:324:LYS:HD3 1.83 0.61
3:D8&:280:LYS:HZ3 3:E2:90:GLU:CD 2.09 0.61
7:3:59:ASN:HD21 8:1:103:LYS:HE3 1.65 0.61
4:B3:135:ILE:HD13 | 4:B3:164:MET:HE2 1.83 0.61
3:D8:193:SER:HB3 3:D8&:197:HIS:HE1 1.66 0.61
4:E9:135:1ILE:HD13 4:E9:152:.1LE:HD11 1.83 0.61
7:1:115:LEU:HD11 7:1:167:VAL:HG21 1.82 0.61
1:1:490:GLU:HA 1:1:493:ARG:HG2 1.81 0.61
4:A5:318:ARG:HA 4:A5:354:CYS:HB2 1.82 0.61
3:B4:71:GLU:HB2 3:B4:98:ASP:HB2 1.82 0.61
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4:B5:66:MET:HE2 | 4:B5:116:VAL:HG21 1.83 0.61
3:C8:309:HIS:HE1 3:C8:386:GLU:HG2 1.66 0.61
3:D0:262: TYR:HB2 3:D0:265:1LE:HG22 1.82 0.61
7:¢:79:ASP:HB3 7:¢:82:ASP:HB2 1.82 0.61
7:h:151:MET:HE3 7:h:154:TYR:HA 1.83 0.61
7:£:55:LEU:HD23 7:£:132:LEU:HD23 1.82 0.61
4:A9:164:MET:H 4:A9:197:ASP:HB2 1.65 0.61
3:B2:53:PHE:HB3 3:B2:61:HIS:HB3 1.82 0.61
3:D2:115:VAL:HG11 | 3:D2:152:LEU:HD22 1.82 0.61
4:D5:309:ARG:H 4:D5:372: THR:HG22 1.65 0.61
4:A1:221:THR:HG21 | 5:R:219:LEU:HD22 1.81 0.60
3:A4:188:VAL:HG11 | 3:A4:422:ARG:HH12 1.66 0.60
4:A9:34:GLY:HA3 4:A9:58:ARG:HG3 1.83 0.60
4:B1:7:VAL:HB 4:B1:66:MET:HE1 1.83 0.60
3:D&:181:VAL:HG23 | 3:D8:182:VAL:HG13 1.82 0.60
7:1:55:LEU:HD11 7:1:111:ILE:HD12 1.82 0.60
7:u:92:LEU:HD21 7:u:110:ILE:HG13 1.82 0.60
3:A2:89:PRO:HB3 6:U:173:ILE:HD13 1.81 0.60
3:A8:236:SER:HA | 3:A8:243:ARG:HH22 1.66 0.60
3:C4:4:VAL:HB 3:C4:133:GLN:HE21 1.66 0.60
3:D0:174:SER:HB2 3:D0:207:GLU:HG2 1.83 0.60
3:E4:259:LEU:HB3 3:E4:268:MET:HE1 1.81 0.60
3:E8:82: THR:HG21 6:X:122:GLU:HA 1.81 0.60
7:d:9:PRO:HB2 7:d:143:ILE:HG13 1.83 0.60
4:A1:216:LYS:HB3 4:A1:275:SER:HB3 1.83 0.60
4:A9:113:ILE:HA 4:A9:116:VAL:HG12 1.81 0.60
3:C8:177:VAL:HG13 | 4:C9:327:ASP:HB3 1.83 0.60
3:E4:234:VAL:HG21 | 3:E4:302:MET:HE1 1.83 0.60
4:E5:136: THR:HG22 | 4:E5:167:PHE:HB2 1.81 0.60
3:ER:406:HIS:HA 3:E8:409:VAL:HG22 1.83 0.60
7:p:55:LEU:HD11 7:p:111:ILE:HD12 1.84 0.60
3:A0:83:TYR:HB3 3:A0:86:LEU:HB3 1.83 0.60
3:A2:180:ALA:HB3 | 3:A2:183:GLU:HB2 1.83 0.60
4:B7:39:ASP:HA 7:2:90:PRO:HG3 1.83 0.60
3:E2:28:HIS:CE1 3:E2:243:ARG:HD2 2.36 0.60
4:F1:44:.LEU:HD21 7:x:87:SER:HA 1.83 0.60
3:B&:271:SER:HA 3:B&:302:MET:HG3 1.81 0.60
3:D4:398:MET:HE1 4:D5:345:1LE:HA 1.83 0.60
7:n:149:ARG:HG2 7:n:163:SER:HA 1.83 0.60
7:5:142:GLU:HA 7:5:145:LYS:HZ2 1.66 0.60
3:A0:360:PRO:HD2 3:A0:372:MET:HA 1.82 0.60
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4:B9:133:PHE:HD1 4:B9:164:MET:HE1 1.67 0.60
4:C1:393:ALA:HA 3:C2:262: TYR:HE2 1.66 0.60
3:C2:191:THR:HA 3:C2:194:LEU:HG 1.83 0.60
3:C8:272: TYR:HB3 3:C8:275:ILE:HD11 1.83 0.60
3:E6:53:PHE:HB3 3:E6:61:HIS:HB3 1.84 0.60
4:E9:248:SER:HA 4:E9:252:LYS:HD2 1.83 0.60
4:F1:330:MET:HB3 | 4:F1:349:MET:HE3 1.83 0.60
7:g:123:GLU:HA 7:2:126:ARG:HB2 1.83 0.60
7:h:158: THR:HB 7:h:161: TYR:HB2 1.84 0.60
8:1:136:PRO:HG3 8:1:165:PRO:HD2 1.84 0.60
4:A1:284:LEU:HB2 4:A5:55:THR:HG21 1.84 0.60
3:C2:217:LEU:HB3 3:C2:219:ILE:HG13 1.82 0.60
4:C3:99:ASN:HA 4:C3:142:GLY:H 1.66 0.60
4:D1:313:ALA:HB3 | 4:D1:349:MET:HG2 1.83 0.60
7:b:164:ARG:HH11 7:b:166:GLY:H 1.49 0.60
3:A2:301:MET:HG2 | 3:A2:377:MET:HE1 1.81 0.60
4:A3:16:ILE:HD11 4:A3:229:VAL:HB 1.84 0.60
4:B5:182:PRO:HB2 4:B5:385:PHE:HD1 1.66 0.60
3:C4:271:SER:HB3 3:C4:377:MET:HB3 1.83 0.60
4:C5:276:ARG:HH12 | 5:P:469:GLN:HG2 1.67 0.60
3:D0:32:PRO:HG2 7:1:102:GLY:HA2 1.83 0.60
3:D2:265:1ILE:HG22 | 3:D2:380:ASN:HD21 1.67 0.60
4:E7:314:SER:HA 4:E7:350:LYS:HB3 1.84 0.60
7:¢:20:GLU:HB3 7:g:24:MET:HE1 1.84 0.60
7:1:172:VAL:HG23 7:1:180:ALA:HB3 1.83 0.60
3:A0:103:PHE:HD2 3:A0:148:GLY:HA2 1.66 0.60
4:A1:68:LEU:HD12 4:A1:97:ALA:HB2 1.83 0.60
3:A6:288:VAL:HG21 | 3:A6:323:VAL:HG23 1.84 0.60
3:B6:119:LEU:HG 3:B6:156:ARG:HD3 1.84 0.60
4:B9:330:MET:HA | 4:B9:333:VAL:HG12 1.83 0.60
3:D8:3:GLU:HA 3:D&:51: THR:HA 1.83 0.60
3:D8:287:SER:HA | 3:D8:373:ARG:HH12 1.65 0.60
4:E5:193:VAL:HA 4:E5:264:HIS:HE1 1.67 0.60
7::97:ARG:HH22 7:g:161:'TYR:HD1 1.49 0.60
3:A0:276:ILE:HB 3:A0:280:LYS:HB2 1.84 0.60
3:A6:76:ASP:HB3 3:A6:79:ARG:HH21 1.67 0.60
4:C7:118:ASP:HA 4:C7:121:ARG:HH21 1.67 0.59
4:D5:207:LEU:HD13 | 4:D5:225:LEU:HB3 1.84 0.59
3:D8:289:ALA:HA | 3:D8:292: THR:HG22 1.82 0.59
3:E4:191: THR:HG21 | 3:E4:425:LEU:HD13 1.84 0.59
2:H:222:LYS:HD2 2:H:223:PRO:HD2 1.83 0.59
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Atom-1 Atom-2 distance (A) overlap (A)
4:A9:179:VAL:HG12 | 3:B0:352:LYS:HE2 1.83 0.59
4:A9:293:MET:HE2 | 4:A9:367:PHE:HB3 1.84 0.59
4:B9:57:GLY:HA3 7:h:83:PRO:HB2 1.85 0.59
4:D5:135:1LE:HG21 4:D5:152:ILE:HD11 1.84 0.59
3:D&:200:VAL:HG13 | 3:D8:268:MET:HE1 1.85 0.59
7:x:14:LYS:HD3 7:x:47.-LEU:HD23 1.84 0.59
4:B1:313:ALA:HB3 | 4:B1:349:MET:HB3 1.83 0.59
3:D0:319:TYR:HB3 | 3:D0:323:VAL:HG11 1.85 0.59
4:D1:135:1LE:HB 4:D1:166:THR:HG22 1.84 0.59
4:D3:246:LEU:HB3 4:D3:353:VAL:H 1.67 0.59
4:F1:223:GLY:HA3 5:P:564:ARG:HG3 1.85 0.59
4:E3:311:LEU:HD23 | 4:E3:312:THR:HG23 1.83 0.59
7:a:172:VAL:HG13 7:a:180:ALA:HB3 1.84 0.59
7:g:14:LYS:HE2 7:g:AT:LEU:HD22 1.84 0.59
3:A2:301:MET:HE1 | 3:A2:307:PRO:HD3 1.84 0.59
3:C6:199:ASP:HB3 | 3:C6:256:GLN:HE21 1.68 0.59
4:D3:388:MET:HE1 3:D4:348:PRO:HD?2 1.83 0.59
3:D6:222:PRO:HD?2 4:D7:324:LYS:HE3 1.83 0.59
4:A5:77:ARG:HH12 4:A5:87:PRO:HG3 1.66 0.59
3:B2:407:TRP:HE1 4:B3:258:ILE:HG13 1.67 0.59
4:B7:135:ILE:HD11 | 4:B7:166:THR:HG23 1.84 0.59
4:D1:284:LEU:HD11 | 4:D1:361:LEU:HD23 1.83 0.59
4:F9:180:VAL:HG13 | 4:E9:183:TYR:HD2 1.67 0.59
7u:148:PHE:HZ 7u:173:ILE:HD13 1.68 0.59
3:A8:53:PHE:HB3 3:A8:61:HIS:HB3 1.84 0.59
3:C0:239:THR:HG23 | 3:C0:243:ARG:HE 1.68 0.59
6:V:166:ARG:HH12 6:V:181:ALA:H 1.51 0.59
3:A0:285:GLN:HB2 3:A4:56:THR:HA 1.84 0.59
2:D:251:TYR:HE1 | 3:D6:229:ARG:HH12 1.51 0.59
3:D&:53:PHE:HB3 3:D8&:61:HIS:HB3 1.83 0.59
6:W:79: THR:HG23 6:W:81:TYR:H 1.68 0.59
7m:134:ILE:HG12 7:n:140:LEU:HD22 1.85 0.59
7:p:50:PHE:H 7:p:65:GLN:HG3 1.68 0.59
3:A0:208:ALA:HB2 3:A0:304:LYS:HE2 1.84 0.59
4:A5:207:LEU:HD23 | 4:A5:225:LEU:HB3 1.84 0.59
4:A7:39:ASP:HA 7:b:90:PRO:HG3 1.85 0.59
4:A7:323: THR:HG22 | 4:A7:353:VAL:HG21 1.82 0.59
3:C6:102:ASN:HB2 3:C6:105:ARG:HB2 1.85 0.59
3:C6:247:ALA:HB3 3:C6:355:ILE:HB 1.84 0.59
3:E0:70:LEU:HD21 3:E0:114:.1ILE:HG21 1.85 0.59
3:A4:398:MET:HE1 | 4:A5:345:ILE:HG23 1.84 0.59
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4:A5:217:LEU:HD11 5:P:278:GLN:HB3 1.85 0.59
3:A6:70:LEU:HD12 | 3:A6:145: THR:HG22 1.83 0.59
3:A8:184:PRO:HG2 | 4:A9:346:PRO:HG3 1.83 0.59
3:D4:175:PRO:HB3 | 3:D4:390:ARG:HD3 1.85 0.59
4:F1:66:MET:HE1 4:F1:147:-MET:HG3 1.85 0.59
7:j:146:ARG:HD3 7:j:156:VAL:HG11 1.84 0.59
7:r:115:LEU:HD11 7:r:145:LYS:HZ3 1.67 0.59
7:5:114:SER:HB3 7:5:136:LEU:HD21 1.85 0.59
3:A2:79:ARG:HG3 3:A2:92:LEU:HD22 1.84 0.59
3:A8:210:TYR:CE1 4:A9:324:LYS:HG2 2.38 0.59
4:B7:57:GLY:HA3 7:2:83:PRO:HB2 1.84 0.59
4:E3:192:LEU:HD13 | 4:E3:199:VAL:HG21 1.85 0.59
7:w:172:VAL:HG13 7:w:180:ALA:HB3 1.84 0.59
3:A0:407:-TRP:HE1 | 4:A1:258:1LE:HG23 1.68 0.58
4:A3:164:MET:HB2 4:A3:197:ASP:H 1.68 0.58
3:A6:30:ILE:HG22 3:A6:36:MET:HB3 1.84 0.58
4:D1:276:ARG:HE 5:0:496:PRO:HB2 1.68 0.58
4:D1:334:GLN:HE22 4:D1:347:ASN:HA 1.68 0.58
3:D2:189:LEU:HD11 3:D2:418:PHE:HA 1.85 0.58
4:D3:200:GLN:HG2 | 4:D3:266:PHE:HB2 1.85 0.58
7:x:96:TYR:HA 7:x:108:ILE:HD11 1.84 0.58
3:B2:313:MET:HE2 3:B2:380:ASN:HB3 1.84 0.58
4:B7:49:VAL:HG11 4:B7:241:ARG:HG2 1.84 0.58
3:D4:32:PRO:HG2 7:p:102:GLY:HA3 1.85 0.58
4:D5:100:ASN:HB3 4:D5:103:LYS:HG2 1.85 0.58
3:D6:407: TRP:HE1 4:D7:258:ILE:HG13 1.66 0.58
3:E2:70:LEU:HD12 3:E2:99:ALA:HB2 1.85 0.58
3:E8:180:ALA:HB3 3:E8:183:GLU:HG2 1.84 0.58
7:4:71:LYS:HE3 7:4:106:GLN:HG2 1.85 0.58
7:w:149:ARG:HE 7w:161: TYR:HB3 1.69 0.58
3:A6:214:ARG:HH12 | 4:A7:324:LYS:HD2 1.68 0.58
3:C0:219:ILE:HD12 8:k:156:ARG:HD3 1.84 0.58
3:E2:132:LEU:HB3 3:E2:164:LYS:HZ1 1.68 0.58
4:E7:237:-THR:HG23 | 4:E7:241:ARG:HE 1.67 0.58
7:1n:168:PRO:HG2 7:n:185:ILE:HD12 1.86 0.58
7:p:84:LYS:HB3 7:p:168:PRO:HD3 1.85 0.58
4:B1:91:VAL:HG11 | 4:B1:116:VAL:HG12 1.85 0.58
3:C2:272: TYR:HB3 3:C2:275:ILE:HD11 1.85 0.58
4:D1:132:GLY:HA3 | 4:D1:163:ILE:HG22 1.85 0.58
3:E4:335:ILE:HD12 3:E4:338:LYS:HD3 1.85 0.58
8:k:15:ARG:HH21 8:k:16: THR:HG22 1.67 0.58
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Atom-1 Atom-2 distance (A) overlap (A)
7:q:14:LYS:HD2 7:q:47:LEU:HB2 1.84 0.58
4:A5:219:THR:HG23 | 3:A6:326:LYS:HD3 1.85 0.58
4:A9:91:VAL:HG21 | 4:A9:116:VAL:HG23 1.85 0.58
4:B7:171:PRO:HB3 4:B7:181:GLU:HG3 1.86 0.58
3:C0:317:LEU:HG 3:C0:377:MET:HE1 1.86 0.58
3:D4:27:GLU:HG2 | 3:D4:243:ARG:HH12 1.68 0.58
3:D&:280:LYS:HZ2 3:E2:89:PRO:HB2 1.69 0.58
4:E5:152:1LE:HG23 | 4:E5:164:MET:HE3 1.84 0.58
3:A0:223: THR:HG22 4:A1:322:SER:HA 1.86 0.58
3:A6:15:GLN:HA 3:A6:18:ASN:HB2 1.85 0.58
4:B3:80:PRO:HB3 2:E:235:LEU:HD21 1.85 0.58
3:B4:31:GLN:HG2 2:E:224:LEU:HD21 1.85 0.58
4:E1:282:ARG:HD2 | 4:E1:288:GLU:HG3 1.84 0.58
3:E8:32:PRO:HA 3:E8:86:LEU:HD12 1.86 0.58
7:h:149:ARG:HH12 7:h:162:GLY:H 1.51 0.58
4:A1:215:LEU:HD23 | 4:A1:217:LEU:HD13 1.86 0.58
3:E8:178:SER:HB3 3:E8:183:GLU:HG3 1.85 0.58
3:E8:335:1LE:HA 3:ER:338:LYS:HD2 1.85 0.58
7:£:114:SER:HB3 7:£:136:LEU:HD13 1.84 0.58
3:B2:203:MET:HE1 3:B2:267:PHE:HB3 1.85 0.58
3:C4:132:LEU:HB3 3:C4:164:LYS:HZ3 1.69 0.58
3:E2:254:GLU:HA | 3:E2:257:THR:HG22 1.86 0.58
6:W:128:ARG:HE 6:W:132:LYS:HE3 1.67 0.58
3:B8:262: TYR:HD2 3:B8:265:ILE:HD12 1.68 0.58
4:C5:89:ASN:HA 4:C5:119:VAL:HG21 1.86 0.58
4:D7:3:GLU:HA 4:D7:49:VAL:HA 1.85 0.58
4:E9:68:LEU-HG 4:E9:147-MET:HE2 1.85 0.58
7:b:79:ASP:HB3 7:b:82:ASP:HB2 1.85 0.58
7:£:9:PRO:HB2 7:1:143:1LE:HG23 1.86 0.58
7:1:5:VAL:HG22 7:1:7:ALA:H 1.69 0.58
7m:14:LYS:HG3 7n:47:LEU:HB2 1.85 0.58
3:A0:34:GLY:HA3 3:A0:60:LYS:HG3 1.86 0.58
4:A1:256:ASN:HD22 | 4:A1:350:LYS:HE2 1.68 0.58
4:B1:227:HIS:HB3 5:0:312:ILE:HD11 1.85 0.58
3:E0:183:GLU:HG2 3:E0:184:PRO:HD3 1.86 0.58
3:B4:191:THR:HA 3:B4:194:LEU:HG 1.86 0.57
3:B4:250:VAL:HG11 3:B4:352:LYS:HD?2 1.85 0.57
7m:151:MET:HE2 7:m:163:SER:HB3 1.86 0.57
7:u:115:LEU:HD21 7:u:145:LYS:HD3 1.85 0.57
4:A3:117:LEU:HA 4:A3:120:VAL:HG12 1.85 0.57
3:B8:285:GLN:HB3 3:C2:56:THR:HA 1.85 0.57
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3:E6:31:GLN:HG2 2:H:224:.LEU:HD21 1.86 0.57
7:h:123:GLU:HA 7:h:126:ARG:HB3 1.86 0.57
4:B3:44:LEU:HA 4:B3:47:ILE:HB 1.87 0.57
3:B6:112:LYS:HA 3:B6:115:VAL:HG12 1.86 0.57
3:C2:176:GLN:HG3 | 3:C2:177:VAL:HG23 1.87 0.57
3:C4:119:LEU:HD13 | 3:C4:122:ILE:HD11 1.85 0.57
4:C9:34:GLY:HA3 4:C9:58:ARG:HG3 1.87 0.57
4:D3:207:LEU:HB3 | 4:D3:225:LEU:HD22 1.85 0.57
3:D6:136:LEU:HD13 | 3:D6:235:1LE:HD11 1.86 0.57
3:E6:244:PHE:HB2 | 3:E6:356:ASN:HD21 1.68 0.57
4:F1:358:PRO:HG2 4:F¥1:361:LEU:HB3 1.85 0.57
8:k:15:ARG:HD3 7:m:15:ARG:HH21 1.69 0.57
3:B2:210:TYR:HE1 | 3:B2:227:LEU:HD21 1.69 0.57
3:D2:175:PRO:HB3 | 3:D2:390:ARG:HD3 1.86 0.57
3:D8:281:ALA:O 3:D&:283:HIS:N 2.37 0.57
7:c:111:1ILE:HD13 7:¢c:132:LEU:HB2 1.86 0.57
4:A3:164:MET:H 4:A3:197:ASP:HB2 1.69 0.57
4:A7:135:ILE:HB 4:A7:166:THR:HG22 1.86 0.57
4:B1:51:TYR:HB3 4:B1:59:PHE:HB3 1.87 0.57
4:B7:382:SER:HB2 4:B7:415:MET:-HE1 1.86 0.57
4:D3:165:GLU:HG2 | 4:D3:198:GLU:HG2 1.86 0.57
3:D6:9:VAL:HG12 3:D6:68:LEU:HB2 1.86 0.57
4:E3:169:VAL:HG12 4:E3:202:1LE:HB 1.86 0.57
3:E4:66:VAL:HA 3:E4:91:GLN:HE21 1.70 0.57
4:B5:258:ILE:HG21 4:B5:264:HIS:HA 1.86 0.57
4:B9:100:ASN:HB3 4:B9:103:LYS:HG2 1.87 0.57
3:E6:242:LEU:HD21 | 3:E6:252:VAL:HG13 1.86 0.57
4:E9:2:ARG:HD3 4:E9:131:GLN:HG3 1.85 0.57
4:E9:199:VAL:HG23 4:E9:264:HIS:CE1 2.40 0.57
7:-w:84:LYS:HB2 7:w:168:PRO:HD3 1.87 0.57
3:A4:108:TYR:HE2 | 3:A4:413:MET:HB3 1.70 0.57
4:A9:269:GLY:HA2 | 4:A9:300:MET:HG3 1.86 0.57
3:B6:30:ILE:HG22 3:B6:36:MET:HB3 1.86 0.57
4:B7:164:MET:HB3 4:B7:197:ASP:H 1.69 0.57
4:B9:207:LEU:HB3 | 4:B9:225:LEU:HD12 1.86 0.57
4:C1:42:LEU:HD21 2:1:245:SER:HB2 1.86 0.57
3:C2:320:ARG:HD2 | 3:C2:360:PRO:HG3 1.86 0.57
4:D3:2:ARG:HB3 4:D3:131:GLN:HG3 1.86 0.57
3:E0:175:PRO:HB3 | 3:E0:390:ARG:HD3 1.86 0.57
2:F:207:LEU:HD12 2:F:208:PRO:HD2 1.87 0.57
2:K:208:PRO:HG3 7:p:154:TYR:HB3 1.86 0.57
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Atom-1 Atom-2 distance (A) overlap (A)
7:q:9:PRO:HB2 7:q:143:ILE:HG13 1.87 0.57
3:A8:292:THR:HG21 | 3:A8:331:ALA:HB1 1.86 0.57
4:A9:164:MET:HB3 4:A9:197:ASP:H 1.68 0.57
4:C1:164:-MET:HB2 4:C1:197:ASP:H 1.69 0.57
4:C1:286:VAL:HA 4:C1:289:LEU:HB2 1.87 0.57
3:C8:230:LEU:HD11 | 3:C8:275:ILE:HD12 1.87 0.57
4:D3:282:ARG:HA 4:D7:86:ARG:HH12 1.69 0.57
3:D6:281:ALA:O 3:D6:283:HIS:N 2.38 0.57
6:V:76:LYS:HB3 7:b:162:GLY:HA3 1.85 0.57
7:3:73:VAL:HG12 7:3:109:GLU:HB3 1.86 0.57
7:m:4:PRO:HG3 7:m:179:GLU:HB2 1.86 0.57
3:B2:191: THR:HA 3:B2:194:LEU:HG 1.85 0.57
3:B4:406:HIS:HA 3:B4:409:VAL:HG22 1.85 0.57
3:D2:318:MET:HB2 | 3:D2:376:CYS:HB3 1.87 0.57
3:D4:370:LYS:HD3 7:1:203:ASN:HD22 1.70 0.57
3:D8&:332:VAL:HA 3:D&:335:ILE:HD12 1.86 0.57
3:E0:318:MET:HB2 3:E0:376:CYS:HB3 1.86 0.57
7:r:149:ARG:HD3 71:161: TYR:HD1 1.70 0.57
4:C1:222:TYR:HA | 4:C1:225:LEU:HD12 1.87 0.57
3:C6:51: THR:HG23 3:C6:52:PHE:HD1 1.70 0.57
4:B5:16:ILE:HD11 4:B5:229:VAL:HG11 1.87 0.56
3:B8:202:VAL:HG22 | 3:B8:268:MET:HG2 1.87 0.56
3:B8:210: TYR:CG 4:B9:324:LYS:HE3 2.39 0.56
4:B9:135:ILE:HD13 4:B9:152:ILE:HD11 1.85 0.56
3:C4:229:ARG:HD3 | 3:C4:363:VAL:HG21 1.87 0.56
3:D2:79:ARG:HH11 3:D2:92:LEU:HB3 1.68 0.56
3:E4:394:LYS:HZ2 4:E5:346:PRO:HG2 1.70 0.56
7:v:127:ALA:HB1 7:x:157:PRO:HG3 1.85 0.56
3:A2:262:TYR:HB2 | 3:A2:265:1LE:HG22 1.87 0.56
4:D1:139:LEU:HD12 | 4:D1:170:PHE:HE1 1.70 0.56
4:F1:320:ARG:HH22 6:W:114: THR:H 1.51 0.56
7:t:202:ARG:O 7:t:204: THR:N 2.38 0.56
3:A4:240:ALA:HB1 | 3:A4:356:ASN:HD22 1.70 0.56
3:B0:209:ILE:HA 3:B0:212:ILE:HG12 1.87 0.56
4:B3:2:ARG:HD2 4:B3:240:LEU:HD22 1.87 0.56
4:B9:187:LEU:HA 4:B9:190:HIS:HE1 1.71 0.56
3:C4:68:LEU:HD12 | 3:C4:149:LEU:HD21 1.86 0.56
4:C5:211:CYS:HA 4:C5:215:LEU:HB2 1.88 0.56
3:C6:322:ASP:HB3 | 3:C6:373:ARG:HH21 1.69 0.56
3:C8:122:ILE:HD13 | 3:C8:157:LEU:HD11 1.88 0.56
4:D7:309:ARG:H 4:D7:372: THR:HG22 1.70 0.56
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3:E2:36:MET:0O 3:E2:37:PRO:C 2.47 0.56
4:E3:282:ARG:HA 4:E7:86:ARG:HH22 1.71 0.56
3:E4:265:1LE:HG22 | 3:E4:380:ASN:HD21 1.69 0.56
3:E8:71:GLU:HB3 3:E8:98:ASP:HB2 1.87 0.56
3:E&:132:LEU:HB3 3:E8:164:LYS:HZ1 1.70 0.56
6:W:49:ARG:HH21 6:W:55:ASP:HB2 1.69 0.56
7:e:63:ILE:HA 7:2:16:ARG:HH12 1.69 0.56
7:g:14:LYS:NZ 7:g:45:MET:HB3 2.20 0.56
&:1:58:LYS:HZ2 7n:6:PHE:HB3 1.71 0.56
4:B5:375:GLN:HE22 4:B5:419:VAL:HA 1.70 0.56
4:C5h:217:LEU:HD13 | 4:C5:220:PRO:HB3 1.87 0.56
4:D5:66:MET:HE3 | 4:D5:151:LEU:HD22 1.88 0.56
3:D6:208:ALA:HB2 3:D6:304:LYS:HG2 1.87 0.56
4:D7:190:HIS:HB2 4:D7:414:ASN:HB3 1.87 0.56
3:A0:370:LYS:HZ1 5:R:251:GLN:HA 1.69 0.56
4:A3:316:MET:HE2 | 4:A3:366:THR:HG23 1.87 0.56
3:B0:88:HIS:HB3 3:B0:91:GLN:HB2 1.86 0.56
3:B2:274:PRO:HB2 3:B2:276:ILE:HG13 1.87 0.56
3:B2:319:TYR:HD1 | 3:B2:323:VAL:HG11 1.70 0.56
3:B6:240:ALA:HB2 | 3:B6:320:ARG:HH11 1.70 0.56
3:C4:207:GLU:HA 3:C4:210:TYR:HB2 1.87 0.56
7:m:79:ASP:HB3 7:m:115:LEU:HB2 1.87 0.56
7w:122:PHE:HE2 7-w:135:ASP:HA 1.71 0.56
3:B2:31:GLN:HE22 7:e:104:ALA:HB2 1.69 0.56
3:B2:219:ILE:HG12 | 7:g:198:ARG:HH21 1.71 0.56
4:C1:99:ASN:HD22 | 4:C1:178: THR:HG23 1.70 0.56
3:C2:26:LEU:HD12 | 3:C2:363:VAL:HG12 1.85 0.56
4:C7:286:VAL:HG22 | 4:C7:363:MET:HE1 1.87 0.56
3:D0:85:HIS:HD2 7:1n:99:MET:HE1 1.71 0.56
3:E4:268:-MET:HE2 3:E4:378:1LE:HG22 1.88 0.56
2:1:260: VAL:HG12 2:1:262: THR:H 1.71 0.56
5:P:305:ARG:HE 5:P:308: TRP:HE1 1.53 0.56
7:g:158:'THR:HB 7:g:161:'TYR:HB2 1.87 0.56
4:A9:227:-HIS:HB3 5:P:312:ILE:HD13 1.88 0.56
4:C1:267:LEU:HB3 | 4:C1:299:MET:HE2 1.87 0.56
3:D0:204:LEU:HD13 | 3:D0:231:ILE:HD12 1.86 0.56
4:D5:139:LEU:HA 4:D5:145:SER:HB3 1.87 0.56
4:D7:113:ILE:HG12 4:D7:154:LYS:HZ1 1.70 0.56
3:E4:274:PRO:HD3 3:E4:291:ILE:HD11 1.87 0.56
4:E5:97:ALA:HA 4:E5:103:LYS:HE2 1.88 0.56
5:P:279:VAL:HA 5:P:282:ARG:HB2 1.87 0.56
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7:d:16:ARG:HE 7:d:17:LEU:HD12 1.71 0.56
7:3:65:GLN:HA 7:3:68:LEU:HD13 1.88 0.56
7:m:136:LEU:HA 7:m:141: THR:HG21 1.88 0.56
7:0:71:LYS:HE2 7:0:106:GLN:HB3 1.87 0.56
7:p:78:ALA:HB3 7:p:112:PHE:HE1 1.71 0.56
4:A1:232:ALA:HB2 4:A1:270:PHE:HB2 1.87 0.56
3:A2:408:-TYR:HB3 | 3:A2:413:MET:HE3 1.87 0.56
4:A3:153:SER:HA 4:A3:195:ASN:HD22 1.71 0.56
3:A4:317:LEU:HB3 3:A4:319:TYR:HE1 1.70 0.56
4:B1:276:ARG:HH21 | 5:0:315:LEU:HD22 1.71 0.56
3:B2:64:ARG:HH21 | 3:B2:128:ASN:HD21 1.53 0.56
4:D7:39:ASP:HA 7:q:90:PRO:HG3 1.88 0.56
3:E0:266:HIS:CE1 3:E0:267:PHE:CE1 2.94 0.56
3:E2:229:ARG:HH12 2:F:219:TYR:HE1 1.52 0.56
4:E9:398: TYR:HB3 | 4:E9:403:MET:HG3 1.88 0.56
7:2:61: THR:HG23 7:1:16:ARG:HH21 1.71 0.56
3:A0:282:TYR:HE2 3:A4:85:HIS:HB3 1.70 0.56
4:B7:135:ILE:HG21 4:B7:152:1ILE:HD11 1.88 0.56
3:C2:215:ARG:HH12 | 3:C2:299:ALA:HB1 1.70 0.56
4:C9:2:ARG:HB3 4:C9:131:GLN:HB2 1.87 0.56
3:D0:53:PHE:HB3 3:D0:61:HIS:HB3 1.88 0.56
3:D2:233:GLN:HG3 | 3:D2:272:TYR:HE2 1.71 0.56
7:n:112:PHE:HB2 7n:131:TRP:HE1 1.71 0.56
4:A1:118:ASP:HA 4:A1:121:ARG:HE 1.70 0.56
4:A3:54:ALA:HB3 4:A3:58:ARG:HB3 1.88 0.56
4:A5:325:GLU:HA 4:A5:328:GLU:HG3 1.88 0.56
4:A5:397:TRP:CZ3 3:A6:257:THR:HA 2.41 0.56
3:A8:258:ASN:HB3 3:A8:352:LYS:HG3 1.87 0.56
4:C1:100:ASN:HB3 4:C1:103:LYS:HG2 1.88 0.56
4:C3:164:MET:HB3 4:C3:197:ASP:H 1.69 0.56
4:C3:320:ARG:HH22 2:1:214:ALA:HA 1.70 0.56
4:D1:257:LEU:HA 4:D1:312:THR:HG21 1.88 0.56
3:D&:203:MET:HE1 3:D&8:267:PHE:HB3 1.88 0.56
3:E0:244:PHE:HA 5:R:558:ARG:HH12 1.71 0.56
3:E6:259:LEU:HD13 | 3:E6:268:MET:HE1 1.88 0.56
3:E8:114:ILE:HD12 | 3:E&:117:LEU:HD21 1.88 0.56
7:s:14:LYS:HD?2 7:5:47:LEU.HD22 1.88 0.56
4:A3:8:GLN:HG3 4:A3:65:LEU:HD13 1.87 0.55
4:B7:220:PRO:HD2 3:B&:326:LYS:HE2 1.87 0.55
4:C1:375:GLN:HB3 4:C1:379:LYS:HE3 1.87 0.55
3:C4:280:LYS:HE3 3:CR:88:HIS:HE1 1.71 0.55
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Atom-1 Atom-2 distance (A) overlap (A)
3:C4:338:LYS:HG2 | 3:C4:340:THR:HG22 1.89 0.55
4:D3:200:GLN:HB3 | 4:D3:268:1LE:HD11 1.87 0.55
4:F1:333:VAL:HA 4:F1:336:LYS:HG2 1.88 0.55
8:k:103:LYS:HA 8:k:106:ILE:HG22 1.88 0.55
4:A3:299:MET:HG3 4:A3:301:CYS:H 1.71 0.55
3:A4:296:PHE:HE1 | 3:A4:377:MET:HG3 1.71 0.55
4:A9:139:LEU:HA 4:A9:145:SER:HB3 1.87 0.55
4:B1:330:MET:HB3 | 4:B1:349:MET:HE3 1.88 0.55
3:B2:292: THR:HG21 | 3:B2:331:ALA:HB1 1.89 0.55
3:B6:70:LEU:HD12 3:B6:99:ALA:HB2 1.87 0.55
4:C5:293:MET:HG2 | 4:C5:367:PHE:HB2 1.88 0.55
3:C6:76:ASP:HA 3:C6:79:ARG:HB3 1.88 0.55
4:C7:45:GLU:HG2 4:C7:46:ARG:HG2 1.88 0.55
3:E8:211:ASP:HA 3:E8:214:ARG:HG2 1.87 0.55
4:E9:117:LEU:HA 4:E9:120:VAL:HG12 1.87 0.55
7:5:119:ARG:HH12 7:5:136:LEU:HB2 1.72 0.55
1:1:415:PRO:HA 3:B6:430:LYS:HG2 1.88 0.55
4:A5:273:LEU:H 4:A5:292:GLN:HE22 1.53 0.55
3:A8:138:PHE:HZ 3:A8:235:ILE:HD12 1.71 0.55
4:D3:68:LEU:HB3 4:D3:96:GLY:HA2 1.89 0.55
4:D3:171:PRO:HG2 | 4:D3:185:ALA:HB2 1.89 0.55
4:D7:178: THR:HG21 | 11:D7:501:GDP:H5’ 1.88 0.55
4:D9:253:LEU:HD21 | 4:D9:368:VAL:HG21 1.87 0.55
3:E4:102:ASN:HB2 | 4:E5:251:ARG:HH12 1.71 0.55
2:F:242:ASN:O 2:F:242:ASN:ND2 2.38 0.55
7:5:16:ARG:HE 7:s5:17:LEU:HD12 1.71 0.55
1:2:418:GLN:HA 1:2:421:LEU:HD13 1.87 0.55
3:D0:97:GLU:HA 4:D1:2:ARG:HH21 1.71 0.55
4:D9:7:VAL:HB 4:D9:135:1LE:HG13 1.89 0.55
4:D9:68:LEU:HB3 4:D9:96:GLY:HA2 1.88 0.55
4:E3:44:.LEU:HD12 4:E3:471ILE:HG13 1.88 0.55
4:E5:113:ILE:HG13 | 4:E5:150:LEU:HD23 1.88 0.55
3:E6:217:LEU:HD21 3:E6:367:ASP:HB3 1.88 0.55
7:a:88:LEU:HD21 7:a:185:ILE:HD13 1.88 0.55
4:A5:77:ARG:HA 4:A5:82:GLY:HA3 1.88 0.55
4:B7:10:GLY:HA2 4:B7:143: THR:HG23 1.89 0.55
4:C3:68:LEU:HA 4:C3:93:GLY:HA3 1.88 0.55
3:C4:82:THR:HA 8:k:59: THR:HG23 1.87 0.55
3:E4:97:GLU:HA 4:E5:2:ARG:HH21 1.71 0.55
4:F1:217:LEU:HB3 6:V:174:ARG:NH2 2.21 0.55
7:0:18:ASN:HD21 7:0:46:ASP:H 1.52 0.55
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4:A7:10:GLY:HA2 | 4:A7:143: THR:HG23 1.89 0.55
4:B1:289:LEU:HD22 | 4:B1:363:MET:HG3 1.88 0.55
3:B2:133:GLN:HE21 | 3:B2:252:VAL:HG22 1.72 0.55
3:B&:167:LEU:HG 3:B&:200:VAL:HB 1.89 0.55
3:B8:185: TYR:HE2 3:B8:404:PHE:HB2 1.70 0.55
4:B9:12:CYS:HB2 4:B9:138:SER:HB2 1.88 0.55
4:B9:183: TYR:HA 4:B9:385:PHE:HE2 1.71 0.55
4:B9:200:GLN:HB3 4:B9:266:PHE:HB2 1.88 0.55
3:C6:137:MET:HB3 3:C6:168:ASN:HA 1.88 0.55
3:D0:202:VAL:HG12 | 3:D0:268: MET:HB2 1.89 0.55
4:E5:178: THR:HA 3:E6:352:LYS:HZ3 1.72 0.55
4:E5:319:GLY:HA2 4:E5:357:PRO:HG3 1.88 0.55
7:¢:191:GLU:HG2 7:e:195:ALA:HB2 1.89 0.55
7:h:55:LEU:HB3 7:h:132:LEU:HD23 1.89 0.55
3:A4:57:GLY:HA2 5:R:253:ALA:HA 1.88 0.55
4:C5:221:THR:HG23 4:C5:223:GLY:H 1.72 0.55
4:C7:172:SER:HB2 4:C7:204:ASN:HB2 1.89 0.55
3:D2:30:ILE:HG22 3:D2:36:MET:HB3 1.89 0.55
4:D7:282:ARG:HH12 | 4:E1:86:ARG:HH21 1.53 0.55
4:E9:73:MET:HE1 4:E9:92:PHE:HA 1.88 0.55
7:¢:51:PRO:HD2 7:¢:140:LEU:HD11 1.87 0.55
7:x:79:ASP:HB2 7:x:115:LEU:HB2 1.88 0.55
4:B9:7:VAL:HB 4:B9:135:1LE:HG22 1.87 0.55
4:B9:182:PRO:HB2 4:B9:385:PHE:HD2 1.72 0.55
3:D4:239:THR:HG23 | 3:D4:243:ARG:HE 1.71 0.55
4:D5:51:TYR:HB3 4:D5:59:PHE:HB3 1.87 0.55
4:E3:139:LEU:HA 4:E3:145:SER:HB3 1.89 0.55
4:E5:397:-TRP:HZ3 | 3:E6:257: THR:HG22 1.71 0.55
7:a:97:ARG:HH21 7:¢:5:VAL:HG13 1.72 0.55
1:2:415:PRO:HA 3:B&:430:LYS:HD3 1.87 0.55
3:A8:137:MET:HG3 | 3:A8:154:LEU:HD11 1.88 0.55
4:C3:309:ARG:H 4:C3:372: THR:HG22 1.72 0.55
4:D5:325:GLU:HA 4:D5:328:GLU:HG3 1.88 0.55
4:E7:107.THR:HG21 | 4:E7:401:GLU:HB3 1.88 0.55
4:A7:64:1LE:HD12 | 4:A7:119:VAL:HG13 1.89 0.55
4:B7:138:SER:HA 4:B7:169:VAL:HG22 1.89 0.55
4:C5:171:PRO:HB3 4:Ch:181:GLU:HB3 1.89 0.55
4:D1:267:-LEU:HB3 4:D1:299:MET:HE2 1.88 0.55
4:D7:330:MET:HA | 4:D7:333:VAL:HG12 1.87 0.55
3:E0:88:HIS:HD1 3:E0:121:ARG:HH12 1.54 0.55
4:E3:132:GLY:HA2 | 4:E3:162:ARG:HG3 1.88 0.55
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4:E9:213:ARG:HH22 | 4:E9:297:LYS:HB3 1.72 0.55
7:h:149:ARG:HD2 7:h:164:ARG:HG2 1.88 0.55
3:B0:174:SER:HB2 3:B0:177:VAL:HB 1.87 0.54
3:C0:209:ILE:HG23 | 3:C0:230:LEU:HD22 1.89 0.54
3:D0:398:MET:HE2 | 4:D1:345:1LE:HG23 1.88 0.54
3:E4:8:HIS:HD2 3:E4:138:PHE:HB2 1.72 0.54
5:P:367:ALA:HB1 5:P:371:ARG:HH22 1.73 0.54
7:a:78:ALA:HB3 7:a:112:PHE:HE1 1.72 0.54
7:n:84:LYS:HB3 7:1n:168:PRO:HD3 1.89 0.54
3:A0:189:LEU:HD21 | 3:A0:418:PHE:HD1 1.71 0.54
3:A4:109:THR:HG23 | 3:A4:110:ILE:HG23 1.89 0.54
4:B5:117:LEU:HD22 4:B5:154:LYS:HZ2 1.72 0.54
3:C0:64:ARG:HG3 | 3:C0:125:LEU:HD23 1.89 0.54
3:C6:310:GLY:HA3 3:C6:383:ALA:HB2 1.88 0.54
4:C9:101: TRP:HE1 4:C9:188:SER:HB3 1.71 0.54
4:D1:320:ARG:HH22 2:K:214:ALA:HA 1.72 0.54
4:D9:276:ARG:HH21 5:0:551:GLU:HB3 1.71 0.54
3:E2:252:VAL:HA 3:E2:255:PHE:HD2 1.73 0.54
4:E5:49:VAL:HG11 4:E5:241:ARG:HG2 1.89 0.54
4:E9:215:LEU:HD11 | 4:E9:228:LEU:HD11 1.89 0.54
5:R:305:ARG:HB3 5:R:308:TRP:CE2 2.43 0.54
7:v:T:ALA:HB3 7:v:161: TYR:HE1 1.71 0.54
3:A6:82:THR:HA 7:b:98: THR:HB 1.90 0.54
4:B1:290: THR:HG21 | 4:B1:329:GLN:HB3 1.88 0.54
4:C1:86:ARG:NE 4:C1:87:PRO:HD2 2.22 0.54
4:C1:330:MET:HA | 4:C1:333:VAL:HG12 1.90 0.54
3:C6:219:ILE:HD12 | 3:C6:222:PRO:HG3 1.89 0.54
4:D7:382:SER:HB2 4:D7:415:MET:HE1 1.89 0.54
3:E4:417:GLU:HA 3:E4:420:GLU:HG3 1.89 0.54
4:E5:117:LEU:HA 4:E5:120:VAL:HG12 1.88 0.54
3:E8:53:PHE:HB3 3:E8:61:HIS:HB3 1.89 0.54
7:0:172:VAL:HG23 7:0:180:ALA:HB3 1.88 0.54
3:A4:74:VAL:HG13 3:A4:75:VAL:HG13 1.89 0.54
3:B4:272: TYR:HB3 | 3:B4:275:ILE:HD11 1.90 0.54
4:B7:199:VAL:HG23 4:B7:264:HIS:CE1 2.43 0.54
3:B&8:223: THR:HG22 4:B9:322:SER:HA 1.89 0.54
3:C4:392:ASP:HA 3:C4:422:ARG:HH22 1.72 0.54
4:D3:39:ASP:HA 7:0:90:PRO:HG3 1.89 0.54
3:D6:276:ILE:HD12 3:D6:280:LYS:O 2.07 0.54
3:D8&:149:LEU:HG 3:D&:153:LEU:HD13 1.88 0.54
6:W:125:ARG:HH12 | 6:W:126:LEU:HD23 1.71 0.54
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Atom-1 Atom-2 distance (A) overlap (A)
7:p:185:ILE:HG23 7:p:192:GLY:HA2 1.89 0.54
1:2:462:LEU:HD12 1:2:465:LYS:HD3 1.90 0.54
4:A9:11:GLN:HG2 5:P:306:ARG:HH12 1.72 0.54
3:B2:76:ASP:HA 3:B2:79:ARG:HG2 1.89 0.54
