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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 3.57 A.

Percentile scores (ranging between 0-100) for global validation metrics of the entry are shown in
the following graphic. The table shows the number of entries on which the scores are based.

Metric Percentile Ranks Value
Clashscore N | —
Ramachandran outliers IS 0 D 0.1%
Sidechain outliers I D .19
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 0371

Worse Better
I 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 229148 23984 -
Ramachandran outliers 224038 23583 -
Sidechain outliers 223484 23102 -
Q-score - 25397 12682 ( 3.07 - 4.07)

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 Aa 258 n 75% 2% 4%
1 Ab 258 i 73% F A VT
1 Ac 258 n 75% Mo 4%
1 Ad 258 i 74% 12% 14%

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

Mol | Chain | Length Quality of chain
1 Ae 258 = 73% E A VT
1 Af 258 A 73% A VT
1 Ag 258 = 72% VA VA
1 Ah 258 i 74% 8% 4%
1 Ai 258 n 74% 2% 4%
1 Aj 258 i 75% "% 14%
1 Ak 258 n 73% 3% 1%
1 Al 258 k 74% 2% 4%
1 Am 258 = 75% "% 14%
1 An 258 i 74% 2% 4%
1 Ao 258 n 76% 0% 4%
1 Ap 258 i 73% E A VT
1 Aq 258 = 75% " 14%
1 Ar 258 i 75% o 14%
1 As 258 = 73% 3% 1%
1 At 258 i 74% 2% 4%
1 Au 258 n 74% 2% 4%
1 Av 258 i 75% "% 14%
1 Aw 258 n 75% "% 14%
1 Ax 258 i 73% 3% 1%
1 Ay 258 - 74% 2% 4%
1 Az 258 i 74% 2% 4%
2 Ba 361 82% 13% 5%
> | Bb | 361 | = o T
2 Be 361 81% 14% 5%

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

Mol | Chain | Length Quality of chain

2 Bd 361 A 84% 1% 5%
2 Be 361 83% 12% 5%
2 Bf 361 84% 1% 5%
2 Bg 361 80% 15% 5%
2 Bh 361 i 83% 12% 5%
2 Bi 361 82% 12% 5%

2 Bj 361 80% 15% 5%
2 Bk 361 80% 15% 5%
2 Bl 361 i 81% 14% 5%
2 Bm 361 81% 14% 5%
2 Bn 361 i 82% 13% - 5%
2 Bo 361 81% 14% 5%
2 Bp 361 81% 14% 5%
2 Bq 361 80% 16% 5%
2 Br 361 81% 14% 5%
2 Bs 361 i 81% 14% 5%
2 Bt 361 80% 15% 5%
2 Bu 361 82% 13% 5%
2 Bv 361 84% 1% 5%
2 Bw 361 83% 12% 5%
2 Bx 361 80% 16% 5%
2 By 361 80% 15% 5%

2 Bz 361 i 82% 13% 5%
3 Ca 377 i 87% 6% 7%
3 | o | s | ™ = . T

Continued on next page...



Page 5 Full wwPDB EM Validation Report EMD-72847, 9YEC

Continued from previous page...

Mol | Chain | Length Quality of chain

3 | cc | s |* = o
3 Cd 377 i 85% 8% 1%
3 Ce 377 A 86% 8% 7%
3 Cf 377 i 85% 8% 7%
3 | Cg 377 | o —a—
3 Ch 377 84% 9% 7%
3 Ci 377 i 85% 8% 7%
3 G 377 s o
3 | ok | s |* o v T
3 Cl 377 87% 6% 7%
3 | cm | 3 |° = o T
3 | on | 3 |® 86% .
3 | co | s |* 86% o
3 Cp 377 i 87% % 1%
3 Cq 377 i 85% 8% 7%
3 Cr 377 i 84% 0% 7%
3 Cs 377 b 86% % 7%
3 Ct 377 i 87% 7% 1%
3 Cu 377 i 85% 8% 7%
3 Cv 377 i 86% % 1%
3 Cw 377 i 87% % 1%
3 Cx 377 i 86% 8% 7%
s | cy | smr |P = o
3 | ¢ | s |* = S
4 | pa | 204 | = e T

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

Mol | Chain | Length Quality of chain

4 Db 294 i 79% 8% - 2%
4 Dc 294 n 78% 9% . 1%
4 Dd 294 A 77% 10% - 12%
4 De 294 i 78% o 1%
4 Df 294 i 77% 0%« 12%
4 Dg 294 i 78% 9% | 13%
4 Dh 294 i 78% 9% - 12%
4 Di 294 k 79% 8% | 18%
4 Dj 294 i 7% 0% - 1%
4 Dk 294 i 79% o 1%
4 Dl 294 i 7% 9% - 12%

4 Dm 294 i 80% 7% 1%
4 Dn 294 A 78% 0% - 2%
4 Do 294 i 79% 8% - 13%
4 Dp 294 i 7% 0% - 12%
4 Dq 294 n 79% 8% | 13%
4 Dr 294 b 79% 8% - 2%
4 Ds 294 i 79% 8% - 13%
4 Dt 294 i 78% 9% - 12%
4 Du 294 i 78% o 1%
4 Dv 294 i 7% 0% - 1%
4 Dw 294 i 78% 9% . 1%
4 Dx 294 i 76% "% o 12%
4 Dy 294 A 79% A
4 Dz 294 A 76% "% o 12%

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

Mol | Chain | Length Quality of chain

5 Ea 211 . 74% 0% 1w
5 Eb 211 = 80% % 1%
5 Ec 211 . 75% e s
5 Ed 211 . 78% 8% 13
5 Ee 211 . 74% 2% . tem
5 Ef 211 = 78% 0% 1%
5 Eg 211 | " 7 e ————
5 Eh 211 = 79% 8% 13
5 Ei 211 | " 7 e e
) Ej 211 = 79% 8% s
5 Ek 211 73% 8% 1%
5 El 211 = 78% 0% 1
5 Em 211 . 76% 0% 1
5 En 211 = 78% 0% 1w
5 Eo 211 73% 18% o 18%
) Ep 211 = 77% 9% | 18%
5 Eq o11 | " e T ——
5 Er 211 = 78% 0% 1%
5 Es 211 . 73% 13% 13%

5 Et 211 | ™ — T ————
5 Eu 211 . 74% 0% 1em
5 Ev 211 = 79% 8% | 1sw
5 Ew 211 . 74% 0% 1w
5 Ex 211 = 79% T 7
) By 211 74% 12 Aaw

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

Mol | Chain | Length Quality of chain
5 | Bz | on1 | ® = o
6 Fa 145 10% 90%
6 Fb 145 10% 90%
6 Fc 145 -1 0% 90%
6 Fd 145 10% 90%
6 Fe 145 10% 90%
6 Ff 145 9% 90%
6 Fg 145 k 10% 90%
6 Fh 145 'T 90%
6 Fi 145 = 10% 90%
6 Fj 145 'T 90%
6 Fk 145 -T 90%
6 | ¥l 145 | S o
6 Fm 145 -T 90%
6 Fn 145 im% 90%
6 Fo 145 10% 90%
6 Fp 145 b 10% 90%
6 | Fq 145 | B =
6 Fr 145 i 10% 90%
6 Fs 145 = 10% 90%
6 Ft 145 10% 90%
6 Fu 145 10% 90%
6 Fv 145 10% 90%
6 Fw 145 10% 90%
6 | Fx | 145 | w7

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

Mol | Chain | Length Quality of chain
6 Fy 145 n 10% 90%
6 | F2 | 145 |™m w7
6 Ga 145 9% 91%
6 Gb 145 i 9% 91%
6 Ge 145 T 91%
6 Gd 145 8% - 91%
6 Ge 145 9% 91%
6 | of | 145 | 5
6 Gg 145 9% 91%
6 Gh 145 8% 91%
6 Gi 145 8% - 91%
6 Gj 145 9% 91%
6 Gk 145 % - 91%
6 Gl 145 % - 91%
6 Gm 145 % - 91%
6 Gn 145 '? 91%
6 Go 145 I T 91%
6 Gp 145 9% 91%
6 Gq 145 I? 91%
6 Gr 145 T 91%
6 Gs 145 T 91%
6 | ct | 145 |m 5
6 Gu 145 T 91%
6 Gv 145 T 91%
6 | Gw | 145 |mr o

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

Mol | Chain | Length Quality of chain
6 Gx 145 8% 91%
6 Gy 145 8% 91%
6 Gz 145 9% 91%
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2 Entry composition (i)

There are 6 unique types of molecules in this entry. The entry contains 279357 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 Flagellar L-ring protein.