4:B9:375:GLN:HE21 | 4:B9:422:TYR:HB3 1.71 0.54
3:C2:105:ARG:HB3 | 3:C2:411:GLU:HG2 1.88 0.54
4:C3:330:MET:HA | 4:C3:333:VAL:HG22 1.89 0.54
4:D1:311:LEU:HD12 | 4:D1:342:VAL:HG11 1.90 0.54
4:FE1:382:SER:HB2 4:E1:415:MET:HE1 1.88 0.54
4:E5:139:LEU:HA 4:E5:145:SER:HB2 1.90 0.54
7:¢:79:ASP:HB3 7:¢:82:ASP:HB2 1.89 0.54
3:A8:394:LYS:HE3 4:A9:346:PRO:HB3 1.89 0.54
3:B0:234:VAL:HG21 | 3:B0:302:MET:HE1 1.90 0.54
3:B0:280:LYS:HG2 3:B4:88:HIS:HE1 1.73 0.54
3:B4:23:LEU:HG 3:B4:361: THR:HG21 1.90 0.54
4:C9:247:ASN:HD22 4:C9:247:ASN:C 2.15 0.54
3:D6:175:PRO:HB3 | 3:D6:390:ARG:HD3 1.90 0.54
7:d:49:LEU:H 7:d:65:GLN:HE22 1.56 0.54
3:A2:398:MET:HE2 | 4:A3:345:ILE:HG12 1.90 0.54
3:B4:215:ARG:HH12 | 3:B4:299:ALA:HB1 1.72 0.54
4:B7:215:LEU:HD21 | 4:B7:273:LEU:HB3 1.90 0.54
4:C1:236:VAL:HG13 | 4:C1:237:THR:HG23 1.88 0.54
4:D7:278:SER:HA 4:D7:281:TYR:HD1 1.73 0.54
3:E0:259:LEU:HD21 | 3:E0:316:CYS:HB2 1.88 0.54
4:E1:309:ARG:H 4:E1:372: THR:HG22 1.72 0.54
4:E9:6:HIS:CG 4:E9:8:GLN:HE22 2.26 0.54
4:E9:49:VAL:HG21 4:E9:241:ARG:HB3 1.90 0.54
2:K:223:PRO:HB3 7:p:178:ARG:HH22 1.72 0.54
7:1:127:ALA:HB1 7:t:157:PRO:HG3 1.89 0.54
7:x:169:SER:HA 7:x:185:1ILE:HD11 1.90 0.54
7:x:172:VAL:HG13 7:x:180:ALA:HB3 1.90 0.54
3:A0:210:TYR:HB3 | 3:A0:214:ARG:HH12 1.72 0.54
4:A3:173:PRO:HD2 | 4:A3:205:GLU:HG2 1.89 0.54
4:A5:313:ALA:HB3 | 4:A5:349:MET:HG3 1.90 0.54
4:A7:392:LYS:HE2 4:A7:395:LEU:HG 1.90 0.54
4:B7:66:MET:HE2 4:B7:116:VAL:HG21 1.89 0.54
4:C1:213:ARG:NH2 4:C1:297:LYS:HG3 2.21 0.54
4:C5:230:SER:HA 4:C5:233:MET:HB3 1.89 0.54
4:D7:248:SER:HA 4:D7:252:LYS:HG3 1.88 0.54
4:E3:35: THR:HG22 7:t:83:PRO:HG3 1.89 0.54
3:E6:316:CYS:HA 3:E6:352:LYS:HB2 1.90 0.54
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Atom-1 Atom-2 distance (A) overlap (A)
3:A6:205:ASP:HB2 3:A6:303:ALA:HA 1.90 0.54
3:A6:222:PRO:HD?2 4:A7:324:LYS:HE2 1.88 0.54
4:A7:230:SER:HA 4:A7:233:MET:HB3 1.90 0.54
4:B1:70:PRO:HA 4:B1:73:-MET:HE2 1.89 0.54
4:B5:330:MET:-HE3 | 4:B5:349:MET:HB3 1.90 0.54
3:B&:191:THR:HA 3:B8&:194:LEU:HG 1.90 0.54
3:C6:247:ALA:HB1 5:P:458:ARG:HG2 1.89 0.54
3:C8:396:ASP:HA 3:C8:399:TYR:HB3 1.89 0.54
4:D9:51:TYR:HB3 4:D9:59:PHE:HB3 1.90 0.54
3:E0:310:GLY:HA3 3:E0:383:ALA:HB2 1.88 0.54
3:E2:310:GLY:HA3 3:E2:383:ALA:HB2 1.89 0.54
4:E3:66:MET:HE3 4:E3:147-MET:HG3 1.90 0.54
7:0:68:LEU:HD22 7:0:109:GLU:HG2 1.90 0.54
2:B:222:LYS:HE2 3:D4:364:PRO:HD2 1.90 0.54
4:C1:68:LEU:HB3 4:C1:96:GLY:HA2 1.89 0.54
4:C7:10:GLY:HA2 4:C7:143: THR:HG23 1.89 0.54
4:C9:397:TRP:HZ2 | 3:D0:260:VAL:HG23 1.73 0.54
4:D1:152:ILE:HG22 4:D1:195:ASN:HB3 1.90 0.54
4:D7:49:VAL:HG21 | 4:D7:241:ARG:HG3 1.90 0.54
3:D&:36:MET:HE3 3:D8&:37:PRO:HD2 1.90 0.54
3:E6:406:HIS:HA 3:E6:409:VAL:HG12 1.90 0.54
3:E8:97:GLU:HA 4:E9:2:ARG:HH12 1.72 0.54
6:V:96:ARG:HH22 6:V:99:LYS:HB3 1.72 0.54
7:¢:99:MET:HE3 7:¢:107:LYS:HE3 1.89 0.54
7:1:14:LYS:HD2 7:1:47:LEU:HD22 1.88 0.54
8:k:160:ARG:HA 8:k:163:LYS:HE2 1.88 0.54
2:A:215:TYR:HE2 3:A6:81:GLY:HA3 1.73 0.53
3:A2:119:LEU:HD11 | 3:A2:156:ARG:HB3 1.90 0.53
4:A3:7:-VAL:HB 4:A3:135:1ILE:HG22 1.89 0.53
3:A4:276:ILE:HB 3:A4:280:LYS:HB2 1.89 0.53
3:B&:192:HIS:HD1 3:B&:192:HIS:C 2.16 0.53
4:C3:86:ARG:HH21 4:C3:87:PRO:HG2 1.73 0.53
3:C8:147:SER:HB2 3:C8:190:SER:HB3 1.89 0.53
4:D3:75:SER:HA 5:P:508: TYR:HE1 1.73 0.53
4:E1:152:1ILE:HG23 | 4:E1:164:MET:HE2 1.90 0.53
2:F:242:ASN:C 2:F:242:ASN:HD22 2.12 0.53
4:A5:262:ARG:HH22 | 4:A5:417:ASP:HB3 1.74 0.53
4:B5:286:VAL:HA 4:B5:289:LEU:HB2 1.89 0.53
3:C0:278:ALA:HA 3:C0:369:ALA:HB2 1.90 0.53
4:C9:139:LEU:HD13 | 4:C9:168:SER:HB2 1.89 0.53
3:E0:191: THR:HA 3:E0:194:LEU:HG 1.89 0.53
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Atom-1 Atom-2 distance (A) overlap (A)
4:E1:265:PHE:HB3 4:E1:374:.1LE:HD13 1.90 0.53
4:E7:311:LEU:HD12 | 4:E7:342:VAL:HG11 1.90 0.53
7:u:170:VAL:HG23 7u:183:LEU:HB2 1.90 0.53
4:A3:91:VAL:HG21 | 4:A3:116:VAL:HG12 1.91 0.53
4:A5:86:ARG:HE 4:A5:87:PRO:HD2 1.73 0.53
4:A5:107:THR:HG21 | 4:A5:401:GLU:HB2 1.91 0.53
3:D2:311:LYS:H 3:D2:382: THR:HG22 1.74 0.53
3:D6:324:VAL:HG12 3:D6:326:LYS:H 1.73 0.53
3:E2:81:GLY:HA2 2:F:216:ARG:HE 1.74 0.53
6:V:90: TRP:HA 6:V:93:ARG:HD2 1.89 0.53
8:1:58:LYS:NZ 7n:6:PHE:HB3 2.23 0.53
7:v:78:ALA:HB3 7:v:112:PHE:HE1 1.73 0.53
3:A6:191: THR:HA 3:A6:194:LEU:HB3 1.89 0.53
4:A7:236:VAL:HA 4:A7:316:MET:HE1 1.90 0.53
4:A7:240:LEU:HD22 | 4:A7:250:LEU:HD13 1.89 0.53
4:B5:136: THR:HG22 | 4:B5:167:PHE:HB2 1.91 0.53
4:B9:281:TYR:HB2 4:C3:86:ARG:NH1 2.24 0.53
4:D7:222:TYR:CE2 3:D8&:325:PRO:HG2 2.44 0.53
4:D7:309:ARG:HH21 | 4:D7:342:VAL:HA 1.73 0.53
3:D8:187:SER:HB2 3:D&:391:MET:HE2 1.90 0.53
3:D&:223: THR:HG23 3:D8&:225: THR:H 1.73 0.53
3:E0:53:PHE:HB3 3:E0:61:HIS:HB3 1.91 0.53
3:E4:398: MET:HE1 4:E5:346:PRO:HD2 1.89 0.53
4:E5:12:CYS:HB2 4:E5:138:SER:HB2 1.91 0.53
3:E&:398:MET:HE1 4:E9:345:1LE:HA 1.89 0.53
4:E9:7:VAL:HB 4:E9:135:1ILE:HG22 1.91 0.53
6:W:170:GLU:HG3 6:W:171:ASP:H 1.72 0.53
7:u:105:ASN:HD21 7:w:39:PRO:HD2 1.73 0.53
7:v:184:PRO:HB2 7:v:189:LEU:HB2 1.89 0.53
7:x:4:PRO:HG3 7:x:179:GLU:H 1.73 0.53
1:2:487:ARG:HG3 1:2:491:LEU:HD13 1.90 0.53
4:A5:281:TYR:HA 4:A9:60:VAL:HG11 1.90 0.53
3:A6:19:ALA:HA 3:A6:22:GLU:HG2 1.90 0.53
4:A7:193:VAL:HG21 | 4:A7:418:LEU:HD21 1.91 0.53
3:B8:88:HIS:HB3 3:B8:91:GLN:HG3 1.90 0.53
3:C4:31:GLN:HE21 8:k:64:GLY:HA2 1.74 0.53
3:D8:119:LEU:HA 3:D8&:122:1LE:HG22 1.89 0.53
7:¢c:68:LEU:HD23 7:c:73:VAL:HG21 1.91 0.53
4:B1:10:GLY:HA2 4:B1:143: THR:HG23 1.89 0.53
3:B2:213:CYS:HB3 3:B2:222:PRO:HG2 1.90 0.53
3:B8:202:VAL:HA 3:B&:268:MET:HB3 1.90 0.53
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4:D3:10:GLY:HA2 | 4:D3:143: THR:HG23 1.91 0.53
3:D6:212:1LE:HG22 | 3:D6:275:1LE:HD11 1.90 0.53
3:D&:191: THR:HA 3:D8&:194:LEU:HB3 1.91 0.53
3:E4:64:ARG:HB2 3:E4:125:LEU:HD21 1.91 0.53
3:E8:288:VAL:HG11 | 3:E8:328:VAL:HG12 1.90 0.53
3:F0:135:PHE:HZ 3:F0:161:TYR:HD2 1.55 0.53
4:F1:133:PHE:HZ 4:F1:159:TYR:HD2 1.56 0.53
7:r:75:LEU:HD13 7:r:111:ILE:HG23 1.90 0.53
7:t:185:1ILE:HD13 7:4:195:ALA:HB3 1.90 0.53
3:A2:311:LYS:HE2 3:A2:344:VAL:HG12 1.91 0.53
3:C0:401:LYS:HZ1 4:C1:344: TRP:CG 2.27 0.53
4:C1:173:PRO:HA | 4:C1:380:ARG:HH12 1.74 0.53
4:C5:220:PRO:HG2 3:C6:326:LYS:HE2 1.91 0.53
4:D7:215:LEU:HD22 5:P:548:PRO:HD3 1.91 0.53
4:E9:199:VAL:HG23 4:E9:264:HIS:HE1 1.74 0.53
7:1:75:LEU:HD23 7:1:111:1LE:HB 1.89 0.53
7:v:14:LYS:HE2 7.v:47.-LEU:HD23 1.90 0.53
7:w:14:LYS:HD3 7w:47:LEU:HB3 1.90 0.53
3:A4:90:GLU:HG2 | 3:A4:121:ARG:HH12 1.73 0.53
3:A6:64:ARG:HG2 | 3:A6:125:LEU:HD22 1.91 0.53
3:B8:9:VAL:HG12 3:B&:146:GLY:HA2 1.91 0.53
3:E0:88:HIS:HD2 3:E0:89:PRO:HD2 1.74 0.53
4:F1:293:MET:HE2 4:F1:367:PHE:HB2 1.90 0.53
3:A0:270:SER:HB3 3:A0:302:MET:HE2 1.89 0.53
3:C4:104:ALA:HB2 | 3:C4:413:MET:HG2 1.91 0.53
3:CR:81:GLY:HA3 2:K: 247 TYR:HE2 1.72 0.53
3:D8:212:ILE:HG23 | 3:D8&:216:ASN:HD22 1.74 0.53
4:E9:113:ILE:HD11 | 4:E9:150:LEU:HD13 1.90 0.53
4:F1:49:VAL:HG11 4:F1:241:ARG:HB3 1.89 0.53
7w:112:PHE:HD2 7-w:131: TRP:HE1 1.55 0.53
4:AT7:2:ARG:HH21 4:A7:240:LEU:HD12 1.73 0.53
4:B3:99:ASN:HD22 | 4:B3:178: THR:HG23 1.74 0.53
4:B7:135:ILE:HD13 4:B7:152:1ILE:HD11 1.91 0.53
3:B8:221:ARG:HH12 7:3:190:GLU:HB2 1.74 0.53
4:C1:216:LYS:HB2 4:C1:275:SER:HB2 1.91 0.53
3:C2:398:MET:HE1 | 4:C3:345:1ILE:HG23 1.91 0.53
4:C5:249:ASP:H 4:C5:252:LYS:HB3 1.74 0.53
4:C9:150:LEU:HG 4:C9:154:LYS:HZ2 1.73 0.53
7:x:75:LEU:HD23 7:x:173:ILE:HG21 1.91 0.53
4:A9:100:ASN:HB2 4:A9:103:LYS:HG2 1.91 0.52
4:B3:8:GLN:HE22 4:B3:17:GLY:HA3 1.74 0.52
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Atom-1 Atom-2 distance (A) overlap (A)
4:B5:309:ARG:H 4:B5:372: THR:HG22 1.73 0.52
3:B8:76:ASP:HA 3:B&:79:ARG:HD2 1.89 0.52
3:BR&:207:GLU:HA 3:B8:210: TYR:HB2 1.91 0.52
3:C6:84:ARG:HH?21 8:1:60: THR:HG23 1.74 0.52
3:C6:286:LEU:HB3 3:C6:291:ILE:HD11 1.90 0.52
4:C9:219:THR:HA 3:D0:326:LYS:NZ 2.24 0.52
4:D3:91:VAL:HG21 | 4:D3:116:VAL:HG22 1.91 0.52
4:D7:171:PRO:HG2 | 4:D7:185:ALA:HB2 1.90 0.52
4:D9:153:SER:HA 4:D9:195:ASN:HD21 1.72 0.52
3:E0:64:ARG:HG3 3:E0:125:LEU:HD21 1.91 0.52
4:E1:169:VAL:HG12 4:E1:202:1LE:HB 1.91 0.52
4:E5:281:TYR:HD2 4:E9:87:PRO:HD3 1.73 0.52
7m:14:LYS:HG2 7n:45:MET:-HE2 1.91 0.52
7:0:185:1LE:HG23 7:0:192:GLY:HA2 1.90 0.52
7:x:151:MET:HE3 7:x:154:TYR:HA 1.90 0.52
4:A1:68:LEU:HA 4:A1:93:GLY:HA3 1.90 0.52
4:B9:198:GLU:HA 4:B9:264:HIS:HB2 1.92 0.52
3:D6:402:ARG:HE 3:D6:405:VAL:HG11 1.74 0.52
3:E0:173:PRO:HG2 | 3:E0:391:MET:HE1 1.91 0.52
7:m:78:ALA:HB3 7m:112:PHE:HE1 1.73 0.52
7:0:63:ILE:HB 7:0:67:HIS:CD2 2.44 0.52
4:A5:23:VAL:HG11 4:A5:230:SER:HB3 1.90 0.52
4:A9:303:SER:HB3 4:A9:377:-MET:HB2 1.92 0.52
3:C0:11:GLN:HE22 3:C0:74:VAL:HG21 1.73 0.52
4:C1:39:ASP:HA 7:1:90:PRO:HG3 1.92 0.52
4:D3:396:HIS:CD2 3:D4:263:PRO:HD3 2.44 0.52
3:D4:252:VAL:HA 3:D4:255:PHE:HD2 1.74 0.52
4:E9:97:ALA:HB3 4:E9:143: THR:HB 1.91 0.52
3:F0:66:VAL:HA 3:F0:91:GLN:HB2 1.91 0.52
7:1:4:PRO:HG3 7:1:179:GLU:H 1.74 0.52
7:0:78:ALA:HB3 7:0:112:PHE:HE1 1.74 0.52
7:1:114:SER:HB3 7:r:136:LEU:HD13 1.91 0.52
7:x:11:ASN:HA 7:x:14:LYS:HB2 1.91 0.52
3:A2:298:PRO:HA 3:A2:301:MET:HE2 1.90 0.52
3:A6:296:PHE:HE1 | 3:A6:377:MET:HG3 1.75 0.52
4:C1:133:PHE:HD2 | 4:C1:164:MET:HE1 1.74 0.52
4:D1:51:TYR:HB3 4:D1:59:PHE:HB3 1.91 0.52
4:E3:2:ARG:HB3 4:E3:131:GLN:HB2 1.92 0.52
7:b:172:VAL:HG22 7:b:204: THR:HG21 1.92 0.52
7:4:53:GLY:HA2 7:t:62:VAL:HG21 1.90 0.52
3:D6:137:-MET:HE3 | 3:D6:168:ASN:HB2 1.91 0.52
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3:D6:298:PRO:HB3 | 3:D6:307:PRO:HD2 1.92 0.52
3:D6:372:MET:HG2 | 3:D6:373:ARG:HG2 1.91 0.52
3:D&:277:SER:O 3:D&:281:ALA:N 2.42 0.52
4:E1:12:CYS:HB2 4:E1:138:SER:HB2 1.91 0.52
4:E9:246:LEU:H 4:E9:353:VAL:HB 1.75 0.52
4:F1:228:LEU:HD23 | 4:F1:300:MET:HE2 1.92 0.52
7:¢:50:PHE:HB2 7:¢:65:GLN:HG3 1.92 0.52
7:8:194:ARG:O 7:8:197:LEU:HB2 2.09 0.52
3:A4:19:ALA:HA 3:A4:22:GLU:HG2 1.91 0.52
4:A9:222:TYR:HD2 5:P:306:ARG:HE 1.57 0.52
4:B3:97:ALA:HB3 4:B3:143:THR:HB 1.92 0.52
4:B3:207:LEU:HB3 | 4:B3:225:LEU:HD22 1.91 0.52
4:B9:51:TYR:HB3 4:B9:59:PHE:HB3 1.91 0.52
3:C0O:7:ILE:HG21 3:C0:153:LEU:HD21 1.91 0.52
3:C4:104:ALA:HA 3:C4:413:MET:HE3 1.90 0.52
3:D0:237:SER:HA 3:D0:320:ARG:HH11 1.74 0.52
4:D7:391:ARG:HD3 | 3:D8:346:TRP:HB3 1.90 0.52
3:D&:195:LEU:HD12 | 3:D&:428:LEU:HD22 1.92 0.52
7:a:92:LEU:HD22 7:a:196:LEU:HD11 1.91 0.52
3:A4:296:PHE:HD2 | 3:A4:335:ILE:HG12 1.74 0.52
4:A9:317:PHE:HE1 | 4:A9:330:MET:HE1 1.74 0.52
3:B&:84:ARG:HH21 7:h:197:LEU:HD21 1.74 0.52
3:B&:112:LYS:HA 3:B&:115:VAL:HG12 1.90 0.52
4:C5:337:ASN:HB3 4:C5:340:TYR:HB2 1.92 0.52
3:CR:310:GLY:HA3 3:C8:383:ALA:HB2 1.91 0.52
3:D2:272:TYR:HE1 3:D2:374:ALA:HB1 1.74 0.52
4:D5:68:LEU:HA 4:D5:93:GLY:HA3 1.91 0.52
7:b:92:LEU:HD22 7:b:196:LEU:HD11 1.91 0.52
7:n:55:LEU:HB3 7:n:132:LEU:HD12 1.91 0.52
4:C9:173:PRO:HG3 4:C9:380:ARG:CZ 2.39 0.52
4:D1:117.LEU:HA 4:D1:120:VAL:HG12 1.91 0.52
4:D7:100:ASN:HB3 4:D7:103:LYS:HG2 1.91 0.52
3:E0:205:ASP:HB2 3:E0:303:ALA:HA 1.91 0.52
3:E6:30:1ILE:HG22 3:E6:36:MET:HB3 1.92 0.52
7:1:84:LYS:HB3 7:1:168:PRO:HD3 1.91 0.52
8:1:76:LEU:HD21 &:1:106:ILE:HG21 1.90 0.52
7:1:172: VAL:HG23 7:1:180:ALA:HB3 1.91 0.52
4:A3:233:MET:HA | 4:A3:236:VAL:HG12 1.90 0.52
4:A5:40:SER:HB3 4:A5:43:GLN:HG3 1.90 0.52
4:A5:220:PRO:HD2 3:A6:326:LYS:HZ2 1.75 0.52
3:A8:210:TYR:HB3 | 3:A8:214:ARG:HH21 1.74 0.52
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4:A9:66:MET:HG3 4:A9:147:-MET:HE1 1.91 0.52
4:B7:133:PHE:HB2 | 4:B7:164:MET:HE1 1.91 0.52
3:C0:9:VAL:HG13 3:C0:68:LEU:HD22 1.92 0.52
3:C0:267:PHE:HE2 | 3:C0:428:LEU:HD11 1.75 0.52
4:C1:272:PRO:HG3 | 4:C1:284:LEU:HD11 1.91 0.52
3:D0:392:ASP:HA | 3:D0:422:ARG:HH12 1.75 0.52
3:E0:168:ASN:HD22 | 3:E0:198: THR:HG21 1.75 0.52
3:E6:96:LYS:HG2 3:E6:97:GLU:HG3 1.91 0.52
7:c:48:1LE:HD12 7:¢:65:GLN:HE22 1.74 0.52
7:h:184:PRO:HG3 7:h:189:LEU:HD12 1.91 0.52
7:3:184:PRO:HB2 7:3:189:LEU:HB2 1.92 0.52
4:C9:377:-MET:HE3 | 4:C9:380:ARG:HH22 1.75 0.52
4:D3:7:VAL:HG13 4:D3:66:MET:HE1 1.92 0.52
4:D7:2:ARG:HB2 4:D7:131:GLN:HB2 1.92 0.52
4:E3:187:LEU:HA 4:E3:190:HIS:CE1 2.45 0.52
7:d:14:LYS:HB2 7:d:47:LEU:HD13 1.90 0.52
7:e:38:LEU:HD12 7:¢:39:PRO:HA 1.92 0.52
7:j:126:ARG:NH1 7:3:133:SER:HB3 2.24 0.52
8:k:67:ALA:HB3 7:m:39:PRO:HG3 1.92 0.52
8:1:14:LYS:HE3 8:1:21:TYR:HA 1.91 0.52
4:A3:30:ILE:HD11 4:A3:47:1LE:HD11 1.93 0.51
4:B5:164:MET:HB3 4:B5:197:ASP:H 1.75 0.51
3:B&:116:ASP:HA 3:B8:156:ARG:HH12 1.75 0.51
4:C1:49:VAL:HG11 4:C1:241:ARG:HG2 1.92 0.51
4:C9:202:ILE:HD11 4:C9:268:ILE:HD12 1.91 0.51
4:D1:303:SER:HA 4:D1:377:-MET:HE3 1.92 0.51
3:D6:75:VAL:HG22 | 3:D6:79:ARG:HH21 1.74 0.51
3:E0:405:VAL:HG13 | 3:E0:418:PHE:HE2 1.74 0.51
3:E6:234:VAL:HG21 | 3:E6:302:MET:HE1 1.92 0.51
3:E8:271:SER:HB3 3:E8:377:MET:HB3 1.91 0.51
4:E9:337:ASN:HB3 4:E9:340: TYR:HB2 1.93 0.51
5:R:243:PRO:HG2 7:a:178:ARG:HH11 1.75 0.51
7:b:164:ARG:NH1 7:b:166:GLY:H 2.07 0.51
7:h:63:ILE:HG21 7:h:132:LEU:HD21 1.91 0.51
7:p:115:LEU:HD21 7:p:145:LYS:HE3 1.92 0.51
4:A5:132:GLY:HA3 4:A5:163:1LE:HG22 1.91 0.51
3:B4:195:LEU:HD13 | 3:B4:264:ARG:HH21 1.75 0.51
3:B6:9:VAL:HG12 3:B6:146:GLY:HA2 1.92 0.51
3:D2:292:THR:HG21 | 3:D2:331:ALA:HB1 1.91 0.51
4:D9:321:MET:HE1 | 4:D9:326:VAL:HG22 1.92 0.51
3:E8:325:PRO:HA 3:E8:328:VAL:HG22 1.92 0.51
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3:A4:179:-THR:H 4:A5:347:ASN:HD21 1.58 0.51
3:A8:338:LYS:HG3 | 3:A8:340: THR:HG22 1.92 0.51
4:B1:318:ARG:HE 4:B1:358:PRO:HD3 1.75 0.51
3:B2:71:GLU:HG3 3:B2:73: THR:HG22 1.92 0.51
3:B6:258:ASN:HB3 3:B6:352:LYS:HG3 1.92 0.51
4:C1:258:ILE:HD12 4:C1:261:PRO:HA 1.93 0.51
3:CR:12:ALA:HB3 3:CR:140:ALA:HB2 1.92 0.51
4:E7:3:GLU:HA 4:E7:49:VAL:HA 1.93 0.51
7:-h:78:ALA:HB3 7:h:112:PHE:HE1 1.75 0.51
4:A9:153:SER:HB2 | 4:A9:191:GLN:HE22 1.75 0.51
4:B9:240:LEU:HD11 4:B9:249:ASP:HA 1.92 0.51
4:C5:91:VAL:HB 4:Ch:112:LEU:HD11 1.92 0.51
4:D3:407:GLU:HA 4:D3:410:GLU:HB3 1.91 0.51
3:D8:73: THR:HG23 | 4:D9:247:ASN:HD22 1.76 0.51
2:E:222:LYS:HD2 2:E:223:PRO:HD2 1.92 0.51
4:F1:16:1LE:HD11 4:F1:229:VAL:HG11 1.93 0.51
7:v:140:LEU:HA 7:v:143:1ILE:HG22 1.93 0.51
7:w:146:ARG:HH12 7:w:156:VAL:HG21 1.75 0.51
3:A6:210:TYR:HE1 | 3:A6:227:LEU:HD11 1.74 0.51
4:A7:117:LEU:HD11 | 4:A7:154:LYS:HD2 1.91 0.51
3:D2:223: THR:HG23 3:D2:225:THR:H 1.76 0.51
3:D8:249:ASN:HD21 | 5:P:532:ARG:HH22 1.58 0.51
4:E3:315:ALA:HB3 4:E3:330:MET:HE1 1.92 0.51
4:E5:65:LEU:HD11 4:E5:76:VAL:HG11 1.92 0.51
4:E7:167:PHE:CE2 4:E7:233:MET:HG3 2.45 0.51
4:E9:60:VAL:HG11 4:E9:86:ARG:HG3 1.92 0.51
7:t:99:-MET:CE 7:t:201: TRP:HB3 2.41 0.51
4:B3:208:TYR:HE1 | 4:B3:225:LEU:HD11 1.76 0.51
3:C6:259:LEU:HD11 | 3:C6:316:CYS:HB2 1.92 0.51
3:D2:27:GLU:HG3 | 3:D2:243:ARG:HH12 1.74 0.51
3:D&:238:LEU:HD12 | 3:D&:318:MET:HE1 1.92 0.51
4:F1:209:ASP:HB3 4:F1:213:ARG:NH2 2.25 0.51
7:b:68:LEU:HA 7:b:71:LYS:HE2 1.93 0.51
1:2:390: THR:HB 1:2:393:ASP:HB2 1.93 0.51
3:A6:285:GLN:HE22 | 3:A6:287:SER:HB3 1.76 0.51
4:A9:36:TYR:HB3 7:¢:86:ALA:HB1 1.91 0.51
4:B5:372: THR:HG21 | 4:B5:426:GLN:HB3 1.92 0.51
4:C1:217:LEU:HD11 | 4:C1:220:PRO:HB3 1.92 0.51
3:C4:88:HIS:HB3 3:C4:91:GLN:OE1 2.11 0.51
4:C9:198:GLU:HA 4:C9:264:HIS:HB2 1.92 0.51
3:D0:207:GLU:HA 3:D0:210:TYR:CD2 2.46 0.51
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3:D2:320:ARG:HH21 | 3:D2:360:PRO:HA 1.76 0.51
3:E4:71:GLU:HG3 3:E4:73: THR:HG22 1.92 0.51
3:A4:3:GLU:HA 3:A4:51:THR:HA 1.93 0.51
3:A4:209:ILE:HA 3:A4:212:1ILE:HG12 1.93 0.51
4:A9:28:HIS:HE1 4:A9:241:ARG:HH11 1.58 0.51
3:D6:183:GLU:HA | 3:D6:186:ASN:HD22 1.76 0.51
7:e:84:LYS:HB3 7:¢:168:PRO:HD3 1.93 0.51
4:A3:246:LEU:HD23 4:A3:352:SER:HA 1.93 0.51
4:A5:207:LEU:HB3 | 4:A5:225:LEU:HD22 1.92 0.51
3:A6:178:SER:H 4:A7:347:ASN:ND2 2.08 0.51
4:A7:139:LEU:HG 4:A7:168:SER:HB3 1.92 0.51
4:A9:7:-VAL:HB 4:A9:135:ILE:HG13 1.92 0.51
3:B0:261:PRO:HD3 3:B0:313:MET:HE2 1.92 0.51
4:B7:376:GLU:HA 4:B7:379:LYS:HG2 1.92 0.51
3:C4:286:LEU:HB3 3:C4:291:1ILE:HD11 1.93 0.51
3:C8:210: TYR:CE1 4:C9:324:LYS:HG3 2.46 0.51
4:D7:282:ARG:HH22 | 4:E1:86:ARG:HH21 1.58 0.51
3:D8&:265:ILE:HG22 | 3:D8:380:ASN:HD21 1.76 0.51
3:D&:407:- TRP:HZ2 4:D9:258:1LE:HB 1.76 0.51
4:D9:113:1ILE:HA 4:D9:116:VAL:HG12 1.93 0.51
4:E5:284:LEU:HD11 4:E5:362:LYS:HB2 1.93 0.51
4:E7:39:ASP:HA 7:v:90:PRO:HG3 1.93 0.51
4:F1:20:PHE:HA 4:F1:23:VAL:HG12 1.92 0.51
7:v:136:LEU:HD12 7:v:141: THR:HG21 1.92 0.51
3:A0:324:VAL:HG13 5:R:257:ILE:HD13 1.91 0.51
3:B0:329:ASN:HA 3:B0:332:VAL:HG12 1.92 0.51
3:B2:137:MET:HE3 3:B2:168:ASN:HB2 1.92 0.51
4:B3:51:TYR:HB3 4:B3:59:PHE:HB3 1.93 0.51
4:B3:207:LEU:HA 4:B3:210:ILE:HG12 1.93 0.51
4:B9:66:-MET:HG2 4:B9:147:-MET:HE1 1.91 0.51
3:D2:3:GLU:HA 3:D2:51: THR:HA 1.93 0.51
3:D4:72:PRO:HA 3:D4:75:VAL:HG12 1.93 0.51
4:E1:337:ASN:HB3 4:E1:340:TYR:HB2 1.93 0.51
6:V:63:ILE:HG13 7:b:157:PRO:HA 1.93 0.51
8:k:36:LEU:HD23 8:k:72:ILE:HB 1.93 0.51
1:2:400:GLU:HA 1:2:403:LEU:HD23 1.93 0.50
3:A0:9:VAL:HG22 3:A0:68:LEU:HD22 1.93 0.50
4:A5:284:LEU:HG 4:A5:363:MET:HE2 1.93 0.50
3:A6:137:MET:HB3 3:A6:168:ASN:HA 1.93 0.50
4:B3:248:SER:HB2 4:B3:252:LYS:HG2 1.92 0.50
4:B7:221: THR:HG23 4:B7:223:GLY:H 1.75 0.50
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3:C6:66:VAL:HG23 3:C6:91:GLN:HB2 1.92 0.50
3:C8:377:MET:HE2 3:C8:379:SER:HB3 1.93 0.50
3:D&:277:SER:O 3:D8&:278:ALA:C 2.54 0.50
3:E6:177:VAL:HB 3:E6:207:GLU:HG2 1.93 0.50
3:F0:85:HIS:HE1 7:x:98: THR:HB 1.76 0.50
1:2:431:LEU:HD23 1:2:434:ARG:HH12 1.76 0.50
3:A0:81:GLY:HA3 6:W:81:TYR:HE1 1.76 0.50
3:A2:277:SER:HB2 3:A2:280:LYS:HG2 1.93 0.50
4:A3:383:ASP:HA 4:A3:386:THR:HG22 1.92 0.50
4:B5:334:GLN:HA 4:B5:341:PHE:HE2 1.76 0.50
3:B8:195:LEU:HD11 | 3:B&:428:LEU:HD12 1.93 0.50
3:B&:271:SER:HB3 3:B&:377:MET:HB3 1.93 0.50
4:C1:177:ASP:HB2 3:C2:352:LYS:HA 1.92 0.50
3:C2:166:LYS:HD2 3:C2:198: THR:HA 1.92 0.50
3:C2:175:PRO:HB3 | 3:C2:390:ARG:HD2 1.94 0.50
3:C6:119:LEU:HD13 | 3:C6:122:ILE:HD11 1.93 0.50
3:C8:259:LEU:HD11 | 3:C8:316:CYS:HB2 1.93 0.50
4:E1:111:GLU:HG2 | 4:E1:112:LEU:HD12 1.93 0.50
3:E8:9:VAL:HG12 3:E8:146:GLY:HA2 1.93 0.50
4:E9:219:THR:HA 3:F0:326:LYS:HD2 1.93 0.50
7:c:112:PHE:HB2 7:c:131:TRP:HE1 1.76 0.50
7:2:149:ARG:NH2 7:2:162:GLY:H 2.09 0.50
7:3:96:TYR:HA 7:3:108:ILE:HD11 1.93 0.50
7m:175:SER:H 7n:178:ARG:NH2 2.09 0.50
7:3:97:ARG:HH22 7:u:160:GLY:HA3 1.75 0.50
7:x:142:GLU:HA 7:x:145:LYS:HG2 1.92 0.50
3:A0:174:SER:HB2 3:A0:304:LYS:HZ2 1.76 0.50
3:A6:220:GLU:HG3 | 3:A6:221:ARG:HD3 1.94 0.50
4:A9:190:HIS:HB2 4:A9:414:ASN:HB3 1.93 0.50
3:B0:205:ASP:HB2 3:B0:303:ALA:HA 1.92 0.50
3:B4:363:VAL:HG23 | 3:B4:366:GLY:HA3 1.93 0.50
3:B6:75:VAL:HG21 3:B6:94:SER:HB2 1.94 0.50
3:B&:187:SER:HB2 3:B8:391:MET:HE1 1.92 0.50
3:D0:178:SER:HB2 4:D1:347:ASN:ND2 2.25 0.50
4:D7:91:VAL:HG21 | 4:D7:116:VAL:HG22 1.93 0.50
4:E1:229:VAL:HA 4:E1:300:MET:HE1 1.92 0.50
7:c:14:LYS:HD2 7.c:47:-LEU:HD13 1.92 0.50
7:c:114:SER:HB3 7:¢:136:LEU:HD13 1.92 0.50
7:e:127:ALA:HB1 7:2:157:PRO:HG3 1.93 0.50
3:A2:137:-MET:HG2 | 3:A2:154:LEU:HD21 1.94 0.50
4:A3:118:ASP:HA 4:A3:121:ARG:HD2 1.94 0.50
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3:A4:121:ARG:HD3 3:A4:124:LYS:HB2 1.93 0.50
4:B3:182:PRO:HB2 4:B3:385:PHE:HD1 1.75 0.50
4:B3:199:VAL:HG23 4:B3:264:HIS:CE1 2.46 0.50
3:B4:3:GLU:HA 3:B4:51: THR:HA 1.93 0.50
4:C3:30:ILE:HG13 4:C3:51:TYR:HE2 1.76 0.50
4:C9:179:VAL:HG23 | 3:D0:352:LYS:HB2 1.92 0.50
3:D0:175:PRO:HB3 | 3:D0:390:ARG:NH1 2.27 0.50
3:D8&:255:PHE:HE2 3:D8:378:ILE:HD12 1.76 0.50
4:E7:66:MET:HB3 4:E7:147-MET:HE1 1.93 0.50
3:A6:237:SER:HA 3:A6:320:ARG:HD2 1.93 0.50
3:B0:220:GLU:HG2 | 3:B0:221:ARG:HG3 1.92 0.50
3:B4:292: THR:HG21 | 3:B4:331:ALA:HB1 1.94 0.50
3:B8&:259:LEU:HD21 | 3:B8:316:CYS:HB2 1.94 0.50
3:C4:70:LEU:HD13 | 3:C4:110:1LE:HG23 1.93 0.50
4:D3:259:PRO:HD2 | 4:D3:263:LEU:HD11 1.93 0.50
4:D7:16:1ILE:HD11 4:D7:229:VAL:HG21 1.92 0.50
4:E1:51:TYR:HB3 4:E1:59:PHE:HB3 1.94 0.50
3:F0:73:THR:HG22 4:F1:46:ARG:NE 2.27 0.50
7:1:56:LYS:HD2 7:1:60:ASN:HA 1.94 0.50
7:q:185:ILE:HD13 7:q:195:ALA:HB3 1.93 0.50
3:B8:3:GLU:HA 3:B8:51: THR:HA 1.94 0.50
3:B8:208:ALA:HB2 3:B8:304:LYS:HG2 1.92 0.50
3:C2:319:TYR:HD2 | 3:C2:323:VAL:HG11 1.77 0.50
4:D1:30:ILE:HD11 4:D1:47:ILE:HD11 1.93 0.50
3:D6:16:ILE:HD11 3:D6:138:PHE:HB3 1.94 0.50
4:D7:198:GLU:HG2 | 4:D7:200:GLN:HE22 1.76 0.50
4:D9:311:LEU:HD12 | 4:D9:342:VAL:HG11 1.92 0.50
3:E0:224:TYR:HA 3:E0:227.LEU:HD13 1.93 0.50
4:E5:166: THR:HG21 | 4:E5:192:LEU:HD21 1.94 0.50
4:E9:66:MET:HG2 4:E9:91:VAL:HB 1.92 0.50
7:e:72:SER:HB3 7:e:108:ILE:HG22 1.93 0.50
7:m:105:ASN:HD21 7:0:39:PRO:HD2 1.76 0.50
7:x:19:GLU:HB3 7:x:40:PRO:HD2 1.94 0.50
1:1:487:ARG:HG3 1:1:491:LEU:HD13 1.94 0.50
3:A2:228:ASN:HA 3:A2:231:ILE:HG22 1.94 0.50
3:A6:112:LYS:HA 3:A6:115:VAL:HG12 1.94 0.50
4:A7:51:TYR:HB3 4:A7:59:PHE:HB3 1.93 0.50
4:A7:164:MET:HB3 4:A7:197:ASP:H 1.76 0.50
3:B0:138:PHE:HZ 3:B0:235:ILE:HD12 1.77 0.50
4:C1:66:MET:SD 4:C1:147:-MET:HE3 2.52 0.50
3:C4:7:ILE:HD13 3:C4:153:LEU:HD21 1.93 0.50
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3:C4:181:VAL:HG12 | 4:C5:256:ASN:HB2 1.94 0.50
4:C5:100:ASN:HB3 4:C5:103:LYS:HG2 1.94 0.50
4:C9:192:LEU:HD21 | 4:C9:199:VAL:HG11 1.93 0.50
4:D3:187:LEU:HD21 | 4:D3:408:PHE:HE2 1.76 0.50
3:D6:259:LEU:HD21 | 3:D6:316:CYS:HB2 1.94 0.50
3:E4:274:PRO:HB2 3:E4:276:1LE:HG12 1.94 0.50
4:E5:113:1ILE:HA 4:E5:116:VAL:HG12 1.94 0.50
7:s:110:ILE:HD11 7:5:199:TRP:CZ3 2.47 0.50
4:A5:231:ALA:HB2 5:P:283:LEU:HD11 1.94 0.50
3:B0:137:MET:HB3 | 3:B0:168:ASN:HD22 1.77 0.50
3:B0:240:ALA:HA 3:B0:243:ARG:HG3 1.93 0.50
4:B3:8:GLN:HB2 4:B3:65:LEU:HA 1.94 0.50
3:B4:259:LEU:HD11 | 3:B4:316:CYS:HB2 1.92 0.50
3:B6:335:1LE:HD12 3:B6:338:LYS:HE3 1.92 0.50
3:C2:370:LYS:HD3 8:1:161:PHE:CE2 2.46 0.50
4:C9:117:LEU:HD13 | 4:C9:121:ARG:HH22 1.77 0.50
4:D1:77:ARG:HH22 4:D1:92:PHE:HZ 1.60 0.50
3:D2:398:MET:HE2 | 4:D3:346:PRO:HD2 1.94 0.50
4:D5:171:PRO:HG2 | 4:D5:185:ALA:HB2 1.94 0.50
3:D8:100:ALA:HA 4:D9:252:LYS:HD2 1.93 0.50
3:E0:377:-MET:HE3 3:E0:379:SER:HB3 1.94 0.50
3:E6:187:SER:HB2 3:E6:391:MET:HE2 1.93 0.50
3:E6:268:-MET:HE2 3:E6:378:1LE:HG22 1.94 0.50
7:¢:99:MET:HE3 7:¢:107:LYS:HE2 1.94 0.50
3:A2:181:VAL:HG23 | 4:A3:350:LYS:HB2 1.94 0.50
3:B0:81:GLY:HA3 2:C:215:TYR:HE2 1.77 0.50
3:C4:191:THR:HB 3:C4:425:LEU:HD21 1.94 0.50
4:C7:5:VAL:HB 4:C7:133:PHE:HD1 1.76 0.50
4:D1:103:LYS:HB3 4:D1:401:GLU:HG3 1.93 0.50
4:D5:65:LEU:HD22 4:D5:90:PHE:HE1 1.75 0.50
4:D7:2:ARG:HD3 4:D7:131:GLN:HG3 1.93 0.50
4:D9:316:MET:HG3 | 4:D9:352:SER:HB3 1.93 0.50
3:E2:311:LYS:HZ2 3:E2:344:VAL:HA 1.77 0.50
4:E7:117:LEU:HA 4:E7:120:VAL:HG12 1.93 0.50
3:E8:26:.LEU:HD21 6:X:124:PRO:HG3 1.93 0.50
3:E8:66:VAL:HG23 3:ER:91:GLN:HB2 1.94 0.50
4:F9:183: TYR:OH 4:E9:388:-MET:HB3 2.12 0.50
3:F0:100:ALA:HA 4:F1:252:LYS:HB2 1.94 0.50
7:b:73:VAL:HG13 7:b:173:ILE:HG13 1.94 0.50
7:p:172:VAL:HG23 7:p:180:ALA:HB3 1.94 0.50
7:u:7:ALA:HB1 7:u:159: TYR:HD2 1.75 0.50
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7:u:73:VAL:HG23 7:u:109:GLU:HG3 1.94 0.50
3:B4:53:PHE:HB3 3:B4:61:HIS:HB3 1.94 0.49
3:C2:313:MET:HB3 3:C2:380:ASN:HB3 1.93 0.49
4:C7:229:VAL:HG12 | 4:C7:233:MET:HE3 1.93 0.49
3:E0:132:LEU:HB3 3:E0:164:LYS:HZ1 1.76 0.49
7:e:5:VAL:HG23 7:¢:8:SER:HB3 1.94 0.49
7:h:149:ARG:NH1 7:h:161:TYR:HB3 2.27 0.49
7:3:115:LEU:HD21 7:3:145:LYS:HD3 1.94 0.49
4:B3:382:SER:HB2 4:B3:415:-MET:HE1 1.94 0.49
4:C1:139:LEU:HD12 4:C1:185:ALA:HA 1.95 0.49
4:C3:244:GLY:HA3 4:C3:354:CYS:HA 1.94 0.49
4:C9:7:VAL:HB 4:C9:135:ILE:HG13 1.94 0.49
4:D5:256:ASN:HB2 4:D5:350:LYS:HE2 1.94 0.49
3:D6:53:PHE:HB3 3:D6:61:HIS:HB3 1.93 0.49
3:D6:265:1LE:HG22 | 3:D6:380:ASN:HD21 1.77 0.49
3:E2:4:VAL:HG12 3:E2:51:THR:O 2.11 0.49
3:E2:259:LEU:HD21 | 3:E2:316:CYS:HB2 1.93 0.49
4:E5:86:ARG:HD3 4:E5:88:ASP:HB3 1.94 0.49
4:E5:337:ASN:HB3 4:E5:340:TYR:HB2 1.94 0.49
7:b:134:ILE:HG23 7:b:138:ASN:HD21 1.76 0.49
7:¢:99:MET:HE1 7:¢:201: TRP:CE2 2.47 0.49
7:m:14:LYS:HB2 7:m:47:LEU:HD22 1.94 0.49