Mol | Chain | Residues Atoms AltConf | Trace
1 Aa 223 ?étfil 1(?27 21;0 3?3 zSL 0 0
1 Ab 223 ??711 1(?27 2150 3?3 zSL 0 0
! Ac 223 ??711 1(?27 21;0 3(5)3 zSL 0 0
! Ad 223 ?ét??il 1(?27 2150 3(5)3 zSL 0 0
! Ae 223 ?ggil 1(?27 2150 3(5)3 zSL 0 0
! Af 223 ?ggil 1(?27 2150 3(5)3 zSL 0 0
1 Ag 223 ?Zt;il 1(?27 21;]0 3(5)3 zSL 0 0
1 Ah 223 ??711 1(?27 21;]0 3(;3 ZSL 0 0
Lo Al 223 ?gt;il 1(%7 2150 3(5)3 zSL 0 0
LAl 223 ?ggil 1(?27 2150 3(;3 zSL 0 0
1| Ak 223 ?2;?11 1(?27 2150 3(;3 zSL 0 0
LAl 223 ?ggil 1527 2150 3(5)3 zSL 0 0
L Am 223 ?2211 10027 2150 3(5)3 zSL 0 0
1| An 223 ??711 10027 21;0 3(5)3 zSL 0 0
L | Ao 223 ?é?il 10027 2150 3(5)3 zSL 0 0
1 Ap 223 ??711 10027 2150 3(5)3 zSL 0 0
1 Aq 223 ??711 1(?27 2150 3(5)3 zSL 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
! Ar 223 ??711 1(?27 2150 3(5)3 zSL 0 0
! As 223 ?ét?il 1(?27 2150 3(5)3 zSL 0 0
Lo At 223 ?Z’t?ZI 1(?27 21;0 3(5?3 zSL 0 0
1 Au 223 ?Zt;il 1(?27 21;]0 3(5)3 zSL 0 0
1 Av 223 ?gt%l 1(?27 21;]0 3(;3 zSL 0 0
L Aw 223 ?ggil 1(%7 2150 3(5)3 zSL 0 0
L Ax 223 ?6);11 1(?27 2150 3(;3 zSL 0 0
L Ay 223 ?Z;il 1(?27 2150 3(533 zSL 0 0
1| Az 223 ?ggil 1(?27 2150 3(5)3 zSL 0 0
e Molecule 2 is a protein called Flagellar P-ring protein.

Mol | Chain | Residues Atoms AltConf | Trace
2 Ba 343 gggil 15C70 41;6 4(838 g 0 0
2| Bb 343 rggg?l 15070 41;6 4(838 g 0 0
2| Be 343 ggg?l 15070 4§6 4(8)8 g 0 0
2 | Bd 343 ggg?l 15C70 41;6 4(8)8 g 0 0
2| Be 343 5(5)8?1 15C70 41;6 4(8)8 g 0 0
2| B 343 5(5)8?1 15070 41;6 4(5?8 g 0 0
2] Be 343 ggg?l 15070 41?\36 4(8)8 ? 0 0
2 | Bh 343 ggg?l 15070 41?\36 4(8)8 ? 0 0
2| Bi 343 ggg?l 15C70 41?\36 4(8)8 g 0 0
2| B 343 ggf)?l 15?70 41;6 4(8)8 2 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
2 Bk 343 ggg?l 15070 41§6 4(8)8 g 0 0
2 Bl 343 ggg?l 15C70 41;6 4(8)8 g 0 0
2 Bm 343 gggil 15C70 41;6 4(;8 g 0 0
2 Bn 343 rgggil 15C70 41;6 4(838 g 0 0
2 Bo 343 ggg?l 15C70 41;6 4(838 g 0 0
2| Br 343 rggg?l 15070 415\;6 4(838 g 0 0
2| Ba 343 ggg?l 15070 41;6 4(8)8 g 0 0
2| Br 343 ggg}l 1570 41;6 4(8)8 g 0 0
2| Bs 343 5(5)8?1 15C70 41?\36 4(;8 g 0 0
2 | B 343 ggg?l 15070 41;6 4(8)8 ? 0 0
2 | Bu 343 ggg?l 15070 41?\36 4(8)8 ? 0 0
2| By 343 gggil 15070 41?\36 4(8)8 g 0 0
2 | Bw 343 ggf)?l 15070 41?\36 4(8)8 2 0 0
2| Bx 343 ggg?l 15?70 41?\>I6 4%)8 2 0 0
2| By 343 rggf)?l 15070 4§6 428 g 0 0
2| Bz 343 rggf)?l 15070 4§6 428 g 0 0
e Molecule 3 is a protein called Flagellar protein FlgT.

Mol | Chain | Residues Atoms AltConf | Trace
s Ca 352 rg(;t%l 17041 41?7 5(3?5 1S7 0 0
s b 352 5(7)%1 17041 4?7 5(3?5 1S7 0 0
3 Ce 352 g???)l 1511 4?7 5(3?5 1S7 0 0

Continued on next page...



Page 14

Full wwPDB EM Validation Report

EMD-72847, 9YEC

Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
3 Cd 352 g(;t%l 17(311 41;17 5(3)5 1S7 0 0
3 Ce 352 g(;;%l 17(311 41;17 5(:35 1S7 0 0
3 cf 352 rg(;t%l 17(311 41;17 5(3)5 1S7 0 0
s Cg 352 rggt%l 17(311 41;17 525 1S7 0 0
3 Ch 352 g(;t%l 17(311 41;17 5(3)5 1S7 0 0
s ¢ 352 rg(;t%l 17041 4157 525 1S7 ¥ 0
s C 352 g(;t%l 17(311 4157 5(3)5 1S7 ¥ 0
s Ck 352 g(;t%l 17(311 41;17 5(??5 1S7 ¥ 0
s ¢ 352 g(;t%l 17(311 4§7 5(3?5 1S7 0 0
3 | Cm 352 g(;t%l 17C41 4§7 5(3?5 1S7 0 0
s Cn 352 g?;%l 17041 4§7 5(3?5 1S7 0 0
s Co 352 rg(;t%l 17041 4§7 5(3?5 1S7 0 0
s Cp 352 g(;t?%l 17041 4?7 5(3?5 1S7 0 0
3 Ca 352 rggt%l 1511 4§7 525 1S7 0 0
3 Cr 352 rggt?%l 1211 41;7 5(3?5 1S7 0 0
3 Cs 352 g(;t?%l 1211 41;7 5(3?5 1S7 0 0
3| 352 g?% 1211 41;7 5(3?5 1S7 0 0
3 Cu 352 1212%1 17(311 41;7 5(??5 1S7 0 0
3 Cv 352 121(;%1 1511 41;17 525 1S7 0 0
3 Cw 352 12“(;t7a01 1511 41;17 5(3)5 1S7 0 0
3 Cx 352 g(;t%l 17(511 41;17 5(3)5 1S7 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
3 Cy 352 g(;t%l 17(311 41;17 5(;5 1S7 0 0
3 Cr 352 g(;%l 17(311 41;17 5(:35 1S7 0 0
e Molecule 4 is a protein called Sodium-type flagellar protein MotY.