3:A8:221:ARG:HA 4:A9:324:LYS:NZ 2.27 0.49
4:A9:28:HIS:HD2 4:A9:47:.ILE:HD13 1.77 0.49
4:A9:57:GLY:HA3 7:¢:83:PRO:HB2 1.94 0.49
4:B1:2:ARG:HB2 4:B1:131:GLN:HB2 1.94 0.49
4:B1:49:VAL:HG21 4:B1:241:ARG:HG2 1.94 0.49
3:B4:30:ILE:HG22 3:B4:36:MET:HB3 1.94 0.49
3:C0:313:MET:HB3 | 3:C0:380:ASN:HB3 1.94 0.49
3:C2:317:LEU:HD23 | 3:C2:375:VAL:HG21 1.94 0.49
3:C4:434:GLU:HA 3:C4:437:ILE:HG22 1.93 0.49
3:D2:217:LEU:HB2 3:D2:219:ILE:HG22 1.94 0.49
4:D3:170:PHE:HD2 | 4:D3:377:MET:HE1 1.77 0.49
4:D5:349:MET:HE1 | 4:D5:367:PHE:HE1 1.77 0.49
4:D7:27:GLU:HA 4:D7:359:LYS:HD2 1.93 0.49
4:D9:231:ALA:HB2 5:0:546:PHE:CE1 2.47 0.49
3:E8:332:VAL:HA 3:E&:335:ILE:HD12 1.94 0.49
4:A1:11:GLN:HG3 4:A1:72: THR:HG21 1.94 0.49
3:A2:16:ILE:HG12 3:A2:231:ILE:HG21 1.94 0.49
3:A2:222:PRO:HG2 4:A3:324:LYS:HD3 1.94 0.49
3:A4:161:TYR:HB3 3:A4:164:LYS:HG3 1.93 0.49
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3:B0:338:LYS:HG3 3:B0:341:1ILE:HG22 1.95 0.49
4:B3:191:GLN:HE22 | 4:B3:195:ASN:HD22 1.60 0.49
3:B6:180:ALA:HB3 3:B6:183:GLU:HG2 1.94 0.49
3:B8:269:LEU:HB2 3:B8:384:ILE:HD11 1.94 0.49
4:C9:326:VAL:HG13 | 4:C9:327:ASP:HB2 1.94 0.49
4:D5:377:-MET:HA 4:D5:380:ARG:HG2 1.92 0.49
3:D8:21:TRP:CZ3 3:D8&:63:PRO:HB3 2.46 0.49
3:D8:270:SER:H 3:D8&:301:MET:HE1 1.78 0.49
7:¢:78:ALA:HB3 7:c:112:PHE:HE1 1.77 0.49
7:1:127:ALA:HB1 7:h:157:PRO:HG3 1.94 0.49
7m:172:VAL:HG23 7:m:180:ALA:HB3 1.95 0.49
7:n:14:LYS:HA 7n:47:LEU:HD13 1.94 0.49
7:w:11:ASN:HA 7:w:14:LYS:HB2 1.95 0.49
3:A0:56:THR:HA 4:F1:283:ALA:HB2 1.94 0.49
4:C3:165:GLU:HA 4:C3:198:GLU:HG2 1.95 0.49
4:C3:212:PHE:HE1 4:C3:220:PRO:HG3 1.78 0.49
4:C9:205:GLU:HA 4:C9:208: TYR:HD1 1.76 0.49
4:E1:215:LEU:HD21 | 4:E1:273:LEU:HD22 1.94 0.49
4:E1:330:MET:HA | 4:E1:333:VAL:HG12 1.95 0.49
4:F1:314:SER:HA 4:F1:350:LYS:HB2 1.95 0.49
7:b:112:PHE:CD2 7:b:129:MET:HE1 2.47 0.49
4:A7:105:HIS:HE1 4:A7:191:GLN:HE22 1.61 0.49
4:A7:290:THR:HG21 | 4:A7:329:GLN:HB3 1.95 0.49
3:B0:262: TYR:HB2 3:B0:265:ILE:HD12 1.95 0.49
3:B2:3:GLU:HA 3:B2:51: THR:HA 1.93 0.49
3:C4:234:VAL:HG23 | 3:C4:376:CYS:HB3 1.94 0.49
3:C4:276:ILE:HB 3:C4:280:LYS:HB2 1.95 0.49
4:C7:35:THR:HG22 8:1:44:SER:HB3 1.94 0.49
4:E9:139:LEU:HA 4:F£9:145:SER:HB2 1.93 0.49
4:E9:253:LEU:HD11 | 4:E9:368:VAL:HG11 1.94 0.49
3:F0:402:ARG:HB3 | 3:F0:405:VAL:HG21 1.95 0.49
5:P:229:LYS:HE3 6:V:57:LYS:HG2 1.95 0.49
7:j:126:ARG:HH11 7:3:133:SER:HB3 1.76 0.49
8:1:35:ALA:HA 8:1:133:VAL:HA 1.95 0.49
3:A8:210: TYR:HE1 4:A9:324:LYS:HG2 1.77 0.49
4:B1:253:LEU:HD11 4:B1:368:VAL:HB 1.95 0.49
3:B2:76:ASP:HB2 4:B3:46:ARG:HH22 1.78 0.49
3:B2:363:VAL:HG23 | 3:B2:366:GLY:HA3 1.94 0.49
4:C5:221: THR:HG23 4:C5:223:GLY:N 2.28 0.49
4:C5:358:PRO:HG2 4:C5:361:LEU:HB2 1.95 0.49
4:D1:189:VAL:HA 4:D1:192:.LEU:HB3 1.94 0.49
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3:D6:204:LEU:HD13 | 3:D6:231:ILE:HD12 1.95 0.49
3:D&:259:LEU:HD21 | 3:D8&:316:CYS:HB2 1.95 0.49
4:D9:330:MET:HE2 | 4:D9:349:MET:HG3 1.95 0.49
4:E7:6:HIS:CE1 4:E7:8:GLN:HE21 2.30 0.49
T:a:74:ALA:HB2 7:a:199: TRP:HH2 1.77 0.49
7:1:63:ILE:HA 7:h:16:ARG:HH12 1.77 0.49
7:1:76: TYR:HD1 7:1:170:VAL:HG22 1.77 0.49
8:1:34:VAL:HG11 8:1:164: TRP:HE3 1.77 0.49
7:n:172:VAL:HG23 7:n:180:ALA:HB3 1.95 0.49
3:A4:425:LEU:HD13 | 3:A4:428:LEU:HD21 1.95 0.49
4:A5:333:VAL:HA 4:A5:336:LYS:HG2 1.95 0.49
3:A6:338:LYS:NZ 3:A6:340: THR:H 2.07 0.49
3:A6:398:MET:HE1 | 4:A7:345:ILE:HG23 1.93 0.49
3:B0:68:LEU:HD11 3:B0:118:SER:HB3 1.93 0.49
3:B0:76:ASP:HB3 4:B1:46:ARG:HH22 1.78 0.49
4:B1:183: TYR:HB3 4:B1:398: TYR:HE2 1.77 0.49
4:B7:166: THR:HG21 | 4:B7:192:LEU:HD21 1.94 0.49
3:D0:185:TYR:HE2 | 3:D0:398:MET:HG2 1.78 0.49
3:D4:137:MET:SD 3:D4:154:LEU:HD21 2.53 0.49
4:D5:16:ILE:HG13 4:D5:226:ASN:HA 1.95 0.49
3:E0:207:GLU:HA 3:E0:210:TYR:HD1 1.76 0.49
7:1:25:GLN:HG3 7:1:28:LYS:HE3 1.95 0.49
7:g:15:ARG:HA T7:g:45:MET:HE1 1.94 0.49
7:q:170:VAL:HG23 7:q:183:LEU:HB2 1.94 0.49
7:r:110:ILE:HB 7:1:131:TRP:CG 2.48 0.49
4:A3:68:LEU:HD11 | 4:A3:147:MET:HE1 1.94 0.49
4:A5:136:THR:HG23 | 4:A5:167:PHE:HB2 1.94 0.49
4:B5:167:PHE:HE2 4:B5:233:MET:HB2 1.76 0.49
3:C8:79:ARG:HH22 3:C8:94:SER:HB2 1.77 0.49
3:D4:317:LEU:HD23 | 3:D4:319:TYR:HE1 1.78 0.49
4:F9:316:MET:HA 4:E9:352:SER:HB3 1.94 0.49
4:F1:11:GLN:HA 4:F1:72:THR:HG21 1.94 0.49
7:¢:51:PRO:HD2 7:e:140:LEU:HD22 1.95 0.49
7:4:174:GLY:HA3 7:1:178:ARG:HB2 1.94 0.49
7:0:170:VAL:HG23 7:0:183:LEU:HB2 1.95 0.49
4:A3:27:GLU:HG2 4:A3:28:HIS:HD2 1.77 0.49
3:B0:237:SER:HA 3:B0:320:ARG:HD2 1.95 0.49
3:C0:102:ASN:HD21 | 3:C0:407:TRP:HB3 1.78 0.49
3:C6:221:ARG:HG3 | 4:C7:325:GLU:HG2 1.94 0.49
3:D2:310:GLY:HA3 3:D2:383:ALA:HB2 1.93 0.49
4:D5:257:-LEU:HB3 4:D5:266:PHE:CE1 2.47 0.49
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4:E9:113:ILE:HG23 | 4:E9:117:LEU:HD23 1.95 0.49
4:E9:257.-LEU:HD11 4:1£9:314:SER:HB2 1.95 0.49
4:E9:416:ASN:HA 4:E9:419:VAL:HG12 1.95 0.49
3:F0:310:GLY:HA3 3:F0:383:ALA:HB2 1.94 0.49
7:£:110:ILE:HB 7:1:131:TRP:CG 2.48 0.49
8:1:58:LYS:HZ3 8:1:62:PHE:HB2 1.78 0.49
7:t:99:MET:-HE3 7:t:201: TRP:HB3 1.95 0.49
7:4:110:ILE:HD11 7:t:199: TRP:CZ3 2.48 0.49
7:v:170:VAL:HG23 7:v:183:LEU:HB2 1.93 0.49
4:A7:342:VAL:HG12 | 4:A7:348:ASN:HD21 1.78 0.48
4:B1:16:ILE:HD11 4:B1:229:VAL:HB 1.95 0.48
4:B3:416:ASN:HA 4:B3:419:VAL:HG12 1.94 0.48
4:D5:192:LEU:HD21 | 4:D5:199:VAL:HG11 1.95 0.48
3:D8&:217:LEU:HD11 3:D8&:275:ILE:HB 1.94 0.48
4:E3:293:MET:HE2 4:E3:367:PHE:HB3 1.93 0.48
4:E3:309:ARG:H 4:E3:372: THR:HG22 1.77 0.48
3:E4:406:HIS:HA 3:E4:409:VAL:HG12 1.95 0.48
4:E7:97:ALA:HA 4:E7:103:LYS:HE3 1.95 0.48
2:G:208:PRO:HG2 7:3:154:TYR:HB3 1.94 0.48
7:1:97:ARG:NH1 7:1:98: THR:HB 2.28 0.48
7:w:170:VAL:HG13 7:w:183:LEU:HD22 1.94 0.48
4:A7:111:GLU:HG2 | 4:A7:112:LEU:HD12 1.95 0.48
4:B1:11:GLN:HA 4:B1:72: THR:HG21 1.94 0.48
3:C0:34:GLY:HA3 3:C0:60:LYS:HE3 1.95 0.48
3:C8:262: TYR:HB2 3:C8:265:ILE:HG22 1.95 0.48
4:D1:70:PRO:HA 4:D1:73:MET:HE2 1.94 0.48
3:D4:286:LEU:HD21 | 3:D4:372:MET:HB2 1.95 0.48
3:F0:115:VAL:HG11 | 3:F0:152:LEU:HD23 1.94 0.48
7:d:92:LEU:HD13 7:d:196:LEU:HD22 1.95 0.48
7m:12:VAL:HG12 7:m:15:ARG:HH22 1.76 0.48
7:v:9:PRO:HA 7:v:12:VAL:HG22 1.94 0.48
7:w:7T:ALA:HB3 7w:161:TYR:HE2 1.79 0.48
3:A0:364:PRO:HB2 5:R:242:LEU:HB2 1.95 0.48
3:A8:76:ASP:HA 3:A8:79:ARG:HG3 1.95 0.48
4:A9:47:1LE:HG22 4:A9:51:TYR:HB2 1.94 0.48
3:C6:222:PRO:HG2 4:C7:324:LYS:HZ1 1.79 0.48
3:D0:154:LEU:HB3 3:D0:197:HIS:HB3 1.95 0.48
4:D3:51:TYR:HB3 4:D3:59:PHE:HB3 1.93 0.48
4:D5:259:PRO:HD2 | 4:D5:263:LEU:HD11 1.94 0.48
3:E0:7:ILE:HG23 3:E0:137:MET:HE2 1.94 0.48
3:E0:32:PRO:HG3 3:E0:83:TYR:HE1 1.78 0.48
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3:E0:84:ARG:HH21 7:5:197:LEU:HD11 1.78 0.48
4:E3:134:GLN:HA 4:E3:165:GLU:HB2 1.94 0.48
3:E4:122:1LE:HG21 | 3:E4:157:LEU:HD21 1.95 0.48
3:E6:141:VAL:HG23 | 3:E6:170:CYS:HB2 1.95 0.48
3:E&:70:LEU:HD21 3:E8:114:1LE:HG21 1.95 0.48
7:h:181:GLN:HE22 7:h:199: TRP:HA 1.78 0.48
7:1:126:ARG:HH11 7:1:129:MET:HB2 1.76 0.48
7:u:57:ASN:HD22 7:w:16:ARG:HH22 1.61 0.48
1:1:425:VAL:HG22 1:1:429:LYS:HG2 1.96 0.48
4:A1:105:HIS:CE1 4:A1:150:LEU:HD12 2.49 0.48
4:A1:278:SER:HA 4:A5:86:ARG:NH2 2.29 0.48
3:A8:188:VAL:HG23 | 3:A8:189:LEU:HD12 1.96 0.48
4:B1:274:THR:HG21 | 4:B1:282:ARG:HG3 1.95 0.48
3:B4:282: TYR:HE2 3:B8:85:HIS:HB3 1.78 0.48
3:B4:284:GLU:HB2 3:B8:88:HIS:HE2 1.78 0.48
3:B6:286:LEU:HB3 3:B6:291:1ILE:HD11 1.95 0.48
3:B&:121:ARG:HD2 3:B8:121:ARG:HA 1.70 0.48
3:C0:68:LEU:HD21 | 3:C0:149:LEU:HD13 1.96 0.48
3:C4:141:VAL:HG11 | 3:C4:172:TRP:CE3 2.48 0.48
3:C4:311:LYS:NZ 3:C4:344:VAL:HA 2.27 0.48
3:C6:12:ALA:HB3 3:C6:140:ALA:HB2 1.96 0.48
3:D0:80: THR:HG22 | 2:K:216:ARG:HH22 1.78 0.48
3:D0:318:MET:HB2 3:D0:376:CYS:HB3 1.95 0.48
4:D3:276:ARG:HB2 5:P:522:VAL:HG22 1.95 0.48
3:D4:395:PHE:HD2 3:D4:422:ARG:HD2 1.78 0.48
3:E0:195:LEU:HB3 | 3:E0:264:ARG:HH12 1.79 0.48
4:E1:49:VAL:HG21 4:E1:241:ARG:HG2 1.94 0.48
4:E5:213:ARG:HH21 | 4:E5:297:LYS:HD3 1.77 0.48
7-u:7:ALA:HB3 7w:161:TYR:HE2 1.79 0.48
3:A0:184:PRO:HD2 | 3:A0:398:MET:HE1 1.96 0.48
4:D3:208:TYR:HE2 | 4:D3:225:LEU:HD11 1.78 0.48
4:D9:171:PRO:HG2 | 4:D9:185:ALA:HB2 1.95 0.48
4:E1:227-HIS:HA 4:E1:230:SER:HB3 1.95 0.48
3:F0:195:LEU:HD11 | 3:F0:428: LEU:HD12 1.96 0.48
7:0:89:LEU:HD11 7:0:129:MET:HE1 1.96 0.48
7:5:53:GLY:HA2 7:5:62:VAL:HG21 1.96 0.48
3:A0:79:ARG:HG3 3:A0:92:LEU:HD22 1.95 0.48
4:A3:53:GLU:HG3 6:U:163:HIS:HA 1.95 0.48
3:B0:274:PRO:HD3 | 3:B0:291:ILE:HD11 1.95 0.48
4:B1:249:ASP:H 4:B1:252:LYS:HB3 1.77 0.48
3:B2:14:ILE:HD12 3:B2:67:PHE:HB3 1.96 0.48
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3:B2:407:TRP:CG 4:B3:255:VAL:HG23 2.48 0.48
4:B3:174:LYS:HD2 | 4:B3:175:VAL:HG23 1.95 0.48
4:B7:42:LEU:HD11 2:G:245:SER:HB2 1.94 0.48
4:B7:155:VAL:HA 4:B7:158:GLU:HG2 1.95 0.48
4:B9:173:PRO:HG3 | 4:B9:380:ARG:HH11 1.77 0.48
4:C5:7:VAL:HB 4:C5:135:ILE:HG13 1.96 0.48
3:C8:32:PRO:HG2 7:m:102:GLY:HA2 1.93 0.48
2:D:256:LEU:HD11 3:D6:29:GLY:HA2 1.95 0.48
4:D1:105:HIS:CD2 4:D1:150:LEU:HB2 2.48 0.48
3:E6:285:GLN:HE22 | 3:F0:128:ASN:HD21 1.62 0.48
7:e:165: THR:HG21 7:¢:182:PHE:CZ 2.48 0.48
7:£:168:PRO:HG2 7:£:185:ILE:HG21 1.96 0.48
7:q:5:VAL:HG23 7:q:161:TYR:HE1 1.78 0.48
7:5:9:PRO:HG2 7::146:ARG:HH11 1.79 0.48
7:x:55:LEU:HD12 7:x:132:LEU:HD23 1.95 0.48
4:A1:113:ILE:HA 4:A1:116:VAL:HG12 1.96 0.48
4:A5:330:MET:HE1 4:A5:351:SER:HB2 1.95 0.48
3:B0:76:ASP:HA 3:B0:79:ARG:HG2 1.95 0.48
3:B4:310:GLY:HA3 3:B4:383:ALA:HB2 1.94 0.48
3:B6:115:VAL:HG23 | 3:B6:153:LEU:HD22 1.96 0.48
3:B8:267:PHE:HB3 3:B&:384:1LE:HG21 1.95 0.48
3:C0:141:VAL:HG12 3:C0:187:SER:HA 1.96 0.48
4:C1:213:ARG:CZ 4:C1:297:LYS:HG3 2.44 0.48
4:C3:190:HIS:HB2 4:C3:414:ASN:HD21 1.78 0.48
4:C5:326:VAL:O 4:C5:330:MET:HG2 2.14 0.48
3:D0:3:GLU:HA 3:D0:51:THR:HA 1.96 0.48
3:E2:60:LYS:HD2 3:E2:60:LYS:HA 1.58 0.48
4:E9:158:GLU:HG3 | 4:E9:159:TYR:CD1 2.49 0.48
7:d:78:ALA:HB3 7:d:112:PHE:HE1 1.79 0.48
7:1:49:LEU:HD21 7:1:177:GLY:HA2 1.96 0.48
7:0:56:LYS:HD2 7:0:62:VAL:HG22 1.96 0.48
4:A1:135:ILE:HB 4:A1:166:THR:HG22 1.96 0.48
4:A1:217:LEU:HD11 | 5:R:227:LEU:HD21 1.96 0.48
3:A2:259:LEU:HD23 | 3:A2:268:MET:HG3 1.96 0.48
4:A3:113:ILE:HG13 | 4:A3:150:LEU:HD22 1.94 0.48
3:B0:242:LEU:HD11 | 3:B0:252:VAL:HG23 1.96 0.48
3:B2:268:MET:HE1 3:B2:380:ASN:ND2 2.29 0.48
4:B3:171:PRO:HB3 4:B3:181:GLU:HG2 1.96 0.48
4:B5:330:MET:HB3 | 4:B5:349:-MET:HG3 1.94 0.48
4:B9:337:ASN:HD22 | 4:B9:340: TYR:HD2 1.62 0.48
3:C0:175:PRO:HD3 3:C0:390:ARG:NE 2.29 0.48
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3:D2:319:TYR:HD1 | 3:D2:323:VAL:HG11 1.79 0.48
3:D&:189:LEU:HD11 | 3:D8:418:PHE:HE2 1.78 0.48
3:D8&:287:SER:O 3:D&:291:1LE:HG12 2.13 0.48
3:E0:269:LEU:HD11 | 3:E0:301:MET:HB3 1.94 0.48
7:d:55:LEU:HD12 7:d:132:LEU:HD23 1.95 0.48
4:A1:21:TRP:HA 4:A1:24:1LE:HG22 1.95 0.48
3:A2:91:GLN:HG3 | 3:A2:121:ARG:HH22 1.78 0.48
3:A4:82: THR:HA 7:a:98: THR:HG23 1.95 0.48
4:A9:333:VAL:HA 4:A9:336:LYS:HZ3 1.79 0.48
3:B2:267:PHE:HE2 | 3:B2:428:LEU:HD21 1.79 0.48
3:B2:422:ARG:HH12 | 3:B2:425:LEU:HD23 1.79 0.48
4:C1:321:MET:HE1 | 4:C1:326:VAL:HG23 1.95 0.48
4:C3:44:LEU:HD12 7:3:90:PRO:HG2 1.95 0.48
3:C4:274:PRO:HG2 | 3:C4:371:VAL:HGI11 1.95 0.48
3:D8:4:VAL:HG12 3:D&:51:THR:HB 1.96 0.48
3:ER:48:ALA:HBI1 3:E8:244:PHE:HE1 1.77 0.48
4:E9:320:ARG:HH22 | 6:X:114:THR:HG22 1.79 0.48
5:0:277:ASP:0OD2 5:0:278:GLN:HG3 2.14 0.48
6:W:76:LYS:HD?2 7:a:163:SER:H 1.79 0.48
6:X:117:THR:O 6:X:121:TYR:HB2 2.12 0.48
7:a:96: TYR:HA 7:a:108:ILE:HD11 1.96 0.48
7:a:151:MET:HE3 7:a:159:TYR:HE1 1.78 0.48
7:5:99:MET:HG3 7:5:107:LYS:HD2 1.95 0.48
7u:88:LEU:HD22 7:u:185:ILE:HG21 1.95 0.48
4:A1:149:THR:HG21 | 4:A1:188:SER:HB2 1.96 0.48
4:B3:27:GLU:HA 4:B3:359:LYS:HD2 1.96 0.48
3:B6:88:HIS:HB3 3:B6:91:GLN:HG3 1.96 0.48
3:C2:332: VAL:HA 3:C2:335:ILE:HG22 1.95 0.48
4:C9:162:ARG:HA 4:C9:162:ARG:HD2 1.63 0.48
4:D3:237:THR:HG23 | 4:D3:241:ARG:HE 1.78 0.48
4:D3:376:GLU:HB3 | 4:D3:380:ARG:HH21 1.77 0.48
4:D5:169:VAL:HG12 4:D5:202:1LE:HB 1.95 0.48
3:D8:274:PRO:HG2 | 3:D8&:371:VAL:HG21 1.96 0.48
4:E5:2:ARG:HD3 4:E5:131:GLN:HG3 1.96 0.48
3:E6:239:THR:HG23 | 3:E6:243:ARG:HE 1.78 0.48
4:E7:49:-VAL:HG11 4:E7:241:ARG:HG2 1.96 0.48
3:E8:194:.LEU:HB2 | 3:E8:198: THR:HG23 1.95 0.48
4:E9:178: THR:HA 3:F0:352:LYS:HE2 1.96 0.48
2:F:254:LYS:HD2 2:F:255:PRO:HD2 1.95 0.48
6:W:47:ASN:HB2 7:a:117:ARG:HH21 1.79 0.48
6:W:132:LYS:HA 6:W:136:GLN:HB2 1.95 0.48
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7:a:64:PRO:HD2 7:a:67:HIS:CE1 2.49 0.48
7:4:14:LYS:HZ3 7:t:47:LEU:HD22 1.78 0.48
3:A4:28%:VAL:HA 3:A4:291:1ILE:HG12 1.94 0.47
4:B1:103:LYS:HB3 4:B1:401:GLU:HG2 1.95 0.47
4:B5:135:1ILE:HD11 4:B5:164:MET:-HE3 1.95 0.47
4:B5:324:LYS:HA 4:B5:327:ASP:HB2 1.96 0.47
3:C0:254:GLU:HA | 3:C0:257:THR:HG22 1.96 0.47
4:C5:281:TYR:CD1 4:C9:58:ARG:HD3 2.49 0.47
4:D1:91:VAL:HG21 | 4:D1:116:VAL:HG22 1.96 0.47
3:D6:188:VAL:HG23 | 3:D6:425:LEU:HD22 1.95 0.47
3:D&:318:MET:HE3 3:D8&:376:CYS:SG 2.54 0.47
4:E3:132:GLY:HA3 4:E3:163:ILE:HG22 1.95 0.47
7:h:114:SER:HB3 7:h:136:LEU:HD21 1.96 0.47
3:A4:88:HIS:HB3 3:A4:91:GLN:HG2 1.95 0.47
4:A5:64:1LE:HD12 | 4:A5:119:VAL:HG13 1.96 0.47
3:A8:153:LEU:HG 3:A8:157:LEU:HD13 1.96 0.47
3:A8:221:ARG:HD2 7:¢:189:LEU:O 2.14 0.47
4:C1:167:PHE:CE2 4:C1:233:MET:HG3 2.49 0.47
4:C3:323: THR:HG22 | 4:C3:353:VAL:HG21 1.96 0.47
4:C5:68:LEU:HA 4:C5:93:GLY:HA3 1.96 0.47
3:CR:168:ASN:HD21 | 3:C8:194:LEU:HD11 1.77 0.47
3:D6:133:GLN:HB3 | 3:D6:252:VAL:HG11 1.96 0.47
3:E8:25:CYS:HB2 3:E8:30:ILE:HG13 1.95 0.47
4:E9:210:ILE:HG21 | 4:E9:228:LEU:HD21 1.95 0.47
3:F0:209:ILE:HG12 3:F0:302:MET:HB3 1.95 0.47
7:1:152:LYS:HZ2 7:1:153:GLU:HB2 1.79 0.47
7:q:140:LEU:HA 7:q:143:ILE:HG22 1.96 0.47
7:t:164:ARG:HH22 7:t:182:PHE:HB2 1.79 0.47
3:A4:179:THR:HG23 | 4:A5:351:SER:HB3 1.95 0.47
3:B4:208:ALA:HB2 3:B4:304:LYS:HG2 1.95 0.47
3:B6:31:GLN:HB3 2:G:256:LEU:HD21 1.95 0.47
3:B8:176:GLN:HA 3:B&:176:GLN:NE2 2.29 0.47
3:C0:142:GLY:HA3 3:C0:183:GLU:OE1 2.14 0.47
4:C1:398:TYR:HB3 | 4:C1:403:MET:HG3 1.97 0.47
4:C5:64:1LE:HD13 4:C5:89:ASN:HB3 1.96 0.47
3:D4:140:ALA:HA 3:D4:171:SER:HB3 1.95 0.47
4:FE1:57:GLY:HA3 7:5:83:PRO:HB2 1.96 0.47
5:R:487: THR:HB 5:R:489:LEU:HD23 1.96 0.47
7:h:151:MET:HE1 7:h:156:VAL:HG22 1.96 0.47
7:t:183:LEU:HD23 7:t:196:LEU:HD12 1.96 0.47
7:w:42:TYR:HA 7-w:45:MET:-HE2 1.96 0.47
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Atom-1 Atom-2 distance (A) overlap (A)
4:A1:49:VAL:HG11 | 4:A1:241:ARG:HG2 1.95 0.47
4:A1:388:MET:HE1 3:A2:347:CYS:HA 1.96 0.47
3:A2:221:ARG:HH22 | 4:A3:322:SER:HB3 1.79 0.47
4:A5:334:GLN:HG3 | 4:A5:349:MET:HE1 1.96 0.47
3:A6:223: THR:HG23 3:A6:225: THR:H 1.78 0.47
3:A8:11:GLN:HB2 3:A8:74:VAL:HG21 1.96 0.47
3:A8:152:LEU:HA 3:A8:155:GLU:HG2 1.95 0.47
4:B1:317:PHE:HD2 | 4:B1:321:MET:HE1 1.78 0.47
3:B2:388:PHE:HB3 | 3:B2:425:LEU:HD11 1.97 0.47
3:C4:221:ARG:NH2 7m:189:LEU:HB3 2.29 0.47
4:C7:337:ASN:HB3 4:C7:340: TYR:HB2 1.96 0.47
3:D&:21: TRP:CH2 3:D8&:65:CYS:HB3 2.50 0.47
4:D9:281:TYR:HB3 4:E3:86:ARG:HG2 1.96 0.47
3:E2:28:HIS:CE1 3:E2:243:ARG:HH11 2.33 0.47
3:E4:105:ARG:HE 4:E5:251:ARG:NH2 2.11 0.47
7:1:185:ILE:HD13 7:1:195:ALA:HB3 1.96 0.47
7:g:17:LEU:HA 7:¢:20:GLU:HG2 1.97 0.47
7:g:48:ILE:HD11 7:2:65:GLN:HG2 1.96 0.47
7:0:50:PHE:HB2 7:0:65:GLN:HB2 1.95 0.47
1:2:434:ARG:HH21 1:2:462:LEU:HB3 1.79 0.47
3:A0:67:PHE:HB2 3:A0:92:LEU:HG 1.95 0.47
4:A1:113:ILE:HG13 | 4:A1:150:LEU:HD22 1.97 0.47
4:A3:183:TYR:HA 4:A3:385:PHE:HE2 1.79 0.47
4:A7:276:ARG:HD2 5:0:282:ARG:NH2 2.30 0.47
4:B5:51:TYR:HB3 4:B5:59:PHE:HB3 1.97 0.47
3:C0:29:GLY:HA2 2:1:256:LEU:HD12 1.97 0.47
3:D&:11:GLN:HG3 3:D&:74:VAL:HG21 1.96 0.47
4:E1:2:ARG:HG3 4:E1:49:VAL:HG12 1.96 0.47
4:E1:208:TYR:HE1 | 3:E2:329:ASN:HD22 1.62 0.47
4:FE1:248:SER:HB2 4:E1:252:LYS:HG2 1.97 0.47
4:E7:16:ILE:HD12 4:E7:229:VAL:HG11 1.96 0.47
5:R:287:LEU:HD12 5:R:288:PRO:HD2 1.97 0.47
6:W:71:LEU:HD11 7:a:160:GLY:H 1.79 0.47
7:¢:9:PRO:HA 7:e:12:VAL:HG12 1.97 0.47
7:e:55:LEU:HB3 7:e:132:LEU.HD23 1.96 0.47
7:j:42TYR:HA 7:j:45:MET:HG2 1.96 0.47
7:s:14:LYS:HZ2 7:5:47:LEU.HD22 1.79 0.47
7:5:42: TYR:HA 7:5:45:-MET:-HE3 1.96 0.47
7:t:15:ARG:O 7:t:19:GLU:HG3 2.14 0.47
7u:63:1ILE:HD11 7:u:67:HIS:CD2 2.49 0.47
3:A2:91:GLN:HG3 3:A2:121:ARG:NH2 2.30 0.47
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Atom-1 Atom-2 distance (A) overlap (A)
4:A3:361:LEU:HD21 | 5:P:228:LEU:HD23 1.96 0.47
3:A6:119:LEU:HA 3:A6:122:ILE:HD12 1.96 0.47
4:A9:316:MET:HB2 | 4:A9:366: THR:HG22 1.95 0.47
4:B5:5:VAL:HG23 4:B5:130:LEU:HD11 1.96 0.47
4:C1:268:ILE:HG22 | 4:C1:300:MET:HE3 1.96 0.47
3:C2:181:VAL:N 4:C3:350:LYS:HZ3 2.07 0.47
4:D5:36:TYR:HB3 7:p:86:ALA:HB1 1.96 0.47
3:E2:394:LYS:HB2 4:E3:346:PRO:HG3 1.97 0.47
7:1:50:PHE:HB2 7:1:65:GLN:HB3 1.96 0.47
7m:14:LYS:HB2 7n:47:LEU.HD22 1.95 0.47
7:4:196:LEU:C 7:4:198:ARG:H 2.21 0.47
7:w:149:ARG:HH11 7:w:164:ARG:HB2 1.79 0.47
4:A1:337:ASN:HB3 | 4:A1:340:TYR:HB2 1.95 0.47
4:A3:24:1LE:HA 4:A3:27:GLU:HB3 1.97 0.47
3:A8:5:ILE:HD12 3:A8:125:LEU:HG 1.96 0.47
4:A9:331:LEU:HA 4:A9:334:GLN:HB2 1.97 0.47
4:B3:99:ASN:HD21 | 3:B4:258:ASN:HD21 1.61 0.47
3:B4:169:PHE:HZ 3:B4:238:LEU:HD13 1.79 0.47
3:B6:17:GLY:HA2 3:B6:20:CYS:HB3 1.95 0.47
3:B&:316:CYS:HB3 3:B8:378:.ILE:HB 1.97 0.47
4:C3:375:GLN:HG3 | 4:C3:419:VAL:HG13 1.96 0.47
3:C4:364:PRO:HD2 2:J:254:LYS:HE3 1.96 0.47
3:C6:282: TYR:HA 7:n:202:ARG:HH22 1.79 0.47
4:C7:237:THR:HG22 | 4:C7:250:LEU:HD11 1.96 0.47
4:C7:286:VAL:HA 4:C7:289:LEU:HG 1.96 0.47
3:C8:220:GLU:C 3:C8:222:PRO:HD3 2.40 0.47
3:D0:364:PRO:HD2 2:K:222:LYS:HE3 1.97 0.47
4:D1:86:ARG:HB3 4:D1:89:ASN:HB2 1.97 0.47
4:D3:349:MET:HE2 | 4:D3:349:MET:HB2 1.63 0.47
3:D4:75:VAL:HG11 3:D4:94:SER:HB2 1.96 0.47
4:D9:374:1LE:HB 4:D9:422:TYR:HE2 1.79 0.47
4:E1:311:LEU:HD23 | 4:E1:312:THR:HG23 1.97 0.47
4:E3:257:LEU:HD21 4:E3:314:SER:HB2 1.95 0.47
3:E8:108:TYR:CG 3:ER:413:MET:HE1 2.50 0.47
3:E8:147:SER:HB2 3:E8:190:SER:HB3 1.96 0.47
4:F1:276:ARG:H 6:V:174:ARG:NH1 2.13 0.47
5:P:543:GLN:HE22 5:P:549:SER:HA 1.79 0.47
7:c:146:ARG:HD2 7:¢c:159: TYR:HE2 1.79 0.47
7:£:75:LEU:HD12 7:1:148:PHE:HE2 1.80 0.47
7:1:139:PRO:O 7:1:143:1ILE:HG12 2.15 0.47
7:5:183:LEU:HD21 7:3:199:TRP:HA 1.97 0.47
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4:A5:7:VAL:HG11 4:A5:151:LEU:HD21 1.97 0.47
3:B0:313:MET:HE3 3:B0:380:ASN:HB3 1.97 0.47
4:B1:135:ILE:HB 4:B1:166: THR:HG22 1.97 0.47
4:C9:86:ARG:HD2 4:C9:86:ARG:HA 1.56 0.47
4:D3:61:PRO:HD3 4:D3:84:LEU:HG 1.97 0.47
3:D8:9:VAL:HG12 3:D&:68:LEU:HB2 1.97 0.47
4:E5:138:SER:HA 4:E5:169:VAL:HG22 1.96 0.47
3:F0:298:PRO:HB3 3:F0:307:PRO:HD2 1.96 0.47
3:B4:318:MET:HB2 3:B4:376:CYS:HB3 1.96 0.47
3:B6:397:LEU:HD23 | 4:B7:346:PRO:HD3 1.97 0.47
4:C1:350:LYS:HA 4:C1:350:LYS:HE3 1.96 0.47
4:C3:399: THR:HA 4:C3:403:-MET:HB2 1.97 0.47
4:C5:295:ASP:HB3 4:C5:298:ASN:HB2 1.97 0.47
3:D4:53:PHE:HB3 3:D4:61:HIS:HB3 1.97 0.47
4:D5:163:1LE:HD13 | 4:D5:251:ARG:HG2 1.95 0.47
4:D7:376:GLU:HA 4:D7:379:LYS:HG2 1.96 0.47
3:E0:88:HIS:HB3 3:E0:91:GLN:HB2 1.97 0.47
3:E0:398:MET:HE1 4:K1:345:1LE:HD13 1.96 0.47
4:E1:377:-MET:HA 4:E1:380:ARG:HG2 1.96 0.47
7:d:7:ALA:HB3 7:d:161:TYR:HE2 1.78 0.47
7:q:2:SER:N 7:q:11:ASN:HD21 2.13 0.47
7:5:180:ALA:HB1 7:8:204:THR:HG22 1.95 0.47
1:1:450: GLN:O 1:1:454:GLU:HB2 2.15 0.47
4:A5:206:ALA:HB2 4:A5:302:ALA:HB2 1.97 0.47
3:A8:2:ARG:HG2 3:A8:51:THR:HG22 1.97 0.47
3:A8:35:GLN:HG3 3:A8:60:LYS:HB2 1.97 0.47
3:A8:76:ASP:HB3 3:A8:79:ARG:HH21 1.79 0.47
4:A9:331:LEU:HD21 | 4:A9:347:ASN:HD21 1.80 0.47
3:B4:174:SER:HB3 3:B4:205:ASP:HB3 1.95 0.47
3:B6:12:ALA:HB3 3:B6:140:ALA:HB2 1.97 0.47
3:C8:70:LEU:HD12 | 3:C8:145:THR:HG22 1.97 0.47
4:D1:66:MET:HG2 4:D1:147:-MET:HE1 1.97 0.47
4:D5:20:PHE:HA 4:D5:23:VAL:HG12 1.97 0.47
4:D5:227:HIS:CD2 5:0:520:LEU:HD21 2.50 0.47
3:D6:124:LYS:HD2 3:D6:124:LYS:HA 1.71 0.47
3:D&:12:ALA:HB3 3:D8&:140:ALA:HB2 1.97 0.47
3:E2:76:ASP:HA 3:E2:79:ARG:HD2 1.96 0.47
3:F0:112:LYS:HA 3:F0:115:VAL:HG22 1.97 0.47
7:a:66:SER:HA 7:a:69:LYS:HE2 1.96 0.47
7:d:68:LEU:HA 7:d:71:LYS:HE3 1.97 0.47
7:2:99:MET:HE1 7:2:201:TRP:CD1 2.50 0.47
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7m:75:LEU:HD13 7m:111:1ILE:HG23 1.97 0.47
7:1:201: TRP:CD1 7:1:201: TRP:H 2.33 0.47
7:x:75:LEU:HD13 7:x:111:1ILE:HG23 1.97 0.47
4:A1:117.LEU:HA 4:A1:120:VAL:HG12 1.95 0.46
4:A3:275:SER:O 4:A3:279:GLN:HG3 2.15 0.46
4:A7:227:HIS:CE1 5:0:280:ALA:HA 2.50 0.46
4:B1:256:ASN:HD22 | 4:B1:350:LYS:HD2 1.80 0.46
3:B2:229:ARG:HH12 | 2:E:251:TYR:HE1 1.63 0.46
4:B7:51:TYR:HB3 4:B7:59:PHE:HB3 1.97 0.46
3:C0:84:ARG:HD3 7:1:98: THR:HG21 1.97 0.46
4:C3:117:LEU:HA 4:C3:120:VAL:HG12 1.97 0.46
3:C4:237:SER:HB2 3:C4:376:CYS:SG 2.54 0.46
4:CT7:68:LEU:HD21 4:C7:147:-MET:HE3 1.97 0.46
4:C7:178:THR:HG21 | 11:C7:501:GDP:H5’ 1.97 0.46
3:E2:59:GLY:0O 3:E2:61:HIS:N 2.48 0.46
4:E5:4:ILE:HG13 4:E5:131:GLN:HB3 1.97 0.46
4:E5:397:TRP:CZ3 | 3:E6:257: THR:HG22 2.51 0.46
4:E7:139:LEU:HA 4:E7:145:SER:HB2 1.96 0.46
3:F0:119:LEU:HD22 | 3:F0:156:ARG:HD3 1.97 0.46
3:A0:189:LEU:HD21 | 3:A0:418:PHE:CD1 2.49 0.46
4:A1:281:TYR:HB2 4:A5:86:ARG:CZ 2.46 0.46
4:A5:91:VAL:HG11 | 4:A5:116:VAL:HG22 1.97 0.46
3:A6:219:ILE:HD12 | 3:A6:222:PRO:HG3 1.98 0.46
3:B0:280:LYS:HG2 3:B4:88:HIS:CE1 2.50 0.46
4:B1:320:ARG:HH11 2:C:212:GLU:HG3 1.80 0.46
3:B2:280:LYS:HG2 3:B6:89:PRO:HG2 1.98 0.46
4:B3:13:GLY:HA2 4:B3:16:ILE:HG22 1.96 0.46
3:C0:403:ALA:HB1 4:C1:259:PRO:HB3 1.96 0.46
3:C6:141:VAL:HA 3:C6:147:SER:HB2 1.98 0.46
3:C8:36:MET:HE1 3:C8:61:HIS:NE2 2.30 0.46
3:D0:297:GLU:HG3 3:D0:299:ALA:H 1.79 0.46
4:D1:324:LYS:HE2 4:D1:324:LYS:H 1.80 0.46
3:D2:209:ILE:HG12 | 3:D2:302:MET:HB2 1.96 0.46
4:D7:267:LEU:HD23 | 4:D7:301:CYS:HB3 1.97 0.46
3:D8:29:GLY:HA3 3:D8&:36:MET:HE1 1.96 0.46
4:D9:187:LEU:HA 4:D9:190:HIS:CE1 2.50 0.46
3:E2:28:HIS:NE2 3:E2:243:ARG:HD?2 2.29 0.46
4:E3:198:GLU:HA 4:E3:264:HIS:HB2 1.97 0.46
4:E7:152:1ILE:HG12 | 4:E7:164:MET:HE2 1.95 0.46
3:F0:328:VAL:HG21 | 3:F0:355:ILE:HD11 1.98 0.46
7:¢:140:LEU:HD23 7.c:143:ILE:HD11 1.98 0.46
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7:e:185:1ILE:HD13 7:¢:195:ALA:HB3 1.96 0.46
7:£:170:VAL:HG23 7:1:183:LEU:HB2 1.97 0.46
7:5:205:LYS:HE3 7:5:205:LYS:HB3 1.76 0.46
3:A2:298:PRO:HG3 | 3:A2:307:PRO:HD2 1.98 0.46
3:A6:100:ALA:HA 4:A7:252:LYS:HD2 1.97 0.46
3:A6:192:HIS:HD2 3:A6:421:ALA:HA 1.81 0.46
4:A9:269:GLY:HA3 | 4:A9:293:MET:HE1 1.96 0.46
4:A9:313:ALA:HB3 | 4:A9:349:MET:HB3 1.97 0.46
3:C2:119:LEU:HD12 | 3:C2:156:ARG:HH12 1.80 0.46
3:C8:207:GLU:HA 3:C8:210: TYR:HB2 1.95 0.46
3:D0:115:VAL:HG21 | 3:D0:152:LEU:HD23 1.95 0.46
4:D9:207:LEU:HD21 | 4:D9:229:VAL:HG23 1.98 0.46
4:E3:253:LEU:HD21 | 4:E3:368:VAL:HG21 1.98 0.46
7:4:79:ASP:HB3 7:1:82:ASP:HB3 1.97 0.46
7m:21:ARG:HA 7m:24:MET:HE2 1.96 0.46
4:B3:28:HIS:HA 4:B3:43:GLN:HG2 1.96 0.46
4:C7:7:-VAL:HB 4:C7:135:ILE:HG12 1.98 0.46
4:C7:167:PHE:CE2 4:C7:233:MET:HG2 2.51 0.46
4:C9:230:SER:HA 4:C9:233:-MET:HE2 1.97 0.46
4:D3:290: THR:HG21 | 4:D3:329:GLN:HB3 1.97 0.46
4:D7:51:TYR:HB3 4:D7:59:PHE:HB3 1.97 0.46
4:D7:282:ARG:HH22 | 4:E1:86:ARG:NH2 2.13 0.46
4:D9:183:TYR:HE2 | 4:D9:388:MET:HE2 1.81 0.46
4:D9:257:LEU:HD21 | 4:D9:314:SER:HB2 1.97 0.46
3:E0:223: THR:HG23 | 3:E0:225:THR:HG22 1.98 0.46
4:E5:25:SER:HB2 4:E5:30:ILE:HB 1.98 0.46
4:E5:156:ARG:HA 4:E5:156:ARG:HD2 1.82 0.46
7:m:5:VAL:HG21 7:m:146:ARG:HH21 1.80 0.46
7:q:51:PRO:HD2 7:q:140:LEU:HD22 1.97 0.46
1:1:417:LEU:HB2 1:1:420: TRP:CD1 2.50 0.46
4:A3:77:ARG:HH22 4:A3:92:PHE:HZ 1.63 0.46
4:A9:102:ALA:HB2 | 4:A9:403:MET:HE2 1.97 0.46
3:B6:265:ILE:HG23 3:B6:432: TYR:CZ 2.50 0.46
4:C5:2:ARG:HB2 4:C5:131:GLN:HB2 1.98 0.46
4:C7:415:-MET:HE3 | 4:C7:415:MET:HB3 1.74 0.46
4:C9:237:THR:HG23 | 4:C9:241:ARG:HH12 1.81 0.46
3:D6:207:GLU:HA 3:D6:210: TYR:HD1 1.80 0.46
3:E0:76:ASP:HA 3:E0:79:ARG:HD2 1.98 0.46
3:E4:214:ARG:HH21 | 3:E4:215:ARG:HB3 1.81 0.46
4:E9:205:GLU:HA 4:E9:208: TYR:HD?2 1.81 0.46
7:c:75:LEU:HD23 7:c:111:1JLE:HB 1.98 0.46