Mol | Chain | Residues Atoms AltConf | Trace
4 Da 251 ggggl 1??12 31;5]2 484 g 0 0
4 Db 258 58;%1 1??10 3?8 485 g 0 0
4 De 251 58?51 1??12 31;5]2 4(54 g 0 0
4 bd 258 ggts?)l 1??10 31;8 485 g 0 0
4 De 251 58?51 13C12 31(\312 4(54 g 0 0
4 DI 258 g(());%l 1??10 32]8 485 g 0 0
4 Dg 251 ggga; 1:’?12 3122 4(54 g 0 0
4 bh 258 ggg%l 1:’?10 3?8 485 g 0 0
4 bi 251 rggg 13012 3122 4(54 g 0 0
4] D 258 rgg;%l 13010 315\}8 4(0)5 g 0 0
4] Dk 257 ggg 1??12 3122 4(84 g 0 0
4 bl 258 582%1 1??10 31;18 4(85 g 0 0
4| Dm 257 ggtsassl 1??12 3122 4(34 g 0 0
4 bn 258 28;%1 13010 3128 4(85 ? 0 0
4] Do 257 582? 13012 3122 4(84 ? 0 0
4 Dp 258 28;%1 13010 3?8 4(35 g 0 0
4| Da 251 ggtéaassl 13?12 3?2 4(84 2 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
4 Dr 258 28;%1 1:?10 3§8 485 g 0 0
4 Ds 251 58?51 13C12 31;5]2 4(54 g 0 0
4] be 258 g(());%l 1??10 32]8 485 g 0 0
4 bu 251 ggga; 1:’?12 31;5]2 4(54 g 0 0
4 bv 258 gg;?)l 1:’?10 31218 485 g 0 0
4] bw 257 rggg 13012 3122 484 g 0 0
4 Dx 258 rg(());%l 13010 3?8 4(85 g 0 0
4] Dy 251 ggg;l 1:?12 31(\312 4(84 g 0 0
4 bz 258 58?51 1??10 31;8 4(85 g 0 0
e Molecule 5 is a protein called Sodium-type flagellar protein MotX.
Mol | Chain | Residues Atoms AltConf | Trace
g Ea 183 ?Zgél 926 2129 2(7)5 2 0 0
g Eb 183 fiﬁf 933 21(\318 2(7)7 2 0 0
5 | Ee 183 ?Zgél 9(;6 21;9 2(7)5 2 ¥ 0
5 | Ed 183 ?Zgil 933 2128 2(7)7 g 0 0
5 | Ee 183 ?ZEZI 9(236 21;9 2(7)5 g 0 0
5 | Hf 183 ?Zgil 923 2128 2C7)7 g 0 0
5 | Es 183 ?Zgél 9(;6 21;)]9 2?5 2 0 0
g Eh 183 ?Zst)zl 951]3 2128 2(7)7 2 0 0
g ki 183 ?Zg%l 9(2]6 2129 2(7)5 2 0 0
g £ 183 fitgil 951]3 2128 2(7)7 2 0 0

Continued on next page...
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Mol | Chain | Residues Atoms AltConf | Trace
g Ek 183 fZEZl 936 21;9 2(7)5 g 0 0
g El 183 ?Z;Zl 95133 21(\318 2(7)7 g 0 0
g Fm 183 ?ZE;%I 926 21;9 2(7)5 2 0 0
g En 183 ?Zgil 923 21(\318 2(7)7 2 0 0
g Fo 183 ?ZE%I 9(;6 21;9 2(7)5 2 0 0
5| Bp 183 ?Zgil 933 2128 2(7)7 2 0 0
5 | Ea 183 ?Ztﬁa(sl 936 21;9 2(7)5 2 0 0
5 | Er 183 ?Zgil 933 21:3]8 2(7)7 g 0 0
5 | Bs 183 ?Z?él 936 21;9 2C7)5 g 0 0
5| Rt 183 ?Zgil 923 2128 2C7)7 2 0 0
5 | Eu 183 ?Zg%l 9(236 21;)]9 2(7)5 2 0 0
g Ev 183 fitgil 951}3 2128 2C7)7 2 0 0
g Fw 183 fit@%l 9(2]6 22]9 2(7)5 2 0 0
g Ex 183 thgil 95133 2128 2(7)7 § 0 0
g By 183 ?Ztﬁzl 936 21;)]9 2(7)5 § 0 0
g bz 183 ?Zgil 933 21(\318 2(7)7 g 0 0
e Molecule 6 is a protein called Lipoprotein.

Mol | Chain | Residues Atoms AltConf | Trace
6 Fa 15 Tf;g‘l 7Cs 21\; 22 ? 0 0
6 Fb 15 Tloztgl 7(38 21\; 2(21 ? 0 0
6 Fe 15 Tloztsl 7(38 21\; 2(1 ? 0 0
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Mol | Chain | Residues Atoms AltConf | Trace
6 | Fd 15 11055‘1 708 21\; 2(21 ? 0 0
6 | Fe 15 110;? 708 21\; 2(21 ? 0 0
6 | Ff 15 110;? 708 21\; 2(21 ? 0 0
o | ool om0 |0
6 Fh 15 T1°2t§1 708 21\; 2(21 ? 0 0
6 Fi 15 Tioztgl 7CS 21\; 2(31 ? 0 0
o | s |0 sy 0|
6 Fk 15 Tloztsl 7C8 21\; 2(31 ? 0 0
6 Fl 15 Tloztgl 708 21\; 2?1 ? 0 0
6 Fm 15 Tlozt;l 7(38 21\; 2(1 ? 0 0
6 Fn 15 Tlozt;l 7Cs 21\; 2?1 ? 0 0
6 Fo 15 Tloztgl 7Cs 21\; 2?1 ? 0 0
6 o |1 |0 g 0|0
6 | Fo | 15 | 0 oy 0|0
6 Fr 15 110521 7Cs 21\; 2(1 ? 0 0
6 Fs 15 110521 7Cs 21\; 2(1 ? 0 0
6 Ft 15 1;0521 7Cs 21\; 2(1 ? 0 0
6 Fu 15 110551 7(38 21\; 22 ? 0 0
6 Fv 15 Tl°2t5al 7C8 21\; 2(1 ? 0 0
6 Fyw 15 T102t5a“1 708 21\; 22 ? 0 0
6 | Fx 15 T1°2t5al 708 21\; 22 ? 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
o | omol o Y 0 |0
6 | F 15 110;? 708 21\; 2(21 ? 0 0
6 | Ga 13 Tlolt;l 701 ;\g % ? 0 0
6 | Gb 13 Tlolt;l 701 ;\(I) % ? 0 0
6 Ge 13 Tloltgl 701 ;\(I) % ? 0 0
6 Gd 13 Tioltgl 701 ;\(I) % ? 0 0
6 Ge 13 Tioltgl 701 é\g 2% ? 0 0
6 Gf 13 Tloltgl 701 é\g 2% ? 0 0
6 e | | N oy 0|0
6 Gh 13 Tlolt;l 701 é\é 2% ? 0 0
6 Gi 13 Tloltsl 701 é\é 2% ? 0 0
6o G | |V oy 0|0
6 Gk 13 Tloltgl 7(31 ;I) % ? 0 0
6 Gl 13 Tloltsl 7(31 ;\(I) 2% ? 0 0
6 | Cm 13 1101t;1 701 ;\(I) 2% ? 0 0
6 Gn 13 Tloltsl 701 ;\(I) g) ? 0 0
6 Go 13 Tlolt;l 701 ;\(I) 2(()) ? 0 0
6 e | DL 0y 0 |0
6 | aa | LIRS 0 0 |0
6 Gr 13 Tlolt;l 701 ;\(I) 2% ? 0 0
6 | Gs 13 Tloltgl 701 ;\(I) 2% ? 0 0

Continued on next page...
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Mol | Chain | Residues Atoms AltConf | Trace
6 | Gt 13 Tloltgl 7(’1 ;\g) % ? 0 0
6 | Gu 13 Tlolt;l % ;\g % ? 0 0
6 | av 13 Tlolt;l 701 ;\g % ? 0 0
6 | av | o | | 0|0
6 Gx 13 Tloltgl 701 ;\(I) % ? 0 0
6 | ov |1 N S gy 00
6 Gz 13 Tioltgl 701 é\g 2% ? 0 0
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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: Flagellar L-ring protein

. i I
Chain Aa: 75% 12% 14%

D51
R54
w66
|
E113
|
K119
|
D124
L125
|
N129
|
L136
|
G139

|
I145
|
Y148
|
L154
N156
|
F160
|
A165
|
M172
|
I176
|
L184
|
N188
|
R192

e Molecule 1: Flagellar L-ring protein

n
. I
Chain Ab: 73% 13% 14%

T33
T34
V35
D51
R54
V60
|
w66
|
E113
|
K119
|
L125
|
N129

|
L136
|
G139
|
1145
|
Y148
|
L154

© o o N _©_ 9 0 N
L0 [ O [ <O [~ - W oo W o o
e B B R R R Tt =
=2 b o< =2 H Aad = =

e Molecule 1: Flagellar L-ring protein

. i I
Chain Ac: 75% 11% 14%

Y148
|
L154
N156
|
F160
|
M172
|
1176
|
L184
|
N188
|
R192
E194
|
T198
L199
N200
Y205
1206
i
R232

e Molecule 1: Flagellar L-ring protein

Q234
Y235
S236
M244

"
. I
Chain Ad: 74% 12% 14%

WO RLDWIDE

er

PROTEIN DATA BANK


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

EMD-72847, 9YEC

Full wwPDB EM Validation Report

Page 22

9ETT

6CTN

SCT1

61T

€174

Ty

9€Ts
GETK
ETh

(434

9021
S0CA

T0CTL

6611
86TL

7614

e Molecule 1: Flagellar L-ring protein

c6TY

88TN

¥8T1

9LTI

TLIW

0914

9GTN

¥STT

8¥TX

SPTI

B6ETD

14%

13%

73%

Chain Ae: =

6ETD

9ETT

6CTN

SCTT

e€r1d

Yy
9€TS
SETA
eTh
(44
6124

9021
S0CA

T0CL

86T.L

¥613

e Molecule 1: Flagellar L-ring protein

26TH
T6TI

88TIN

811

8LIA

9LTI

CTLIN

0914

9STN

¥ST1

217498

SYTI

14%

13%

73%

Chain Af:

9ETT

6CTIN

SCT1
vcra

61T

€174

Yy

9€TS
SGETA
jd)

ceT

9021
S0CX

ToZL

6611
86TL

v6Td

e Molecule 1: Flagellar L-ring protein

26TY
1611

88TN

7811

8LTA

9LTI

CLIN

0914

9GTN

¥ST1

21498

SPTI

B6ETD

14%

14%

72%

Chain Ag: =

6CIN

S2TT

€17

4440
9€Ts
SETA
€T
(454}
6124

9021
S0ZA

002N

86TL

7614

4%
T6TI

88TN

7811

8LTA

9.TI

CLIW

SOTV

0974

9STN

¥ST1

8¥TA

SPTI

B6ETD

9€TT

e Molecule 1: Flagellar L-ring protein

14%

13%

74%

Chain Ah:

6ETD

9ETT

6CIN

SCT1

€174

Py
9€TS
SETA
eTh
(44
6124

9021
S0CA

002N
6611
86TL
7613

267Y
T6TI

881N

811

8LIA

9LTI

CTLIN

0914

9GTIN

¥ST1

8¥1X

SYTI

D E

R L DWI
PROTEIN DATA BANK

w_ 0



EMD-72847, 9YEC

Full wwPDB EM Validation Report

Page 23

e Molecule 1: Flagellar L-ring protein

14%

12%

74%

Chain Ai: =

SYTI

6ETD

9ETT

6CTN

SCTT

€173

vy
9€TS
SETA
eTh
[44"!
6124

9021
S0CTA

002N

86TL

v613

e Molecule 1: Flagellar L-ring protein

26Td
T6TI

88TN

811

8LTA

9LTI

CLIN

0974

9GTN

¥STT

8YIX

14%

11%

—
75%

Chain Aj: |

SYTI

6ETD

9€TT

6CIN

SCT11

€174

99M

oo

&L

¢

Py

9€CS
SETK
veTh

{444

9021
S0CTA

T0TL

86TL

7614

e Molecule 1: Flagellar L-ring protein

26TY

88TN

%811

9LTI

TLIN

0974

9GTN

¥STT

21498

14%

13%

73%

Chain Ak: =

9€TT

6CIN

S2TT

€11d

Yy

9€TS
GETA
$eTh

ceTY

9021
S0CK

T0ZL

86TL

v61d

e Molecule 1: Flagellar L-ring protein

26TY
1611

88TN

7811

8LTA

9LTI

CLIN

0914

9GTN

¥STT

8¥TX

SPTI

B6ETD

14%

12%

74%

Chain Al:

SCTT

6113

€174

Py

9€TS
SETK
eTh

(454

9021
S0CA

1021

86TL

¥613

e Molecule 1: Flagellar L-ring protein

26TY

881N

811

9LT1

CLIN

0914

9GTN

%911

21498

SYII

6ETD

6CTIN

14%

11%

—
75%

Chain Am: =

6ETD

9€TT

6CTIN

S2T1

€11d

R LDWIDE

O

PROTEIN DATA BANK

W



EMD-72847, 9YEC

Full wwPDB EM Validation Report

Page 24

vy
9€TS
SETA
eTh
ceeyd
6724

9021
S0CTA

1021

86TL

v61d

e Molecule 1: Flagellar L-ring protein

26Td

88TN

7811

9LTI

CLIN

0974

9GTIN

8¥TA

SYTI

14%

12%

74%

Chain An:

9ETT
6CTIN
SC11
611X
€179

99M

¢

15d

SEA

EEL

vy

9€TS
SETA
veTh

(454

9021
S0CA

T0CL

6611
86TL

7613

e Molecule 1: Flagellar L-ring protein

267Y

88TN

7811

9LTI

CLIN

0914

9GTIN

ST

8¥IX

SPTI

6ETD

14%

10%

76%

Chain Ao: =

8¥TX

SYTI

6ETD

B6CTIN

SCTT

€174

4440

9€TS
SeTh
e

ceey

9021
S0TA

1021

86TL

76T

e Molecule 1: Flagellar L-ring protein

26TH

88N

7811

9LTI

CLIN

0974

9GTN

¥STT

14%

13%

73%

Chain Ap:

¢

¢
¢

6ETD

9ETT

6CTN

SCT1

€173

99M

i

794

150

SEA

€EL

Yy
9€TS
SETA
eTh
CETH
6124

9021
S0CA

TOTL

6611
86TL

7613

e Molecule 1: Flagellar L-ring protein

26Td
1671

88TN

81T

8LTA

9LTI

CLIN

0914

9GTIN

8¥1X

SYTI

14%

11%

—
75%

Chain Aq: =

SYTI

6ETD

9ETT

6CTN

SCTT

€174

Py
9€TS
SETA
veTh
ceeyd
6124

9021
(Y

T0TL

86TL

v61d

|
e Molecule 1: Flagellar L-ring protein

26TY

88TN

%811

9LTI

CLIN

0974

9GTN

¥STT

8¥IX

—
75%

14%

11%

Chain Ar:

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-72847, 9YEC

Full wwPDB EM Validation Report

Page 25

SYII

6ETD

9€TT

6CTN

S2TT

€174

v
9€TSs
GETK
eTh
ceey
6124

90T
S0CA

T02L

86TL

76T

e Molecule 1: Flagellar L-ring protein

26Td

88TN

811

9.11

TLIW

0974

9STN

7STT

8¥TX

14%

13%

73%

Chain As: =

9€TT

6CTN

SCT1

€r1d

Py

9€TS
SETK
eTh

(44

9021
S0CA

T0CL

86T.L

614

e Molecule 1: Flagellar L-ring protein

26TY
T6TI

881IN

811

8LIA

9LTI

CLIH

0914

9STN

¥ST1

217498

SYII

6ETD

14%

12%

74%

Chain At:

SYII

6ETD

6CIN

S211

€174

Ty

9€TSs
GETK
eTh

(434

9021
S0CA

T0CTL

86TL

7614

e Molecule 1: Flagellar L-ring protein

¢6TY
T6TI

88TN

¥8T1

8LTA

9.11

TLIW

0974

9STN

7§11

8¥TX

14%

12%

74%

Chain Au: =

SYTI

6ETD

9ETT

6CTN

SCT1

€114

Py
9€TS
SETA
eTh
(454
6124

9021
S0TA

T0TL

86TL

v61d

e Molecule 1: Flagellar L-ring protein

26TH
T6TI

88TN

7811

8LTA

9LTI

CLIN

0974

9GTIN

8¥IX

—
75%

14%

11%

Chain Av:

oo

¢

SYII

6ETD

6CIN

SC11

€174

984

99M

754

vy
9€TSs
GETA
eTh
(448
6124

9021
S0TA

T0TL

86TL

761

|
e Molecule 1: Flagellar L-ring protein

26TY

88TN

811

9L1I

TLIW

0974

9STN

7811

8¥TX

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-72847, 9YEC

Full wwPDB EM Validation Report

Page 26

14%

1%

—
75%

Chain Aw: a

8Y1X

SYTI

6ETD

6CTIN

SCT1

€173

v

9€TS
SECTA
vEeTh

{44

9021
S0TA

T02L

86TL

7614

e Molecule 1: Flagellar L-ring protein

26TY
T6TI

83N

811

8LTIA

9LTI

CTLIN

0974

9GIN

14%

13%

73%

Chain Ax:

S2T11

61T

€174

701D

e Molecule 1: Flagellar L-ring protein

14%

12%

74%

Chain Ay: =

6ZIN

SCT1

€17

Yy
9€TS
SETA
eTh
CETH
6124

9021
S0CA

T0TL

86TL

613

e Molecule 1: Flagellar L-ring protein

26Td

88TN

81T

9LTI

CLIH

0914

9STN

¥STT

8¥TA

SYTI

6ETD

14%

12%

74%

Chain Az:

9ETT

6CTIN

SC11
veia

€173

%019

vvn
9€TS
SETA
veTh
(434
6124

9021
S0CA

002N
66711
86TL
7613
26TY
88TN
7811
9LTI
TLIN
0914
9GTIN
27498
SPTI

6ETD

e Molecule 2: Flagellar P-ring protein

—
5%

13%

82%

Chain Ba:

EVTS

1545

8ETA
LETT

(4258

90TI
SO0TS

€0TA

TOTI

L8Y

S8A
78I
€81

6971

950

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-72847, 9YEC

Full wwPDB EM Validation Report

Page 27

evev
CYEN

vze1
LTEN
S0€d
voelL
€0EN
20ed
9629
o6cd
982N
€823
Y.cH

S92ZA

6GCI
85CL

¥5es

448

i744°S

L6TT

9811

CTLIA

LSTd

¥STD

e Molecule 2: Flagellar P-ring protein

—
5%

12%

83%

Chain Bb:

E€¥1S
1545
8ETA
PETD
TETV
{44!
(439!

90TI
S0TS

T0TI
L8Y

81
€8A

691

950
Sl
674
TPA

LTA

Sev

121

67eN

CYEN

vze1

LTEN

80€A

962D

062d

L8CA

782N

S92ZA

T9CA

6821
89CL

¥9cs

0521

1444

€ETT

81CI

LBT1

9811

€9TS

LS1d

%910

|
e Molecule 2: Flagellar P-ring protein

3

—
5%

14%

81%

Chain Be:

1545

8ETA
LETT

8TTN

(4258

90TI
S0TS

€0TA

T0TI

18V

81
€8A

691

TOW

950

Sl

6vd

A

9EA

€EN

SV

121

09€I
6S€T

EVEV

vee1

L1

S0€d

coed

962D

062d

982N

€82d

V.LCH

cLTh

S92A

6521
892l

¥5CS

ST
TseI

8¥ey

j44°

L6171

9811

TLIA

LS1d

7SO

TSTH

SYIL

E€VIS

e Molecule 2: Flagellar P-ring protein

—
5%

11%

84%

Chain Bd:

¢

9811

LSTd

¥STD

EVIS

1710

8ETA

(435

90TI
S0TS

T0TI

L8V

81
£8A

691

0sed
L2€T
wze1
ozed
LTEX
STEN
962D
06zd
cLTA
S92ZA
092ZA
6S8CI
89CL
¥9¢s
(418
1444
€ETT
81CI

LBTT

e Molecule 2: Flagellar P-ring protein

—
5%

12%

83%

Chain Be:

LSTd

¥S1D

EV1S

1545

8ETA
LETT

(42!

90TI
S0TS

€0TA

TOTI
18Y

81
€8A

691
890

950
Sl
67
TPA
9€EA

SV

T9EI
veEN
0EEY
8CZEN
veeT
€CEL
{44\

81€1
L1€4

s0ed

962D

062d

€8cd

S92A

092A

6521

8SCL

v9Cs

TSTA

8¥cv

(448

9811

€918

e Molecule 2: Flagellar P-ring protein

—
5%

1%

84%

Chain Bf:

D E

O

R L DWI
PROTEIN DATA BANK

W



EMD-72847, 9YEC

Full wwPDB EM Validation Report

Page 28

EVTS

1545

8ETA
LETT

(4258

90TI
S0TS

€0TA

TOTI
L8V

78I
€8A

0 691

674

Svd
44!

A
EEN

LTA

sev

121

vee1

€0EN

962D

06cd

S.2D

S92A

T92ZA

85CL

¥ses

0§21

8y

€eq1

L8611

9811

TLIA

LSTd

vSTD

111

te

-rimg pro

. Flagellar P

e Molecule 2

—
5%

15%

80%

Chain Bg

710

8ETA
LETT

8TTH

[q2%¢

90TI
S0TS

€0TA

TOTI

L8V

78I
€81

697
890

950

Sl

67d

A

€eN

LA

sev

121

09€I

EveY
CYEN

8€ed
S0€d
voel
€0EN
ToEA
962D
06cd

L8CTA

S821

€823

YLCH

(XA

S92ZA

T92A

6921
8¢l

¥ses

0SCI

iza s

€E€TT

j7aat

LBTT

98TT

CTLIA

LS81d

7SO

TSTH

SYTL

EVIS

111

te

-ring pro

. Flagellar P

e Molecule 2

—
5%

12%

83%

Chain Bh

EV1S

1545

8ETA
LETT

(42!