Continued on next page...




Page 109

Full wwPDB EM Validation Report

EMD-72717, 9YA1

Continued from previous page...

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

7:2:5:VAL:HG23 7:¢:8:SER:HB3 1.98 0.46
7:1:65:GLN:HA 7:1:68:LEU:HD13 1.98 0.46
7u:74:ALA:HA 7:u:172:VAL:HA 1.97 0.46
7:v:55:LEU:HD23 7:v:134:1ILE:HD11 1.96 0.46
3:A0:103:PHE:CD2 3:A0:148:GLY:HA2 2.46 0.46
3:A4:306:ASP:HB3 3:A4:309:HIS:CE1 2.50 0.46
4:A5:68:LEU:HA 4:A5:93:GLY:HA3 1.97 0.46
4:A5:193:VAL:HG11 | 4:A5:418:LEU:HD11 1.97 0.46
4:A9:44:-LEU:HD11 7:¢:87:SER:HA 1.97 0.46
3:B0:276:ILE:HG23 3:B0:280:LYS:HB2 1.97 0.46
4:B1:147:MET:HE3 | 4:B1:147-MET:HB3 1.77 0.46
3:B8:4:VAL:HG12 3:B8:133:GLN:HB3 1.97 0.46
4:C3:294:PHE:HE2 | 4:C3:333:VAL:HG21 1.80 0.46
4:C5:221: THR:HA 5:P:458:ARG:NH1 2.30 0.46
4:D3:154:LYS:0O 4:D3:157:GLU:HG3 2.15 0.46
4:D5:236:VAL:HG13 | 4:D5:237:-THR:HG23 1.98 0.46
3:D6:72:PRO:HD2 4:D7:2:ARG:HH21 1.79 0.46
4:D7:10:GLY:HA2 | 4:D7:143: THR:HG23 1.97 0.46
4:D9:313:ALA:HB3 | 4:D9:349:MET:HB3 1.98 0.46
3:E0:298:PRO:HA 3:E0:301:MET:HE3 1.97 0.46
3:E8:234:VAL:HG22 | 3:E8:272:TYR:HB2 1.97 0.46
6:W:76:LYS:HG2 7:a:162:GLY:HA3 1.97 0.46
7:b:95:TYR:CD2 7:b:196:LEU:HB3 2.51 0.46
7:¢:53:GLY:HA2 7:¢:62:VAL:HG21 1.97 0.46
8:1:77:ASP:HB3 8:1:82:ASP:HB3 1.97 0.46
1:1:429:LYS:HE3 1:1:432: GLN:HE22 1.80 0.46
4:A1:203:ASP:HB2 4:A1:301:CYS:HA 1.98 0.46
4:A5:309:ARG:H 4:A5:372: THR:HG22 1.81 0.46
4:A9:46:ARG:HA 4:A9:46:ARG:HD3 1.71 0.46
4:B3:91:VAL:HG21 | 4:B3:116:VAL:HG22 1.97 0.46
3:B4:80: THR:HB 7:1£:94:ASN:HD21 1.80 0.46
4:B5:283:ALA:HA 4:B9:55: THR:HG22 1.98 0.46
4:C3:68:LEU:HB3 4:C3:96:GLY:HA2 1.97 0.46
4:C9:219:- THR:HA 3:D0:326:LYS:HZ3 1.81 0.46
2:D:247-TYR:HE1 3:D6:81:GLY:HA3 1.80 0.46
2:D:255:PRO:HG2 3:D6:364:PRO:HG2 1.96 0.46
4:E3:315:ALA:HB2 4:E3:367:PHE:HD1 1.81 0.46
4:E3:330:MET:HB3 | 4:E3:349:MET:HG2 1.98 0.46
7:d:149:ARG:HH12 7:d:162:GLY:C 2.24 0.46
7:h:64:PRO:HD2 7:h:67:HIS:CE1 2.51 0.46
7:h:175:SER:HA 7:h:206:PHE:HE2 1.80 0.46
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8:1:35:ALA:HB2 8:1:133:VAL:HG12 1.98 0.46
7:t:18:ASN:HD21 7:4:46:ASP:H 1.64 0.46
7:u:56:LYS:NZ 7:u:60:ASN:HA 2.30 0.46
2:A:213:SER:HB3 2:A:216:ARG:HG3 1.97 0.46
3:A4:105:ARG:HA | 3:A4:109: THR:HG22 1.97 0.46
4:A9:392:LYS:HD3 | 4:A9:395:LEU:HD11 1.98 0.46
3:B0:395:PHE:HD?2 3:B0:422:ARG:HD3 1.80 0.46
3:C6:316:CYS:HA 3:C6:352:LYS:HB2 1.97 0.46
4:D3:5:VAL:HG23 4:D3:130:LEU:HD11 1.97 0.46
4:D3:259:PRO:HG3 | 4:D3:311:LEU:HD21 1.98 0.46
3:D6:329:ASN:HA 3:D6:332:VAL:HG12 1.97 0.46
4:D7:165:GLU:HG3 | 4:D7:250:LEU:HD22 1.98 0.46
4:E5:272:PRO:HD3 4:E5:364:SER:HA 1.97 0.46
4:E5:388:MET:HE1 3:E6:348:PRO:HD2 1.98 0.46
7:1:97:ARG:HH21 7:h:5:VAL:HG13 1.80 0.46
3:A2:221:ARG:HA 4:A3:324:LYS:HZ1 1.81 0.46
4:A3:4:]ILE:HB 4:A3:50:PHE:HE1 1.81 0.46
3:B0:137:MET:HE3 | 3:B0:168:ASN:HD22 1.80 0.46
3:B0:403:ALA:HB2 4:B1:344: TRP:HZ3 1.80 0.46
4:B3:6:HIS:CD2 4:B3:134:GLN:HG3 2.51 0.46
4:B3:193:VAL:HG23 | 4:B3:265:PHE:HE1 1.80 0.46
3:B6:320:ARG:HH21 | 3:B6:360:PRO:HA 1.81 0.46
4:B7:211:CYS:HB3 4:B7:220:PRO:HG3 1.98 0.46
4:B9:206:ALA:HB2 4:B9:302:ALA:HB2 1.98 0.46
3:C4:231:ILE:O 3:C4:235:1ILE:HG12 2.16 0.46
4:D7:7:VAL:HB 4:D7:135:1ILE:HD13 1.98 0.46
4:D7:200:GLN:HG2 | 4:D7:268:ILE:HD11 1.98 0.46
3:E2:311:LYS:NZ 3:E2:344:VAL:HA 2.31 0.46
3:E6:207:GLU:HA 3:E6:210:TYR:CD2 2.51 0.46
4:E9:152:1LE:HG23 4:E9:164:MET:HE3 1.98 0.46
3:F0:105:ARG:HA 3:F0:109: THR:HG22 1.97 0.46
4:F1:259:PRO:HG3 | 4:F1:311:LEU:HD21 1.97 0.46
4:F1:318:ARG:HG2 4:F1:354:CYS:HB3 1.97 0.46
2:1:215:TYR:O 2:1:219:TYR:HB2 2.16 0.46
7:g:71:LYS:HD3 7:2:109:GLU:HB2 1.97 0.46
7:q:88:LEU:HD22 7:q:185:ILE:HG21 1.98 0.46
7:x:149:ARG:HG2 7:x:163:SER:HA 1.97 0.46
1:1:420:TRP:HE1 1:1:477:VAL:HG11 1.81 0.46
3:A4:310:GLY:HA3 3:A4:383:ALA:HB2 1.97 0.46
4:B5:192:LEU:HD21 | 4:B5:199:VAL:HG11 1.98 0.46
3:C0:391:MET:HE3 3:C0:391:MET:O 2.16 0.46
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3:C2:3:GLU:HA 3:C2:51:THR:HA 1.98 0.46
3:C2:262: TYR:HE1 | 3:C2:435:VAL:HG22 1.81 0.46
4:C7:275:SER:HB3 4:C7:278:SER:HB2 1.97 0.46
3:D0:274:PRO:HB2 | 3:D0:276:ILE:HG23 1.98 0.46
4:D1:289:LEU:HD23 | 4:D1:363:MET:HE2 1.97 0.46
3:D4:2:ARG:HB2 3:D4:133:GLN:HE22 1.79 0.46
3:D4:191: THR:HA 3:D4:194:LEU:HG 1.98 0.46
3:D4:401:LYS:HZ3 4:D5:344:TRP:CG 2.34 0.46
4:D5:7:VAL:HG22 4:D5:64:1LE:HB 1.98 0.46
4:E5:211:CYS:HA 4:E5:215:-LEU:HB2 1.98 0.46
7:1:25:GLN:HA 7:1:28:LYS:HE3 1.98 0.46
4:A1:24:1LE:HG13 4:A1:28:HIS:HD2 1.81 0.45
3:A2:268:MET:SD 3:A2:378:ILE:HG23 2.55 0.45
3:A4:219:ILE:HD11 7:¢:189:LEU:HD11 1.97 0.45
3:A6:20:CYS:SG 3:A6:235:1LE:HG13 2.56 0.45
3:B&:10:GLY:HA2 3:B8:145: THR:HG23 1.99 0.45
3:C0:196:GLU:HG2 3:C0:197:HIS:CD2 2.51 0.45
3:C0:269:LEU:HD13 3:C0:301:MET:SD 2.56 0.45
3:C4:29:GLY:HA2 2:J:256:LEU:HD?22 1.98 0.45
3:C4:90:GLU:C 3:C4:121:ARG:HH12 2.25 0.45
3:D0:17:GLY:HA2 3:D0:20:CYS:HB2 1.98 0.45
4:D3:202:1ILE:HD11 | 4:D3:268:ILE:HD12 1.98 0.45
3:D4:320:ARG:HG2 | 3:D4:360:PRO:HD3 1.98 0.45
3:D6:7:ILE:HG23 3:D6:137:MET:HA 1.97 0.45
3:D6:12:ALA:HA 3:D6:15:GLN:HE21 1.80 0.45
3:D6:169:PHE:HD2 | 3:D6:204:LEU:HD11 1.80 0.45
4:D9:207:LEU:HB3 4:D9:225:LEU:HG 1.98 0.45
3:E4:217:LEU:HB2 3:E4:275:1ILE:HG22 1.98 0.45
3:E6:406:HIS:CD2 4:E7:261:PRO:HD3 2.51 0.45
4:E9:51:TYR:HB3 4:E9:59:PHE:HB3 1.98 0.45
8:k:61:ASN:HB2 8:k:69:ILE:HG12 1.98 0.45
4:A1:308:GLY:HA3 4:A1:373:ALA:HB2 1.98 0.45
3:A4:30:ILE:HG22 3:A4:36:MET:HB3 1.98 0.45
4:B1:424:GLN:HG3 | 4:B1:425:TYR:CD1 2.51 0.45
4:B3:16:ILE:HD11 4:B3:229:VAL:HG21 1.97 0.45
4:B3:232:ALA:HB2 4:B3:270:PHE:HB2 1.98 0.45
3:B6:53:PHE:HB3 3:B6:61:HIS:HB3 1.97 0.45
3:C4:280:LYS:HE3 3:C8:88:HIS:CE1 2.50 0.45
4:C5h:257:LEU:HD11 | 4:C5:314:SER:HB3 1.98 0.45
4:D1:257:LEU:HD12 | 4:D1:370:ASN:HB2 1.97 0.45
3:D2:402:ARG:HD3 | 3:D2:405:VAL:HG21 1.98 0.45
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Atom-1 Atom-2 distance (A) overlap (A)
4:D3:284:LEU:HD21 4:D3:363:MET:H 1.81 0.45
4:D7:105:HIS:CD2 | 4:D7:150:LEU:HD12 2.51 0.45
4:FE3:13:GLY:HA2 4:E3:16:1ILE:HG22 1.97 0.45
5:R:253:ALA:O 5:R:255:LYS:HG2 2.16 0.45
7:r:154: TYR:HE1 7:1:158: THR:HG22 1.82 0.45
3:A6:397:LEU:HD11 | 4:A7:346:PRO:HD3 1.98 0.45
4:B3:105:HIS:CD2 4:B3:150:LEU:HD13 2.50 0.45
4:C3:14:ASN:HD22 4:C3:65:LEU:HD12 1.81 0.45
4:D5:296:ALA:HB2 | 4:D5:306:ARG:HH12 1.80 0.45
3:D8&:306:ASP:HB3 3:D8&:309:HIS:CE1 2.51 0.45
4:E3:337:ASN:HB3 4:E3:340: TYR:HB2 1.97 0.45
4:F1:399:THR:HA 4:F1:403:MET:HB2 1.97 0.45
7:b:77:PHE:CZ 7:b:150:VAL:HG21 2.52 0.45
7:¢:99:-MET:HG2 7:e:108:1ILE:HG12 1.98 0.45
7:¢:183:LEU:HD23 7:¢:196:LEU:HA 1.98 0.45
7n:77:PHE:HD2 7:1:169:SER:HB3 1.81 0.45
7n:78:ALA:HA 7:n:167:VAL:HG13 1.99 0.45
7:x:9:PRO:HB2 7:x:143:1ILE:HB 1.99 0.45
4:A1:286:VAL:HB 4:A1:325:GLU:HG2 1.99 0.45
3:A2:364:PRO:HB2 5:P:242:LEU:HD12 1.98 0.45
4:A3:257:LEU:HD21 | 4:A3:314:SER:HB2 1.99 0.45
3:B4:8:HIS:HD2 3:B4:138:PHE:HB2 1.81 0.45
4:B7:265:PHE:HB3 4:B7:374:1LE:HD13 1.99 0.45
4:B7:358:PRO:HG2 | 4:B7:361:LEU:HD11 1.98 0.45
3:B&:205:ASP:HB2 3:B&:303:ALA:HA 1.97 0.45
3:C2:286:LEU:HB2 3:C2:291:ILE:HD11 1.98 0.45
4:C3:12:CYS:HB3 4:C3:138:SER:HB2 1.98 0.45
4:C7:117:LEU:HA 4:C7:120:VAL:HG12 1.99 0.45
4:C9:139:LEU:HA 4:C9:145:SER:HB2 1.98 0.45
4:D3:49:VAL:HG21 4:D3:241:ARG:HG2 1.98 0.45
3:D&:207:GLU:HA 3:D&:210:TYR:HB2 1.97 0.45
3:D8:286:LEU:HD13 | 3:D&:371:VAL:HG23 1.99 0.45
7:£:130:PRO:HB3 7:h:159:TYR:CD2 2.52 0.45
8:1:14:LYS:HA 8:1:23:PRO:HA 1.99 0.45
8:1:35:ALA:HB3 8:1:71:1ILE:HG22 1.99 0.45
7m:117:ARG:HH12 7:n:152:LYS:HE2 1.81 0.45
3:A0:172:TRP:CD2 3:A0:173:PRO:HD2 2.52 0.45
4:A1:73:MET:HE1 4:A1:90:PHE:HB3 1.99 0.45
3:A2:204:LEU:HD23 | 3:A2:209:ILE:HD11 1.97 0.45
4:B1:313:ALA:HB1 4:B1:367:PHE:HE1 1.82 0.45
3:B2:313:MET:HG3 | 3:B2:344:VAL:HG11 1.99 0.45
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3:B8:224:TYR:HD2 | 4:B9:323:THR:HG21 1.81 0.45
3:C0:141:VAL:HG13 | 3:C0:190:SER:HB3 1.98 0.45
4:C5:237:THR:HA 4:C5:240:LEU:HD13 1.98 0.45
2:D:247:TYR:CE1 3:D6:78:VAL:HA 2.51 0.45
3:D0:283:HIS:HB2 3:D4:88:HIS:HD2 1.82 0.45
3:E0:51:THR:HG21 | 3:E0:243:ARG:HG2 1.98 0.45
4:E3:372:THR:HG21 | 4:E3:426:GLN:HG2 1.98 0.45
4:E5:66:MET:HE2 | 4:E5:151:LEU:HD22 1.98 0.45
3:E8:320:ARG:HE 3:E8:360:PRO:HG3 1.80 0.45
3:F0:163:LYS:HD2 3:F0:163:LYS:HA 1.77 0.45
3:F0:209:ILE:HA 3:F0:212:ILE:HB 1.97 0.45
7:d:84:LYS:HZ3 7:d:88: LEU:HD22 1.82 0.45
7:0:146:ARG:HH12 7:0:156:VAL:HG21 1.81 0.45
7:r:154: TYR:HE1 7:r:158:THR:H 1.64 0.45
1:2:393:ASP:HA 1:2:396:LYS:NZ 2.31 0.45
3:A8:189:LEU:HD11 | 3:AR:418:PHE:HD1 1.82 0.45
3:B0:320:ARG:HH21 3:B0:360:PRO:HA 1.81 0.45
4:B1:113:ILE:HA 4:B1:116:VAL:HG22 1.99 0.45
4:B3:116:VAL:HA 4:B3:119:VAL:HG12 1.99 0.45
4:B3:257:LEU:HD21 | 4:B3:314:SER:HB3 1.99 0.45
3:B6:296:PHE:CD2 | 3:B6:377:MET:HE1 2.52 0.45
4:B7:391:ARG:HG3 | 3:B8:346: TRP:CD1 2.52 0.45
3:B8:217:LEU:HD21 | 3:B&:275:ILE:HG22 1.99 0.45
4:C1:3:GLU:HA 4:C1:49:VAL:HA 1.99 0.45
3:C2:182:VAL:HG22 | 3:C2:185:TYR:HB2 1.99 0.45
4:C5:27:GLU:HA 4:C5:359:LYS:HD2 1.99 0.45
4:C5:361:LEU:HD11 5:P:467:PRO:HD3 1.97 0.45
3:C6:198: THR:HG21 | 3:C6:201:ALA:HB2 1.99 0.45
3:D2:67:PHE:HB2 3:D2:92:LEU:HD23 1.99 0.45
4:D5:138:SER:HA 4:D5:169:VAL:HG22 1.99 0.45
4:D7:9:GLY:HA2 4:D7:66:MET:HB3 1.99 0.45
4:E5:2:ARG:HB2 4:E5:131:GLN:HB2 1.98 0.45
4:E7:57:GLY:HA3 7:v:83:PRO:HB2 1.97 0.45
4:E7:383:ASP:HA 4:E7:386: THR:HG22 1.98 0.45
5:P:458:ARG:HA 5:P:458:ARG:HD2 1.78 0.45
R:1:127:ALA:HB1 &:1:130:LEU:HD12 1.99 0.45
1:1:478:MET:HA 1:1:481:VAL:HG12 1.98 0.45
1:1:493:ARG:O 1:1:496:LYS:HG3 2.16 0.45
4:A1:268:ILE:N 4:A1:299:MET:HE1 2.31 0.45
4:A1:396:HIS:CD2 3:A2:263:PRO:HG3 2.52 0.45
4:A3:268:1LE:O 4:A3:300:MET:HG2 2.16 0.45
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Atom-1 Atom-2 distance (A) overlap (A)
3:B0:395:PHE:CD2 | 3:B0:422:ARG:HD3 2.52 0.45
4:B5:39:ASP:HA 7:1:90:PRO:HG3 1.98 0.45
3:B6:314:ALA:HB3 3:B6:380:ASN:HB2 1.99 0.45
3:C4:3:GLU:HG2 3:C4:51:THR:HA 1.98 0.45
2:D:256:LEU:HD12 2:D:257:PRO:HD2 1.98 0.45
3:D0:265:ILE:HG12 | 3:D0:380:ASN:HD21 1.81 0.45
4:D1:268:ILE:HG23 | 4:D1:300:MET:HE2 1.98 0.45
3:D2:115:VAL:HA 3:D2:118:SER:HB2 1.99 0.45
4:D3:178: THR:HA 3:D4:352:LYS:HD3 1.98 0.45
4:D3:276:ARG:HG3 5:P:524:ALA:H 1.81 0.45
4:E3:25:SER:HB2 4:E3:30:ILE:HB 1.99 0.45
4:E3:383:ASP:HA 4:E3:386: THR:HG22 1.98 0.45
3:E8:154:LEU:HD21 | 3:E8:198: THR:HG22 1.99 0.45
4:E9:236:VAL:HG13 | 4:E9:237: THR:HG23 1.97 0.45
4:F1:69:GLU:HB3 4:F1:96:GLY:HA2 1.99 0.45
7:¢:67:HIS:HB3 7:e:16:ARG:HH22 1.81 0.45
7:d:97:ARG:HH22 7:1:159:TYR:C 2.25 0.45
7:£:75:LEU:HD23 7:£:111:1ILE:HB 1.98 0.45
7:£:165: THR:HG21 7:1:182:PHE:CZ 2.51 0.45
7:j:11:ASN:O 7:3:15:ARG:HG3 2.17 0.45
8:k:15:ARG:HB2 8:k:24:VAL:HB 1.99 0.45
7:p:115:LEU:HD23 7:p:115:LEU:HA 1.77 0.45
7:q:127:ALA:HB1 7:5:157:PRO:HG3 1.98 0.45
3:A0:274:PRO:HB2 3:A0:276:1LE:HG23 1.98 0.45
3:A2:121:ARG:HD2 3:A2:124:LYS:HE2 1.99 0.45
4:A5:244:GLY:HA2 4:A5:355:ASP:HB2 1.98 0.45
4:A9:67:ASP:HB2 4:A9:73:MET:HE2 1.99 0.45
3:B0:310:GLY:HA3 3:B0:383:ALA:HB2 1.99 0.45
3:B2:284:GLU:HG2 3:B6:88:HIS:NE2 2.31 0.45
4:B7:12:CYS:HB3 4:B7:138:SER:HB2 1.99 0.45
3:C2:221:ARG:HA 4:C3:324:LYS:HZ1 1.81 0.45
3:C6:269:LEU:HD21 | 3:C6:384:1ILE:HG22 1.99 0.45
3:D8:21:TRP:HD1 3:D8:24:PHE:HB2 1.82 0.45
3:E2:7:ILE:HG23 3:E2:137:MET:HA 1.99 0.45
3:E4:53:PHE:HB3 3:E4:61:HIS:HB3 1.98 0.45
3:F4:334: THR:HA | 3:E4:337:THR:HG22 1.99 0.45
3:E6:195:LEU:HD21 | 3:E6:428:LEU:HD22 1.99 0.45
3:E6:287:SER:HB2 3:E6:290:GLU:HG3 1.98 0.45
3:E8:60:LYS:HZ2 3:E8:62:VAL:HG22 1.82 0.45
3:E&:242:LEU:HD11 3:E8:252:VAL:H 1.80 0.45
3:E8:310:GLY:HA3 3:E8:383:ALA:HB2 1.98 0.45
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4:E9:136: THR:HG22 | 4:E9:167:PHE:HB2 1.98 0.45
3:F0:72:PRO:HB2 4:F1:46:ARG:NH2 2.31 0.45
5:0:279:VAL:HA 5:0:282:ARG:HB3 1.99 0.45
7:2:130:PRO:HB3 7:1:159:TYR:CD2 2.52 0.45
7:q:172:VAL:HG12 7:q:180:ALA:HB3 1.99 0.45
7:r:164:ARG:HD2 7:r:164:ARG:HA 1.76 0.45
4:A1:208:TYR:HE2 3:A2:326:LYS:HA 1.82 0.45
4:A7:192:.LEU:HD21 | 4:A7:199:VAL:HG11 1.98 0.45
4:B1:116:VAL:HG23 | 4:B1:151:LEU:HD13 1.97 0.45
4:B1:135:ILE:HG21 4:B1:152:1ILE:HD11 1.99 0.45
3:B2:328:VAL:HG21 | 3:B2:355:ILE:HD11 1.99 0.45
4:B5:199:VAL:HG23 4:B5:264:HIS:CD2 2.52 0.45
3:B&:268:MET:SD 3:B&:378:ILE:HG23 2.57 0.45
4:D1:286:VAL:HG22 | 4:D1:363:MET:HE1 1.98 0.45
4:D9:164:MET:HB3 4:D9:197:ASP:H 1.81 0.45
3:F4:88:HIS:HB3 3:E4:91:GLN:HB3 1.97 0.45
4:E5:156:ARG:HG2 4:E5:195:ASN:HB2 1.98 0.45
3:F0:90:GLU:HG3 3:F0:121:ARG:HD3 1.99 0.45
3:F0:398:MET:HE1 4:F1:345:ILE:HG12 1.99 0.45
7:¢:5:VAL:HG11 7:2:149:ARG:HD2 1.99 0.45
7:x:78:ALA:HB3 7:x:112:PHE:HE2 1.82 0.45
2:A:247:TYR:CE1 3:A4:78:VAL:HA 2.51 0.45
4:A1:397:TRP:CZ3 3:A2:257: THR:HA 2.52 0.45
3:A8:203:MET:HE1 3:A8:267:PHE:HB3 1.99 0.45
3:B2:210:TYR:CE1 | 3:B2:227:LEU:HD21 2.52 0.45
4:B3:136: THR:HG22 | 4:B3:167:PHE:HB2 1.98 0.45
4:B3:182:PRO:HA 4:B3:185:ALA:HB3 1.98 0.45
4:B3:398:TYR:HB3 4:B3:408:PHE:HZ 1.82 0.45
4:B5:313:ALA:HB1 4:B5:367:PHE:HE1 1.82 0.45
4:B7:8:GLN:HG2 4:B7:14:ASN:HA 1.99 0.45
4:B7:131:GLN:HE22 | 4:B7:249:ASP:HB2 1.81 0.45
4:B7:206:ALA:HB2 4:B7:302:ALA:HB2 1.98 0.45
3:C2:377:MET:HE3 3:C2:379:SER:HB3 1.99 0.45
3:C4:28:HIS:HE2 3:C4:243:ARG:HD2 1.82 0.45
4:C7:281:TYR:HB2 4:D1:86:ARG:NH2 2.31 0.45
4:D1:110:ALA:HA 4:D1:113:ILE:HG22 1.99 0.45
4:D3:7:VAL:HB 4:D3:135:1ILE:HD13 1.99 0.45
4:D3:135:1ILE:HG21 4:D3:152:ILE:HD11 1.98 0.45
3:D8:249:ASN:ND2 | 5:P:532:ARG:HH22 2.15 0.45
4:D9:49:VAL:HG11 4:D9:240:LEU:HB3 1.98 0.45
3:E0:395:PHE:HE2 3:E0:422:ARG:HB2 1.82 0.45
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3:E6:124:LYS:HD2 3:E6:124:LYS:HA 1.70 0.45
7:d:51:PRO:HD2 7:d:54:SER:HB2 1.99 0.45
7:2:68:LEU:HD22 7:2:109:GLU:HG2 1.99 0.45
7:0:5:VAL:HG11 7:0:149:ARG:HD3 1.98 0.45
7:q:18:ASN:HB3 T:q:45:MET:HG2 1.99 0.45
7:t:196:LEU:O 7:t:198:ARG:N 2.45 0.45
3:A0:88:HIS:HB3 3:A0:91:GLN:HG2 1.99 0.44
3:A0:219:ILE:HG22 7:a:198:ARG:NH2 2.32 0.44
4:A1:99:ASN:HA 4:A1:142:GLY:N 2.30 0.44
4:A5:117:LEU:HA 4:A5:120:VAL:HG12 1.99 0.44
3:A6:231:ILE:O 3:A6:235:ILE:HG12 2.17 0.44
3:B0:422:ARG:HA 3:B0:422:ARG:HD2 1.82 0.44
3:B4:181:VAL:HG23 | 3:B4:182:VAL:HG13 1.98 0.44
4:B9:39:ASP:HA 7:h:90:PRO:HG3 1.99 0.44
4:B9:42:LEU:HD11 4:B9:356:ILE:HD11 1.98 0.44
3:C2:88:HIS:HB3 3:C2:91:GLN:HB2 1.98 0.44
4:C5:117:LEU:HA 4:C5:120: VAL:HG12 1.99 0.44
4:C5:226:ASN:HA 4:C5:229:VAL:HG12 1.99 0.44
4:C9:293:MET:HE2 | 4:C9:293:MET:HB3 1.84 0.44
3:D0:259:LEU:HD21 | 3:D0:316:CYS:HB2 1.99 0.44
3:D2:53:PHE:HB3 3:D2:61:HIS:HB3 1.99 0.44
3:D2:401:LYS:HZ3 4:D3:344:TRP:CG 2.35 0.44
3:D4:292:THR:HG21 | 3:D4:331:ALA:HB1 1.97 0.44
3:D6:338:LYS:HG3 | 3:D6:340: THR:HG22 1.97 0.44
3:D6:403:ALA:HB2 4:D7:344: TRP:HZ3 1.81 0.44
4:E5:102:ALA:HA 4:E5:403:MET:HE3 1.99 0.44
6:W:179:ARG:HA 6:W:179:ARG:HD2 1.85 0.44
7:2:79:ASP:HB3 7:2:82:ASP:HB2 1.97 0.44
2:A:247:TYR:HE1 3:A4:78:VAL:HA 1.82 0.44
3:A4:352:LYS:HA 3:A4:352:LYS:HD3 1.80 0.44
4:A9:68:LEU:HA 4:A9:93:GLY:HA3 2.00 0.44
3:B2:242:LEU:HD21 3:B2:251:ASP:HA 1.99 0.44
3:B4:76:ASP:HA 3:B4:79:ARG:HE 1.82 0.44
4:C1:73:MET:O 4:C1:77:ARG:HG2 2.17 0.44
4:C1:213:ARG:HH22 | 4:C1:297:LYS:HG3 1.82 0.44
3:D0:397:LEU:HD12 4:D1:344: TRP:HA 1.99 0.44
4:D1:2:ARG:HB2 4:D1:131:GLN:HB2 1.98 0.44
4:D9:412:GLU:HA 4:D9:415:MET:HG3 1.99 0.44
3:E2:31:GLN:HG3 3:E2:37:PRO:HD3 1.99 0.44
4:E5:57:GLY:HA3 7:u:83:PRO:HB2 1.99 0.44
4:E5:135:1LE:HG21 4:E5:152:1LE:HD11 2.00 0.44
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Atom-1 Atom-2 distance (A) overlap (A)
4:E9:318:ARG:HG2 4:E9:354:CYS:HB3 1.99 0.44
7:c:2:SER:HA 7:c:6:PHE:HE1 1.82 0.44
7:2:84:LYS:HB2 7:2:168:PRO:HD3 1.99 0.44
7:5:57:ASN:HD21 7:5:59:ASN:HB2 1.82 0.44
7:s5:107:LYS:HE2 7:5:107:LYS:HB2 1.66 0.44
3:A2:76:ASP:HA 3:A2:79:ARG:HD2 1.99 0.44
3:A4:244:PHE:HD2 | 3:A4:356:ASN:HD21 1.64 0.44
4:A9:326:VAL:O 4:A9:330:MET:HB2 2.17 0.44
3:B6:334: THR:HA | 3:B6:337: THR:HG22 1.99 0.44
4:C1:51:TYR:HB3 4:C1:59:PHE:HB3 1.97 0.44
3:C4:210: TYR:CE1 4:C5:324:LYS:HD2 2.52 0.44
3:C6:280:LYS:HA 3:C6:283:HIS:HD2 1.81 0.44
4:C7:65:LEU:HB2 4:C7:90:PHE:HD1 1.81 0.44
4:C9:249:ASP:H 4:C9:252:LYS:HB2 1.82 0.44
3:D0:229:ARG:HD3 | 3:D0:363:VAL:HG21 2.00 0.44
4:D1:281:TYR:HD2 4:D5:86:ARG:HA 1.81 0.44
3:E0:244:PHE:HD1 5:R:558:ARG:HH12 1.66 0.44
4:E3:249:ASP:H 4:E3:252:LYS:HB2 1.82 0.44
3:E6:11:GLN:HB2 3:E6:74:VAL:HG11 1.99 0.44
4:E7:362:LYS:HD2 4:E7:363:MET:HB2 1.98 0.44
2:H:256:LEU:HD12 2:H:257:PRO:HD2 1.98 0.44
7:d:151:MET:HE1 7:d:154:TYR:HD1 1.83 0.44
7:e:187:SER:H 7:¢:190:GLU:HB3 1.81 0.44
7:1:14:LYS:HZ3 7:1:47.LEU:HB2 1.82 0.44
3:A0:200: VAL:HA 3:A0:266:HIS:HB2 1.99 0.44
3:A0:306:ASP:HB3 3:A0:309:HIS:CE1 2.53 0.44
4:A1:131:GLN:HE22 | 4:A1:250:LEU:HB2 1.82 0.44
4:A5:334:GLN:HE22 4:A5:347:ASN:HA 1.81 0.44
3:A8:208:ALA:HB2 3:A8:304:LYS:HG2 1.99 0.44
3:B6:155:GLU:HG3 3:B6:197:HIS:CE1 2.52 0.44
3:B8:164:LYS:HA 3:B&:164:LYS:HD3 1.80 0.44
3:D0:252:VAL:HA 3:D0:255:PHE:HD2 1.82 0.44
4:D3:105:HIS:CD2 4:D3:150:LEU:HD12 2.51 0.44
4:D3:163:1ILE:HD12 4:D3:250:LEU:HG 1.98 0.44
3:D4:260:VAL:HG23 3:D4:265:1LE:O 2.17 0.44
3:D8&:387:VAL:HA 3:D&:390:ARG:NH1 2.33 0.44
3:E0:214:ARG:HE 3:E0:220:GLU:HA 1.82 0.44
4:E1:135:1LE:HB 4:E1:166: THR:HG22 1.99 0.44
3:E2:57:GLY:O 3:E2:59:GLY:N 2.49 0.44
3:E4:84:ARG:HE 7u:98: THR:HG21 1.82 0.44
4:E5:316:MET:HE2 | 4:E5:366:THR:HG23 1.98 0.44
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Atom-1 Atom-2 distance (A) overlap (A)
3:E6:265:1ILE:HG21 | 3:E6:313:MET:HE1 2.00 0.44
3:E8:171:SER:HA 3:E8:204:LEU:HB2 1.98 0.44
4:F9:334:GLN:HE21 | 4:E9:334:GLN:HB3 1.59 0.44
4:F1:398:TYR:HB3 4:F1:403:MET:HG3 1.99 0.44
2:K:210:HIS:CE1 7:p:154:TYR:HB2 2.53 0.44
7:3:55:LEU:HD22 7:3:111:1LE:HD12 1.98 0.44
8:k:54:ARG:HG3 8:k:91:PRO:HG3 1.98 0.44
7:1:63:ILE:HD12 7:1:67:HIS:HB2 2.00 0.44
1:1:396:LYS:HA 1:1:396:LYS:HD3 1.72 0.44
4:A5:313:ALA:HA 4:A5:369:GLY:HA2 1.99 0.44
3:A6:122:ILE:HD13 | 3:A6:157:LEU:HD11 2.00 0.44
4:B1:317:PHE:CD2 4:B1:321:MET:HE1 2.52 0.44
4:B3:375:GLN:HG3 | 4:B3:419:VAL:HG23 2.00 0.44
4:B7:179:VAL:HG22 | 3:B&:258:ASN:0OD1 2.18 0.44
3:B8:178:SER:HB2 3:B8:180:ALA:O 2.16 0.44
3:B8:404:PHE:HD1 4:B9:259:PRO:HA 1.82 0.44
4:C3:284:LEU:HD23 4:C3:284:LEU:HA 1.86 0.44
4:C7:377:MET:HE3 | 4:C7:377:MET:HB2 1.79 0.44
3:C8:233:GLN:HE21 | 3:C8:368:LEU:HD22 1.83 0.44
3:D0:91:GLN:HA 3:D0:121:ARG:HG2 1.99 0.44
3:D2:16:ILE:HA 3:D2:228:ASN:HD21 1.82 0.44
4:D3:253:LEU:HD21 | 4:D3:368:VAL:HG11 1.99 0.44
4:D3:389:PHE:HE2 4:D3:408:PHE:HD1 1.65 0.44
3:D8&:280:LYS:HE2 3:D8&:280:LYS:HB3 1.78 0.44
4:E5:8:GLN:HE22 4:E5:63:ALA:HB1 1.82 0.44
4:E5:393:ALA:HB1 3:E6:261:PRO:HB2 2.00 0.44
5:R:281:GLU:HG2 5:R:286:ASP:HB2 1.98 0.44
7:e:21:ARG:HA 7::24:MET:HG3 2.00 0.44
8:k:10:PRO:HB2 8:k:11:ASP:H 1.62 0.44
7:1n:184:PRO:HD?2 7n:195:ALA:HB1 2.00 0.44
7w:96:TYR:HA 7-w:108:ILE:HD11 1.98 0.44
3:A0:228:ASN:HA 3:A0:231:ILE:HG22 1.99 0.44
3:A2:12:ALA:HB3 3:A2:140:ALA:HB2 1.99 0.44
3:A2:231:ILE:HA 3:A2:234:VAL:HG12 1.98 0.44
3:B4:105:ARG:HD2 3:B4:109: THR:HB 1.99 0.44
3:B6:268:MET:HE2 | 3:B6:380:ASN:HD21 1.82 0.44
3:C2:191:THR:O 3:C2:195:LEU:HD23 2.18 0.44
3:C4:21:TRP:HE3 3:C4:87:PHE:HE1 1.66 0.44
4:C5:156:ARG:HH22 4:C5:197:ASP:CG 2.25 0.44
4:C5:281:'TYR:CE1 4:C9:58:ARG:HD3 2.53 0.44
4:C9:101:TRP:HZ3 4:C9:106: TYR:HE2 1.66 0.44
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Atom-1 Atom-2 distance (A) overlap (A)
4:D3:178: THR:HG22 | 3:D4:352:LYS:HE3 2.00 0.44
4:D3:192:LEU:HD21 | 4:D3:199:VAL:HG21 1.98 0.44
3:D4:12:ALA:HB3 3:D4:140:ALA:HB2 1.99 0.44
4:D5:68:LEU:HD23 | 4:D5:112:LEU:HD13 1.99 0.44
4:D7:42:LEU:HD23 4:D7:356:1LE:HD11 1.99 0.44
4:D7:163:ILE:HD11 | 4:D7:251:ARG:HG2 2.00 0.44
3:D8:272:TYR:O 3:D&:275:ILE:HD13 2.18 0.44
4:D9:73:MET:HA 4:D9:76:VAL:HG22 2.00 0.44
4:E1:200:GLN:HB3 4:E1:268:.1LE:HD11 2.00 0.44
3:E2:30:ILE:HG22 3:E2:34:GLY:HA2 1.98 0.44
3:E2:31:GLN:C 3:E2:33:ASP:H 2.26 0.44
4:E3:227:HIS:HB3 5:0:567:LEU:HD12 1.99 0.44
4:E3:314:SER:HB2 4:E3:350:LYS:HB3 1.99 0.44
4:E5:154:LYS:HA 4:E5:154:LYS:HD3 1.80 0.44
7:j:9:PRO:HA 7:j:12:VAL:HG22 2.00 0.44
7:0:100:ASN:HD21 7:0:106:GLN:HG3 1.83 0.44
7:s:75:LEU:HG 7:5:173:1ILE:HG13 2.00 0.44
7:5:181:GLN:HE22 7:3:200:ASP:N 2.15 0.44
7:v:169:SER:HA 7:v:185:ILE:HD11 2.00 0.44
1:1:429:LYS:HE3 1:1:429:LYS:HA 2.00 0.44
1:2:429:LYS:HD3 1:2:432:GLN:HE22 1.83 0.44
4:A1:170:PHE:CD2 | 4:A1:201:VAL:HG13 2.52 0.44
3:A6:71:GLU:OE1 3:A6:73: THR:HG22 2.18 0.44
3:B0:401:LYS:HD?2 4:B1:344: TRP:CD2 2.53 0.44
4:B1:117:LEU:HD12 4:B1:117:LEU:HA 1.89 0.44
4:B1:330:MET:-HE2 4:B1:351:SER:HB3 2.00 0.44
3:B4:259:LEU:HG 3:B4:314:ALA:HB1 1.99 0.44
3:B&:209:1LE:HD11 3:B&:231:1LE:HD11 1.99 0.44
3:C0:184:PRO:HA 3:C0:391:MET:HE1 2.00 0.44
4:C1:98:GLY:H 4:C1:103:LYS:HD2 1.83 0.44
4:C1:103:LYS:HB3 4:C1:103:LYS:HE2 1.83 0.44
3:C4:88:HIS:CE1 3:C4:90:GLU:HG3 2.53 0.44
4:C5:207:LEU:HG 4:C5h:228:LEU:HD11 1.99 0.44
4:D1:86:ARG:HE 4:D1:87:PRO:HD2 1.83 0.44
4:D9:200:GLN:HB3 | 4:D9:268:ILE:HG13 2.00 0.44
4:F9:199:VAL:CG2 4:E£9:264:HIS:HE1 2.31 0.44
4:E9:253:LEU:HD12 | 4:E9:257:LEU:HD13 2.00 0.44
7:d:172:VAL:HG23 7:d:180:ALA:HB3 2.00 0.44
7:1:119:ARG:NH1 7:1:119:ARG:HA 2.33 0.44
7:3:96: TYR:HE1 7:3:109:GLU:HA 1.82 0.44
7:j:142:GLU:HA 7:3:145:LYS:NZ 2.33 0.44
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7:r:74:ALA:HB2 7:r:172:VAL:HG12 1.99 0.44
3:A0:121:ARG:HA 3:A0:121:ARG:HD2 1.79 0.44
4:A1:7:VAL:HB 4:A1:135:ILE:HG13 1.99 0.44
3:A4:283:HIS:HA 3:A8:60:LYS:HZ3 1.82 0.44
3:B2:222:PRO:HD2 4:B3:324:LYS:HZ1 1.83 0.44
4:B3:73:MET:HA 4:B3:76:VAL:HG22 1.99 0.44
3:B4:407.- TRP:CH2 4:B5:258:1LE:HG13 2.53 0.44
3:B&:132:LEU:HD23 3:B&:164:LYS:HZ3 1.82 0.44
3:B&:168:ASN:HB3 3:B8:201:ALA:HA 2.00 0.44
4:C1:323:THR:HG22 | 4:C1:353:VAL:HG11 1.99 0.44
3:C6:396:ASP:HB3 | 3:C6:422:ARG:HH12 1.81 0.44
4:C9:280:GLN:HE22 | 4:D3:58:ARG:HD2 1.83 0.44
3:D0:154:LEU:HD21 | 3:D0:168:ASN:HD21 1.83 0.44
3:D0:276:1LE:HD12 3:D0:281:ALA:HA 2.00 0.44
4:D5:57:GLY:HA3 7:p:83:PRO:HB2 1.99 0.44
3:D6:304:LYS:HE3 3:D6:304:LYS:HB2 1.79 0.44
4:D9:57:GLY:HA3 7:1:83:PRO:HB2 2.00 0.44
4:E3:271:ALA:HB1 4:E3:292:GLN:NE2 2.32 0.44
3:E8:166:LYS:HB2 3:E8:199:ASP:H 1.82 0.44
3:F0:96:LYS:HD3 3:F0:96:LYS:HA 1.83 0.44
7:1:106:GLN:HE21 7:h:6:PHE:HZ 1.65 0.44
7:¢:63:ILE:HG13 7:1:16:ARG:HH22 1.83 0.44
7:1:54:SER:HB2 7:1:134:1ILE:HD11 1.99 0.44
7m:12:VAL:HA 7:m:15:ARG:NH1 2.32 0.44
3:A0:32:PRO:HG2 6:W:90:TRP:CZ3 2.52 0.44
3:A0:229:ARG:HD2 | 3:A0:363:VAL:HG21 1.99 0.44
3:A2:141:VAL:HG11 | 3:A2:172:TRP:CE3 2.53 0.44
3:A2:188:VAL:HG21 | 3:A2:395:PHE:CD1 2.53 0.44
3:A2:272:TYR:HE1 3:A2:374:ALA:HB1 1.83 0.44
3:A4:210:TYR:CD1 4:A5:324:LYS:HG3 2.53 0.44
4:A5:246:LEU:HD12 4:A5:246:LEU:HA 1.87 0.44
3:A6:28:HIS:CE1 3:A6:49:PHE:HA 2.53 0.44
4:A9:44:LEU:HA 4:A9:47:1LE:HD11 1.99 0.44
4:A9:68:LEU:HB3 4:A9:96:GLY:HA2 1.99 0.44
4:B3:165:GLU:OE1 4:B3:198:GLU:HG3 2.18 0.44
4:B5:388:MET:HE3 | 4:B5:388:MET:HB3 1.89 0.44
4:B7:44:LEU:HD21 7:2:87:SER:HA 1.99 0.44
3:C0:313:MET:HE2 | 3:C0:313:MET:HB2 1.84 0.44
4:C1:222: TYR:HE2 3:C2:325:PRO:HB2 1.83 0.44
4:C3:294:PHE:CE2 | 4:C3:333:VAL:HG21 2.53 0.44
3:C6:71:GLU:OE1 3:C6:73: THR:HG22 2.18 0.44
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3:C6:81:GLY:HA3 2:J:215: TYR:HE2 1.83 0.44
4:D5:135:1LE:HB 4:D5:166: THR:HG22 2.00 0.44
4:D5:257:LEU:HD21 | 4:D5:314:SER:HB3 1.99 0.44
3:D8&:283:HIS:HB3 3:E2:88:HIS:ND1 2.33 0.44
3:D8:290:GLU:H 3:D8&:290:GLU:HG2 1.65 0.44
4:E1:113:1ILE:HA 4:E1:116:VAL:HG12 1.99 0.44
3:E2:221:ARG:HH21 7:v:191:GLU:HA 1.83 0.44
4:E5:219:THR:HA 3:E6:326:LYS:HE3 2.00 0.44
4:E7:113:ILE:HG13 | 4:E7:150:LEU:HD23 2.00 0.44
4:E7:320:ARG:HH12 | 2:H:217:THR:HG21 1.83 0.44
4:F1:113:ILE:HD13 4:F1:113:ILE:HA 1.86 0.44
7:0:92:LEU:HD22 7:0:196:LEU:HD11 2.00 0.44
3:A0:310:GLY:HA3 3:A0:383:ALA:HB2 1.99 0.43
4:A3:69:GLU:HA 4:A3:70:PRO:HD3 1.86 0.43
4:A3:113:ILE:HG23 | 4:A3:117:LEU:HD13 1.99 0.43
4:A3:113:ILE:HA 4:A3:116:VAL:HG22 1.99 0.43
3:A4:265:1LE:HD11 3:A4:384:ILE:HD11 1.99 0.43
4:A5:86:ARG:HH21 4:A5:87:PRO:HD2 1.83 0.43
3:A6:154:LEU:HB3 3:A6:197:HIS:HB3 2.00 0.43
3:B0:79:ARG:HB3 3:B0:92:LEU:HD12 1.98 0.43
4:B1:156:ARG:HD2 4:B1:156:ARG:HA 1.73 0.43
3:B4:220:GLU:C 3:B4:221:ARG:HD2 2.42 0.43
4:B9:165:GLU:HA 4:B9:198:GLU:HG2 2.00 0.43
4:D1:113:ILE:HG13 | 4:D1:117:LEU:HD23 2.01 0.43
4:D1:277:GLY:HA3 4:D5:87:PRO:HG2 2.00 0.43
4:D3:211:CYS:HB2 | 4:D3:217:LEU:HD12 2.00 0.43
3:D4:189:LEU:HD11 | 3:D4:418:PHE:HD1 1.83 0.43
3:D4:403:ALA:HB2 4:D5:344: TRP:HZ3 1.83 0.43
4:D9:10:GLY:HA2 | 4:D9:143: THR:HG23 1.99 0.43
4:D9:28:HIS:NE2 4:D9:241:ARG:HD2 2.31 0.43
3:E0:119:LEU:HA 3:E0:122:.1LE:HB 2.00 0.43
3:E0:205:ASP:HB3 3:E0:208:ALA:HB3 2.00 0.43
7:¢g:112:PHE:HB3 7:¢:133:SER:HA 1.98 0.43
7:3:171:1LE:HD11 7:3:179:GLU:HB2 1.99 0.43
8:k:57:TYR:HA 8:k:69:ILE:HD11 2.00 0.43
7:n:71:LYS:HD2 7n:71:LYS:HA 1.71 0.43
7:t:100:ASN:HD21 7:4:108:ILE:HG12 1.83 0.43
4:A5:34:GLY:HA3 4:A5:58:ARG:HG3 1.99 0.43
3:A6:155:GLU:HA 3:A6:197:HIS:CD2 2.53 0.43
3:A8:30:ILE:HG13 3:A8:36:MET:HB3 1.99 0.43
3:B4:221:ARG:NH2 | 4:B5:325:GLU:HG2 2.33 0.43
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4:B5:7:VAL:HG12 4:B5:64:ILE:HB 2.00 0.43
4:B7:158:GLU:HG3 | 4:B7:159:TYR:HD1 1.83 0.43
4:B7:187:LEU:HA 4:B7:190:HIS:HE1 1.83 0.43
3:B&:407:- TRP:CG 4:B9:255:VAL:HG23 2.53 0.43
4:B9:3:GLU:HB2 4:B9:130:LEU:HD13 2.00 0.43
4:B9:19:LYS:HZ3 4:B9:19:LYS:HG2 1.65 0.43
3:C6:363:VAL:HG23 | 3:C6:366:GLY:HA3 2.00 0.43
4:D3:216:LYS:HE2 4:D3:216:LYS:HB2 1.80 0.43
3:E6:132:LEU:HD23 3:E6:164:LYS:HZ3 1.82 0.43
4:E7:153:SER:HB3 | 4:E7:191:GLN:HE21 1.83 0.43
4:E9:187:LEU:HD23 4:E9:190:HIS:HE1 1.83 0.43
4:F1:262:ARG:HH22 | 4:F1:417:ASP:HB3 1.83 0.43
5:P:305:ARG:HA 5:P:308: TRP:HE1 1.82 0.43
7:¢:115:LEU:HD13 7:¢:145:LYS:NZ 2.32 0.43
7:¢:184:PRO:HD2 7:¢:195:ALA:HB1 2.00 0.43
7:h:82:ASP:HA 7:h:83:PRO:HD3 1.87 0.43
7n:77:PHE:HE2 7n:171:1ILE:HD12 1.83 0.43
7:v:18:ASN:HA 7:v:21:ARG:NH1 2.33 0.43
4:A1:2:ARG:H 6:V:169:ARG:NH2 2.16 0.43
4:A1:289:LEU:HD13 | 4:A1:363:MET:HG2 1.99 0.43
4:A5:323: THR:HG22 | 4:A5:353:VAL:HG21 2.00 0.43
3:A8:264:ARG:HH12 | 3:A8:428:LEU:HA 1.83 0.43
4:B9:136: THR:HG22 | 4:B9:167:PHE:HB2 1.99 0.43
4:C1:213:ARG:HD2 4:C1:214:THR:N 2.33 0.43
4:C1:213:ARG:HA 4:C1:216:LYS:HD3 2.00 0.43
4:D1:173:PRO:HG3 | 4:D1:380:ARG:HH11 1.82 0.43
4:D1:236:VAL:HG13 | 4:D1:237: THR:HG23 2.00 0.43
3:E0:115:VAL:HG22 | 3:E0:153:LEU:HD22 1.99 0.43
4:E1:99:ASN:C 4:F1:99:ASN:HD22 2.26 0.43
3:E2:175:PRO:HD3 3:E2:390:ARG:CZ 2.48 0.43
6:W:123:PRO:HG2 7:x:101:GLU:HB3 1.99 0.43
7:b:99:-MET:HG2 7:b:108:ILE:HD11 1.99 0.43
7:e:115:LEU:HD22 7:e:145:LYS:HD3 2.00 0.43
7:h:183:LEU:HD11 7:h:199: TRP:CD1 2.53 0.43
8:k:40:LYS:HE3 8:k:40:LYS:HB3 1.87 0.43
7:p:8:SER:HB2 7:p:147:HIS:HA 2.00 0.43
7:5:129:MET:HA 7:5:130:PRO:HD3 1.94 0.43
7:5:142:GLU:HA 7:5:145:LYS:HG2 1.99 0.43
4:A1:73:MET:HA 4:A1:76:VAL:HG12 1.99 0.43
3:A4:120:ASP:HA 3:A4:123:ARG:NH2 2.33 0.43
4:A7:11:GLN:HA 4:A7:72: THR:HG21 1.99 0.43
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Atom-1 Atom-2 distance (A) overlap (A)
3:A8:51:THR:HG21 3:A8:242:LEU:HB3 2.01 0.43
3:B6:272: TYR:HB3 | 3:B6:275:ILE:HD11 1.99 0.43
4:C1:99:ASN:ND2 3:C2:258:ASN:HD22 2.16 0.43
3:C2:259:LEU:HD21 | 3:C2:316:CYS:HB2 2.01 0.43
3:C2:370:LYS:HA 3:C2:370:LYS:HD2 1.74 0.43
4:C5:321:MET:HE1 | 4:C5:326:VAL:HG22 2.01 0.43
3:C6:6:SER:HA 3:C6:136:LEU:HB2 1.99 0.43
2:D:253:ALA:HB2 7:q:102:GLY:HA2 2.01 0.43
3:D0:2:ARG:HB2 3:D0:133:GLN:HE22 1.83 0.43
4:D1:57:GLY:HA3 7:n:83:PRO:HB2 2.00 0.43
3:D2:172:TRP:HZ2 3:D2:391:MET:HG2 1.84 0.43
3:D6:118:SER:O 3:D6:122:1LE:HG12 2.18 0.43
3:D6:338:LYS:HA 3:D6:338:LYS:HD2 1.72 0.43
3:E0:225:THR:O 3:E0:229:ARG:HG2 2.17 0.43
4:ET7:113:1ILE:HG23 | 4:E7:117:LEU:HD23 2.00 0.43
4:F1:248:SER:HA 4:F1:252:LYS:HD2 2.00 0.43
7:b:53:GLY:HA2 7:b:62:VAL:HG21 2.01 0.43
7:1:164:ARG:HG3 7:£:165:- THR:HG23 1.99 0.43
7:¢:57:ASN:HB3 7:g:63:1ILE:HD11 1.99 0.43
7m:14:LYS:HG3 7 m:47:LEU.HB2 1.99 0.43
7:p:79:ASP:HB3 7:p:82:ASP:HB2 2.00 0.43
7:4:37:GLN:C 7:4:37:GLN:NE2 2.76 0.43
7:x:14:LYS:NZ 7:x:45:MET:HB3 2.31 0.43
4:A3:113:ILE:HD11 | 4:A3:147:MET:HB2 2.00 0.43
3:A6:102:ASN:HA 3:A6:408: TYR:HE1 1.84 0.43
4:A9:170:PHE:CD2 | 4:A9:201:VAL:HG13 2.54 0.43
4:A9:182:PRO:HB2 | 4:A9:385:PHE:HD1 1.83 0.43
4:A9:253:LEU:HD11 | 4:A9:316:MET:HE1 2.00 0.43
4:B7:167:PHE:CZ 4:B7:233:MET:HG2 2.53 0.43
4:B9:211:CYS:HA 4:B9:215:LEU:HB2 2.00 0.43
3:C4:21:TRP:CH2 3:C4:65:CYS:HB3 2.53 0.43
4:C7:68:LEU:HA 4:C7:93:GLY:HA3 2.01 0.43
4:C9:284:LEU:H 4:D3:55: THR:HB 1.84 0.43
4:D1:251:ARG:HA 4:D1:251:ARG:HD3 1.80 0.43
4:D1:320:ARG:HD3 4:D1:320:ARG:HA 1.79 0.43
3:D2:233:GLN:HG3 | 3:D2:272:TYR:CE2 2.52 0.43
3:E2:167:LEU:HD13 3:E2:200:VAL:HB 1.99 0.43
4:E3:70:PRO:HA 4:E3:73:MET:HE2 2.01 0.43
3:E4:32:PRO:HG3 3:E4:83:TYR:HE1 1.84 0.43
3:E4:271:SER:H 3:E4:377-MET:HB2 1.82 0.43
3:E6:113:GLU:HG3 | 3:E6:114:ILE:HG23 2.00 0.43
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3:E6:210:TYR:CE1 | 3:E6:227:LEU:HD11 2.54 0.43
3:E6:217:LEU:HA 3:E6:277:SER:HB2 2.00 0.43
3:E6:247:ALA:HB3 3:E6:355:1LE:HB 2.00 0.43
4:E7:131:GLN:HE22 | 4:E7:250:LEU:HB2 1.82 0.43
7:b:164:ARG:HG3 7:b:165: THR:N 2.33 0.43
7:4:73:VAL:HG12 7:£:109:GLU:HB2 2.01 0.43
7:g:63:ILE:HD13 7:g:132:LEU:HD22 2.00 0.43
7m:194:ARG:HH12 | 7:m:198:ARG:HH21 1.66 0.43
7:1:18:ASN:ND2 7:r:45:-MET:HB3 2.34 0.43
4:A3:147:-MET:HA 4:A3:150:LEU:HB3 2.00 0.43
4:A7:134:GLN:CD 4:A7:233:MET:HE1 2.43 0.43
3:B0:298:PRO:HA 3:B0:301:MET:HG2 2.00 0.43
4:B3:117:LEU:HA 4:B3:120: VAL:HG12 2.01 0.43
4:B5:119:VAL:HA 4:B5:122:LYS:HB3 1.99 0.43
4:B7:384:GLN:HB2 | 3:B8:348:PRO:HG3 2.00 0.43
3:B&:391:MET:HA 3:B&:394:LYS:HG2 2.00 0.43
3:C2:335:ILE:HG13 3:C2:338:LYS:HE3 2.01 0.43
3:C2:398:MET:HE2 | 4:C3:346:PRO:HD2 2.00 0.43
4:C3:156:ARG:NH2 4:C3:160:PRO:HA 2.33 0.43
4:C3:173:PRO:HD3 | 4:C3:380:ARG:NH2 2.34 0.43
4:C5:86:ARG:HB3 4:C5:89:ASN:OD1 2.18 0.43
3:C6:7:ILE:HG21 3:C6:153:LEU:HD21 2.00 0.43
4:D3:398: TYR:HB3 4:D3:408:PHE:HZ 1.83 0.43
3:D&:26:LEU:HD13 | 3:D8&:363:VAL:HG12 2.00 0.43
3:E0:244:PHE:HE2 | 3:E0:320:ARG:HH21 1.67 0.43
3:E2:172:TRP:HB2 3:E2:203:-MET:HE2 2.01 0.43
4:E3:325:GLU:HA 4:E3:328:GLU:HG3 2.00 0.43
4:E9:167:PHE:CZ 4:E9:233:MET:HG2 2.54 0.43
3:F0:326:LYS:HB3 3:F0:326:LYS:HE2 1.82 0.43
3:F0:366:GLY:HA2 | 6:W:127:ARG:HH22 1.84 0.43
7:¢c:11:ASN:HB3 7:¢:15:ARG:HH21 1.82 0.43
7:¢:99:MET:HE1 7:¢:201: TRP:CD2 2.54 0.43
8:1:68:VAL:HG13 8:1:69:ILE:HG23 2.00 0.43
7:r:75:LEU:HD11 7:r:144:LEU:HD13 2.00 0.43
4:A1:415:MET:HA | 4:A1:418:LEU:HD23 2.01 0.43
3:A2:172:TRP:HZ2 3:A2:391:MET:HG3 1.83 0.43
4:A3:375:GLN:OE1 4:A3:422:TYR:HD2 2.01 0.43
4:A5:290:THR:HA 4:A5:293:MET:HE2 2.00 0.43
3:A6:406:HIS:HA 3:A6:409:VAL:HG12 2.00 0.43
3:A8:179:THR:HB 4:A9:351:SER:HB2 2.00 0.43
3:B0:217:LEU:HG 3:B0:275:1LE:HG22 2.01 0.43
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3:B6:406:HIS:HE1 4:B7:259:PRO:C 2.26 0.43
3:B8:267:PHE:HE2 | 3:B8:428:LEU:HD11 1.83 0.43
3:B8:385:ALA:HB2 3:B8:432: TYR:HB3 2.00 0.43
4:C1:183:TYR:HE1 | 4:C1:388:MET:HG3 1.83 0.43
4:C1:311:LEU:HA 4:C1:342:VAL:HB 2.00 0.43
3:C6:88:HIS:HB3 3:C6:91:GLN:OE1 2.18 0.43
4:C7:405:GLU:HA 4:C7:408:PHE:HB2 2.00 0.43
3:C8:210:TYR:CZ 4:C9:324:LYS:HG3 2.53 0.43
3:C8:280:LYS:HE2 3:D2:90:GLU:OE1 2.19 0.43
2:D:247:TYR:CE1 3:D6:81:GLY:HA3 2.53 0.43
3:D0:306:ASP:HB3 3:D0:309:HIS:CE1 2.53 0.43
3:D4:15:GLN:HG3 | 3:D4:228:ASN:HD21 1.84 0.43
4:D5:70:PRO:HA 4:D5:73:MET:HB3 2.00 0.43
3:D6:72:PRO:HD2 4:D7:2:ARG:NH2 2.34 0.43
3:D6:277:SER:O 3:D6:281:ALA:HB2 2.19 0.43
4:D9:290: THR:HG21 | 4:D9:329:GLN:HB3 2.01 0.43
3:E2:71:GLU:HG3 3:E2:73: THR:HG22 2.01 0.43
3:E4:401:LYS:HE2 4:E5:344: TRP:CD1 2.54 0.43
4:E5:105:HIS:CD2 4:E5:150:LEU:HB2 2.53 0.43
4:E9:74:ASP:HA 4:E9:77:ARG:HG2 2.01 0.43
4:F1:8:GLN:HE21 4:F1:17:GLY:HA3 1.84 0.43
7:d:9:PRO:HD3 7:d:146:ARG:HG2 2.00 0.43
7:p:154:TYR:HE1 7:p:158: THR:H 1.67 0.43
7:5:93:LEU:HB3 7:5:97:ARG:HH21 1.83 0.43
3:A0:253:THR:HG23 | 3:A0:254:GLU:HG2 2.00 0.43
4:A1:7:-VAL:HG13 4:A1:66:MET:HE3 2.00 0.43
4:A1:424:GLN:HE21 | 4:A1:424:GLN:HB2 1.70 0.43
3:A2:271:SER:HB3 3:A2:301:MET:HA 2.01 0.43
4:A3:28:HIS:HE2 4:A3:241:ARG:HE 1.67 0.43
2:B:247:TYR:CD1 3:D2:77:GLU:HG2 2.54 0.43
4:B1:398: TYR:HD2 4:B1:408:PHE:HZ 1.66 0.43
4:B5:139:LEU:HG 4:B5:168:SER:HB2 2.01 0.43
4:B5:290: THR:HG21 | 4:B5:329:GLN:HB3 2.00 0.43
3:C4:417:GLU:HA 3:C4:420:GLU:HG3 2.01 0.43
4:D7:57:GLY:HA3 7:q:83:PRO:HB2 2.01 0.43
4:D9:190:HIS:HB2 4:D9:414:ASN:HB3 2.00 0.43
4:E5:326:VAL:O 4:E5:330: MET:HG2 2.19 0.43
3:E6:332:VAL:HA 3:E6:335:1LE:HG22 2.01 0.43
4:E7:7:VAL:HG22 4:E7:66:MET:HE2 2.00 0.43
3:E&:138:PHE:HZ 3:E8:235:1LE:HG21 1.84 0.43
3:F0:88:HIS:HB3 3:F0:91:GLN:OE1 2.19 0.43
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5:P:533:ARG:HG2 5:P:535:1LE:HG23 1.99 0.43
7:b:126:ARG:HH11 7:b:129:-MET:HE3 1.84 0.43
7:1r:75:LEU:HB3 7.r:77:PHE:HE1 1.83 0.43
7:5:107:LYS:HD3 7:5:201: TRP:NE1 2.33 0.43
4:A5:285:SER:OG 4:A5:287:PRO:HD2 2.19 0.43
3:A8:238:LEU:HD23 3:A8:238:LEU:HA 1.90 0.43
4:A9:116:VAL:HA 4:A9:119:VAL:HG12 2.00 0.43
4:B5:320:ARG:HH22 | 2:E:217:THR:HG21 1.84 0.43
3:B&:192:HIS:C 3:B&:192:HIS:ND1 2.75 0.43
3:B&:332:VAL:HA 3:B8&:335:ILE:HG22 2.01 0.43
3:C0:417:GLU:HA 3:C0:420:GLU:HG3 2.01 0.43
3:C6:67:PHE:HB2 3:C6:92:LEU:HD13 2.01 0.43
3:CR:319:TYR:HB3 | 3:C8:323:VAL:HG21 2.01 0.43
3:D2:181:VAL:HG22 | 4:D3:256:ASN:OD1 2.18 0.43
3:D8:289:ALA:C 3:D8:291:ILE:N 2.75 0.43
4:D9:65:LEU:HB2 4:D9:90:PHE:HA 1.99 0.43
3:E0:274:PRO:HB2 3:E0:276:1LE:HG12 2.00 0.43
3:E4:177:VAL:HA 4:E5:331:LEU:HD21 2.00 0.43
4:E9:294.PHE:HZ 4:E9:349:MET:HE3 1.83 0.43
4:F1:326:VAL:HG11 4:F1:351:SER:HB2 1.99 0.43
7m:96: TYR:HA 7:m:108:ILE:HD11 2.00 0.43
7:0:194:ARG:HH12 7:0:198:ARG:NH2 2.08 0.43
2:A:221:PRO:HB3 3:A6:32:PRO:HG3 2.00 0.43
3:A2:123:ARG:NH1 3:A2:124:LYS:HB3 2.34 0.43
4:A9:132:GLY:HA2 | 4:A9:162:ARG:HG3 2.00 0.43
2:B:208:PRO:HG3 7:1:154:TYR:HB3 2.01 0.43
4:B1:136: THR:HG23 | 4:B1:167:PHE:HB2 2.00 0.43
4:B3:383:ASP:HA 4:B3:386: THR:HG22 2.01 0.43
4:B7:36:TYR:HB3 7:¢:86:ALA:HB1 2.01 0.43
4:B7:182:PRO:HB3 | 4:B7:384:GLN:HE22 1.83 0.43
4:C9:273:LEU:HD23 4:C9:273:LEU:HA 1.82 0.43
3:D0:64:ARG:HA 3:D0:125:LEU:HD11 2.01 0.43
3:D4:172:TRP:CD2 3:D4:173:PRO:HD2 2.54 0.43
4:D7:152:1ILE:HG23 4:D7:164:MET:SD 2.58 0.43
3:D&:193:SER:HB3 3:D8:197:HIS:CE1 2.49 0.43
3:D&:277:SER:O 3:D8&:280:LYS:N 2.52 0.43
4:E1:173:PRO:HB3 4:E1:380:ARG:HD3 2.01 0.43
3:E2:141:VAL:HG21 | 3:E2:172:TRP:CE3 2.53 0.43
3:E4:180:ALA:HA 4:E5:350:LYS:HZ3 1.83 0.43
4:E7:359:LYS:HA 4:E7:359:LYS:HD3 1.79 0.43
5:P:509:HIS:CG 5:P:510:ALA:H 2.37 0.43
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8:k:131:LEU:HD22 8:k:146:PHE:CZ 2.54 0.43
1:1:453:LYS:HA 1:1:456:ILE:HD13 2.01 0.42
4:A1:309:ARG:HB2 | 4:A1:426:GLN:HG3 2.01 0.42
4:A3:215:LEU:HD11 | 5:P:227:LEU:HD13 2.00 0.42
4:A3:276:ARG:HH21 5:P:227.LEU:HB3 1.84 0.42
3:A4:90:GLU:HG2 3:A4:121:ARG:NH1 2.34 0.42
3:A4:172:TRP:HB3 3:A4:205:ASP:0OD1 2.19 0.42
4:A9:28:HIS:CE1 4:A9:241:ARG:HH11 2.35 0.42
4:A9:272:PRO:HD3 4:A9:364:SER:HA 2.01 0.42
4:A9:284:.LEU:HG 4:A9:363:MET:HB2 2.00 0.42
3:B2:222:PRO:HD2 4:B3:324:LYS:NZ 2.34 0.42
4:B7:275:SER:HA 5:P:370:LEU:HD11 2.01 0.42
4:C1:65:LEU:HB3 4:C1:73:MET:HE1 2.00 0.42
4:C3:132:GLY:HA3 | 4:C3:163:ILE:HG22 2.00 0.42
4:C7:200:GLN:HG3 | 4:C7:266:PHE:HB2 2.01 0.42
4:.C7:211:CYS:HA 4:C7:215:LEU:HB2 2.01 0.42
3:C8:73:THR:HB 4:C9:46:ARG:HH12 1.84 0.42
4:C9:288:GLU:HA 4:C9:291:GLN:HE22 1.83 0.42
4:D1:237:-THR:HA | 4:D1:240:LEU:HD13 2.00 0.42
3:D2:326:LYS:HA 3:D2:326:LYS:HD3 1.83 0.42
4:D3:377-MET:HA 4:D3:380:ARG:HG2 2.01 0.42
3:D4:286:LEU:HD11 3:D4:372:MET:H 1.84 0.42
4:D5:173:PRO:HG3 | 4:D5:380:ARG:HH11 1.84 0.42
3:D8:154:LEU:HA 3:D8&:157:LEU:HG 2.00 0.42
4:D9:16:ILE:HD11 4:D9:229:VAL:HG11 2.01 0.42
4:E1:98:GLY:C 4:E1:99:ASN:HD22 2.26 0.42
4:E3:105:HIS:CE1 4:E3:150:LEU:HD13 2.53 0.42
4:E5:66:MET:HE3 4:E5:66:MET:HB3 1.91 0.42
4:E7:213:ARG:HD3 4:E7:297:LYS:HD2 2.01 0.42
4:FE9:324:LYS:O 4:£9:328:GLU:HG3 2.19 0.42
2:1:235:LEU:HD12 2:1:236:PRO:HD2 2.01 0.42
5:P:316:LEU:C 5:P:317:ARG:HH11 2.27 0.42
7:d:199:-TRP:HE1 7:d:201: TRP:HB3 1.83 0.42
7:e:50:PHE:HE1 7:e:134:ILE:HD11 1.84 0.42
7:3:47:LEU:HD11 7:3:49:LEU:HD23 2.00 0.42
3:A0:81:GLY:HA2 6:W:82:ARG:NH2 2.34 0.42
4:A1:268:ILE:HG22 | 4:A1:300:MET:HE3 2.00 0.42
3:A2:280:LYS:NZ 3:A6:89:PRO:HG2 2.34 0.42
4:A5:280:GLN:HB3 4:A9:58:ARG:HD3 2.00 0.42
4:A9:306:ARG:HG2 | 4:A9:340:TYR:HE2 1.84 0.42
3:B2:314:ALA:H 3:B2:380:ASN:HB2 1.83 0.42
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4:B7:390:ARG:HD2 | 4:B7:391:ARG:HG2 2.01 0.42
4:B9:70:PRO:HA 4:B9:73:MET:HE2 2.00 0.42
3:C2:267:PHE:HE2 | 3:C2:428:LEU:HD11 1.84 0.42
3:C6:207:GLU:HA 3:C6:210: TYR:CG 2.54 0.42
4:D3:396:HIS:HD1 4:D3:397: TRP:CD1 2.35 0.42
3:D&:204:LEU:HD13 | 3:D8:231:ILE:HD12 2.01 0.42
4:E5:281:TYR:HB3 4:E9:86:ARG:HG2 2.01 0.42
3:E6:100:ALA:O 4:E7:255:VAL:HG11 2.20 0.42
3:E8:119:LEU:HD23 | 3:E8:122:ILE:HD11 2.00 0.42
7:a:194:ARG:HH12 7:a:198:ARG:NH2 2.17 0.42
7:£:3:GLN:HE22 7:1:178:ARG:HA 1.84 0.42
7:5:181:GLN:HE22 7:3:200:ASP:H 1.67 0.42
7:x:9:PRO:HA 7:x:12:VAL:HG22 2.01 0.42
1:1:449:LEU:HD12 1:1:453:LYS:HE3 2.01 0.42
4:A7:68:LEU:HD12 4:A7:97:ALA:HB2 2.01 0.42
4:B5:45:GLU:HA 7:1:91:PHE:HZ 1.83 0.42
4:B9:258:ILE:HA 4:B9:259:PRO:HD3 1.92 0.42
3:C6:283:HIS:CE1 3:D0:89:PRO:HD3 2.54 0.42
4:D1:105:HIS:CE1 4:D1:150:LEU:HD12 2.55 0.42
4:D3:135:ILE:HB 4:D3:166: THR:HG22 2.01 0.42
4:D3:214:THR:HG22 | 4:D3:297:LYS:HE2 2.01 0.42
4:D3:325:GLU:HA 4:D3:328:GLU:HG2 2.01 0.42
3:D8&:32:PRO:HB2 7:1:102:GLY:HA3 2.01 0.42
4:E7:173:PRO:HD2 4:E7:205:GLU:HG2 2.01 0.42
3:EQ:70:LEU:HD12 | 3:E8:145:THR:HG22 2.00 0.42
3:E8:163:LYS:HD2 3:E8:163:LYS:HA 1.78 0.42
4:F1:73:MET:HB3 4:F1:77:ARG:HH12 1.83 0.42
6:W:65:HIS:CD2 6:W:66:PRO:HD3 2.55 0.42
7:e:164:ARG:HG3 7:e:165: THR:HG23 1.99 0.42
7:1:149:ARG:HD3 7:1:161:TYR:CD1 2.53 0.42
7u:151:MET:HE1 7:u:163:SER:HA 2.00 0.42
7:w:24:MET:HA 7:w:27:GLN:HE21 1.84 0.42
3:A2:100:ALA:O 4:A3:255:VAL:HG11 2.19 0.42
3:A2:317:LEU:HG 3:A2:319:TYR:HE1 1.84 0.42
4:A3:42:LEU:HB3 4:A3:242:PHE:HE1 1.84 0.42
4:A3:68:LEU:HA 4:A3:93:GLY:HA3 2.00 0.42
3:A4:204:LEU:HD22 | 3:A4:302:MET:HE1 2.01 0.42
3:A4:243:ARG:HH11 | 3:A4:243:ARG:HG3 1.85 0.42
3:A6:156:ARG:HA | 3:A6:159:VAL:HG12 2.02 0.42
3:A6:338:LYS:NZ 3:A6:339:ARG:HD3 2.34 0.42
4:A7:7:-VAL:HB 4:A7:135:ILE:HG13 2.00 0.42
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Atom-1 Atom-2 distance (A) overlap (A)
4:A7:36:TYR:HB3 7:b:86:ALA:HB1 2.02 0.42
3:A8:156:ARG:HA | 3:A8:159:VAL:HG22 2.02 0.42
4:B1:213:ARG:NH2 4:B1:297:LYS:HB3 2.25 0.42
4:B7:46:ARG:HA 4:B7:46:ARG:HD3 1.77 0.42
3:B8:103:PHE:H 3:B8:408: TYR:HE1 1.66 0.42
3:C0:166:LYS:HD2 3:C0:198:THR:HA 2.01 0.42
4:C1:333:VAL:HA 4:C1:336:LYS:NZ 2.34 0.42
3:CR:208:ALA:HB2 3:C8:304:LYS:H 1.85 0.42
4:D1:279:GLN:HE21 | 4:D1:361:LEU:HD21 1.84 0.42
4:D5:283:ALA:HB2 4:D9:54:ALA:HA 2.00 0.42
4:D9:186:THR:HG22 | 4:D9:411:ALA:HB1 2.02 0.42
3:E0:10:GLY:O 3:E0:14:ILE:HG12 2.20 0.42
3:E2:16:1ILE:HD11 3:E2:231:1LE:HB 2.01 0.42
3:E2:329:ASN:HA 3:E2:332:VAL:HG12 2.00 0.42
3:E4:184:PRO:HG3 3:E4:394:LYS:HG3 2.01 0.42
3:E8:172:TRP:CD2 3:E8:173:PRO:HD2 2.55 0.42
4:E9:40:SER:HB3 4:F9:43:GLN:HG3 2.00 0.42
6:X:115: THR:HG23 6:X:118:ARG:H 1.84 0.42
7:a:199: TRP:CD1 7:a:201: TRP:HB3 2.54 0.42
7:e:13:GLU:HA 7:e:16:ARG:HB2 2.02 0.42
7:3:10:LEU:HD13 7:3:147:-HIS:HB2 2.00 0.42
8:1:15:ARG:HD2 8:1:93:CYS:SG 2.59 0.42
7u:96:TYR:HA 7u:108:ILE:HD11 2.01 0.42
7:x:19:GLU:HA 7:x:22:ALA:HB3 2.01 0.42
3:A0:175:PRO:HB3 | 3:A0:390:ARG:HD2 2.01 0.42
3:A2:32:PRO:HA 3:A2:86:LEU:HD13 2.02 0.42
4:A3:318:ARG:HB3 4:A3:357:PRO:HA 2.01 0.42
3:A4:258:ASN:HD22 | 3:A4:352:LYS:HB3 1.84 0.42
4:A5:232:ALA:HB1 4:A5:268:1LE:HG21 2.01 0.42
4:A5:375:GLN:O 4:A5:379:LYS:HD3 2.19 0.42
3:A6:7:ILE:HD11 3:A6:153:LEU:HD11 2.00 0.42
4:A7:321:MET:HB3 | 4:A7:363:MET:HE2 2.02 0.42
2:B:207:LEU:HD11 4:D5:359:LYS:HB3 2.00 0.42
4:B1:39:ASP:HA 7:d:90:PRO:HG3 2.01 0.42
4:B5:391:ARG:HA 4:B5:391:ARG:HD2 1.82 0.42
3:BR:124:LYS:HE2 3:B&:124:LYS:HB2 1.83 0.42
3:B&:181:VAL:HG22 | 4:B9:256:ASN:OD1 2.20 0.42
3:B&:213:CYS:SG 3:B&:222:PRO:HG3 2.59 0.42
3:C2:315:CYS:HB3 3:C2:377:MET:HE1 2.00 0.42
4:C5:326:VAL:HG11 | 4:C5:351:SER:HB2 2.01 0.42
4:D1:89:ASN:HA 4:D1:119:VAL:HG21 2.01 0.42
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3:D2:401:LYS:HZ3 4:D3:344:TRP:CD1 2.37 0.42
3:D4:405:VAL:HG13 | 3:D4:418:PHE:HE2 1.83 0.42
3:D&:64:ARG:HH21 | 3:D8:128:ASN:HD21 1.66 0.42
4:D9:100:ASN:HB3 4:D9:103:LYS:HG2 2.01 0.42
4:D9:262:ARG:HH22 | 4:D9:417:ASP:CG 2.28 0.42
4:D9:269:GLY:C 4:D9:293:MET:HE1 2.45 0.42
3:E0:398:-MET:HE3 4:E1:346:PRO:HD2 2.01 0.42
4:E1:74:ASP:HB3 5:P:559:PHE:CE1 2.54 0.42
4:E5:347:ASN:C 4:E5:347:ASN:HD22 2.26 0.42
3:E6:222:PRO:HD2 4:E7:324:LYS:HZ1 1.85 0.42
4:E7:116:VAL:HA 4:E7:119:VAL:HG12 2.01 0.42
3:E8:121:ARG:HA 3:ER:124:LYS:NZ 2.33 0.42
3:F0:71:GLU:HB3 3:F0:98:ASP:HA 2.00 0.42
3:F0:413:MET:HE2 | 3:F0:417:GLU:HG3 2.01 0.42
7:1:42:TYR:HA 7:1:45:MET:HG3 2.02 0.42
7:w:165: THR:HG22 7w:182:PHE:HZ 1.85 0.42
4:A1:313:ALA:HA 4:A1:369:GLY:HA2 2.00 0.42
4:A3:63:ALA:HB3 4:A3:85:PHE:HE1 1.83 0.42
4:A3:105:HIS:CE1 4:A3:150:LEU:HD12 2.54 0.42
4:A9:35:THR:HG22 7:¢:83:PRO:HG3 2.01 0.42
4:A9:341:PHE:HB3 4:A9:348:ASN:ND2 2.35 0.42
2:B:256:LEU:HD11 3:D2:29:GLY:HA2 2.02 0.42
3:B0:217:LEU:HD21 | 3:B0:368:LEU:HD23 2.02 0.42
4:B1:375:GLN:NE2 | 4:B1:419:VAL:HG13 2.35 0.42
4:B3:57:GLY:HA3 7:¢:83:PRO:HB2 2.02 0.42
4:B3:207:LEU:HD21 | 4:B3:229:VAL:HG23 2.02 0.42
4:B5:326:VAL:O 4:B5:330:MET:HG2 2.19 0.42
3:C0:106:GLY:HA3 3:C0:148:GLY:HA3 2.00 0.42
4:C5:35: THR:HG22 8:k:44:SER:HB3 2.02 0.42
4:C5:105:HIS:CE1 4:C5:150:LEU:HD13 2.55 0.42
3:C6:280:LYS:HA 3:C6:283:HIS:CD2 2.55 0.42
3:C8:282:TYR:CE2 3:D2:85:HIS:HB3 2.55 0.42
4:C9:103:LYS:HB3 4:C9:401:GLU:CD 2.45 0.42
3:D2:214:ARG:HH22 | 3:D2:215:ARG:HB2 1.85 0.42
4:D3:58:ARG:HH21 | 4:D3:84:LEU:HD12 1.84 0.42
4:D3:150:LEU:O 4:D3:154:LYS:HG2 2.20 0.42
3:D4:117:LEU:HA 3:D4:120:ASP:HB2 2.01 0.42
3:D6:168:ASN:OD1 3:D6:201:ALA:HA 2.20 0.42
3:D6:230:LEU:HD11 | 3:D6:275:ILE:HD13 2.01 0.42
3:D8&:287:SER:O 3:D8:289:ALA:N 2.52 0.42
4:E1:98:GLY:O 4:E1:99:ASN:ND2 2.51 0.42
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Atom-1 Atom-2 distance (A) overlap (A)
4:E3:101: TRP:HB3 4:E3:398: TYR:HE2 1.84 0.42
3:E4:141:VAL:HG12 3:E4:187:SER:HA 2.02 0.42
5:0:457:LEU:HA 5:0:460:HIS:ND1 2.33 0.42
7:e:68:LEU:HD23 7:e:73:VAL:HG11 2.02 0.42
7:e:170: VAL:HG13 7:e:183:LEU:HB2 2.02 0.42
7:q:99:MET:HE3 7:q:99:MET:HB2 1.91 0.42
1:2:478: MET:HA 1:2:481:VAL:HG12 2.01 0.42
3:A0:10:GLY:O 3:A0:14:ILE:HG12 2.20 0.42
3:A0:280:LYS:O 3:A0:284:GLU:HG3 2.20 0.42
4:A1:183:TYR:HE1 | 4:A1:388:MET:HB3 1.84 0.42
3:A2:70:LEU:HB3 3:A2:97:GLU:O 2.19 0.42
3:A2:320:ARG:HG3 | 3:A2:374:ALA:HB3 2.02 0.42
3:B0:175:PRO:HD3 | 3:B0:390:ARG:NH2 2.35 0.42
3:B4:181:VAL:HG12 4:B5:347:ASN:O 2.19 0.42
4:B5:392:LYS:HD2 | 4:B5:395:LEU:HD12 2.00 0.42
3:B6:191: THR:O 3:B6:195:LEU:HD23 2.20 0.42
3:B6:192:HIS:ND1 3:B6:192:HIS:C 2.77 0.42
3:B6:204:LEU:HD13 | 3:B6:231:ILE:HD12 2.02 0.42
3:B6:332:VAL:HB 3:B6:351:PHE:HD2 1.85 0.42
3:B8:100:ALA:O 4:B9:255:VAL:HG11 2.19 0.42
4:C1:113:ILE:HA 4:C1:116:VAL:HG12 2.02 0.42
3:C2:53:PHE:HB3 3:C2:61:HIS:HB3 2.01 0.42
4:C3:213:ARG:HH22 4:C3:297:LYS:HA 1.84 0.42
4:C5:376:GLU:O 4:C5:380:ARG:HG2 2.19 0.42
4:D1:244:GLY:HA3 4:D1:354:CYS:HA 2.01 0.42
4:D1:286:VAL:HA 4:D1:363:MET:HE1 2.02 0.42
3:D6:274:PRO:HG3 | 3:D6:286:LEU:HD22 2.01 0.42
4:D7:102:ALA:HB2 4:D7:398:TYR:HA 2.01 0.42
4:D9:5:VAL:HB 4:D9:133:PHE:HD?2 1.85 0.42
4:D9:309:ARG:H 4:D9:372: THR:HG22 1.85 0.42
4:E1:195:ASN:C 4:E1:195:ASN:HD22 2.27 0.42
3:E4:195:LEU:HD21 | 3:E4:428:LEU:HD22 2.02 0.42
3:E6:12:ALA:HB3 3:E6:140:ALA:HB2 2.02 0.42
3:E8:222:PRO:HD2 4:E9:324:LYS:HE2 2.02 0.42
2:F:258:PRO:HA 2:F:259:PRO:HD3 1.87 0.42
3:F0:72:.PRO:HG2 4:F1:2:ARG:HH21 1.84 0.42
7:e:68:LEU:HD21 7:e:111:ILE:HD11 2.00 0.42
7:m:149:ARG:HD2 7:m:162:GLY:O 2.19 0.42
7:m:202:ARG:H 7:m:202:ARG:HG2 1.74 0.42
7:0:63:ILE:HB 7:0:67:HIS:NE2 2.34 0.42
7:q:14:LYS:HB2 7:q:47:-LEU:HD13 2.02 0.42
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4:A1:8:GLN:HB3 4:A1:13:GLY:C 2.44 0.42
3:A2:208:ALA:O 3:A2:212:ILE:HG12 2.20 0.42
4:A3:65:LEU:HB3 4:A3:73:MET:HE3 2.01 0.42
3:A4:262:TYR:HB2 | 3:A4:265:ILE:HG22 2.02 0.42
3:A6:105:ARG:HA | 3:A6:109: THR:HG22 2.02 0.42
4:A7:274:THR:HG22 | 4:A7:282:ARG:HD2 2.02 0.42
3:B0:319:TYR:CD1 | 3:B0:375:VAL:HG22 2.55 0.42
3:B2:219:ILE:HG12 7:2:198:ARG:NH2 2.34 0.42
4:B3:119:VAL:HA 4:B3:122:LYS:HB2 2.02 0.42
4:B5:101: TRP:CZ3 4:B5:187:LEU:HB3 2.54 0.42
3:B6:259:LEU:HD21 | 3:B6:316:CYS:HB2 2.01 0.42
4:C1:284:LEU:HD12 4:C1:284:LEU:HA 1.95 0.42
3:C4:66:VAL:HA 3:C4:91:GLN:HB2 2.02 0.42
3:C4:217:LEU:HD21 | 3:C4:275:ILE:HG22 2.02 0.42
3:C6:5:1LE:HD13 3:C6:64:ARG:HB3 2.02 0.42
3:C6:119:LEU:HA 3:C6:122:1LE:HG12 2.01 0.42
3:C8:156:ARG:NH1 3:C8:156:ARG:HA 2.35 0.42
3:D2:15:GLN:HE21 3:D2:16:ILE:HG13 1.85 0.42
4:D5:19:LYS:HD2 4:D5:22:GLU:HG3 2.02 0.42
4:D5:235:GLY:HA2 | 4:D5:318:ARG:HH11 1.85 0.42
3:D8&:225:THR:O 3:D8:229:ARG:HG2 2.19 0.42
3:E0:88:HIS:CD2 3:E0:89:PRO:HD2 2.53 0.42
3:E0:237:SER:HA 3:E0:320:ARG:HD3 2.02 0.42
4:E3:198:GLU:HB2 4:E3:266:PHE:HE2 1.84 0.42
3:E4:105:ARG:HE | 4:E5:251:ARG:HH21 1.67 0.42
4:E5:73:MET:O 4:E5:77:ARG:HG3 2.20 0.42
4:E5:178: THR:HA 3:E6:352:LYS:NZ 2.35 0.42
4:E9:206:ALA:HB2 4:E9:302:ALA:HB2 2.01 0.42
3:F0:84:ARG:HD3 3:F0:85:HIS:CE1 2.54 0.42
3:F0:260:VAL:HG12 3:F0:266:HIS:HA 2.02 0.42
3:F0:352:LYS:HE3 3:F0:352:LYS:HB2 1.85 0.42
7:¢:25:GLN:HA 7:¢:28:LYS:NZ 2.34 0.42
7:h:51:PRO:HD2 7:h:54:SER:HB2 2.02 0.42
7:x:165: THR:HG22 7:x:182:PHE:HZ 1.84 0.42
4:A5:68:LEU:HD23 4:A5:93:GLY:HA3 2.02 0.42
3:A6:173:PRO:HG3 | 3:A6:183:GLU:OE2 2.20 0.42
3:A6:301:MET:HE1 | 3:A6:377:MET:HE1 2.01 0.42
3:A6:370:LYS:HA 3:A6:370:LYS:HE3 2.01 0.42
4:AT:271:ALA:HB3 | 4:A7:365:VAL:HG12 2.02 0.42
4:A9:28:HIS:CE1 4:A9:241:ARG:HD2 2.55 0.42
3:B4:383:ALA:O 3:B4:386:GLU:HG3 2.20 0.42
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4:B5:284:LEU:HD12 4:B5:284:LEU:HA 1.84 0.42
3:B&:5:ILE:HG12 3:B&:132:LEU:HD11 2.02 0.42
4:B9:190:HIS:HB2 4:B9:414:ASN:HD22 1.85 0.42
4:B9:375:GLN:NE2 4:B9:422: TYR:HB3 2.35 0.42
4:C3:377:-MET:HE2 | 4:C3:377:MET:HB3 1.94 0.42
3:C4:107:HIS:HA 3:C4:152:LEU:HD22 2.02 0.42
4:C7:330:MET:HA | 4:C7:333:VAL:HG22 2.01 0.42
4:C7:398:TYR:HB3 | 4:C7:403:MET:HG3 2.02 0.42
3:C8:82:THR:HA 7:m:98: THR:HG23 2.02 0.42
4:C9:51:TYR:HB3 4:C9:59:PHE:HB3 2.02 0.42
4:D1:13:GLY:HA2 4:D1:16:ILE:HG22 2.02 0.42
3:D2:26:LEU:HD21 | 3:D2:363:VAL:HG12 2.02 0.42
4:D7:44:LEU:HD21 7:q:90:PRO:HG2 2.01 0.42
3:E0:208:ALA:HB2 3:E0:304:LYS:HB2 2.01 0.42
3:E2:172:TRP:HZ2 3:E2:391:MET:HG3 1.84 0.42
4:E3:392:LYS:HA 4:FE3:392:LYS:HD3 1.92 0.42
4:E5:97:ALA:HB3 4:E5:143: THR:HG22 2.01 0.42
3:E8:32:PRO:HG3 3:E&:83:TYR:HE1 1.85 0.42
4:E9:163:1ILE:HD13 4:E9:251:ARG:HB2 2.02 0.42
4:E9:256:ASN:HB3 | 4:E9:257:LEU:HD12 2.02 0.42
2:H:204:PRO:HA 2:H:205:PRO:HD3 1.88 0.42
2:1:234:LYS:HA 2:1:234:LYS:HD2 1.83 0.42
7:a:74:ALA:HB2 7:a:199: TRP:CH2 2.55 0.42
7:g:183:LEU:HD11 7:2:199:' TRP:NE1 2.35 0.42
7:0:126:ARG:HD?2 7:0:129:MET:HB2 2.01 0.42
7:p:23:LEU:HG 7:p:38:LEU:HD11 2.02 0.42
7:u:184:PRO:HD2 7:u:195:ALA:HB1 2.02 0.42
7:w:107:LYS:HD3 7:w:201: TRP:CD2 2.55 0.42
4:A1:215:LEU:HD12 | 4:A1:273:LEU:HD22 2.02 0.42
4:A1:254:ALA:O 4:A1:258:1ILE:HG22 2.20 0.42
3:A2:75:VAL:HG21 3:A2:94:SER:HA 2.01 0.42
3:A4:53:PHE:HB3 3:A4:61:HIS:HB3 2.02 0.42
3:A6:298:PRO:HB3 | 3:A6:307:PRO:HD2 2.02 0.42
3:A6:328:VAL:HG21 | 3:A6:355:ILE:HD11 2.01 0.42
4:A9:7:-VAL:HG11 4:A9:151:LEU:HD22 2.02 0.42
3:B2:288:VAL:HG13 | 3:B2:319:TYR:HE1 1.84 0.42
3:B6:5:ILE:HG12 3:B6:132:LEU:HD11 2.00 0.42
3:B6:124:LYS:HB2 3:B6:124:LYS:HE2 1.76 0.42
4:C1:186: THR:HG23 | 4:C1:381:VAL:HG12 2.00 0.42
4:C9:276:ARG:HA 4:C9:279:GLN:HB2 2.02 0.42
3:D0:392:ASP:HA 3:D0:422:ARG:NH1 2.35 0.42
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3:D2:209:ILE:HB 3:D2:227:LEU:HG 2.02 0.42
4:D5:105:HIS:CD2 | 4:D5:150:LEU:HD12 2.55 0.42
3:D&:422:ARG:NH2 | 3:D8:425:LEU:HD22 2.34 0.42
3:E0:166:LYS:HA 3:E0:166:LYS:HD3 1.93 0.42
4:E1:20:PHE:CD1 4:E1:233:MET:HE2 2.54 0.42
3:E6:16:ILE:HD11 9:E7:501:GTP:HN21 1.85 0.42
3:E8:339:ARG:HA 3:E8:339:ARG:HD2 1.84 0.42
4:E9:187:LEU:HA 4:E9:190:HIS:CE1 2.54 0.42
4:£9:321:MET:HE2 | 4:E9:353:VAL:HG13 2.01 0.42
4:F1:276:ARG:NH2 6:W:97:LEU:HA 2.34 0.42
4:F1:299:MET:-HE2 4:F1:299:MET:HB2 1.89 0.42
5:P:516:ASP:HB3 5:P:520:LEU:HD23 2.01 0.42
7:d:9:PRO:HA 7:d:12:VAL:HG22 2.01 0.42
7:0:139:PRO:O 7:0:143:1ILE:HG12 2.20 0.42
7:0:154:TYR:HE1 7:0:158: THR:HG22 1.85 0.42
7:q:164:ARG:HD2 7:q:164:ARG:HA 1.78 0.42
7:u:85:CYS:HA 7:u:168:PRO:HG3 2.02 0.42
7:u:119:ARG:NH2 7u:122:PHE:HD1 2.17 0.42
7-w:75:LEU:HD23 7-w:111:1ILE:HB 2.01 0.42
7:x:90:PRO:HA 7:x:93:LEU:HD12 2.01 0.42
3:A0:282:TYR:HD1 7:a:202:ARG:HH11 1.67 0.41
3:A2:205:ASP:HB2 3:A2:303:ALA:HA 2.01 0.41
4:A3:358:PRO:HB2 | 4:A3:361:LEU:HD23 2.01 0.41
3:A6:238:LEU:HD12 3:A6:238:LEU:HA 1.78 0.41
4:AT7:183:TYR:HE1 4:A7:388:MET:HB2 1.85 0.41
3:A8:294:SER:HA 3:A8:297:GLU:HG2 2.01 0.41
3:B0:137:MET:HB3 3:B0:168:ASN:ND2 2.34 0.41
3:B0:264:ARG:HH12 3:B0:428:LEU:HA 1.85 0.41
4:B1:230:SER:HA 4:B1:233:MET:HG2 2.02 0.41
3:B2:9:VAL:HG12 3:B2:68:LEU:HB2 2.01 0.41
4:B3:259:PRO:HD2 | 4:B3:263:LEU:HD11 2.01 0.41
3:B4:280:LYS:HB2 3:B4:280:LYS:HE2 1.81 0.41