90TI
S0TS

€0TA

T0TI

L8Y

S8A

691

950

Sl

673

TPA

9EA

LTA

09€I

evey
CYEN

L2€1
ozced

v0eL
€0EN

962D
06cd
S8¢1
2%4:%
cLTh
S9ZA
T9CA
09ZA
6521
8GCL
vses
0§21
8y
€€T1
98711
LS1d

81D

11

te

-ring pro

. Flagellar P

e Molecule 2

—
5%

12%

82%

i

Chain B

¥STD

TSTH

SYTL

E¥1S

710

8ETA
LETT

S2TT

8TTH

(495}

018

T0TI

L8V

€8A

691

09€T

Evev
CYEN

(4438

L1831

TIEN

S0€d
voel

962D

062d

€8¢

LLTH

j2%4:¢

cLzTh

S92ZA

092A

6SCI

8921

vacs

744

1611

98TT

€918
2911

LSTd

111

te

-ring pro

. Flagellar P

e Molecule 2

—
5%

15%

80%

]

Chain B

TSTH

SYTL

E€v1S

1710

8ETA
LETT

(439

90TI
S0TS

T0TI

LTA

09€I
6GET

EVEY

L2ET

449"

[44

ozed

S0ed

962D

06zd

L82ZA

€823

Y.LCH

2LTA

S92A

~ © [} 2] o = o S 0 oo
o - o 0 0 1o oY © © ©
- N 2] S SRR N NN
= H = < HH > wn HH>B>

9811

€918
2911

LSTd

¥STD

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-72847, 9YEC

Full wwPDB EM Validation Report

Page 29

111

te

-ring pro

: Flagellar P

e Molecule 2

—
5%

15%

80%

Chain Bk

VA

9EA

€eN

LA

sev

09€T
6GET

CTEN

LTEN

STEN

80EA

9629

o6cd

TLTA

69¢d

S92ZA

09ZA

8GCL

¥ses

1921

8y

€eTT

j744t

L6111

9811

YLIN

CLIA

€918

2911

TOTW

LSGTd

%910

TSTH

SYTL

E€V1S

e Molecule 2

1545

111

Flagellar P-ring prote

—
5%

14%

81%

Chain Bl

EV1S

1545

8ETA
LETT

SC1T

(4358

90TI
S0TS

€0TA

TOTI

L8Y

G8A
¥8I
€8A

691

950

Sl

674

A

9€EA

LTA

09€T
6G€T

evev

8CEN
L2e1

wzel
L1€Y

voeL
€0EN

962D
06cd

S.L2H
§2X4:

S9ZA
€92b
09zZA
6SCI
8G¢L
%9¢s

{414\
1521

44
€€T1
81¢I
L6111
9811

€918
2911

LS1d

ST

oo

11

te

-ring pro

: Flagellar P

e Molecule 2

—
5%

14%

81%

Chain Bm

LSTd

S0

€718

1545

8ETA

(4358

90TI
S0TS

€0TA

TOTI

L8Y

S8A
81
€8A

6971

950

Sl

67d

A

9€EA

LTA

-rimg pro

T9CA

6SCI
85CL

95CL

S¢S

(4141

0§21

Flagellar P

8y

€eq1

veey
€c¢ed

9811

€918

e Molecule 2

TOTH

111

te

« 5%

13%

82%

Chain Bn

»S1D

[43%)

90TI
S0TS

T0TI

L8V

81
€8A

691

6vd

T7A

9EA

LTA

09€1

eveY

i£4°4

TTeN

s0€d

YoelL

962D

062d

821

feterac

Y.LCH

111

TLTA
S9TA
09zA
6SCI
8GCL

¥5¢s

Flagellar P

(4[4

8vey

€eTT

81¢I

L6TT

9871

€918
(42158

LSGTd

. tei

-ring pro

e Molecule 2

—
5%

14%

81%

Chain Bo

€978

LS1d

E€v1S

8ETA
LETT

(4358

90TI
S0TS

€0TA

TOTI
16V
L8Y
S8A
¥8I
€8A

691

9Sb
Sl
67d
T7A
9€EA

SV

R LDWIDE

O

PROTEIN DATA BANK

W



EMD-72847, 9YEC

Full wwPDB EM Validation Report

Page 30

evev
TYEN

L2eT

et
€TeL

ozed
LTEN
80€A
S0€d
YoelL
€0EN
9629

o6cd

S8CT

-ring pro

€823

Y.LCH

cLzTA

L9271

Flagellar P

S92ZA
092ZA
6GCI
89CL
¥9cs
8¥ey

j7aat
€2ed

9811

YLIN

111

te

e Molecule 2

—
5%

14%

81%

Chain Bp

691

6vd

vl
TPA

9EA

LTA

-ring pro

sev

09€T

wzeT

CCEN

0ozed

LTEX

STEN
80€A
S0€d

voelL
E€0EN

TOEA

962D

06c2d

18CA

S98C1

111

£8cd

cLTA

L9271

S92ZA

09ZA

Flagellar P

8GCL

¥5es

8vey

€eTT

81¢CI

L6711

9811

€918

LGTd

te

e Molecule 2

—
5%

16%

80%

Chain Bq

SYTL

EV1S

1545

8ETA
LETT

SCT1

(42}

90TI
S0TS

T0TI

L8Y

81
€8A

691
890

950

el

674

TPA

9EA

LTA

09€I
6G€T

0EEY

8CEN

%2eT

TTEN

8T€1T
L1

S0€d
Y0eL
€0EN
962D
062d
S8C1
€8cd
cLTh
69¢d
S92A
092A
6921
8SCL
¥SCS

cSsTh
TS¢I

8¥ey

€€T1

81¢I

LBTT

9811

2911

LS1d

»S1D

TSTH

8¥1a

111

te

-ring pro

. Flagellar P

e Molecule 2

—
5%

14%

81%

Chain Br

E€¥1S

1545

8ETA
LETT

{498

(4258

90TI
S0TS

€0TA

TOTI

L8Y

SG8A
81
€8A

691

950

09€1
6S€T

TYEW

0EEY

8CEA

(4498

81€T
L1EX

STEN

S0€d

€0EN
962D
06ed
£€8¢d
cLTh
€920
09zA
6SCI
852l
vscs
TS2I
9811
TLIA
€918
LSTd
751D
TSTH

SYIL

1n

te

-ring pro

: Flagellar P

e Molecule 2

—
5%

14%

81%

Chain Bs

8ETA
LETT

(493

8TTH

(429

90TI
SO0TS

€0TA

T0TI

L8Y

S8A
81
€81

691

950

Sl

6vd

T7A

9EA

LA

sev

121

09€I

EveV

8TeN

72eT

(4458

L1e)

Y0eL

E0EN
coed

982N

Y.LCH

cLTh

092A

65CI

8921

3¢S

cseh

6€TT

€E€TT

/44

L6TT

9811

€918

LSTd

¥S1D

TSTH

SPTL

EVTS

e Molecule 2

710

111

te

-rmg pro

Flagellar P

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-72847, 9YEC

Full wwPDB EM Validation Report

Page 31

—
5%

15%

80%

Chain Bt

8ETA

€TV

2Tl

{49 %!

8TTH

(42!

90TI
S0TS

€0TA

TO0TI

L8Y

S8A

691

950

Sl

67

TPA

9EA

LTA

6S€T

8TeN

acceN

T1EA

v0eL

TOEA

962D

06cd

L8TA

S8C1

LLTH

S.L2H

69¢d

S92A

092A

8SCL

vses

1521

8y

LETI

€€TT

44

81¢I

L6711

9811

€918

LSTd

810

E€V1S

1545

e Molecule 2

09€T

111

Flagellar P-ring prote

—
5%

13%

82%

Chain Bu

871

€718

1545

8ETA

8TTH

(4358

90TI
S0TS

TOTI

L8Y

81
€8A

691

950

7Sl

6vd

A

9EA

€eN

LTA

-rimg pro

8€ed

ozed

LTEX

STEW

S0€d
voel

962D

062d

€8cd

cLTh

19271

S92A

€920

6521
8SCL

¥5CS
cseh
8¥ey
€€TT
81¢I
L6T1
9811
2811
TLIA
€918
LSTd

vS1D

111

: Flagellar P-ri te

e Molecule 2

—
5%

1%

84%

Chain Bv

8T1¢I

L6TT

98TT

€918

¥S1D

SPTL

1710

8ETA

(439

90TI
S0TS

T0TI

L8V

¥8I
€8A

691

¥S1

674

VA

LTA

09€T

8CEA

et

80€A

voelL
€0EN

962D

06zd

S92ZA

09ZA

6SCI

89CL

¥9¢s

(418

1444

LETH

€ETT

jgéaat

111

te

-ring pro

: Flagellar P

e Molecule 2

—
5%

12%

83%

Chain Bw

¥S1D

ST

SYTL

€V1S

1545

8ETA

(435}

S0TS

TOTI

18Y

€8A

691

950

7Sl

6vd

A

9EA

LTA

SV

121

evev
TYEN

L2€T

ozed

L1eX

€0EN

962D

06ed

V.LCH

cLTh

S92A

T9CA

6SCI
8521l

v9¢s

0§21

8y

€€T1

vcey

L6171

9811

LS1d

1n

te

-ring pro

: Flagellar P

e Molecule 2

—
5%

16%

80%

- o
o @
= =

Chain Bx

8ETA
LETT

8TTH

[42%!