3:B6:12:ALA:O 3:B6:16:ILE:HG12 2.20 0.41
3:B8:251:ASP:H 3:B&8:254:GLU:HG3 1.85 0.41
3:C0:107:HIS:HA 3:C0:152:LEU:HD11 2.01 0.41
4:C1:220:PRO:HD2 3:C2:326:LYS:NZ 2.35 0.41
4:C9:23:VAL:HG11 4:C9:230:SER:HB3 2.01 0.41
2:D:218:ASP:HB2 3:D8&:225:THR:HG21 2.02 0.41
3:D0:78:VAL:HA 2:K:215: TYR:CE2 2.55 0.41
3:D0:207:GLU:HA 3:D0:210:TYR:HB2 2.02 0.41
3:D0:223:THR:OG1 | 3:D0:225:THR:HG22 2.20 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
4:D1:6:HIS:CE1 4:D1:8:GLN:HE21 2.38 0.41
4:D1:309:ARG:HH11 4:D1:342:VAL:HA 1.85 0.41
4:D3:397:TRP:CZ3 3:D4:256:GLN:HB3 2.55 0.41
3:D4:30:ILE:HD12 3:D4:61:HIS:CD2 2.54 0.41
3:D6:84: ARG:HH11 7:q:98: THR:HG21 1.85 0.41
4:D7:34:GLY:HA3 4:D7:58:ARG:HG2 2.01 0.41
4:D7:282:ARG:NH1 | 4:E1:86:ARG:HH21 2.18 0.41
4:E1:267:LEU:HD12 | 4:E1:374:ILE:HD12 2.02 0.41
3:E2:100:ALA:O 4:E3:255:VAL:HG11 2.20 0.41
3:E4:174:SER:OG 3:E4:207:GLU:HG2 2.20 0.41
3:E6:136:LEU:HD23 | 3:E6:235:ILE:HD11 2.02 0.41
4:E9:198:GLU:HA 4:E9:264:HIS:HD1 1.85 0.41
3:F0:175:PRO:HD2 3:F0:304:LYS:HE2 2.01 0.41
2:J:210:HIS:NE2 7:n:163:SER:HB2 2.35 0.41
7:¢:99:MET:HE2 7:e:108:ILE:HG23 2.02 0.41
7:¢:129:MET:HE2 7:e:131:TRP:HE1 1.85 0.41
7:£:5:VAL:HB 7:1£:161:TYR:CE2 2.54 0.41
8:1:17:GLN:HE22 7:n:12:VAL:C 2.28 0.41
7:m:64:PRO:HD2 7:m:67:HIS:CE1 2.55 0.41
7:p:10:LEU:HD23 7:p:147:-HIS:CE1 2.55 0.41
7:8:147:HIS:HD2 7:5:148:PHE:CZ 2.38 0.41
1:2:461:ALA:O 1:2:465:LYS:HD2 2.20 0.41
3:A2:403:ALA:HA 4:A3:260:PHE:CE1 2.56 0.41
4:A3:187:LEU:HD11 | 4:A3:408:PHE:HE1 1.85 0.41
4:A3:316:MET:HG3 4:A3:352:SER:HB3 2.00 0.41
3:A4:222:PRO:HG2 4:A5:324:LYS:HE2 2.02 0.41
3:A8:311:LYS:HE3 | 3:A8:344:VAL:HG12 2.02 0.41
3:B0:107:HIS:HA 3:B0:152:LEU:HD22 2.02 0.41
4:B1:332:ASN:O 4:B1:336:LYS:HG2 2.19 0.41
4:B3:283:ALA:HB2 4:B7:54:ALA:HA 2.01 0.41
4:B7:274: THR:HG21 4:B7:282:ARG:HE 1.85 0.41
4:B7:284:LEU:HG 4:C1:55:THR:HG21 2.02 0.41
4:B7:294:PHE:CE1 | 4:B7:333:VAL:HG11 2.55 0.41
2:C:233:VAL:HG21 5:P:308: TRP:HH2 1.85 0.41
4:C1:66:MET:HG3 | 4:C1:116:VAL:HG21 2.03 0.41
4:C1:200:GLN:OE1 4:C1:266:PHE:HB2 2.20 0.41
3:C2:31:GLN:HE21 3:C2:31:GLN:HB2 1.71 0.41
3:C4:104:ALA:HB1 3:C4:411:GLU:HB3 2.02 0.41
4:C5:66:MET:HE1 4:C5:147:-MET:HG3 2.02 0.41
3:C6:102:ASN:ND2 | 4:C7:255:VAL:HG11 2.32 0.41
3:C6:254:GLU:O 3:C6:258:ASN:HB2 2.20 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
3:D4:274:PRO:HD2 3:D4:374:ALA:HA 2.01 0.41
4:D5:155:VAL:HA 4:D5:158:GLU:HB2 2.01 0.41
3:D6:398: MET:HG3 | 4:D7:345:1ILE:HD13 2.01 0.41
3:E2:48:ALA:O 3:E2:51: THR:HG23 2.19 0.41
3:E2:195:LEU:HD11 | 3:E2:428:LEU:HD22 2.02 0.41
4:E5:290: THR:HG21 | 4:E5:329:GLN:HB3 2.02 0.41
4:E7:149: THR:HA 4:E7:152:1ILE:HD12 2.01 0.41
4:E9:57:GLY:HA3 7:w:83:PRO:HB2 2.02 0.41
5:0:464:LYS:HD2 5:0:465:LEU:H 1.85 0.41
7:a:155:GLU:HG2 7:a:156:VAL:HG23 2.02 0.41
7:d:3:GLN:HG3 7:d:178:ARG:HB2 2.02 0.41
7:r:82:ASP:HA 7:1:83:PRO:HD3 1.94 0.41
7:t:108:ILE:HB 7:4:199: TRP:CH2 2.55 0.41
3:A2:256:GLN:O 3:A2:260:VAL:HG12 2.20 0.41
4:A3:398:TYR:HB3 | 4:A3:403:MET:HG3 2.03 0.41
3:A4:62:VAL:HA 3:A4:63:PRO:HD3 1.95 0.41
3:A8:33:ASP:HB3 7:¢:103:GLY:HA2 2.01 0.41
4:A9:288:GLU:C 4:A9:292:GLN:HE22 2.28 0.41
4:B1:116:VAL:HA 4:B1:119:VAL:HG12 2.01 0.41
4:B3:70:PRO:HA 4:B3:73:MET:HE2 2.03 0.41
3:B6:296:PHE:CD2 | 3:B6:335:1LE:HG12 2.55 0.41
4:B9:8:GLN:HE22 4:B9:63:ALA:HB1 1.85 0.41
3:C2:65:CYS:H 3:C2:91:GLN:HE21 1.68 0.41
3:C4:101:ASN:HB3 | 3:C4:182:VAL:HG21 2.01 0.41
3:D0:107:HIS:HD2 3:D0:152:LEU:HB2 1.85 0.41
4:D3:311:LEU:HD23 | 4:D3:312:THR:HG23 2.02 0.41
4:D7:135:1ILE:HG21 4:D7:152:ILE:HD11 2.02 0.41
3:D8:310:GLY:HA3 3:D8:383:ALA:HB2 2.01 0.41
3:E0:222:PRO:HD2 4:E1:324:LYS:HZ1 1.85 0.41
4:E3:7:VAL:HG11 4:E3:151:LEU:HD23 2.01 0.41
4:E3:330:MET:HA 4:E3:333:VAL:HG12 2.03 0.41
3:E4:181:VAL:H 4:E5:350:LYS:HZ3 1.67 0.41
3:E6:221:ARG:HA 4:E7:324:LYS:HZ1 1.85 0.41
4:E7:4:ILE:HD13 4:E7:4:.1ILE:HA 1.95 0.41
4:E7:156:ARG:HA 4:E7:156:ARG:HD2 1.79 0.41
4:E7:309:ARG:O 4:E7:372: THR:HG22 2.20 0.41
3:F0:205:ASP:HB3 3:F0:303:ALA:HA 2.02 0.41
4:F1:222:TYR:HA 4:F1:225:LEU:HD12 2.02 0.41
2:K:239:LEU:HD13 2:K:240:PRO:HD2 2.02 0.41
7:1:79:ASP:HB3 7:1:82:ASP:HB2 2.02 0.41
3:A2:406:HIS:HA 3:A2:409:VAL:HG22 2.03 0.41
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4:A3:192:LEU:HD21 | 4:A3:199:VAL:HG21 2.02 0.41
3:A4:247:ALA:HB3 3:A4:355:ILE:HB 2.03 0.41
4:A7:101: TRP:CD1 4:AT7:146:GLY:HA2 2.55 0.41
4:A7:136:THR:HG22 | 4:A7:167:PHE:HB2 2.01 0.41
4:A7:308:GLY:HA3 4:A7:373:ALA:HB2 2.03 0.41
3:A8:64:ARG:HH21 | 3:A8:128:ASN:ND2 2.18 0.41
4:B1:311:LEU:HD23 | 4:B1:312:THR:HG23 2.01 0.41
3:B2:21: TRP:CH2 3:B2:65:CYS:HB2 2.56 0.41
3:B2:387:VAL:HG12 | 3:B2:390:ARG:HH22 1.85 0.41
4:B3:289:LEU:HD23 4:B3:289:LEU:HA 1.93 0.41
3:B4:285:GLN:HB3 3:B&8:56: THR:HA 2.03 0.41
4:B7:173:PRO:HG3 | 4:B7:380:ARG:NH2 2.35 0.41
3:C0:119:LEU:HD23 | 3:C0:122:ILE:HG13 2.03 0.41
4:C5:284:LEU:HD12 4:C5:284:LEU:HA 1.91 0.41
4:C9:117:LEU:HA 4:C9:120:VAL:HG12 2.03 0.41
4:C9:117:LEU:HA 4:C9:117:LEU:HD23 1.89 0.41
4:C9:173:PRO:HD2 4:C9:205:GLU:OE2 2.21 0.41
2:D:221:PRO:HD3 3:D8&:82: THR:HG21 2.01 0.41
3:D0:319:TYR:HB2 | 3:D0:355:ILE:HG22 2.00 0.41
4:D1:138:SER:HA 4:D1:169:VAL:HG22 2.02 0.41
3:D4:252:VAL:HA 3:D4:255:PHE:CD2 2.55 0.41
4:D5:274:THR:HG21 | 4:D5:282:ARG:HG3 2.02 0.41
3:D6:3:GLU:HA 3:D6:51: THR:HA 2.03 0.41
3:D6:137:-MET:HE1 3:D6:139:ASN:CG 2.46 0.41
3:D6:384:1ILE:HA 3:D6:387:VAL:HG12 2.03 0.41
4:E1:33: THR:HG23 | 4:E1:35:THR:HG23 2.03 0.41
3:E4:195:LEU:HB3 | 3:E4:264:ARG:HH21 1.84 0.41
4:E5:66:MET:SD 4:E5:147-MET:HE3 2.60 0.41
3:F0:17:GLY:HA2 3:F0:20:CYS:HB2 2.02 0.41
6:X:123:PRO:HG2 7:w:101:GLU:HG2 2.02 0.41
7:e:57:ASN:HB3 7:e:63:ILE:HD11 2.02 0.41
7:5:14:LYS:HB2 7:5:47:LEU.HD13 2.02 0.41
7:5:146:ARG:HH21 7:5:156:VAL:HG21 1.85 0.41
7:u:50:PHE:CD1 7:u:140:LEU:HD21 2.56 0.41
3:A0:398:MET:HB3 | 3:A0:403:ALA:HB3 2.03 0.41
4:A1:183:TYR:CE1 | 4:A1:388:MET:HB3 2.55 0.41
4:A3:356:ILE:HD12 | 4:A3:357:PRO:HD2 2.02 0.41
4:A5:77:ARG:HD3 5:P:265:PHE:CG 2.54 0.41
3:A6:36:MET:HA 3:A6:37:PRO:HD3 1.88 0.41
4:A9:130:LEU:HB3 | 4:A9:162:ARG:NH1 2.35 0.41
3:B4:178:SER:HB3 | 4:B5:347:ASN:HD22 1.85 0.41
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3:B4:280:LYS:HG2 3:B8&:88:HIS:CE1 2.56 0.41
2:C:207:LEU:HD21 5:0:317:ARG:NH1 2.36 0.41
3:C0:413:MET:HE2 | 3:C0:413:MET:HB3 1.85 0.41
4:C1:8:GLN:HB3 4:C1:65:LEU:HA 2.03 0.41
3:C4:73: THR:HG22 4:C5:46:ARG:CZ 2.51 0.41
3:C4:338:LYS:HB2 3:C4:338:LYS:HE3 1.75 0.41
3:C6:213:CYS:HA 3:C6:217:LEU:HD13 2.03 0.41
4:C9:268:ILE:HA 4:C9:367:PHE:O 2.21 0.41
3:D2:11:GLN:HG2 3:D2:74:VAL:HG21 2.03 0.41
4:D3:164:MET:HE2 | 4:D3:164:MET:HB2 1.79 0.41
4:D3:279:GLN:HE21 | 5:P:519:LEU:HD21 1.85 0.41
4:D5:330:MET:H 4:D5:330:MET:HG2 1.60 0.41
4:E1:167:PHE:CD1 4:E1:200:GLN:HB2 2.55 0.41
4:E1:172:SER:HB2 | 4:E1:175:VAL:HG12 2.01 0.41
4:E3:66:MET:HE1 4:E3:151:LEU:HD22 2.01 0.41
4:E5:68:LEU:HA 4:FE5:93:GLY:HA3 2.03 0.41
3:E6:33:ASP:HB2 7:v:102:GLY:O 2.21 0.41
4:E7:208: TYR:CE1 | 4:E7:225:LEU:HD11 2.55 0.41
4:E7:230:SER:HA 4:E7:233:MET:HB3 2.03 0.41
3:F0:141:VAL:HG21 3:F0:172: TRP:HE3 1.84 0.41
5:P:555:ARG:HD2 5:P:555:ARG:HA 1.92 0.41
6:V:123:PRO:HA 6:V:124:PRO:HD3 1.94 0.41
7:a:53:GLY:HA2 7:a:62:VAL:HG21 2.01 0.41
7:¢:119:ARG:HH22 7:¢:137:GLU:HB3 1.85 0.41
&:1:17:GLN:HG3 8:1:22:VAL:HG12 2.02 0.41
7:m:84:LYS:HE3 7:m:84:LYS:HB3 1.98 0.41
7:p:65:GLN:NE2 7:p:206:PHE:HZ 2.18 0.41
7:w:126:ARG:HH11 7w:129:MET:HB2 1.85 0.41
3:A0:51:THR:HG23 3:A0:52:PHE:HD1 1.85 0.41
4:A1:3:GLU:HB3 4:A1:130:LEU:HB2 2.02 0.41
3:A2:133:GLN:NE2 3:A2:251:ASP:HB2 2.36 0.41
4:A3:211:CYS:HA 4:A3:215:LEU:HB3 2.03 0.41
4:A7:134:GLN:NE2 | 4:A7:136:THR:HG23 2.36 0.41
4:A9:118:ASP:O 4:A9:122:LYS:HG2 2.21 0.41
4:B1:238:CYS:HB3 4:B1:318:ARG:NH1 2.35 0.41
3:B2:124:LYS:HD3 3:B2:124:LYS:HA 1.79 0.41
4:B7:291:GLN:NE2 4:B7:291:GLN:C 2.78 0.41
4:B9:249:ASP:H 4:B9:252:LYS:HB3 1.85 0.41
4:C1:153:SER:HA 4:C1:195:ASN:HD21 1.86 0.41
4:C1:389:PHE:HD1 | 4:C1:395:LEU:HD21 1.86 0.41
3:C2:423:GLU:HA 3:C2:426:ALA:HB3 2.03 0.41
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4:C3:34:GLY:HA3 4:C3:58:ARG:HB2 2.03 0.41
3:C4:133:GLN:HE22 3:C4:242:LEU:HG 1.86 0.41
4:C5:86:ARG:HG2 4:Ch:88:ASP:H 1.86 0.41
3:C6:229:ARG:HD3 | 3:C6:363:VAL:HG21 2.02 0.41
4:C7:236:VAL:HG13 | 4:C7:237:THR:HG23 2.02 0.41
3:C8:102:ASN:HB3 3:CR:105:ARG:HB2 2.03 0.41
3:D0:103:PHE:HD2 3:D0:413:MET:HE1 1.86 0.41
3:D2:64:ARG:HA 3:D2:125:LEU:HD11 2.02 0.41
4:D3:75:SER:HA 5:P:508: TYR:CE1 2.53 0.41
4:D7:398:TYR:HB3 | 4:D7:403:-MET:HE2 2.03 0.41
4:D9:174:LYS:HD2 4:D9:174:LYS:HA 1.91 0.41
3:E0:167:LEU:HD13 | 3:E0:200:VAL:HG13 2.03 0.41
4:E3:287:PRO:HB3 | 4:E3:329:GLN:HE22 1.86 0.41
3:E8:262:TYR:HB2 | 3:E8:265:ILE:HG12 2.02 0.41
7:c:14:LYS:NZ 7:c:45:MET:HB3 2.36 0.41
7:d:85:CYS:HA 7:d:168:PRO:HG3 2.02 0.41
7:¢:99:MET:HE3 7:¢:107:LYS:HG3 2.03 0.41
7:n:41:ASN:HB2 7:n:44:ASP:HB2 2.02 0.41
7:p:139:PRO:0O 7:p:143:1LE:HG12 2.21 0.41
7:s:112:PHE:HE1 7:8:114:SER:HB2 1.85 0.41
7:u:90:PRO:HA 7u:93:LEU:HD12 2.03 0.41
4:A1:167:PHE:CZ 4:A1:233:MET:HG2 2.56 0.41
3:A4:398:MET:HE2 | 4:A5:346:PRO:HD2 2.02 0.41
3:A6:283:HIS:HB3 3:B0:62: VAL:HG11 2.03 0.41
4:A7:206:ALA:HB2 4:A7:302:ALA:HB2 2.03 0.41
3:A8:121:ARG:HA 3:A8:121:ARG:HD2 1.83 0.41
3:B2:140:ALA:HA 3:B2:171:SER:HB3 2.02 0.41
4:B3:356:ILE:HD12 2:E:241:PHE:HE2 1.85 0.41
4:B5:9:GLY:HA2 4:B5:66:MET:HB2 2.01 0.41
4:C3:5:VAL:HB 4:C3:133:PHE:HD1 1.85 0.41
4:C3:49:VAL:HG11 4:C3:241:ARG:HG2 2.03 0.41
4:C3:86:ARG:HH21 4:C3:87:PRO:HD2 1.85 0.41
4:C7:113:ILE:HA 4:C7:116:VAL:HG12 2.03 0.41
4:C9:328:GLU:HA 4:C9:331:LEU:HB3 2.02 0.41
3:D0:209:ILE:HD13 | 3:D0:231:ILE:HD11 2.03 0.41
3:E0:167:LEU:HA 3:E0:200: VAL:HG13 2.03 0.41
4:E3:43:GLN:H 4:E3:43:GLN:HG2 1.72 0.41
3:F0:122:ILE:HG21 | 3:F0:157:LEU:HD11 2.03 0.41
5:0:317:ARG:HA 5:0:317:ARG:HD3 1.80 0.41
7:a:85:CYS:SG 7:a:168:PRO:HB3 2.61 0.41
7:d:97:ARG:HH12 7:1:160:GLY:HA3 1.85 0.41
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7:1:154: TYR:HE2 7:1:158: THR:HG22 1.86 0.41
8:1:58:LYS:HE2 8:1:58:LYS:HA 2.02 0.41
7:0:42: TYR:HA 7:0:45:MET:SD 2.61 0.41
7:1r:71:LYS:HE2 7:1:71:LYS:HB2 1.82 0.41
7:4:191:GLU:O 7:t:195:ALA:HB2 2.21 0.41
7:x:147:HIS:HD2 7:x:148:PHE:CE2 2.39 0.41
3:A2:11:GLN:HA 3:A2:14:1LE:HG22 2.02 0.41
4:A3:249:ASP:H 4:A3:252:LYS:HB3 1.85 0.41
3:A8:11:GLN:HB3 3:A8:74:VAL:HG11 2.01 0.41
4:A9:298:ASN:O 4:A9:298:ASN:ND2 2.51 0.41
3:C4:311:LYS:HB3 3:C4:382: THR:OG1 2.20 0.41
4:C5:291:GLN:NE2 | 4:C5:292:GLN:HG3 2.36 0.41
4:C7:149:THR:HA 4:C7:152:ILE:HG22 2.03 0.41
4:C9:66:MET:HE1 4:C9:147:-MET:SD 2.60 0.41
3:D0:335:ILE:HD13 3:D0:335:1ILE:HA 1.93 0.41
4:D3:73:MET:HE3 4:D3:90:PHE:HD2 1.85 0.41
3:D6:280:LYS:HB3 3:D6:280:LYS:HE3 1.88 0.41
4:D7:289:LEU:HD23 4:D7:289:LEU:HA 1.87 0.41
3:D8&:401:LYS:HD2 4:D9:344: TRP:CD2 2.56 0.41
4:E1:5:VAL:HG21 4:E1:130:LEU:HD22 2.01 0.41
4:E1:8:GLN:HE21 4:E1:14:ASN:HA 1.86 0.41
4:E1:259:PRO:HG2 | 4:E1:311:LEU:HD21 2.02 0.41
3:E2:73: THR:HB 4:E3:2:ARG:HH22 1.86 0.41
4:E3:39:ASP:HA 7:t:90:PRO:HG3 2.03 0.41
4:E5:66:MET:HG3 4:E5:116:VAL:HG21 2.03 0.41
3:F0:124:LYS:HE2 3:F0:124:LYS:HB2 1.79 0.41
4:F1:28:HIS:CE1 4:F1:241:ARG:HD2 2.55 0.41
4:F1:86:ARG:HD3 4:F1:88:ASP:HB3 2.03 0.41
4:F1:424:GLN:HE21 | 4:F1:424:GLN:HB2 1.65 0.41
5:0:464:LYS:HE3 5:0:466:VAL:HG22 2.01 0.41
7:1:3:GLN:HE22 7:£:179:GLU:H 1.68 0.41
7:1:205:LYS:HA 7:1:205:LYS:HD?2 1.92 0.41
7:m:183:LEU:HA 7:m:184:PRO:HD3 1.88 0.41
7:0:57:ASN:ND2 7:0:59:ASN:H 2.19 0.41
7:4:37:GLN:C 7:t:37:GLN:HE21 2.29 0.41
7:4:126:ARG:HA 7:t:129:MET:HE1 2.01 0.41
7:v:112:PHE:HD2 7:v:133:SER:HB2 1.85 0.41
3:A0:91:GLN:HE22 | 3:A0:125:LEU:HD22 1.86 0.41
4:A1:393:ALA:HB1 3:A2:261:PRO:HB2 2.03 0.41
3:A2:286:LEU:HD13 3:A2:286:LEU:HA 1.84 0.41
4:A3:6:HIS:CD2 4:A3:134:GLN:HG3 2.55 0.41
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3:A4:71:GLU:OE1 3:A4:73: THR:HG22 2.21 0.41
3:A4:108:TYR:CE2 | 3:A4:413:MET:HB3 2.54 0.41
4:A5:89:ASN:HA 4:A5:119:VAL:HG21 2.02 0.41
4:A5:267:LEU:HG 4:A5:301:CYS:HB3 2.03 0.41
3:A8:167:LEU:HD13 3:A8:200:VAL:HB 2.03 0.41
4:A9:237:THR:HG23 | 4:A9:241:ARG:HH21 1.86 0.41
3:B0:304:LYS:HD3 3:B0:304:LYS:HA 1.80 0.41
3:B0:312: TYR:CE1 3:B0:341:1ILE:HG13 2.55 0.41
4:B1:267:LEU:HD23 | 4:B1:371:SER:HB3 2.02 0.41
4:B1:386: THR:HB 4:B1:390:ARG:NH1 2.35 0.41
3:B2:10:GLY:O 3:B2:14:ILE:HG12 2.21 0.41
3:B2:88:HIS:HA 3:B2:89:PRO:HD3 1.92 0.41
3:B2:364:PRO:HG2 2:E:254:LYS:HB3 2.03 0.41
3:B6:188:VAL:HA 3:B6:191: THR:HG22 2.01 0.41
4:B7:375:GLN:HG2 | 4:B7:423:GLN:HE21 1.86 0.41
4:C5:207:LEU:HB3 | 4:C5:225:LEU:HD11 2.03 0.41
4:C5:281:TYR:HB2 4:C9:86:ARG:CZ 2.50 0.41
3:C6:177:VAL:HG11 | 3:C6:210:TYR:HE2 1.86 0.41
3:C6:262: TYR:HE2 | 3:C6:435:VAL:HG22 1.86 0.41
4:C9:247:ASN:C 4:C9:247:ASN:ND2 2.78 0.41
3:D0:25:CYS:SG 3:D0:86:LEU:HD11 2.61 0.41
3:D0:32:PRO:HA 3:D0:86:LEU:HD12 2.03 0.41
3:D0:216:ASN:HB3 3:D0:275:1LE:O 2.20 0.41
3:D0:398: MET:HG3 | 4:D1:345:1LE:HD13 2.03 0.41
4:D1:317:PHE:CD2 4:D1:321:MET:HE1 2.56 0.41
3:D4:150:GLY:O 3:D4:154:LEU:HD23 2.20 0.41
3:D6:200:VAL:HG13 | 3:D6:268:MET:HE2 2.03 0.41
3:D8:287:SER:C 3:D8:289:ALA:N 2.78 0.41
3:D8:388:PHE:HB3 | 3:D8&:425:LEU:HD21 2.02 0.41
2:E:254:LYS:HA 2:E:254:LYS:HE3 2.02 0.41
3:E0:235:ILE:HD12 3:E0:238:LEU:HB3 2.02 0.41
3:E0:364:PRO:HB2 2:F:254:LYS:HZ1 1.84 0.41
4:E1:68:LEU:HD11 4:E1:147-MET:HG3 2.03 0.41
4:E1:99:ASN:HA 4:E1:142:GLY:N 2.36 0.41
3:E2:63:PRO:HG2 3:E2:87:PHE:CD1 2.56 0.41
3:E2:183:GLU:CD 3:E2:184:PRO:HD3 2.46 0.41
4:E3:273:LEU:HD23 4:E3:273:LEU:HA 1.88 0.41
4:E5:39:ASP:HA 7:u:90:PRO:HG3 2.03 0.41
4:E5:193:VAL:HA 4:E5:264:HIS:CE1 2.51 0.41
3:E6:2:ARG:HA 3:E6:133:GLN:HE22 1.85 0.41
3:E6:180:ALA:HA 4:E7:350:LYS:NZ 2.36 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
4:E7:138:SER:HA 4:E7:169:VAL:HB 2.03 0.41
4:E9:294:PHE:CZ 4:E9:349:MET:HE3 2.56 0.41
4:E9:388:MET:HE1 3:F0:348:PRO:HD2 2.01 0.41
4:F1:86:ARG:HG2 4:F1:89:ASN:N 2.33 0.41
5:0:516:ASP:HB2 5:0:520:LEU:HD23 2.03 0.41
7:b:56:LYS:HZ3 7:b:61: THR:N 2.18 0.41
7:b:129:MET:HE2 7:b:129:-MET:HB3 1.87 0.41
7:e:51:PRO:HG2 7:e:54:SER:HB3 2.03 0.41
7:3:68:LEU:HD23 7:5:73:VAL:HG11 2.01 0.41
7:3:151:MET:HE1 7:3:154:TYR:HA 2.02 0.41
8:k:25:ARG:HE 8:k:27:ASP:CG 2.29 0.41
7:n:50:PHE:HE2 7:n:140:LEU:HD21 1.86 0.41
7n:88:LEU:HD11 7:n:196:LEU:HD11 2.01 0.41
7:0:79:ASP:HB3 7:0:82:ASP:HB2 2.03 0.41
7:1:13:GLU:HG2 7:r:17:-LEU:HD23 2.02 0.41
7:5:84:LYS:HB3 7:5:168:PRO:HD3 2.01 0.41
7:5:129:MET:HE3 7:5:129:MET:HB2 1.99 0.41
7:v:191:GLU:OE1 7:v:194:ARG:HB3 2.21 0.41
1:2:425:VAL:O 1:2:429:LYS:HG2 2.21 0.41
3:A2:138:PHE:CZ 3:A2:235:1ILE:HD13 2.56 0.41
3:A2:150:GLY:O 3:A2:154:LEU:HD23 2.21 0.41
4:A7:226:ASN:HD22 5:0:274:PHE:HE1 1.68 0.41
4:A9:379:LYS:HA 4:A9:382:SER:HB3 2.03 0.41
2:B:212:GLU:OE1 2:B:216:ARG:HG3 2.21 0.41
4:B5:200:GLN:HG2 4:B5:268:ILE:HD11 2.03 0.41
4:B7:173:PRO:HG3 | 4:B7:380:ARG:HH22 1.86 0.41
3:B&:30:ILE:HG22 3:B8:36:MET:HB3 2.03 0.41
3:B8:386:GLU:HA 3:B8:389:SER:HB2 2.02 0.41
3:C0:22:GLU:HG2 3:C0:83:TYR:CZ 2.56 0.41
4:C1:65:LEU:HD22 4:C1:90:PHE:CZ 2.56 0.41
3:C2:30:ILE:HD11 3:C2:34:GLY:HA2 2.02 0.41
4:C3:31:ASP:0OD1 4:C3:33: THR:HG22 2.21 0.41
4:C5:109:GLY:HA2 4:C5:147:MET:SD 2.61 0.41
4:C5:203:ASP:0OD1 4:C5:302:ALA:HB2 2.21 0.41
4:C5:274:-THR:HG22 | 4:C5:282:ARG:HH11 1.86 0.41
3:C6:338:LYS:HD3 3:C6:341:1ILE:HD12 2.02 0.41
4:C7:28:HIS:NE2 4:C7:241:ARG:HD2 2.36 0.41
3:D0:153:LEU:HD12 3:D0:153:LEU:HA 1.81 0.41
4:D1:98:GLY:H 4:D1:103:LYS:NZ 2.19 0.41
3:D2:403:ALA:HB2 | 4:D3:344:TRP:CH2 2.56 0.41
4:D5:116:VAL:HA 4:D5:119:VAL:HG12 2.03 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
3:D6:223: THR:HG23 3:D6:225: THR:H 1.86 0.41
4:E1:187:LEU:HA 4:E1:190:HIS:CE1 2.56 0.41
3:E2:387:VAL:HG23 3:E2:390:ARG:CZ 2.51 0.41
4:E3:187:LEU:HA 4:E3:190:HIS:HE1 1.86 0.41
4:E3:374:.1LE:H 4:E3:374:1LE:HG13 1.69 0.41
3:E4:319:TYR:CE2 | 3:E4:328:VAL:HG22 2.56 0.41
3:E4:384:1LE:HA 3:E4:387:VAL:HG12 2.02 0.41
3:E6:19:ALA:HB2 3:E6:228:ASN:HB3 2.02 0.41
2:1:245:SER:HB3 2:1:248:ARG:HG2 2.03 0.41
5:0:490:HIS:HB3 5:0:493:LYS:O 2.21 0.41
7:d:96: TYR:HA 7:d:108:ILE:HD11 2.02 0.41
7:£:69:LYS:HE3 7:£:69:LYS:HB3 1.90 0.41
7:h:58:SER:HA 7:h:126:ARG:HH21 1.85 0.41
7:h:194:ARG:HH22 7:h:198:ARG:NH2 2.19 0.41
7:m:94:ASN:O 7:m:94:ASN:ND2 2.54 0.41
7:m:205:LYS:HA 7:m:205:LYS:HE3 2.02 0.41
7:0:69:LYS:HD3 7:q:23:LEU:HD21 2.03 0.41
3:A0:178:SER:HB3 3:A0:183:GLU:HG2 2.03 0.40
3:A2:224:TYR:CD2 | 4:A3:323:THR:HG21 2.56 0.40
3:A2:384:ILE:HA 3:A2:387:VAL:HG12 2.02 0.40
3:A8:298:PRO:HA 3:A8:301:MET:HG2 2.02 0.40
4:B1:105:HIS:CE1 4:B1:150:LEU:HB2 2.56 0.40
4:B3:100:ASN:HB3 4:B3:103:LYS:HG2 2.02 0.40
4:B3:391:ARG:HH22 3:B4:435:VAL:HA 1.86 0.40
3:B4:217:LEU:HG 3:B4:275:ILE:HG22 2.02 0.40
4:B5:284:LEU:HD23 | 4:B5:362:LYS:HG2 2.03 0.40
3:B6:318:MET:HE1 3:B6:378:ILE:HG12 2.03 0.40
4:B7:156:ARG:HA 4:B7:156:ARG:HD2 1.89 0.40
4:B7:217:LEU:HD23 | 4:B7:220:PRO:HB3 2.02 0.40
4:B9:28:HIS:C 4:B9:43:GLN:HE21 2.29 0.40
4:C1:281:TYR:CD2 4:C5:86:ARG:HA 2.56 0.40
4:C5:86:ARG:HG2 4:C5:88:ASP:HB2 2.04 0.40
4:C7:14:ASN:HD21 4:C7:67:ASP:HB2 1.86 0.40
3:C8:100:ALA:O 4:C9:255:VAL:HG11 2.21 0.40
4:D3:169:VAL:HG12 4:D3:202:ILE:HB 2.02 0.40
3:D4:202:VAL:C 3:D4:203:-MET:HE2 2.45 0.40
4:D5:75:SER:HA 5:0:508: TYR:HE1 1.85 0.40
4:D5:265:PHE:HB3 4:D5:374:.1LE:HD13 2.03 0.40
4:D7:13:GLY:HA2 4:D7:16:1ILE:HG22 2.03 0.40
4:D9:183:TYR:CE2 | 4:D9:388:MET:HE2 2.57 0.40
4:E1:6:HIS:HE2 4:E1:136: THR:HG22 1.85 0.40
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3:E4:180:ALA:HA 4:E5:350:LYS:NZ 2.36 0.40
3:E8:166:LYS:H 3:E8:199:ASP:HB3 1.86 0.40
4:E9:231:ALA:HB2 6:X:103:LEU:HD11 2.03 0.40
4:E9:276:ARG:H 6:W:174:ARG:HE 1.68 0.40
7:c:74:ALA:HB2 7:c:172:VAL:HG12 2.03 0.40
7:p:50:PHE:HD1 7:p:140:LEU:HD11 1.86 0.40
7:x:85:CYS:HA 7:x:168:PRO:HG3 2.03 0.40
1:1:420: TRP:HE1 1:1:477:-VAL:CG1 2.35 0.40
3:A0:84:ARG:H 3:A0:84:ARG:HG2 1.70 0.40
3:A0:225:THR:O 3:A0:229:ARG:HG2 2.21 0.40
4:A1:109:GLY:O 4:A1:113:ILE:HG12 2.20 0.40
4:A1:298:ASN:O 4:A1:298:ASN:ND2 2.53 0.40
4:A3:237:THR:HG22 | 4:A3:250:LEU:HD21 2.02 0.40
3:A4:306:ASP:HA 3:A4:307:PRO:HD3 1.88 0.40
4:A5:228:LEU:HD23 4:A5:228:LEU:HA 1.91 0.40
4:A5:242:PHE:HB3 4:A5:356:1LE:HD13 2.03 0.40
3:A6:397:LEU:HD12 4:A7:344: TRP:HA 2.03 0.40
3:B0:219:ILE:HG22 7:1:198:ARG:NH2 2.37 0.40
3:B2:252:VAL:HA 3:B2:255:PHE:HD2 1.86 0.40
3:B4:324:VAL:HG22 3:B4:326:LYS:H 1.85 0.40
4:B5:201:VAL:HG11 | 4:B5:377:MET:HE3 2.04 0.40
4:B7:152:1ILE:HD13 4:B7:152:ILE:HA 1.85 0.40
4:B9:316:MET:O 4:B9:365:VAL:HG23 2.21 0.40
4:C5:51:TYR:HB3 4:C5:59:PHE:HB3 2.01 0.40
3:C6:6:SER:HB3 3:C6:136:LEU:HD12 2.02 0.40
4:C7:109:GLY:HA2 | 4:C7:147:MET:HE1 2.02 0.40
3:C8:195:LEU:HD23 3:C8:195:LEU:HA 1.97 0.40
4:C9:41:ASP:HB3 2:K:248:ARG:HH12 1.85 0.40
3:D0:324:VAL:HG21 | 3:D0:326:LYS:HE2 2.03 0.40
3:D4:9:VAL:HG12 3:D4:68:LEU:HB2 2.03 0.40
3:D6:285:GLN:C 3:D6:287:SER:H 2.29 0.40
4:D7:318:ARG:HB3 4:D7:357:PRO:HA 2.03 0.40
4:E1:299:MET:HE2 4:E1:299:MET:HA 2.02 0.40
3:E2:219:ILE:HG22 | 3:E2:222:PRO:HD3 2.03 0.40
4:E5:86:ARG:HG2 4:E5:88:ASP:H 1.86 0.40
4:F1:313:ALA:HB3 4:F1:349:MET:HG3 2.03 0.40
7:e:56:LYS:HD2 7:¢:60:ASN:HA 2.04 0.40
R:1:57:TYR:HA 8:1:69:ILE:HD11 2.03 0.40
7:n:183:LEU:HA 7:1n:184:PRO:HD3 1.77 0.40
7:1:9:PRO:HB2 7:r:143:ILE:HD12 2.03 0.40
7:x:77:PHE:CD2 7:r:150:VAL:HG21 2.57 0.40
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Atom-1 Atom-2 distance (A) overlap (A)
7:v:8:SER:HA 7:v:9:PRO:HD3 1.96 0.40
1:2:428: TRP:CD1 1:2:432:GLN:HE21 2.40 0.40
4:A3:162:ARG:HA 4:A3:162:ARG:HD3 1.73 0.40
3:A4:36: MET:HE3 3:A4:61:HIS:NE2 2.36 0.40
4:A5:230:SER:HA 4:A5:233:MET:HB2 2.03 0.40
4:A7:293:MET:-HG3 | 4:A7:294:PHE:HD2 1.86 0.40
3:B&8:183:GLU:HG2 3:B&:184:PRO:HD3 2.03 0.40
4:C1:99:ASN:HD21 | 3:C2:258:ASN:HD22 1.68 0.40
3:C4:208:ALA:HA 3:C4:304:LYS:HZ2 1.85 0.40
4:C9:87:PRO:HA 4:C9:90:PHE:HD2 1.85 0.40
4:C9:136: THR:HG22 | 4:C9:167:PHE:HB2 2.03 0.40
4:C9:178: THR:HG21 | 11:C9:502:GDP:H5’ 2.03 0.40
4:C9:210:ILE:HG22 | 4:C9:215:LEU:HD13 2.03 0.40
4:C9:363:MET:HB3 | 4:C9:363:MET:HE2 1.79 0.40
3:D0:231:1ILE:HA 3:D0:234:VAL:HG12 2.03 0.40
4:D3:213:ARG:HD2 4:D3:297:LYS:HE3 2.03 0.40
3:D&:210: TYR:HE2 4:D9:324:LYS:HA 1.87 0.40
4:D9:77:ARG:HH22 4:D9:92:PHE:HZ 1.67 0.40
4:D9:198:GLU:HB3 | 4:D9:200:GLN:HE22 1.87 0.40
2:E:244.GLN:HG3 2:E:249:SER:HB3 2.03 0.40
4:E1:269:GLY:H 4:E1:367:PHE:HB3 1.87 0.40
3:E2:234:VAL:HG21 | 3:E2:302:MET:HE2 2.02 0.40
3:E4:317:LEU:HD12 | 3:E4:319:TYR:CE1 2.56 0.40
4:E5:259:PRO:HB2 4:E5:260:PHE:HD1 1.86 0.40
3:E6:408: TYR:HB2 3:E6:418:PHE:HZ 1.86 0.40
3:E8:199:ASP:0D2 3:E8:256:GLN:HG2 2.21 0.40
4:E9:147-MET:HG2 | 4:E9:150:LEU:HD12 2.03 0.40
3:F0:141:VAL:HG11 | 3:F0:172: TRP:CZ3 2.57 0.40
4:F1:97:ALA:HB3 4:F1:143: THR:HB 2.04 0.40
7:¢c:14:LYS:NZ 7:c:47:-LEU:HB2 2.37 0.40
7:¢:67:HIS:CE1 7.e:23:LEU:HD12 2.55 0.40
7:¢c:165: THR:HB 7:¢c:182:PHE:HZ 1.86 0.40
7:2:9:PRO:HB2 7:2:143:ILE:HG23 2.03 0.40
7:j:142:GLU:HA 7:3:145:LYS:HZ3 1.86 0.40
8:k:17:GLN:HB3 8:k:20:ASN:O 2.21 0.40
7w:171:1LE:HD11 7:u:179:GLU:HB2 2.01 0.40
7:v:10:LEU:HB2 7:v:143:ILE:HG13 2.03 0.40
4:A1:45:GLU:HB2 6:V:168:HIS:NE2 2.37 0.40
4:A1:237:THR:HG23 | 4:A1:240:LEU:HD13 2.04 0.40
3:A2:210:TYR:CE1 4:A3:324:LYS:HB3 2.57 0.40
3:A2:276:ILE:HB 3:A2:280:LYS:HB2 2.03 0.40
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Atom-1 Atom-2 distance (A) overlap (A)
3:A2:288:VAL:HG13 | 3:A2:319:TYR:CE2 2.56 0.40
4:A3:218:THR:HG23 | 4:A3:219: THR:HG22 2.03 0.40
4:A9:221: THR:HG23 4:A9:223:GLY:N 2.36 0.40
4:B3:152:ILE:O 4:B3:156:ARG:HG2 2.20 0.40
3:B6:325:PRO:HA 3:B6:328:VAL:HG12 2.03 0.40
3:B6:356:ASN:HD22 | 3:B6:358:GLN:HE21 1.68 0.40
3:C2:231:ILE:O 3:C2:235:1LE:HG12 2.21 0.40
3:C2:387:VAL:HG13 | 3:C2:388:PHE:CD1 2.57 0.40
4:C7:320:ARG:HA 4:C7:320:ARG:HD3 1.87 0.40
4:C9:175:VAL:HG11 3:D0:329:ASN:HA 2.02 0.40
4:C9:183:TYR:HA 4:C9:385:PHE:HE?2 1.85 0.40
4:D1:25:SER:HB2 4:D1:30:ILE:HB 2.04 0.40
4:D1:211:CYS:HA 4:D1:215:LEU:HB2 2.02 0.40
3:D2:207:GLU:HA 3:D2:210: TYR:HD2 1.86 0.40
4:D3:393:ALA:HA 3:D4:346: TRP:HZ3 1.86 0.40
4:D3:396:HIS:HD1 4:D3:397:TRP:CG 2.40 0.40
3:D4:73: THR:HA 4:D5:46:ARG:HH22 1.86 0.40
3:D4:276:1LE:HG23 3:D4:280:LYS:HB2 2.03 0.40
4:D5:285:SER:O 4:D5:288:GLU:HG3 2.21 0.40
3:D6:71:GLU:HG2 3:D6:98:ASP:HB3 2.03 0.40
3:D8:285:GLN:HG3 3:E2:56: THR:HA 2.03 0.40
4:D9:229:VAL:O 4:D9:233:MET:HG2 2.20 0.40
3:E6:274:PRO:HB2 3:E6:276:1LE:HD11 2.03 0.40
3:F0:10:GLY:HA2 3:F0:145: THR:HG23 2.02 0.40
4:F1:206:ALA:O 4:F1:210:ILE:HD12 2.21 0.40
2:J:244:GLN:HE21 2:J:248:ARG:HB2 1.85 0.40
2:K:220:VAL:O 2:K:222:LYS:HG2 2.21 0.40
5:0:521:PRO:HB2 5:0:522:VAL:H 1.76 0.40
5:P:490:HIS:CG 5:P:493:LYS:HB2 2.57 0.40
6:V:65:HIS:CD2 6:V:66:PRO:HD3 2.56 0.40
7:a:97:ARG:HH22 7:¢:149:ARG:NH2 2.20 0.40
7:b:76:TYR:HB3 7:b:112:PHE:HA 2.03 0.40
7:d:63:ILE:HA 7:1:16:ARG:HH12 1.86 0.40
7:d:68:LEU:HD13 7:d:73:VAL:HG21 2.04 0.40
7:e:5:VAL:HB 7:¢:161: TYR:CE2 2.57 0.40
7:3:129:MET:HA 7:j:130:PRO:HD3 1.93 0.40
7:m:185:ILE:HA 7:m:191:GLU:O 2.20 0.40
7:0:164:ARG:HH22 7:0:182:PHE:HB2 1.86 0.40
7:5:181:GLN:HE22 7:5:199:TRP:HA 1.85 0.40
7:4:204: THR:O 7:4:205:LYS:HG2 2.21 0.40
7:v:79:ASP:HB3 7:v:82:ASP:HB2 2.02 0.40
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Atom-1 Atom-2 distance (A) overlap (A)
7-w:10:LEU:HD23 7:w:147:HIS:HB2 2.03 0.40
3:A6:14:ILE:HG21 3:A6:74:VAL:HG22 2.03 0.40
3:B0:286:LEU:HD21 | 3:B0:372:MET:HE3 2.04 0.40
3:B0:404:PHE:CZ 4:B1:259:PRO:HG3 2.56 0.40
4:B7:68:LEU:HA 4:B7:93:GLY:HA3 2.04 0.40
3:B&8:185:TYR:CE2 3:B8:404:PHE:HB2 2.53 0.40
3:B&:331:ALA:HA | 3:B&:334:THR:HG22 2.02 0.40
4:B9:113:ILE:HA 4:B9:116:VAL:HG12 2.04 0.40
3:C2:188:VAL:HA 3:C2:191:THR:HG23 2.03 0.40
3:C2:238:LEU:HD13 | 3:C2:378:ILE:HD12 2.03 0.40
3:C2:394:LYS:HB3 4:C3:346:PRO:HG3 2.02 0.40
3:C4:28:HIS:NE2 3:C4:243:ARG:HD2 2.37 0.40
3:C4:328:VAL:HG21 | 3:C4:355:ILE:HD11 2.03 0.40
3:C4:364:PRO:HG2 2:J:255:PRO:HG2 2.04 0.40
3:D0:363:VAL:HG23 | 3:D0:366:GLY:HA3 2.03 0.40
4:D3:21:TRP:CZ3 4:D3:61:PRO:HB3 2.57 0.40
4:D5:107:THR:HG21 | 4:D5:401:GLU:HB2 2.03 0.40
4:D5:207:-LEU:HB3 | 4:D5:225:LEU:HD22 2.04 0.40
4:D7:113:ILE:HD11 4:D7:151:LEU:HB2 2.03 0.40
4:D7:298:ASN:O 4:D7:298:ASN:ND2 2.54 0.40
3:D8:179:THR:OG1 4:D9:351:SER:HB3 2.21 0.40
3:D8:286:LEU:H 3:D8:286:LEU:HG 1.80 0.40
4:E3:49:VAL:HG21 4:E3:241:ARG:HG2 2.03 0.40
4:E3:284:.LEU:H 4:E7:55: THR:HG21 1.87 0.40
3:E4:398:MET:HE1 4:E5:345:1LE:HA 2.02 0.40
4:E5:206:ALA:O 4:E5:210:ILE:HG12 2.21 0.40
4:E9:216:LYS:HD2 6:W:174:ARG:HB3 2.03 0.40
3:F0:96:LYS:HD2 4:F1:1:MET:HA 2.02 0.40
3:F0:195:LEU:HD22 | 3:F0:264:ARG:HG2 2.03 0.40
7:h:13:GLU:O 7:h:16:ARG:HB3 2.22 0.40
7:3:75:LEU:HD23 7:j:111:1ILE:HB 2.03 0.40
7:1n:53:GLY:HA2 7:n:62:VAL:HG21 2.03 0.40

There are no symmetry-related clashes.

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 PDB entries followed by that with respect to all EM

WO RLDWIDE

PROTEIN DATA BANK
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entries.

The Analysed column shows the number of residues for which the backbone conformation was

analysed, and the total number of residues.

Percentiles

oo] [io0]
o | m
00| [100]
o] [100]

o] [100]
o] [100]

Mol | Chain Analysed Favoured | Allowed | Outliers
1 1 128/2041 (6%) 120 (94%) 8 (6%) 0
1 2 128/2041 (6%) 122 (95%) 6 (5%) 0
2 A 57/351 (16%) 46 (81%) 11 (19%) 0
2 B 58/351 (16%) 54 (93%) 4 (7%) 0
2 C 57/351 (16%) 48 (84%) 9 (16%) 0
2 D 57/351 (16%) 49 (86%) 7 (12%) 1 (2%)
2 E 58/351 (16%) 51 (88%) 7 (12%) 0
2 F 54/351 (15%) 48 (89%) 6 (11%) 0
2 G 58/351 (16%) 55 (95%) 3 (5%) 0
2 H 54/351 (15%) 48 (89%) 5 (9%) 1 (2%)
2 I 58/351 (16%) 54 (93%) 4 (7%) 0
2 J 58/351 (16%) 48 (83%) 10 (17%) 0
2 K 58/351 (16%) 52 (90%) 5 (9%) 1 (2%)
3 A0 424/453 (94%) 405 (96%) 19 (4%) 0
3 A2 424/453 (94%) 403 (95%) 21 (5%) 0
3 A4 424/453 (94%) 410 (97%) 14 (3%) 0
3 A6 424 /453 (94%) 401 (95%) 23 (5%) 0
3 A8 424/453 (94%) 407 (96%) 17 (4%) 0
3 BO 424/453 (94%) 404 (95%) 20 (5%) 0
3 B2 424/453 (94%) 413 (97%) 11 (3%) 0
3 B4 424/453 (94%) 411 (97%) 13 (3%) 0
3 B6 424/453 (94%) 406 (96%) 18 (4%) 0
3 B8 424/453 (94%) 405 (96%) 19 (4%) 0
3 C0 424 /453 (94%) 408 (96%) 16 (4%) 0
3 C2 424/453 (94%) 405 (96%) 19 (4%) 0
3 C4 424/453 (94%) 402 (95%) 22 (5%) 0
3 C6 424/453 (94%) 394 (93%) 30 (7%) 0
3 C8 424/453 (94%) 401 (95%) 23 (5%) 0
3 DO 424/453 (94%) 406 (96%) 18 (4%) 0

o] [100]
o] [100]
|
o] [100]
|
o | m
| o
00| [100]
o] [100]
o] [100]
o | m
o] [100]
o | m
o] [100]
00| [100]
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
3 | D2 424/453 (94%) | 411 (97%) | 13 (3%) 0 100 [100]
3 D4 424/453 (94%) 404 (95%) | 20 (5%) 0 100 | 100
3 D6 424/453 (94%) 408 (96%) | 14 (3%) | 2 (0%) 25 59
3 DS 424/453 (94%) 401 (95%) | 20 (53%) | 3 (1%)

3 EO0 424/453 (94%) 409 (96%) | 15 (4%) 0

3 E2 424/453 (94%) 400 (94%) | 21 (5%) | 3 (1%)

3 E4 424/453 (94%) 404 (95%) | 20 (5%) 0

3 E6 424/453 (94%) 408 (96%) | 16 (4%) 0

3 ES 424/453 (94%) 404 (95%) | 20 (5%) 0

3 FO 424/453 (94%) 395 (93%) | 29 (7%) 0

4 Al 424/449 (94%) 394 (93%) | 30 (7%) 0

4 A3 424 /449 (94%) 399 (94%) | 25 (6%) 0

4 A5 424/449 (94%) 398 (94%) | 26 (6%) 0

4 AT 424/449 (94%) 403 (95%) | 21 (5%) 0

4 A9 424 /449 (94%) 401 (95%) | 23 (5%) 0

4 B1 424/449 (94%) 403 (95%) | 21 (5%) 0

4 B3 424 /449 (94%) 403 (95%) | 21 (5%) 0

4 B5 424/449 (94%) 402 (95%) | 22 (5%) 0

4 B7 424449 (94%) 403 (95%) | 21 (5%) 0

4 B9 424 /449 (94%) 398 (94%) | 26 (6%) 0

4 C1 424449 (94%) 391 (92%) | 33 (8%) 0

4 C3 424 /449 (94%) 401 (95%) | 23 (5%) 0

4 C5 424/449 (94%) 404 (95%) | 20 (5%) 0

4 C7 424/449 (94%) 394 (93%) | 30 (7%) 0

4 | QY 424/449 (94%) | 398 (94%) | 26 (6%) 0 100 [100]
4 | D1 424/449 (94%) | 403 (95%) | 21 (5%) 0 100 ] [ 100]
4 | D3 424/449 (94%) | 404 (95%) | 20 (5%) 0 100 ] [100]
4 D5 424/449 (94%) 401 (95%) | 23 (5%) 0 |
4 | D7 424/449 (94%) | 405 (96%) | 19 (4%) 0 100 ] [ 100]
4 D9 424/449 (94%) 407 (96%) | 17 (4%) 0 |
4 El 424449 (94%) 402 (95%) | 22 (5%) 0
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
4 E3 424/449 (94%) 406 (96%) | 18 (4%) 0 |
4 | Es 424/449 (94%) | 402 (95%) | 22 (5%) 0 100 ] [ 100]
4 | ET 424/449 (94%) | 401 (95%) | 23 (5%) 0 100 [100]
4 | E9 424/449 (94%) | 394 (93%) | 30 (7%) 0 100 ] [ 100]
4 F1 424/449 (94%) 395 (93%) | 29 (%) 0
5 0 161/583 (28%) 125 (78%) | 31 (19%) | 5 (3%)

5 P 210/583 (36%) 169 (80%) | 34 (16%) | 7 (3%)

5 R 210/583 (36%) 172 (82%) | 33 (16%) | 5 (2%)

6 U 20/336 (6%) 16 (80%) 4 (20%) 0

6 V 109/336 (32%) 91 (84%) | 18 (16%) 0 |
6 W 109/336 (32%) 81 (74%) | 28 (26%) 0 |
6 X 89/336 (26%) 75 (84%) | 14 (16%) 0 |
7 a 159/220 (72%) 139 (87%) | 19 (12%) | 1 (1%)

7 b 159/220 (72%) 140 (88%) | 19 (12%) 0

7 c 197/220 (90%) 185 (94%) | 12 (6%) 0 |
7 d 197/220 (90%) | 183 (93%) | 14 (7%) 0 100 [ 100]
7 e 197/220 (90%) 184 (93%) | 13 (%) 0 |
7 f 197/220 (90%) | 183 (93%) | 14 (7%) 0 100 [100]
7 g 197/220 (90%) 184 (93%) | 13 (%) 0 |
7 h 197/220 (90%) | 185 (94%) | 12 (6%) 0 100 [100]
7 i 197/220 (90%) | 185 (94%) | 12 (6%) 0 100 ] [ 100]
7 ] 197/220 (90%) 187 (95%) | 10 (5%) 0 |
7 m 197/220 (90%) | 182 (92%) | 15 (8%) 0 100 [100]
7 n 197/220 (90%) 177 (90%) | 20 (10%) 0 |
7 0 197/220 (90%) 185 (94%) | 12 (6%) 0 |
7 D 197/220 (90%) 182 (92%) | 15 (8%) 0 |
7 q 197/220 (90%) 185 (94%) | 12 (6%) 0 |
7 r 197/220 (90%) | 190 (96%) | 7 (4%) 0 100 100}
7 s 197/220 (90%) 181 (92%) | 14 (7%) | 2 (1%) 13| 45
7 t 197/220 (90%) 181 (92%) | 12 (6%) | 4 (2%) 32

7 u 197/220 (90%) 186 (94%) | 11 (6%) 0 100 | 1 100
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
7 v 197/220 (90%) | 179 (91%) | 18 (9%) 0 100 [100]
7 w 197/220 (90%) | 188 (95%) | 9 (5%) 0 100 ] [ 100]
7 197/220 (90%) 182 (92%) | 15 (8%) 0 |
8 135/189 (71%) | 129 (96%) | 6 (4%) 0 100 ] [ 100]
8 1 135/189 (71%) 113 (84%) | 21 (16%) | 1 (1%) 19/ 53

All | Al | 28367/39706 (71%) | 26656 (94%) | 1675 (6%) | 36 (0%) 50 |79

All (36) Ramachandran outliers are listed below:

Mol | Chain | Res | Type
3 D6 281 ALA
3 D8 286 LEU
) O 277 ASP
) O 468 ASN
5 P 277 ASP
5 P 468 ASN
5 P 571 MET
) R 277 ASP
) R 468 ASN
8 1 13 VAL
2 D 227 VAL
3 E2 60 LYS
5 O 521 PRO
5 P 521 PRO
5 R 521 PRO
7 a 160 GLY
7 s 206 PHE
7 t 203 ASN
3 D8 281 ALA
3 D8 282 TYR
3 E2 58 ALA
2 H 227 VAL
) O 278 GLN
5 P 567 LEU
7 s 203 ASN
3 D6 282 TYR
5 P 257 ILE
7 t 197 LEU
3 E2 52 PHE
2 K 260 VAL

Continued on next page...
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Mol | Chain | Res | Type
) R 257 ILE
) R 287 LEU
7 t 200 ASP
7 t 206 PHE
) P 530 ILE
5 O 530 ILE

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 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.

Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 1 119/1735 (7%) | 119 (100%) 100 ] [ 100]
1 2 119/1735 (7%) 118 (99%)

2 A 54/305 (18%) 54 (100%)

2 B 55/305 (18%) 55 (100%)

2 C 54/305 (18%) 54 (100%)

2 D 54/305 (18%) 54 (100%)

2 E 55/305 (18%) 55 (100%)

2 F 51/305 (17%) 50 (98%)

2 G 55/305 (18%) 55 (100%) [100] [ 100}
2 H 51/305 (17%) 51 (100%) 100 ] 100}
2 I 55/305 (18%) 55 (100%) |
2 J 55/305 (18%) 55 (100%) 100 ] [ 100}
2 K 55/305 (18%) 55 (100%) |
3 A0 359/379 (95%) 358 (100%)

3 A2 359/379 (95%) 359 (100%) |
3 | A4 359/379 (95%) | 359 (100%) (100 [ 100}
3 A6 359/379 (95%) 359 (100%) |
3 A8 359/379 (95%) 359 (100%) |
3 B0 359/379 (95%) 359 (100%)
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
3 B2 359/379 (95%) 359 (100%) 0
3 B4 359/379 (95%) 359 (100%) 0
3 B6 359/379 (95%) 358 (100%) | 1 (0%)
3 BS 359/379 (95%) 358 (100%) | 1 (0%)
3 Co 359/379 (95%) 359 (100%) 0
3 C2 359/379 (95%) 358 (100%) | 1 (0%)
3 C4 359/379 (95%) 359 (100%) 0 |
3 C6 359/379 (95%) 359 (100%) 0 |
3 C8 359/379 (95%) 359 (100%) 0 |
3 DO 359/379 (95%) 359 (100%) 0 |
3 D2 359/379 (95%) 359 (100%) 0 |
3 D4 359/379 (95%) 359 (100%) 0 |
3 D6 359/379 (95%) 357 (99%)
3 DS 359/379 (95%) 354 (99%)
3 EO0 359/379 (95%) 358 (100%)
3 E2 359/379 (95%) 358 (100%)
3 E4 359/379 (95%) 359 (100%) |
3 E6 359/379 (95%) 359 (100%) |
3 ES 359/379 (95%) 359 (100%) |
3 FO 359/379 (95%) 359 (100%) |
4 Al 364/381 (96%) 363 (100%)
4 | A3 364/381 (96%) | 364 (100%) (100 [ 100]
4 | A5 364/381 (96%) | 364 (100%) 100 ] [100]
4 | A7 364/381 (96%) | 364 (100%) 100 ] 100}
4 | A9 364/381 (96%) | 364 (100%) 100 ] [100]
4 | B1 364/381 (96%) | 364 (100%) 100 100}
4 | B3 364/381 (96%) | 364 (100%) 100 ] [ 100]
4 B5 364,/381 (96%) 363 (100%)
4 B7 364/381 (96%) 363 (100%)
4 B9 364/381 (96%) 364 (100%)
4 C1 364/381 (96%) 364 (100%)
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
4 | C3 364/381 (96%) | 364 (100%) 0 100 [100]
4 C5 364/381 (96%) 364 (100%) 0 |
4 C7 364,/381 (96%) 364 (100%) 0 |
4 C9 364/381 (96%) 363 (100%) | 1 (0%)

4 D1 364/381 (96%) 364 (100%) 0

4 D3 364/381 (96%) 364 (100%) 0

4 D5 364 /381 (96%) 364 (100%) 0

4 D7 364/381 (96%) 364 (100%) 0

4 D9 364 /381 (96%) 363 (100%) | 1 (0%)

4 El 364/381 (96%) 363 (100%) | 1 (0%)

4 E3 364/381 (96%) 364 (100%) 0

4 E5 364,381 (96%) 363 (100%) | 1 (0%)

4 E7 364/381 (96%) 364 (100%) 0

4 E9 364/381 (96%) 363 (100%) | 1 (0%)

4 F1 364/381 (96%) 362 (100%) | 2 (0%)

5 0 156,/502 (31%) 156 (100%) 0 |
5 p 194/502 (39%) | 194 (100%) 0 100 ] [ 100}
5 R 194/502 (39%) | 194 (100%) 0 100 ] [100]
6 U 20/280 (7%) 20 (100%) 0 |
6 \Y% 101/280 (36%) 101 (100%) 0 |
6 | w 101/280 (36%) | 101 (100%) 0 100 [ 100}
6 X 81/280 (29%) 81 (100%) 0 100 ] [ 100}
7 a 139/190 (73%) | 139 (100%) 0 100 ] [100]
7 b 139/190 (73%) 139 (100%) 0 |
7 c 174/190 (92%) | 174 (100%) 0 100 ] [100]
7 d 174/190 (92%) | 174 (100%) 0 100 100}
7 e 174/190 (92%) | 174 (100%) 0 100 ] [ 100]
7 f 174/190 (92%) | 174 (100%) 0 100 100}
7 g 174/190 (92%) 174 (100%) 0 |
7 h 174/190 (92%) | 174 (100%) 0 100 ] [100]
7 i 174/190 (92%) 174 (100%) 0
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
7 i 174/190 (92%) 173 (99%) | 1 (1%)
7 m 174/190 (92%) | 174 (100%) 0 (100 [ 100]
7 n 174/190 (92%) | 174 (100%) 0 100 ] [100]
7 0 174/190 (92%) | 174 (100%) 0 100 ] [ 100}
7 D 174/190 (92%) 174 (100%) 0 |
7 q 174/190 (92%) | 174 (100%) 0 100 ] [100]
7 r 174/190 (92%) 172 (99%) | 2 (1%)
7 s 174/190 (92%) 169 (97%) | 5 (3%)
7 ¢ 174/190 (92%) 169 (97%) | 5 (3%)
7 u 174/190 (92%) | 174 (100%) 0
7 v 174/190 (92%) 173 (99%) | 1 (1%)
7 w 174/190 (92%) | 174 (100%) 0 (100 | 100]
7 174/190 (92%) | 174 (100%) 0 100 ] [100]
8 k 124/164 (76%) 123 (99%) | 1 (1%)
8 1 124/164 (76%) | 124 (100%) 0

All | ALl | 24483/33719 (73%) | 24443 (100%) | 40 (0%)

All (40) residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 2 469 GLN
3 A0 15 GLN
4 Al 424 GLN
4 B5 291 GLN
3 B6 192 HIS
4 B7 291 GLN
3 B8 192 HIS
3 C2 133 GLN
4 C9 247 ASN
3 D6 280 LYS
3 D6 285 GLN
3 D8 275 ILE
3 D8 276 ILE
3 D8 280 LYS
3 D8 283 HIS
3 D8 286 LEU
4 D9 11 GLN
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Mol | Chain | Res | Type
3 EO 197 HIS
4 El 99 ASN
3 E2 64 ARG
4 E5 291 GLN
4 E9 334 GLN
2 F 242 ASN
4 F1 48 ASN
4 F1 424 GLN
7 j 25 GLN
8 k 55 GLN
7 r 27 GLN
7 r 37 GLN
7 s 11 ASN
7 s 197 LEU
7 s 198 ARG
7 s 202 ARG
7 s 205 LYS
7 t 37 GLN
7 t 196 LEU
7 t 200 ASP
7 t 202 ARG
7 t 205 LYS
7 v 94 ASN

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. All (289)

such sidechains are listed below:

Mol | Chain | Res | Type
1 1 471 GLN
1 1 495 ASN
1 1 515 HIS
1 2 432 GLN
1 2 450 GLN
1 2 471 GLN
2 A 261 GLN
3 A0 35 GLN
3 A0 133 GLN
3 A0 329 ASN
3 A0 342 GLN
4 Al 6 HIS
4 Al 43 GLN
4 Al 200 GLN
4 Al 256 ASN
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Mol | Chain | Res | Type
4 Al 298 ASN
4 Al 334 GLN
4 Al 424 GLN
3 A2 35 GLN
3 A2 102 ASN
3 A2 128 ASN
3 A2 133 GLN
3 A2 192 HIS
3 A2 249 ASN
3 A2 266 HIS
4 A3 94 GLN
4 A3 227 HIS
4 A3 348 ASN
3 A4 85 HIS
3 A4 128 ASN
3 A4 356 ASN
4 A5 100 ASN
4 A5 191 GLN
4 A5 195 ASN
4 A5 334 GLN
4 A5 347 ASN
4 A5 396 HIS
3 A6 85 HIS
3 A6 101 ASN
3 A6 192 HIS
3 A6 226 ASN
4 AT 105 HIS
4 AT 191 GLN
4 AT 204 ASN
4 AT 227 HIS
4 AT 414 ASN
3 A8 31 GLN
3 A8 128 ASN
3 A8 168 ASN
3 A8 216 ASN
3 A8 342 GLN
4 A9 28 HIS
4 A9 191 GLN
4 A9 245 GLN
4 A9 298 ASN
2 B 261 GLN
3 BO 101 ASN
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Mol | Chain | Res | Type
3 BO 107 HIS
3 BO 168 ASN
3 BO 216 ASN
4 B1 227 HIS
4 B1 335 ASN
4 B1 347 ASN
4 B1 348 ASN
4 B1 375 GLN
3 B2 31 GLN
3 B2 128 ASN
3 B2 133 GLN
3 B2 139 ASN
3 B2 342 GLN
3 B2 356 ASN
4 B3 15 GLN
4 B3 99 ASN
4 B3 191 GLN
4 B3 227 HIS
4 B3 256 ASN
4 B3 264 HIS
4 B3 329 GLN
4 B3 335 ASN
4 B3 396 HIS
3 B4 31 GLN
3 B4 85 HIS
3 B4 133 GLN
3 B4 283 HIS
4 B5 14 ASN
4 B5 100 ASN
3 B6 356 ASN
3 B6 406 HIS
4 B7 89 ASN
4 B7 94 GLN
3 B8 176 GLN
3 B8 256 GLN
3 B8 380 ASN
3 B8 406 HIS
4 B9 8 GLN
4 B9 131 GLN
4 B9 191 GLN
4 B9 332 ASN
4 B9 384 GLN
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Mol | Chain | Res | Type
3 C0 91 GLN
3 C0 197 HIS
3 C0 233 GLN
3 Co 285 GLN
4 C1 8 GLN
4 C1 99 ASN
4 C1 279 GLN
4 C1 292 GLN
4 C1 298 ASN
4 C1 307 HIS
4 C1 414 ASN
3 C2 133 GLN
3 C2 233 GLN
4 C3 8 GLN
4 C3 14 ASN
4 C3 137 HIS
4 C3 200 GLN
4 C3 264 HIS
3 C4 18 ASN
3 C4 102 ASN
3 C4 128 ASN
3 C4 133 GLN
3 C4 226 ASN
3 C4 393 HIS
4 C5 131 GLN
4 Ch 134 GLN
4 Ch 256 ASN
3 C6 11 GLN
3 C6 15 GLN
3 C6 102 ASN
3 C6 139 ASN
3 C6 186 ASN
3 C6 256 GLN
3 C6 266 HIS
3 C6 393 HIS
4 C7 43 GLN
4 c7 204 ASN
4 C7 334 GLN
4 C7 335 ASN
4 C7 337 ASN
4 C7 348 ASN
3 C8 31 GLN
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Mol | Chain | Res | Type
3 C8 309 HIS
4 C9 11 GLN
4 C9 131 GLN
4 C9 191 GLN
4 C9 247 ASN
4 C9 280 GLN
3 DO 133 GLN
4 D1 15 GLN
4 D1 279 GLN
4 D1 334 GLN
4 D1 423 GLN
3 D2 342 GLN
4 D3 14 ASN
4 D3 48 ASN
4 D3 291 GLN
4 D3 348 ASN
4 D3 375 GLN
4 D3 423 GLN
3 D4 50 ASN
3 D4 216 ASN
3 D6 186 ASN
3 D6 266 HIS
4 D7 6 HIS
4 D7 94 GLN
4 D7 190 HIS
4 D7 298 ASN
3 D8 35 GLN
3 D8 133 GLN
3 D8 226 ASN
3 D8 249 ASN
3 D8 293 ASN
3 D8 342 GLN
4 D9 8 GLN
4 D9 11 GLN
4 D9 15 GLN
4 D9 94 GLN
4 D9 195 ASN
4 D9 200 GLN
4 D9 227 HIS
4 D9 256 ASN
4 D9 348 ASN
3 EO 18 ASN
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Mol | Chain | Res | Type
3 EO 85 HIS
3 EO 186 ASN
3 EO 216 ASN
4 El 99 ASN
4 El 245 GLN
3 E2 31 GLN
3 E2 61 HIS
3 E2 139 ASN
3 E2 186 ASN
3 E2 216 ASN
3 E2 258 ASN
3 E2 329 ASN
4 E3 190 HIS
4 E3 195 ASN
4 E3 329 GLN
4 E3 348 ASN
4 E3 423 GLN
3 E4 91 GLN
3 E4 258 ASN
4 E5 8 GLN
4 E5 11 GLN
4 E5 52 ASN
4 E5 291 GLN
4 E5 329 GLN
4 E5 332 ASN
4 E5 414 ASN
3 E6 168 ASN
3 E6 226 ASN
4 E7 8 GLN
4 E7 52 ASN
4 E7 335 ASN
3 ES8 101 ASN
3 ES8 176 GLN
3 ES8 206 ASN
3 ES8 380 ASN
4 E9 6 HIS
4 E9 8 GLN
4 E9 334 GLN
4 E9 347 ASN
4 E9 384 GLN
2 F 242 ASN
3 FO 85 HIS
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Mol | Chain | Res | Type
3 FO 101 ASN
3 FO 128 ASN
3 FO 226 ASN
3 FO 283 HIS
4 F1 6 HIS
4 F1 8 GLN
4 F1 337 ASN
4 F1 348 ASN
4 F1 414 ASN
4 F1 424 GLN
2 K 242 ASN
2 K 244 GLN
) O 304 ASN
) O 469 GLN
) O 568 GLN
5 P 278 GLN
5 P 304 ASN
5 P 307 ASN
5 P 543 GLN
5 R 220 GLN
) R 568 GLN
6 U 163 HIS
6 \Y A7 ASN
6 X 136 GLN
7 a 128 HIS
7 b 94 ASN
7 b 138 ASN
7 d 37 GLN
7 d 41 ASN
7 d 128 HIS
7 e 3 GLN
7 e 41 ASN
7 e 100 ASN
7 e 125 HIS
7 f 3 GLN
7 f 37 GLN
7 f 94 ASN
7 f 125 HIS
7 g 125 HIS
7 h 94 ASN
7 i 25 GLN
7 i 94 ASN
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Mol | Chain | Res | Type
8 1 17 GLN
8 1 18 GLN
7 m 35 ASN
7 m 94 ASN
7 m 106 GLN
7 m 147 HIS
7 0 18 ASN
7 0 100 ASN
7 0 147 HIS
7 p 11 ASN
7 p 37 GLN
7 p 203 ASN
7 r 37 GLN
7 r 65 GLN
7 r 105 ASN
7 s 181 GLN
7 t 18 ASN
7 t 37 GLN
7 v 3 GLN
7 v 100 ASN
7 4 125 HIS
7 w 67 HIS

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 oligosaccharides in this entry.

5.6 Ligand geometry (i)

Of 78 ligands modelled in this entry, 26 are monoatomic - leaving 52 for Mogul analysis.

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

PROTEIN DATA BANK
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the number of bonds (or angles) that are defined in the Chemical Component Dictionary. The
Link 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 Count?onfgl\/llglzlgt:jZ | > 2 CountsBOIfli(li/Inglglj;Z | > 2
9 | GTP | A4 | 501 | 10 [203434] 1.19 | 2(6%) |3554,54| 1.25 | 4 (11%)
11 | GDP | B3 |501 | - |253030| 099 | 1(4%) |304747| 1.05 | 1(3%)
11 | GDP| EI |501| - [253030] 099 | 1(4%) | 304747 | 1.19 | 4 (13%)

GTP | D2 | 501 | 10 |29.3434| 1.24 | 2(6%) |3554,54| 146 | 5 (14%)

GTP D4 501 10 | 29,34,34 | 1.25 2 (6%) | 35,54,54 | 1.48 6 (17%)

GTP D8 501 10 | 29,34,34 | 1.22 2 (6%) | 35,54,54 | 1.32 4 (11%)

GTP | A2 | 502 | - [203434] 1.16 | 2(6%) |355454| 135 | 3 (8%)
11 | GDP| D1 |502| - [253030] 093 | 1(4%) |3047.47| 1.09 | 2 (6%)
o [ GTP | D6 | 501 | 10 [203434] 1.18 | 2(6%) |3554,54| 1.33 | 4 (11%)
11 | GDP | C5 [501| - [253030] 097 | 1(4%) | 304747 | 1.11 | 2 (6%)
11 | GDP C9 502 - 25,30,30 | 0.94 1 (4%) | 30,4747 | 1.13 3 (10%)
o [ GTP | ES | 501 | 10 [203434] 1.19 | 2(6%) |3554,54| 1.35 | 4 (11%)
o [GTP | C©2 [501| 10 [203434] 1.22 | 2(6%) |3554,54| 1.31 | 5 (14%)
o | GTP | A0 [ 501 | 10 |20.3434 | 1.20 | 2 (6%) | 355454 | 134 | 4 (11%)
11 | GDP C1 501 - 25,30,30 | 0.99 1 (4%) | 304747 | 1.18 2 (6%)
11 | GDP D5 501 - 25,30,30 | 0.97 1 (4%) | 30,4747 | 1.12 2 (6%)
o [GTP | B2 [ 501 | 10 [203434] 1.18 | 2(6%) |3554,54| 1.29 | 4 (11%)
11 | GDP | E9 | 501 | - |253030| 098 | 1(4%) |304747| 1.14 | 2 (6%)
9 | GTP | BS [ 502 | 10 [293434| 1.19 | 2(6%) | 355454 | 131 | 4(11%)
11 | GDP B9 501 - 25,30,30 | 0.98 1 (4%) | 30,4747 | 1.16 2 (6%)
11 | GDP | Fl | 501 | - |253030| 098 | 1(4%) |304747| 1.13 | 2 (6%)
11 | GDP| P |60l | - [253030] 099 | 1(4%) |3047.47| 1.18 | 2 (6%)
o [ GTP | B4 | 501 | 10 |203434| 1.19 | 2(6%) |3554,54 | 1.32 | 4 (11%)
9 GTP C6 501 10 29,3434 | 1.23 2 (6%) | 35,54,54 | 1.30 4 (11%)
o | GTP | E2 [ 501 | 10 |203434| 1.20 | 2 (6%) | 355454 | 131 | 4(11%)
o [ GTP | Fo | 501 | 10 203434 1.26 | 2 (6%) |3554,54 | 1.32 | 4 (11%)
9 | GTP | B6 | 501 | 10 |29,34.34| 122 | 2(6%) | 355454 | 1.39 | 5 (14%)
11 | GDP C3 501 - 25,30,30 | 0.99 1 (4%) | 30,4747 | 1.10 1 (3%)
11 | GDP O 601 - 25,30,30 | 1.03 1 (4%) | 30,4747 | 1.19 3 (10%)
11 | GDP | E5 |501| - [253030] 097 | 1(4%) | 304747 | 1.17 | 3 (10%)
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Mol | Type | Chain | Res | Link | ¢ i iz | 1712 | Counts | RMSZ | 12]> 2
11 | GDP B7 501 - 25,30,30 | 0.95 1 (4%) | 30,4747 | 1.08 2 (6%)
9 GTP A8 501 10 |29,34,34 | 1.20 2 (6%) | 35,54,54 | 1.34 5 (14%)
9 GTP EO 501 10 29,3434 | 1.21 2 (6%) | 35,54,54 | 1.32 3 (8%)
9 GTP DO 501 10 29,3434 | 1.16 1 (3%) | 35,54,54 | 1.38 4 (11%)
9 GTP C4 501 10 29,3434 | 1.28 2 (6%) | 35,54,54 | 1.28 4 (11%)
9 GTP BO 501 10 29,3434 | 1.20 2 (6%) | 35,54,54 | 1.31 3 (8%)
9 GTP C8 501 10 29,3434 | 1.19 2 (6%) | 35,54,54 | 1.37 4 (11%)
9 GTP E4 501 10 29,3434 | 1.23 2 (6%) | 35,54,54 | 1.38 7 (20%)
9 GTP E7 501 - 29,34,34 | 1.19 2 (6%) | 35,54,54 | 1.43 7 (20%)
11 | GDP D3 502 - 25,30,30 | 1.00 1 (4%) | 30,4747 | 1.15 4 (13%)
11 | GDP D9 501 - 25,30,30 | 0.97 1 (4%) | 304747 | 1.11 3 (10%)
9 GTP A6 501 10 | 29,34,34 | 1.15 2 (6%) | 35,54,54 | 1.31 3 (8%)
11 | GDP E7 502 - 25,30,30 | 0.96 1 (4%) | 30,4747 | 1.10 2 (6%)
11 | GDP D7 501 - 25,30,30 | 0.99 1 (4%) | 304747 | 1.11 2 (6%)
11 | GDP A5 501 - 25,30,30 | 0.98 1 (4%) | 30,4747 | 1.09 2 (6%)
11 | GDP E3 501 - 25,30,30 | 0.98 1 (4%) | 30,4747 | 1.12 2 (6%)
11 | GDP Al 501 - 25,30,30 | 1.00 1 (4%) | 30,4747 | 1.25 3 (10%)
11 | GDP A7 501 - 25,30,30 | 1.02 1 (4%) | 304747 | 1.11 3 (10%)
11 | GDP B5 501 - 25,30,30 | 0.96 1 (4%) | 30,4747 | 1.09 2 (6%)
9 GTP Co 501 10 | 29,3434 | 1.27 4 (13%) | 35,5454 | 1.37 6 (17%)
11 | GDP A3 501 - 25,30,30 | 0.95 1 (4%) | 30,4747 | 1.19 3 (10%)
11 | GDP Cr 501 - 25,30,30 | 0.99 1 (4%) | 30,4747 | 1.21 2 (6%)

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.
’-” means no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals Torsions Rings
9 GTP A4 501 10 - 8/18/38/38 |0/3/3/3
11 | GDP B3 501 - - 3/12/32/32 |0/3/3/3
11 | GDP E1l 501 - - 0/12/32/32 |0/3/3/3
9 GTP D2 501 10 - 8/18/38/38 | 0/3/3/3
9 GTP D4 501 10 - 3/18/38/38 |0/3/3/3
9 GTP D8 501 10 - 5/18/38/38 |0/3/3/3
9 GTP A2 502 - - 9/18/38/38 |0/3/3/3
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Mol | Type | Chain | Res | Link | Chirals Torsions Rings
11 | GDP D1 502 - - 3/12/32/32 |0/3/3/3
9 GTP D6 501 10 - 6/18/38/38 |0/3/3/3
11 | GDP Ch 501 - - 1/12/32/32 | 0/3/3/3
11 | GDP C9 502 - - 2/12/32/32 |0/3/3/3
9 GTP ES8 501 10 - 8/18/38/38 |0/3/3/3
9 GTP C2 501 10 - 4/18/38/38 | 0/3/3/3
9 GTP A0 501 10 - 6/18/38/38 |0/3/3/3
11 | GDP C1 501 - - 0/12/32/32 |0/3/3/3
11 | GDP D5 501 - - 3/12/32/32 |0/3/3/3
9 GTP B2 501 10 - 5/18/38/38 | 0/3/3/3
11 | GDP E9 501 - - 8/12/32/32 |0/3/3/3
9 GTP B8 502 10 - 6/18/38/38 |0/3/3/3
11 | GDP B9 501 - - 6/12/32/32 |0/3/3/3
11 | GDP F1 501 - - 3/12/32/32 |0/3/3/3
11 | GDP P 601 - - 6/12/32/32 |0/3/3/3
9 GTP B4 501 10 - 6/18/38/38 |0/3/3/3
9 GTP C6 501 10 - 5/18/38/38 |0/3/3/3
9 GTP E2 501 10 - 5/18/38/38 | 0/3/3/3
9 GTP FO 501 10 - 7/18/38/38 | 0/3/3/3
9 GTP B6 501 10 - 4/18/38/38 | 0/3/3/3
11 | GDP C3 501 - - 3/12/32/32 | 0/3/3/3
11 | GDP ) 601 - - 5/12/32/32 |0/3/3/3
11 | GDP E5 501 - - 0/12/32/32 |0/3/3/3
11 | GDP B7 501 - - 3/12/32/32 |0/3/3/3
9 GTP A8 501 10 - 5/18/38/38 | 0/3/3/3
9 GTP EO 501 10 - 3/18/38/38 |0/3/3/3
9 GTP DO 501 10 - 3/18/38/38 |0/3/3/3
9 GTP C4 501 10 - 4/18/38/38 | 0/3/3/3
9 GTP BO 501 10 - 7/18/38/38 | 0/3/3/3
9 GTP C8 501 10 - 3/18/38/38 |0/3/3/3
9 GTP E4 501 10 - 10/18/38/38 | 0/3/3/3
9 GTP E7 501 - - 9/18/38/38 |0/3/3/3
11 | GDP D3 502 - - 4/12/32/32 | 0/3/3/3
11 | GDP D9 501 - - 3/12/32/32 |0/3/3/3
9 GTP A6 501 10 - 6/18/38/38 |0/3/3/3
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Mol | Type | Chain | Res | Link | Chirals Torsions Rings
11 | GDP E7 502 - - 2/12/32/32 | 0/3/3/3
11 | GDP D7 501 - - 5/12/32/32 |0/3/3/3
11 | GDP A5 501 - - 2/12/32/32 | 0/3/3/3
11 | GDP E3 501 - - 3/12/32/32 | 0/3/3/3
11 | GDP Al 501 - - 5/12/32/32 |0/3/3/3
11 | GDP AT 501 - - 7/12/32/32 | 0/3/3/3
11 | GDP B5 501 - - 2/12/32/32 |0/3/3/3
9 GTP Co 501 | 10 - 9/18/38/38 | 0/3/3/3
11 | GDP A3 501 - - 6/12/32/32 | 0/3/3/3
11 | GDP Ccr 501 - - 5/12/32/32 |0/3/3/3