90TI
S0TS

€0TA

T0TI

16V

L8Y

81
€81

691

950

#SL

6vd

T7A

sev

121

R LDWIDE

w_ 0

PROTEIN DATA BANK



EMD-72847, 9YEC

Full wwPDB EM Validation Report

Page 32

e Molecule 2: Flagellar P-ring protein

—
5%

15%

80%

Chain By:

CLIA

8ETA
LETT

SCTT

[42%!

90TI
S0TS

€0TA

T0TI

L8Y

S8A
81
€8A

691

950

Gl

6vd

A

9EA

€EN

LTA

8€ed

LTe1

¥zeT

CTEN

ozced

L1€N

T1EM

S0€d
o€l

TOEA

962D

062d

L8TA

S8C1

€8¢d

LLTH

Y.LCH

TLTA

S9ZA

T9CA

6GCI
8GCl

¥ses

0821

8y

€eeT

i£494°

81¢CI

L6711

9871

PLIN

L

e Molecule 2: Flagellar P-ring protein

eveY
CYEN

—
5%

13%

82%

Chain Bz:

7SI

8%1Q

E€¥1S
710

8ETA
LETT

(435}

90TI
S0TS

TOTI
L8V

81
€8A

0 691

09€T
evev
L2€1
ee1
€Tel
TTEN
ozed
L1e3
S0€d
v0el
€0EN
962D
06cd

S82'1

Y.CH

S92ZA

092A

8921

vacs

748

€€q1

/a4t

9811

(4218

LSTd

e Molecule 3: Flagellar protein FlgT

—
7%

6%

87%

Chain Ca:

9ETN

9ZTA

13444
0zed

9121

9021

T0zd

6971

9CTI

90TI

881

89N

€Y1

L

e Molecule 3: Flagellar protein FlgT

ELEW

SGed

0S€X

90€T

z6cd

1821

€LTA

8SCS

S82a

7%

10%

82%

Chain Cb: ™

01
9021
S6TH
S9TA
0CTXx

80TI

YOTL
€014

+

€64
c6d

061

881

S8A

084

O

R L DWI
PROTEIN DATA BANK

8LA

L1
0LT

191

D E

W



EMD-72847, 9YEC

Full wwPDB EM Validation Report

Page 33

o &

¢ cEn

‘EH
69€T
S9EX

€9€T

09ed

8SEN

SveEL

121
€TEL

L1EX

Ao 4

(4538
60€T

€620

1621

Ll

[4stace
1821

8LTH

9ETN

e Molecule 3: Flagellar protein FlgT

veca

Leed
9zTA

91¢I

=

—
7%

.
|

5%

88%

Chain Cec:

90€T
c6cd
1821
€LTA
T.L271
69T
6ETL

Teev
0zed

[424)]
60231
Toza

S6TH

€0TYH
2oTA

€64
264

L

e Molecule 3: Flagellar protein FlgT

ELEW

L2EeI

—
7%

8%

85%

Chain Cd:

0zed

9121

>

9021

T0za

Ll

16TV

L9TA

Y914
€918

SSTH

T2IH

€TTL

118

881

084

ELEW

S9€4

T9ed

€5€d

8zed

LTI

9zged

€TEL

90€T

g6cd

18¢1

€LTA

89¢s

§S2a

€¥Th

6ETL

Teey

e Molecule 3: Flagellar protein FlgT

—
7%

8%

86%

Chain Ce:

Teey
0zed

9121

‘ [4%4}
o

6024

9021

Toza

S6TH

SGTH
PSIN

COTA
881
8LA
0L1
T9I

SEA

L

e Molecule 3: Flagellar protein FlgT

eisiorc

0S€X

LEEN

veed

L2€1

90€T

zeed

¢8cd
1821

€LTA

69TN

85¢s

§52a

—
7%

8%

85%

Chain Cf:

13444
0ced

9121

& 4

9021

T0Ca

Ll

S0TY

€0TY
COTA

€64
c6d

99N

€98

191

9G4

67V

8CA

LLEW

S9€X

T9ed

82ed

€CEL

90€T

S6CA

z6cd

[4:14ck
1821

€LTA

TL21

€vTA

2eTn

e Molecule 3: Flagellar protein FlgT

—
7%

7%

87%

Chain Cg:

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-72847, 9YEC

Full wwPDB EM Validation Report

Page 34

85¢s

§52a

€¥CA

Teey
0zed

91¢I

9021

Toza

S6TH

PSIN

€0TY

00TH

{4

191

eI

L

e Molecule 3: Flagellar protein FlgT

€5€d
LEEA
8zed
LTer
9zed
90€T
2¢62d

[astacs
1821

€LTA

—
7%

9%

84%

Chain Ch:

Teey
0zed

Toza

69TL

1918

LSTT

TSN

(47458

LETY

9211

€0TY

zed

881

084

L

ELEN

L9ET

S9€X

T9ed

g9ed

0S€X

(474538

8zed

LzZe1

9zed

€TEL

90€T

zecd

1821

€LTA

85¢s

§ssca

9ETN

9zTA

e Molecule 3: Flagellar protein FlgT

—
7%

8%

85%

Chain Ci:

[424)]

6024
9021

1020

69TL
¥914
1918
LST1

PSIN

9CTI
€0TH
(4

681

ELEN
e€9ed
LEEA
8zed
LTeT
oced
90€T

c6cd

98CS
S8CI

1821
€LCA
89¢s
g9¢a
TSl
LETL

Teey
0zed

9121

e Molecule 3: Flagellar protein FlgT

—
7%

7%

86%

Chain Cj:

€L2A

89¢s

g92a

E€VCA

Teey
0zzd

9121

1)

9021

T02d

Ll

PSIN

€0TH

TOTX

6%

264

084

L

L9ET

S9€X

T9ed

feiefors

e Molecule 3: Flagellar protein FlgT

£9ed

0S€X

{44508

€CeL

90€1

1821

—
o 7%

9%

84%

Chain Ck:

69TL

1918

LSTT

9CTI

€014
2OoTA

€64
z6d

681
881

084

8LA

89

79I

ev1

GEA

¢

%

R LDWIDE

ELEN

LzeT

90€T

z6cd

Ll

[4stacs
1821

€LTA

TL21

6E€CL

Leal
9ETN

veed

Lged
9T

3444
0ced

[4141]

L2 4

602Y

T02da

O

PROTEIN DATA BANK

W



EMD-72847, 9YEC

Full wwPDB EM Validation Report

Page 35

e Molecule 3: Flagellar protein FlgT

—
7%

6%

87%

Chain CI:

€LTA

TL21

Sy

Teey
0zzd

9121

9021

Toza

SSTH

Y01l
€0TY

—
o 7%

2
[ce)
N
Yol
[ee]
=
=Yl
—
&
A=
[<b]
)
o
—
o
—
1 =
69€T mp
| 0
Hmmm .h.a
\.mﬂ &
omﬁ oo o
P ..
90€T = £
| g @)
621
ezl S .S
z6cd M <
] <
1821 ° O