All (79) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
9 D2 501 | GTP | C5-C6 |-4.64 1.38 1.47
9 C4 501 | GTP | C5-C6 |-4.46 1.38 1.47
9 E4 501 | GTP C5-C6 | -4.41 1.38 1.47
9 C2 501 | GTP | C5-C6 |-4.38 1.38 1.47
9 B8 502 | GTP | C5-C6 |-4.35 1.38 1.47
9 B6 501 | GTP | C5-C6 |-4.32 1.38 1.47
9 C6 501 | GTP | C5-C6 | -4.29 1.39 1.47
9 D6 501 | GTP | C5-C6 |-4.28 1.39 1.47
9 C8 501 | GTP | C5-C6 |-4.27 1.39 1.47
9 D8 501 | GTP C5-C6 | -4.26 1.39 1.47
9 Co 501 | GTP | C5-C6 |-4.25 1.39 1.47
9 DO 501 | GTP | C5-C6 |-4.25 1.39 1.47
9 FO 501 | GTP | C5-C6 |-4.24 1.39 1.47
9 B2 501 | GTP | C5-C6 |-4.24 1.39 1.47
9 EO 501 | GTP | C5-C6 |-4.24 1.39 1.47
9 D4 501 | GTP C5-C6 | -4.23 1.39 1.47
9 E8 501 | GTP C5-C6 | -4.23 1.39 1.47
9 A4 501 | GTP C5-C6 | -4.22 1.39 1.47
9 A8 501 | GTP | C5-C6 |-4.22 1.39 1.47
9 E2 501 | GTP | C5-C6 |-4.22 1.39 1.47
9 B4 501 | GTP | C5-C6 |-4.19 1.39 1.47
9 BO 501 | GTP | C5-C6 |-4.18 1.39 1.47
9 A6 501 | GTP C5-C6 | -4.17 1.39 1.47
9 E7 501 | GTP | C5-C6 |-4.17 1.39 1.47
9 A0 501 | GTP | C5-C6 |-4.13 1.39 1.47
9 A2 502 | GTP | C5-C6 |-4.01 1.39 1.47
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Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
11 E3 501 | GDP C6-N1 | -2.74 1.33 1.37
11 AT 501 | GDP | C6-N1 | -2.65 1.33 1.37
11 B3 501 | GDP C6-N1 | -2.64 1.33 1.37
11 D7 501 | GDP | C6-N1 | -2.60 1.33 1.37
11 B9 501 | GDP C6-N1 | -2.58 1.33 1.37
11 Al 501 | GDP | C6-N1 | -2.57 1.33 1.37
11 F1 501 | GDP | C6-N1 | -2.54 1.33 1.37
11 P 601 | GDP | C6-N1 | -2.53 1.33 1.37
11 B7 501 | GDP | C6-N1 |-2.53 1.33 1.37
11 El 501 | GDP C6-N1 | -2.51 1.34 1.37
11 A5 501 | GDP C6-N1 | -2.47 1.34 1.37
11 D9 501 | GDP C6-N1 | -2.47 1.34 1.37
11 B5 501 | GDP | C6-N1 | -2.47 1.34 1.37
11 O 601 | GDP | C6-N1 | -2.46 1.34 1.37
11 D3 502 | GDP C6-N1 | -2.45 1.34 1.37
11 E7 502 | GDP C6-N1 | -2.45 1.34 1.37
11 E5 501 | GDP C6-N1 | -2.44 1.34 1.37
11 C3 501 | GDP C6-N1 | -2.43 1.34 1.37
11 E9 501 | GDP C6-N1 | -2.43 1.34 1.37
11 D5 501 | GDP | C6-N1 | -2.42 1.34 1.37
11 C9 502 | GDP C6-N1 | -2.41 1.34 1.37
11 C1 501 | GDP C6-N1 | -2.40 1.34 1.37
11 C7 501 | GDP C6-N1 | -2.39 1.34 1.37
11 Ch 501 | GDP C6-N1 | -2.38 1.34 1.37
11 D1 502 | GDP C6-N1 | -2.34 1.34 1.37
9 D2 501 | GTP | C2-N3 | 2.25 1.38 1.33
11 A3 501 | GDP | C6-N1 | -2.24 1.34 1.37
9 E4 501 | GTP C2-N3 | 2.20 1.38 1.33
9 B8 502 | GTP C2-N3 | 2.19 1.38 1.33
9 D8 501 | GTP C2-N3 | 2.19 1.38 1.33
9 B2 501 | GTP C2-N3 | 2.18 1.38 1.33
9 E7 501 | GTP C2-N3 | 2.18 1.38 1.33
9 E8 501 | GTP | C2-N3 | 2.17 1.38 1.33
9 BO 501 | GTP | C2-N3 | 2.15 1.38 1.33
9 A4 501 | GTP C2-N3 | 2.15 1.38 1.33
9 C2 501 | GTP C2-N3 | 2.15 1.38 1.33
9 FO 501 | GTP C2-N3 | 2.13 1.38 1.33
9 EO 501 | GTP C2-N3 | 2.13 1.38 1.33
9 A2 502 | GTP C2-N3 | 2.13 1.38 1.33
9 A8 501 | GTP | C2-N3 | 2.12 1.38 1.33
9 C6 501 | GTP | C2-N3 | 2.12 1.38 1.33
9 Co 501 | GTP | PA-O3A | 2.11 1.61 1.59
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Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
9 D6 501 | GTP C2-N3 | 2.10 1.38 1.33
9 A0 501 | GTP C2-N3 | 2.10 1.38 1.33
9 C0 501 | GTP | PB-O3A | 2.08 1.61 1.59
9 C0 501 | GTP | C2-N3 | 2.08 1.38 1.33
9 D4 501 | GTP C2-N3 | 2.08 1.38 1.33
9 A6 501 | GTP | C2-N3 | 2.07 1.38 1.33
9 C8 501 | GTP | C2-N3 | 2.05 1.38 1.33
9 B2 501 | GTP C2-N3 | 2.05 1.38 1.33
9 C4 501 | GTP C2-N3 | 2.04 1.38 1.33
9 B4 501 | GTP C2-N3 | 2.03 1.38 1.33
9 B6 501 | GTP | C2-N3 | 2.03 1.38 1.33

All (175) bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(®)
9 BO 501 | GTP C8-N7-Cbh 3.90 109.18 102.55
9 D4 501 | GTP C8-N7-Cbh 3.89 109.17 102.55
9 DO 501 | GTP C8-N7-Cb 3.86 109.12 102.55
9 E7 501 | GTP C8-N7-Cb 3.86 109.12 102.55
9 A2 502 | GTP C8-N7-Cb 3.84 109.09 102.55
9 D8 501 | GTP C8-N7-C5 3.82 109.06 102.55
9 EO 501 | GTP C8-N7-Cbh 3.82 109.06 102.55
9 D6 501 | GTP C8-N7-Cbh 3.79 109.00 102.55
9 ES8 501 | GTP C8-N7-Cb 3.75 108.94 102.55
9 A0 501 | GTP C8-N7-Cb 3.74 108.91 102.55
9 C6 501 | GTP C8-N7-Cb 3.74 108.91 102.55
9 A6 501 | GTP C8-N7-Cb 3.70 108.84 102.55
9 B4 501 | GTP C8-N7-C5 3.67 108.80 102.55
9 B8 502 | GTP C8-N7-Cbh 3.67 108.80 102.55
9 E2 501 | GTP C8-N7-Cb5 3.67 108.79 102.55
9 C2 501 | GTP C8-N7-Cb 3.66 108.78 102.55
9 FO 501 | GTP C8-N7-Cb 3.64 108.74 102.55
9 B2 501 | GTP C8-N7-Cb 3.64 108.74 102.55
9 A8 501 | GTP C8-N7-C5 3.62 108.72 102.55
9 C8 501 | GTP C8-N7-C5 3.62 108.71 102.55
9 Co 501 | GTP C8-N7-Cb5 3.61 108.70 102.55
9 A4 501 | GTP C8-N7-Cbh 3.60 108.69 102.55
9 B6 501 | GTP C8-N7-Cb 3.58 108.65 102.55
9 E4 501 | GTP C8-N7-Cb 3.50 108.51 102.55
9 D2 501 | GTP C8-N7-Cb 3.44 108.41 102.55
9 C4 501 | GTP C8-N7-C5 3.41 108.35 102.55
11 P 601 | GDP 04’-C1’-N9 3.29 113.11 108.75
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Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(?)
9 D2 501 | GTP C5-C6-N1 3.29 120.34 114.07
9 D2 501 | GTP C2-N1-C6 -3.20 119.25 125.11
9 E7 501 | GTP C2-N1-C6 -3.12 119.40 125.11
9 E7 501 | GTP C5-C6-N1 3.11 120.01 114.07
9 EA4 501 | GTP C5-C6-N1 3.09 119.96 114.07
9 B8 502 | GTP C2-N1-C6 -3.08 119.47 125.11
9 B8 502 | GTP C5-C6-N1 3.08 119.95 114.07
9 E4 501 | GTP C2-N1-C6 -3.04 119.54 125.11
9 C2 501 | GTP C5-C6-N1 3.04 119.86 114.07
9 C4 501 | GTP C5-C6-N1 3.03 119.86 114.07
9 A2 502 | GTP C5-C6-N1 3.03 119.85 114.07
9 B4 501 | GTP C5-C6-N1 3.02 119.83 114.07
9 D4 501 | GTP C2-N1-C6 -3.02 119.58 125.11
9 A6 501 | GTP C5-C6-N1 3.02 119.83 114.07
9 C2 501 | GTP C2-N1-C6 -3.01 119.59 125.11
9 B2 501 | GTP C2-N1-C6 -3.01 119.59 125.11
9 D4 501 | GTP C5-C6-N1 3.01 119.81 114.07
9 E2 501 | GTP C5-C6-N1 3.01 119.81 114.07
9 D6 501 | GTP C5-C6-N1 3.01 119.81 114.07
9 B4 501 | GTP C2-N1-C6 -3.01 119.61 125.11
9 D8 501 | GTP C5-C6-N1 3.00 119.80 114.07
9 B2 501 | GTP C2-N1-C6 -3.00 119.62 125.11
9 FO 501 | GTP C5-C6-N1 3.00 119.79 114.07
11 D3 502 | GDP C8-N7-Cb 2.98 107.63 102.55
9 A8 501 | GTP C5-C6-N1 2.98 119.75 114.07
11 E5 501 | GDP C8-N7-Cbh 2.97 107.61 102.55
9 B2 501 | GTP C5-C6-N1 2.97 119.74 114.07
11 E3 501 | GDP C8-N7-Cb 2.95 107.58 102.55
9 C6 501 | GTP C5-C6-N1 2.95 119.70 114.07
9 B6 501 | GTP C4-04-C1’ 2.95 112.63 109.92
11 E9 501 | GDP C8-N7-C5 2.95 107.57 102.55
9 D8 501 | GTP C2-N1-C6 -2.95 119.71 125.11
9 FO 501 | GTP C2-N1-C6 -2.95 119.72 125.11
9 C6 501 | GTP C2-N1-C6 -2.95 119.72 125.11
9 A4 501 | GTP C2-N1-C6 -2.94 119.72 125.11
9 A4 501 | GTP C5-C6-N1 2.94 119.68 114.07
9 E8 501 | GTP C5-C6-N1 2.94 119.67 114.07
9 BO 501 | GTP C2-N1-C6 -2.93 119.74 125.11
9 A0 501 | GTP C5-C6-N1 2.93 119.66 114.07
9 A2 502 | GTP C2-N1-C6 -2.93 119.75 125.11
9 D6 501 | GTP C2-N1-C6 -2.93 119.75 125.11
11 A3 501 | GDP C8-N7-Cb 2.93 107.54 102.55
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Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(?)
9 EO 501 | GTP C5-C6-N1 2.93 119.65 114.07
9 E8 501 | GTP C2-N1-C6 -2.93 119.75 125.11
9 A0 501 | GTP C2-N1-C6 -2.92 119.76 125.11
11 C3 501 | GDP C8-N7-C5 2.92 107.51 102.55
11 O 601 | GDP | C4-04-C1’ | 2.91 112.59 109.92
11 F1 501 | GDP C8-N7-Cbh 291 107.50 102.55
9 D2 501 | GTP 06-C6-C5 -2.90 118.56 124.32
9 C8 501 | GTP C5-C6-N1 2.90 119.61 114.07
11 D7 501 | GDP C8-N7-Cb 2.89 107.47 102.55
11 B5 501 | GDP C8-N7-Cb 2.89 107.47 102.55
11 D1 502 | GDP C8-N7-C5 2.88 107.46 102.55
9 CO 501 | GTP C5-C6-N1 2.88 119.57 114.07
11 Al 501 | GDP C8-N7-Cbh 2.87 107.44 102.55
9 BO 501 | GTP C5-C6-N1 2.87 119.55 114.07
9 B6 501 | GTP C2-N1-C6 -2.87 119.86 125.11
11 E7 502 | GDP C8-N7-Cb 2.87 107.43 102.55
9 DO 501 | GTP C5-C6-N1 2.87 119.54 114.07
9 A8 501 | GTP C2-N1-C6 -2.87 119.86 125.11
11 C1 501 | GDP C8-N7-Cbh 2.86 107.42 102.55
11 Ch 501 | GDP C8-N7-Cbh 2.86 107.42 102.55
11 El 501 | GDP C8-N7-Cb 2.86 107.42 102.55
9 B6 501 | GTP C5-C6-N1 2.86 119.53 114.07
11 C9 502 | GDP C8-N7-Cb 2.86 107.42 102.55
9 C0 501 | GTP C2-N1-C6 -2.84 119.90 125.11
11 D9 501 | GDP C8-N7-C5 2.83 107.37 102.55
9 EO 501 | GTP C2-N1-C6 -2.83 119.93 125.11
11 B7 501 | GDP C8-N7-Cb 2.83 107.36 102.55
11 D5 501 | GDP C8-N7-Cb 2.82 107.36 102.55
11 B9 501 | GDP C8-N7-Cb 2.82 107.35 102.55
9 A6 501 | GTP C2-N1-C6 -2.81 119.96 125.11
11 A3 501 | GDP | C4-04-C1’ | 2.81 112.49 109.92
9 DO 501 | GTP C2-N1-C6 -2.80 119.98 125.11
11 C7 501 | GDP C8-N7-Cbh 2.80 107.32 102.55
9 C4 501 | GTP C2-N1-C6 -2.80 119.99 125.11
9 C8 501 | GTP C2-N1-C6 -2.79 120.01 125.11
11 A5 501 | GDP C8-N7-Cb 2.77 107.26 102.55
11 B3 501 | GDP C8-N7-Cb 2.72 107.18 102.55
9 C8 501 | GTP C4-04’-C1" | 2.70 112.40 109.92
11 AT 501 | GDP C8-NT7-C5h 2.70 107.15 102.55
9 D4 501 | GTP 04’-C1-N9 2.67 112.28 108.75
11 P 601 | GDP C8-N7-Cb 2.59 106.96 102.55
9 E7 501 | GTP 04’-C1-N9 2.58 112.16 108.75
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Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(?)
9 A8 501 | GTP | O2B-PB-O3A | 2.57 114.21 107.27
9 DO 501 | GTP C4-04-C1’ 2.43 112.15 109.92
11 D9 501 | GDP C4’-04’-C1’ 2.42 112.14 109.92
11 D3 502 | GDP | C4-04-C1” | 2.36 112.09 109.92
11 O 601 | GDP C8-N7-C5 2.36 106.56 102.55
11 C9 502 | GDP C4-04-C1’ 2.35 112.08 109.92
9 D4 501 | GTP C4-04-C1" | -2.34 107.78 109.92
11 Al 501 | GDP | O3B-PB-O3A | 2.33 112.44 104.64
9 E4 501 | GTP | O3G-PG-03B | 2.31 112.39 104.64
11 El 501 | GDP CH-C6-N1 2.28 118.42 114.07
9 D4 501 | GTP 06-C6-Ch -2.27 119.82 124.32
9 E4 501 | GTP 06-C6-Ch -2.25 119.86 124.32
11 E3 501 | GDP C5-C6-N1 2.24 118.35 114.07
9 E7 501 | GTP | O2B-PB-O3A | 2.22 113.27 107.27
9 D2 501 | GTP C4’-04’-C1’ 2.22 111.95 109.92
9 D8 501 | GTP 06-C6-CH -2.20 119.96 124.32
11 C7 501 | GDP | O2A-PA-O3A | 2.20 113.21 107.27
9 C2 501 | GTP | O2A-PA-O3A | 2.19 113.20 107.27
11 D7 501 | GDP C5-C6-N1 2.19 118.26 114.07
11 AT 501 | GDP C4-04’-C1’ 2.18 111.92 109.92
11 El 501 | GDP C4’-04’-C1’ 2.18 111.92 109.92
9 B2 501 | GTP 06-C6-CH -2.17 120.03 124.32
9 C4 501 | GTP 06-C6-CH -2.16 120.04 124.32
9 C2 501 | GTP 06-C6-Ch -2.15 120.05 124.32
9 FO 501 | GTP 06-C6-Ch -2.15 120.07 124.32
9 D6 501 | GTP 06-C6-C5 -2.14 120.08 124.32
11 Bb5 501 | GDP C5-C6-N1 2.13 118.14 114.07
11 C1 501 | GDP C4’-04’-C1’ 2.12 111.87 109.92
11 Al 501 | GDP | O2A-PA-O3A | 2.12 113.00 107.27
11 D3 502 | GDP C2-C3-C4’ 2.12 106.70 102.61
11 F1 501 | GDP C5-C6-N1 2.12 118.11 114.07
9 A8 501 | GTP 06-C6-Ch -2.12 120.12 124.32
9 A4 501 | GTP 06-C6-C5 -2.12 120.13 124.32
9 B8 502 | GTP 06-C6-CH -2.12 120.13 124.32
11 O 601 | GDP C5-C6-N1 2.11 118.10 114.07
9 B2 501 | GTP 06-C6-CH -2.11 120.14 124.32
11 E5 501 | GDP C5-C6-N1 2.10 118.08 114.07
9 B4 501 | GTP 06-C6-Ch -2.09 120.18 124.32
11 A3 501 | GDP C5-C6-N1 2.09 118.05 114.07
11 AT 501 | GDP C2-C3-C4’ 2.09 106.64 102.61
11 BE7 502 | GDP C5-C6-N1 2.08 118.04 114.07
11 E9 501 | GDP C5-C6-N1 2.08 118.04 114.07
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Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(?)
11 A5 501 | GDP Ch-C6-N1 2.08 118.03 114.07
11 D1 502 | GDP Ch-C6-N1 2.08 118.03 114.07
9 B6 501 | GTP 06-C6-Ch -2.08 120.20 124.32
9 A0 501 | GTP 06-C6-Ch -2.07 120.21 124.32
9 Co 501 | GTP | O2A-PA-O3A | 2.07 112.88 107.27
11 E5 501 | GDP C4’-04’-C1’ 2.07 111.82 109.92
9 C6 501 | GTP 06-C6-Ch -2.07 120.22 124.32
11 El 501 | GDP | O3B-PB-O3A | 2.07 111.57 104.64
9 E7 501 | GTP 06-C6-Ch -2.06 120.23 124.32
11 D3 502 | GDP Ch-C6-N1 2.06 118.00 114.07
9 ES8 501 | GTP 06-C6-Ch -2.06 120.24 124.32
11 C9 502 | GDP C5-C6-N1 2.06 117.99 114.07
11 D9 501 | GDP Ch-C6-N1 2.06 117.99 114.07
9 Co 501 | GTP 06-C6-C5H -2.05 120.26 124.32
11 D5 501 | GDP Ch-C6-N1 2.05 117.98 114.07
11 B7 501 | GDP Ch-C6-N1 2.04 117.97 114.07
11 B9 501 | GDP C5-C6-N1 2.04 117.95 114.07
9 E4 501 | GTP | O2B-PB-O3A | 2.03 112.76 107.27
11 Ch 501 | GDP C5-C6-N1 2.03 117.94 114.07
9 Co 501 | GTP | O2G-PG-O3B | 2.03 111.43 104.64
9 E7 501 | GTP | O3G-PG-O3B | 2.02 111.41 104.64
9 E4 501 | GTP | O2A-PA-O3A | 2.01 112.70 107.27

There are no chirality outliers.
All (244) torsion outliers are listed below:

Mol | Chain | Res | Type Atoms
9 A0 501 | GTP | PB-O3A-PA-O5’

9 A2 502 | GTP | C5-05-PA-O3A
9 A2 502 | GTP | C5-05-PA-O1A
9 A2 502 | GTP | C5-05-PA-O2A
9 A4 501 | GTP | C5-05-PA-O3A
9 A4 501 | GTP | C5-05-PA-O1A
9 A4 501 | GTP | C5-05-PA-O2A
9 A6 501 | GTP | C5-05-PA-O3A
9 A6 501 | GTP | C5-05-PA-O1A
9 A8 501 | GTP | C5-05-PA-O3A
9 A8 501 | GTP | C5-05-PA-O1A
9 A8 501 | GTP | C5-05-PA-O2A
9 BO 501 | GTP | C5-05-PA-O3A
9 BO 501 | GTP | C5-05-PA-O1A
9 BO 501 | GTP | C5-05-PA-O2A
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Mol | Chain | Res | Type Atoms
9 B4 501 | GTP | C5-0O5-PA-O3A
9 B4 501 | GTP | C5-05-PA-O1A
9 B4 501 | GTP | 0O4-C4’-C5-05’
9 B6 501 | GTP | C5-05-PA-O3A
9 B8 502 | GTP | C5-05-PA-O3A
9 B8 502 | GTP | C5-0O5-PA-O1A
9 B8 502 | GTP | 0O4’-C4’-C5-05’
9 B8 502 | GTP | C3-C4’-C5-05’
9 C0 501 | GTP | C5-05-PA-O3A
9 C0 501 | GTP | C5-05-PA-O1A
9 Co 501 | GTP | C5-05-PA-O2A
9 C2 501 | GTP | C5-0O5-PA-O3A
9 C2 501 | GTP | C5-0O5-PA-O2A
9 C4 501 | GTP | PB-O3A-PA-O5’
9 C4 501 | GTP | 0O4’-C4’-C5’-05’
9 C6 501 | GTP | PB-O3B-PG-02G
9 C6 501 | GTP | PB-O3A-PA-O5’
9 C8 501 | GTP | C5-05-PA-O1A
9 DO 501 | GTP | C5-0O5-PA-O3A
9 DO 501 | GTP | C5-0O5-PA-O2A
9 D2 501 | GTP | C5-0O5-PA-O3A
9 D2 501 | GTP | C5-05-PA-O1A
9 D2 501 | GTP | C5-05-PA-O2A
9 D4 501 | GTP | C5-05-PA-O3A
9 D4 501 | GTP | C5-05-PA-O2A
9 D6 501 | GTP | C5-0O5-PA-O3A
9 D6 501 | GTP | C5-0O5-PA-O1A
9 D8 501 | GTP | C5-0O5-PA-O3A
9 D8 501 | GTP | C5-05-PA-O2A
9 EO 501 | GTP | C5-05-PA-O1A
9 E2 501 | GTP | C5-05-PA-O3A
9 E2 501 | GTP | C5-05-PA-O2A
9 E4 501 | GTP | PB-O3B-PG-0O3G
9 E4 501 | GTP | C5-0O5-PA-O3A
9 E4 501 | GTP | C5-0O5-PA-O1A
9 E4 501 | GTP | C5-05-PA-O2A
9 E7 501 | GTP | C5-05-PA-O3A
9 E7 501 | GTP | C5-05-PA-O1A
9 E7 501 | GTP | C5-05-PA-O2A
9 E7 501 | GTP | 0O4’-C4’-C5’-05’
9 ES8 501 | GTP | C5-0O5-PA-O3A
9 ES8 501 | GTP | C5-05-PA-O1A
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Mol | Chain | Res | Type Atoms

9 ES8 501 | GTP | C5-0O5-PA-O2A
9 FO 501 | GTP | C5-05-PA-O3A
9 FO 501 | GTP | C5-05-PA-O1A
9 FO 501 | GTP | C5-05-PA-O2A
11 Al 501 | GDP | C5-05-PA-O3A
11 Al 501 | GDP | C5-0O5-PA-O1A
11 Al 501 | GDP | C5-0O5-PA-O2A
11 A3 501 | GDP | C5-0O5-PA-O3A
11 A3 501 | GDP | C5-05-PA-O1A
11 A3 501 | GDP | C5-05-PA-O2A
11 A3 501 | GDP | 0O4’-C4’-C5-05’

11 A3 501 | GDP | C3-C4’-C5-05’

11 AT 501 | GDP | C5-0O5-PA-O3A
11 A7 501 | GDP | C5-0O5-PA-O1A
11 AT 501 | GDP | C5-05-PA-O2A
11 B3 501 | GDP | C5-05-PA-O3A
11 B3 501 | GDP | C5-05-PA-O2A
11 B7 501 | GDP | C5-05-PA-O3A
11 B7 501 | GDP | C5-0O5-PA-O1A
11 B7 501 | GDP | C5-0O5-PA-O2A
11 B9 501 | GDP | PA-O3A-PB-O3B
11 B9 501 | GDP | C5-05-PA-O3A
11 B9 501 | GDP | C5-05-PA-O2A
11 C3 501 | GDP | PA-O3A-PB-O3B
11 C7 501 | GDP | C5-05-PA-O3A
11 C7 501 | GDP | C5-0O5-PA-O1A
11 C7 501 | GDP | C5-05-PA-O2A
11 C9 502 | GDP | C5-0O5-PA-O3A
11 C9 502 | GDP | C5-05-PA-O2A
11 D3 502 | GDP | C5-05-PA-O3A
11 D3 502 | GDP | C5-05-PA-O1A
11 D3 502 | GDP | C5-05-PA-O2A
11 D5 501 | GDP | C5-05-PA-O3A
11 D5 501 | GDP | C5-0O5-PA-O1A
11 D5 501 | GDP | C5-05-PA-O2A
11 D7 501 | GDP | C5-05-PA-O3A
11 D7 501 | GDP | C5-05-PA-O1A
11 D7 501 | GDP | C5-05-PA-O2A
11 D9 501 | GDP | C5-05-PA-O3A
11 D9 501 | GDP | C5-0O5-PA-O1A
11 D9 501 | GDP | C5-0O5-PA-O2A
11 E3 501 | GDP | C5-05-PA-O3A
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Mol | Chain | Res | Type Atoms
11 E3 501 | GDP | C5-0O5-PA-O2A
11 E9 501 | GDP | C5-05-PA-O3A
11 E9 501 | GDP | C5-05-PA-O1A
11 E9 501 | GDP | C5-05-PA-O2A
11 F1 501 | GDP | C5-05-PA-O3A
11 F1 501 | GDP | C5-0O5-PA-O1A
11 O 601 | GDP | C5-0O5-PA-O3A
11 O 601 | GDP | C5-0O5-PA-O1A
11 O 601 | GDP | C5-05-PA-O2A
11 P 601 | GDP | C5-05-PA-O3A
11 P 601 | GDP | C5-05-PA-O1A
11 P 601 | GDP | C5-05-PA-O2A
9 A0 501 | GTP | 0O4’-C4’-C5-05’
9 A0 501 | GTP | C3-C4’-C5-05’
9 A2 502 | GTP | 0O4’-C4’-C5-05’
9 A2 502 | GTP | C3-C4’-C5-05’
9 A4 501 | GTP | 0O4’-C4’-C5-05’
9 A4 501 | GTP | C3-C4’-C5-05’
9 A6 501 | GTP | 0O4’-C4’-C5’-05’
9 BO 501 | GTP | 0O4’-C4’-C5’-05’
9 BO 501 | GTP | C3-C4’-C5-05’
9 B4 501 | GTP | C3-C4’-C5-05’
9 C4 501 | GTP | C3-C4’-C5-05’
9 C6 501 | GTP | 0O4’-C4’-C5-05’
9 C6 501 | GTP | C3-C4-C5-05’
9 E4 501 | GTP | 0O4’-C4’-C5’-05’
9 E7 501 | GTP | C3-C4’-C5-05’
9 ES8 501 | GTP | C3-C4’-C5-05’
9 FO 501 | GTP | O4’-C4’-C5’-05’
9 FO 501 | GTP | C3-C4-C5-05’
11 Bb5 501 | GDP | 0O4’-C4’-C5’-05’
9 A6 501 | GTP | C3-C4’-C5-05’
9 D2 501 | GTP | 0O4’-C4’-C5’-05’
9 D2 501 | GTP | C3-C4’-C5-05’
9 E4 501 | GTP | C3-C4’-C5-05’
9 ES8 501 | GTP | O4’-C4’-C5’-05’
11 B5 501 | GDP | C3-C4’-C5-05’
9 B2 501 | GTP | C3-C4-C5-05’
11 AT 501 | GDP | C3-C4’-C5-05’
11 E9 501 | GDP | C3-C4’-C5-05’
11 A5 501 | GDP | C3-C4’-C5-05’
11 O 601 | GDP | C3-C4’-C5-05’
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Mol | Chain | Res | Type Atoms
11 AT 501 | GDP | PA-O3A-PB-O1B
11 E9 501 | GDP | PA-O3A-PB-O1B
9 B2 501 | GTP | 0O4-C4’-C5-05’
9 Co 501 | GTP | PB-O3A-PA-O1A
9 B6 501 | GTP | C4-C5-05-PA
9 DO 501 | GTP | C4-C5-0O5-PA
9 A2 502 | GTP | PB-O3A-PA-O5’
9 E7 501 | GTP | PB-O3A-PA-O5’
11 B9 501 | GDP | (C3-C4’-C5-05’
11 D1 502 | GDP | C3-C4’-C5-05’
11 E7 502 | GDP | C3-C4-C5-05’
11 AT 501 | GDP | PA-O3A-PB-0O3B
11 E9 501 | GDP | PA-O3A-PB-O3B
11 E3 501 | GDP | C3-C4’-C5-05’
9 A6 501 | GTP | C4-C5-05-PA
9 A8 501 | GTP | PB-O3A-PA-O1A
9 BO 501 | GTP | PA-O3A-PB-O2B
9 C2 501 | GTP | PB-O3A-PA-O2A
9 D2 501 | GTP | PA-O3A-PB-O2B
9 D8 501 | GTP | PA-O3A-PB-O2B
9 E2 501 | GTP | PB-O3A-PA-O2A
11 P 601 | GDP | C3-C4’-C5-05’
9 A4 501 | GTP | C4-C5-05-PA
9 D8 501 | GTP | C4-C5-05-PA
9 E2 501 | GTP | C4-C5-05-PA
9 E4 501 | GTP | C4-C5-0O5-PA
9 ES8 501 | GTP | C4-C5-0O5-PA
9 FO 501 | GTP | C4-C5-05-PA
11 A5 501 | GDP | 0O4’-C4’-C5’-05’
9 A6 501 | GTP | C5-05-PA-O2A
9 B4 501 | GTP | C5-05-PA-O2A
9 B8 502 | GTP | C5-05-PA-O2A
9 C8 501 | GTP | C5-0O5-PA-O3A
9 D4 501 | GTP | C5-0O5-PA-O1A
9 D6 501 | GTP | C5-0O5-PA-O2A
9 EO 501 | GTP | C5-05-PA-O3A
11 Ch 501 | GDP | C5-05-PA-O3A
11 D1 502 | GDP | C5-05-PA-O1A
11 F1 501 | GDP | C5-05-PA-O2A
9 A2 502 | GTP | C4-C5-0O5-PA
9 A8 501 | GTP | C4-C5-0O5-PA
9 BO 501 | GTP | C4-C5-05-PA
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Mol | Chain | Res | Type Atoms
9 B4 501 | GTP | C4-C5-0O5-PA
9 B8 502 | GTP | C4-C5-05-PA
9 C0 501 | GTP | C4’-C5-05-PA
9 C2 501 | GTP | C4-C5-05-PA
9 C8 501 | GTP | C4-C5-05-PA
9 EO 501 | GTP | C4-C5-0O5-PA
9 E7 501 | GTP | C4-C5-0O5-PA
11 E9 501 | GDP | C4-C5-05-PA
11 AT 501 | GDP | 0O4’-C4’-C5’-05’
9 C6 501 | GTP | C4-C5-05-PA
9 A2 502 | GTP | PA-O3A-PB-O2B
9 A4 501 | GTP | PA-O3A-PB-O2B
9 B2 501 | GTP | PB-O3A-PA-O2A
9 B6 501 | GTP | PB-O3A-PA-O2A
9 D6 501 | GTP | PB-O3A-PA-O1A
9 E7 501 | GTP | PA-O3A-PB-O2B
9 ES8 501 | GTP | PA-O3A-PB-O2B
9 FO 501 | GTP | PA-O3A-PB-O2B
11 Al 501 | GDP | PB-O3A-PA-O2A
9 B2 501 | GTP | C4-C5-0O5-PA
11 B9 501 | GDP | PA-O3A-PB-O1B
9 A0 501 | GTP | C4-C5-05-PA
9 D2 501 | GTP | C4-C5-05-PA
11 B9 501 | GDP | 0O4’-C4’-C5’-05’
11 D1 502 | GDP | 04-C4-C5’-05’
11 E7 502 | GDP | 04’-C4’-C5’-05’
9 Co 501 | GTP | PB-O3A-PA-O2A
11 P 601 | GDP | C4’-C5-05-PA
9 E4 501 | GTP | PB-O3B-PG-02G
11 C3 501 | GDP | PA-O3A-PB-O2B
9 C4 501 | GTP | C4-C5-05-PA
9 D6 501 | GTP | C4’-C5-05-PA
9 A4 501 | GTP | PA-O3A-PB-O1B
9 C0 501 | GTP | PA-O3A-PB-O1B
9 CO 501 | GTP | PA-O3A-PB-O2B
9 D2 501 | GTP | PA-O3A-PB-O1B
9 D8 501 | GTP | PA-O3A-PB-O1B
9 E2 501 | GTP | PB-O3A-PA-O1A
9 E4 501 | GTP | PA-O3A-PB-O1B
9 E4 501 | GTP | PA-O3A-PB-O2B
9 ES8 501 | GTP | PA-O3A-PB-O1B
11 C7 501 | GDP | PB-O3A-PA-O1A
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Mol | Chain | Res | Type Atoms
11 C7 501 | GDP | PB-O3A-PA-O2A
11 D3 502 | GDP | PB-O3A-PA-O2A
11 D7 501 | GDP | PB-O3A-PA-O1A
11 D7 501 | GDP | PB-O3A-PA-O2A
9 Co 501 | GTP | C3-C4’-C5-05’
9 D6 501 | GTP | C3-C4’-C5-05
11 E9 501 | GDP | 0O4’-C4’-C5’-05’
11 C3 501 | GDP | PA-O3A-PB-O1B
11 O 601 | GDP | 04’-C4’-C5-05’
11 P 601 | GDP | 04’-C4’-C5-05’
11 A3 501 | GDP | C4’-C5-05-PA

9 A0 501 | GTP | PB-O3A-PA-O1A

9 A0 501 | GTP | PB-O3A-PA-O2A

9 A2 502 | GTP | PA-O3A-PB-O1B

9 B2 501 | GTP | PB-O3A-PA-O1A

9

9

B6 501 | GTP | PB-O3A-PA-O1A
E7 501 | GTP | PA-O3A-PB-O1B
11 Al 501 | GDP | PB-O3A-PA-O1A
11 B3 501 | GDP | PB-O3A-PA-O2A

There are no ring outliers.

4 monomers are involved in 4 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
11 C9 502 | GDP 1 0
9 E7 501 | GTP 1 0
11 D7 501 | GDP 1 0
11 C7 501 | GDP 1 0

The following is a two-dimensional graphical depiction of Mogul quality analysis of bond lengths,
bond angles, torsion angles, and ring geometry for all instances of the Ligand of Interest. In
addition, ligands with molecular weight > 250 and outliers as shown on the validation Tables will
also be included. For torsion angles, if less then 5% of the Mogul distribution of torsion angles is
within 10 degrees of the torsion angle in question, then that torsion angle is considered an outlier.
Any bond that is central to one or more torsion angles identified as an outlier by Mogul will be
highlighted in the graph. For rings, the root-mean-square deviation (RMSD) between the ring
in question and similar rings identified by Mogul is calculated over all ring torsion angles. If the
average RMSD is greater than 60 degrees and the minimal RMSD between the ring in question and
any Mogul-identified rings is also greater than 60 degrees, then that ring is considered an outlier.
The outliers are highlighted in purple. The color gray indicates Mogul did not find sufficient
equivalents in the CSD to analyse the geometry.
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Ligand GDP E1 501
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Ligand GDP A3 501

Bond angles

Torsions Rings

Torsions Rings

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.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#polymer_linkage
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6 Map visualisation (i)

This section contains visualisations of the EMDB entry EMD-72717. These allow visual inspection
of the internal detail of the map and identification of artifacts.

Images derived from a raw map, generated by summing the deposited half-maps, are presented

below the corresponding image components of the primary map to allow further visual inspection
and comparison with those of the primary map.

6.1 Orthogonal projections (i)

6.1.1 Primary map

6.1.2 Raw map

The images above show the map projected in three orthogonal directions.

WORLDWIDE

PROTEIN DATA BANK


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_visualisation
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#orthogonal_projections
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6.2 Central slices (i)

6.2.1 Primary map

X Index: 200 Y Index: 200 Z Index: 200

6.2.2 Raw map

X Index: 200 Y Index: 200 Z Index: 200

The images above show central slices of the map in three orthogonal directions.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#central_slices
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6.3 Largest variance slices (i)

6.3.1 Primary map

X Index: 133 Y Index: 267 Z Index: 223

6.3.2 Raw map

X Index: 0 Y Index: 0 Z Index: 211

The images above show the largest variance slices of the map in three orthogonal directions.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#largest_variance_slices
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6.4 Orthogonal standard-deviation projections (False-color) (i)

6.4.1 Primary map

6.4.2 Raw map

The images above show the map standard deviation projections with false color in three orthogonal
directions. Minimum values are shown in green, max in blue, and dark to light orange shades
represent small to large values respectively.
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https://www.wwpdb.org/validation/2017/EMValidationReportHelp#orthogonal_glow_std
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6.5 Orthogonal surface views (i)

6.5.1 Primary map

The images above show the 3D surface view of the map at the recommended contour level 0.2.
These images, in conjunction with the slice images, may facilitate assessment of whether an ap-
propriate contour level has been provided.

6.5.2 Raw map

These images show the 3D surface of the raw map. The raw map’s contour level was selected so
that its surface encloses the same volume as the primary map does at its recommended contour
level.
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https://www.wwpdb.org/validation/2017/EMValidationReportHelp#orthogonal_views
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6.6 Mask visualisation (i)

This section shows the 3D surface view of the primary map at 50% transparency overlaid with the
specified mask at 0% transparency

A mask typically either:
e Encompasses the whole structure

e Separates out a domain, a functional unit, a monomer or an area of interest from a larger
structure

6.6.1 emd 72717 msk 1l.map (O)



https://www.wwpdb.org/validation/2017/EMValidationReportHelp#masks
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#masks
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7 Map analysis (i)

This section contains the results of statistical analysis of the map.

7.1 Map-value distribution (i)

Map-value distribution

— Voxel count

g Recommended contour
level 0.2

Voxel count (logl0)

CI T T T T T
0.0 0.5 1.0 1.5 2.0

Map value

The map-value distribution is plotted in 128 intervals along the x-axis. The y-axis is logarithmic.
A spike in this graph at zero usually indicates that the volume has been masked.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_analysis
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_value_distribution
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7.2  Volume estimate (i)

Volume estimate

160000 A
140000 ~
120000 ~

100000 ~

— ‘olume

80000 - Recommended contour
level 0.2

Vvolume (nm?3)

60000

40000 -

20000 +

0 \"'"‘——
T T T T T
0.0 0.5 1.0 1.5 2.0

Contour level

The volume at the recommended contour level is 4802 nm?; this corresponds to an approximate
mass of 4337 kDa.

The volume estimate graph shows how the enclosed volume varies with the contour level. The
recommended contour level is shown as a vertical line and the intersection between the line and
the curve gives the volume of the enclosed surface at the given level.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#volume_estimate
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7.3 Rotationally averaged power spectrum (i)

Rotationally averaged power spectrum

Intensity (logl0)

N N

\\.

0.00 005 010 01> 020 0.25
Spatial frequency (4~1)

0.30 0.35

*Reported resolution corresponds to spatial frequency of 0.284 A1

—— Primary map RAPS
Raw map RAPS
Reported resolution
352 A+


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#raps
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8 Fourier-Shell correlation (i)

Fourier-Shell Correlation (FSC) is the most commonly used method to estimate the resolution of
single-particle and subtomogram-averaged maps. The shape of the curve depends on the imposed
symmetry, mask and whether or not the two 3D reconstructions used were processed from a
common reference. The reported resolution is shown as a black line. A curve is displayed for the
half-bit criterion in addition to lines showing the 0.143 gold standard cut-off and 0.5 cut-off.

8.1 FSC (D

FSC

Unmasked-calculated
FSC

0.143

== 05

== Half-bit
Reported resolution
352 A=

Correlation

010 et

_G.E T T T T T T T
0.00 005 010 015 020 025 030 0.35

Spatial frequency (A1)

*Reported resolution corresponds to spatial frequency of 0.284 A1


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#fsc_validation
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#fsc_validation
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8.2 Resolution estimates (i)

Resolution estimate (A)

Estimation criterion (FSC cut-off)

0.143 | 0.5 Half-bit
Reported by author 3.52 - -
Author-provided FSC curve - - -
Unmasked-calculated™* 4.53 | 8.22 6.01

*Resolution estimate based on FSC curve calculated by comparison of deposited half-maps. The
value from deposited half-maps intersecting FSC 0.143 CUT-OFF 4.53 differs from the reported

value 3.52 by more than 10 %


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#resolution_estimates
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9 Map-model fit (i)

This section contains information regarding the fit between EMDB map EMD-72717 and PDB
model 9YA1. Per-residue inclusion information can be found in section 3 on page 19.

9.1 Map-model overlay (i)

The images above show the 3D surface view of the map at the recommended contour level 0.2 at
50% transparency in yellow overlaid with a ribbon representation of the model coloured in blue.
These images allow for the visual assessment of the quality of fit between the atomic model and
the map.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_model_fit
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_model_overlay
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9.2 Q-score mapped to coordinate model (i)

1.0

0.0
M <0.0

The images above show the model with each residue coloured according its QQ-score. This shows
their resolvability in the map with higher Q-score values reflecting better resolvability. Please
note: Q-score is calculating the resolvability of atoms, and thus high values are only expected at
resolutions at which atoms can be resolved. Low Q-score values may therefore be expected for
many entries.

9.3 Atom inclusion mapped to coordinate model (i)

1.0

0.0

The images above show the model with each residue coloured according to its atom inclusion. This
shows to what extent they are inside the map at the recommended contour level (0.2).
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https://www.wwpdb.org/validation/2017/EMValidationReportHelp#qscore_mapped_model
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#ai_mapped_model
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9.4 Atom inclusion (i)

Atom inclusion
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At the recommended contour level, 93% of all backbone atoms, 78% of all non-hydrogen atoms,
are inside the map.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#atom_inclusion_by_contour

Page 220 Full wwPDB EM Validation Report EMD-72717, 9YA1

9.5 Map-model fit summary (i)

The table lists the average atom inclusion at the recommended contour level (0.2) and Q-score for
the entire model and for each chain.

Chain Atom inclusion Q-score
All 0.7800 . (0.3490
1 B 0.5160 . 0.2480
2 = 0.4690 . 0.2140
A  0.6640 . (0.3540
A0 0.7760 . (0.3430
Al 0.7730 . (.3460
A2 0.7630 . (0.3250
A3 0.7330 . 0.3260
A4 0.8020 . 0.3530
A5 0.7760 . (0.3470
A6 0.7980 . 0.3510
AT 0.7720 . (.3460
A8 0.8170 . (0.3360 10
A9 0.7900 . 0.3400
B 0.7450 . 0.3720
BO 0.8010 . 0.3340
B1 0.7910 . (0.3340
B2 0.8310 . 0.3570
B3 0.8060 . (.3460
B4 0.8200 . (0.3400
B5 0.7920 - 0.3270
B6 0.8320 . (0.3670 B <00
B7 0.8190 . 0.3670
B8 0.8290 . (0.3650
B9 0.7980 . (0.3470
C 0.7460 . 0.3350
Co 0.8260 . (0.3490
C1 0.8000 . 0.3460
C2 0.8250 . 0.3580
C3 0.8080 . (0.3490
C4 0.8210 . 0.3410
Ch 0.7950 . 0.3380
C6 0.8260 . (.3460
c7 0.8060 . 0.3480
C8 0.7980 . 0.3480

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

Chain Atom inclusion Q-score
C9 0.7910 . 0.3630
D B 0.6730 . 0.3600
DO 0.8050 . 0.3650
D1 0.7830 . (0.3650
D2 0.8140 . 0.3730
D3 0.7950 . (0.3870
D4 0.8190 I 0.3830
D5 0.7910 . 0.3790
D6 0.8030 . 0.3620
D7 0.7910 . 0.3720
D8 0.8210 . (0.3740
D9 0.7980 . 0.3770
E e 0.6780 . (0.3690
EO 0.7750 . 0.3450
E1l 0.7770 . 0.3620
E2 0.8150 . 0.3750
E3 0.7840 . 0.3710
E4 0.7420 . (0.3370
E5 0.7360 . (0.3420
E6 0.7680 . (0.3600
E7 0.7700 . 0.3730
ES8 w 0.6790 I 0.3060
E9 0.7150 . 0.3240
F B 0.6980 . (0.3550
FO 0.7410 . (0.3520
F1 0.7440 . (0.3470
G m 0.5790 . 0.3380
H 0.7110 . 0.3730

I 0.7620 . 0.3640
J 0.7860 . 0.3710
K e 0.6800 . (0.3570
O B 0.5930 . (0.2810
P B 0.6190 . (0.2860
R  0.6260 . 0.3020
U = 0.5900 . 0.2840
\Y B 0.6420 . 0.2780
W B 0.6330 . 0.2740
X B 0.6840 . (0.3020
a 0.8030 . (0.3610
b 0.7900 . (0.3490
¢ 0.8130 . 0.3450
d 0.8310 I 0.3650

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

Chain Atom inclusion Q-score
e 0.8350 I 0.3530
f 0.8410 . 0.3540
g 0.8220 . (0.3500
h 0.8190 . (0.3440
i 0.8000 . (0.3550
j 0.7950 I 0.3530
k 0.7580 . 0.3250
| 0.7600 . 0.3170
m B 0.6250 . 0.2830
n B 0.6190 . (0.2840
0 0.8130 . (0.3750
p 0.7980 . 0.3770
q 0.8200 . 0.3920
T 0.8380 m 0.4010
S 0.8290 . 0.3750
t 0.8380 . 0.3930
u 0.8060 . (0.3520
v 0.8120 . (0.3620
w 0.7480 . 0.3360
X 0.7610 . 0.3450
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