1918

LSTT

(47450

LETV

9CTI

LITA

€014

00T

26d

881

084

8LA

91

984

3

L

Y.LeH

SG€d

€G€d

0S€X

90€T

z6cd

28T3
1821

85CS

§82a

Ll

9121

13

e Molecule 3: Flagellar protein FlgT

9021

S6TH

6971

—
7%

8%

86%

Chain Cn:

b & 4

€¥Th

6ETL

9zzTh

Teey
0zed

91¢I

9021

T0Ta

S6TH

29Td

€STI

(47499

LETY

8114

€071y

264

L

e Molecule 3: Flagellar protein FlgT

—
7%

7%

86%

L9€T
S9€X
T9ed
[474°88
82ed
LZ€1
9zed
€CeL

90€T

zeed

€LTA

85¢s

§52a

Chain Co:

9ZTA

Teev
0zzd

T0Ca
S6T
S9TY

PSIN
€GTI

€017y
00T
264
881
084
.. 8LA
1
el

Lca

L

e Molecule 3: Flagellar protein FlgT

€G€d

82ed

L2eI

9ged

90€7T

z6cd

€LTA

89¢S

SS2a

€vTA

LETL
9ETH

—
7%

7%

87%

Chain Cp:

€LTA
89¢S
SS2a
TTTH
13444
0ced

9121

L2 4

9021

T02d

S6TI

€0TY
COTA

00TH

€64
c6d

el

R LDWIDE

O

PROTEIN DATA BANK

W



EMD-72847, 9YEC

Full wwPDB EM Validation Report

Page 36

L

L9€T

e Molecule 3: Flagellar protein FlgT

S9€X

T9ed

vel

LTET

€TeL

90€T

c6cd

1821

—
7%

m

8%

85%

Chain Cq:

60231
9021
Toza

S6TH

€918

1

1295

€07y

{4k

084

0.1

89

99N

€95

T9I

€Y1

ELEW

LEEA

90€T

¢6Td

[4stace
1821

€LTA

85¢S

§sea

€¥CA

6ECTL

9€TH

9zTA

144
0zed

9121

[41di]

e Molecule 3: Flagellar protein FlgT

—
7%

10%

84%

Chain Cr:

01
9021
T02d
6971
1918
LSTT
SGTH
(47459
LETY
9CTI
€0TH

c6d
881
8LA
89
191

€Y1

S9eX
T9ed
g9ed
0S€A
LEEA
LZ€1
€TEL
90€T
z6cd
[4:14ck
€LTA
89¢s
ssca
6ETL

LETL
9ETH

92CA
€22

Teey
0zed

9121

=

e Molecule 3: Flagellar protein FlgT

—
7%

7%

86%

Chain Cs:

TTTH
3444
0ged

9121

9021

T02d

1918
0973

LST1

80TI

€0TH

(4

S8A

191

SEA

L

e Molecule 3: Flagellar protein FlgT

[474°38
82ed
LTI
ozed
0zeT
90€T
2¢6td

[4stacs
1821

€LTA

LETL

—
7%

7%

87%

Chain Ct:

§Sca
E€¥TA
6ETL
fraacs

Teey
0zed

9121

0 6023
9021
1020
S6TH
€918
€911
1T
€014

z6d

SEA

L

L9ET

e Molecule 3: Flagellar protein FlgT

S9€X

T9ed

hel

90€T

z6cd

€LTA

85¢s

—
7%

8%

85%

Chain Cu:

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-72847, 9YEC

Full wwPDB EM Validation Report

Page 37

144
0zed

9121

9021

Toza

1918

LSTT

€0TY
20TA

00TH

€64
26

881

8LA

eI

1

e Molecule 3: Flagellar protein FlgT

ELEN

LEEN

8zed

LTI

oced

90€T

(414

18¢1

€LCA

69T

85CS

§S52a

4418

LETL

—
7%

7%

86%

Chain Cv:

*>&

1821

€LTA

85¢s

§52a

evea

9€TH

9gTA

144
0zed

Toza

Ll

0LT

191

6%V

ovA

8CA

9CA

L

e Molecule 3: Flagellar protein FlgT

ELEN

S9€X

T9ed

0S€A

LTET

€TeL

90€T

z6cd

28cd

—
7%

7%

87%

Chain Cw:

6ETL

LETL

13444
0ced

9121

9021

T02da

1918

LST1

€01y

26d

084

191

8¢ed
LeeI
9zed
90€T
zécd

[4:14ck

€LTA

1,21

e Molecule 3: Flagellar protein FlgT

69CH

8GCS

S5ca

—
7%

8%

86%

Chain Cx:

L 2 2

[4s1acs

€LTA

85¢S

§52a

€vCA

9ETN

9ZTA

Teev
0zed

9121

9021

T02da

SSTH

€0TY

264

191

L

ELEN

€9€T

T9€d
09€d

8GEN

eisiorc

e Molecule 3: Flagellar protein FlgT

£ged
0S€X
8zed
LTEI
oced
90€T

(4148

—
7%

10%

83%

Chain Cy:

602X

T02d

66TI

S6TH

€6TA

69TL

1918

LSTT

€STI

TETT

9211

cTI

€0TY

c6d

191

01
ELEN
89¢ed
feisorcy
0S€X
LEEA
veey
82ed
LTI
oced

90€1

{4148

[4:14ch
€LCA
85CS
S82a
6ETL
LETL
9gTA
jXqacs

11444
0zed

[424)]

R LDWIDE

O

PROTEIN DATA BANK

W



EMD-72847, 9YEC

o 7%

7%

85%

Full wwPDB EM Validation Report

e Molecule 3: Flagellar protein FlgT

Page 38
Chain Cz:

— a1 £22L Eias
mﬂﬂm TzTA €710
= s 1
1821 €27
i mma i
L2 N ST ® 9021 2 LTTL
| 2 ] & | o
wﬂmm LTTI 661S ¢
ssza . . .
] ¢ +
9ETH N 2 cE . TTT
@ * [ ]
| ® T 7811 @ 901N
9zTA €811 Csorr
| mﬂﬁz 1 ¢ 0TI
Teey S | zL11 i
omE 0TI mﬂz s6M
9ter 1 8v1Yd o
ELI ] €6d
e g | 982A

£6d - 68A

& 4

€81

9021
8.4
Toza 98ZA
891

684
LTTA
671

79%
|
79%
<
<
©
&
=

Iy W W o i II

e Molecule 4: Sodium-type flagellar protein MotY
- -

- I
e Molecule 4: Sodium-type flagellar protein MotY
cessresEa s
e Molecule 4: Sodium-type flagellar protein MotY

> o -
L

e Molecule 4: Sodium-type flagellar protein MotY

78%

Ted

L

IIIIII |
o0 [ o0 I )
o BN N .
H =2 B>
] ©
o - o
H o [~
0> I 00 N o i )

ELEW SCTA

9923
L9ET

2198
S9€X

T9€d
992y

STH
SGed 0sg

N
0GE€X Geg

Tvel cect

2ETN
6zed
8zed
LTeT

811
T92ZA

€CeL 08TI

90€1 7811 9STA

ST
S62ZA

08TI 6%TI

6¥cd 8¥TY

Chain Da:

Chain Db:

Chain Dec: =
|

[414S 6%TI

12%

10%

R LDWIDE

O
PROTEIN DATA BANK

erbDeBe

W

77%

Chain Dd:



EMD-72847, 9YEC

Full wwPDB EM Validation Report

Page 39

9121

9021

66TS

Ll

G811
811
€8TL

+

6¥TI
8¥TY

SPTY
B6ETA

9TTX

0 ST1D

[4314]
TTTY

70TI
98A
891

YoV

T62d

98CA
S8TA

T9CA

1

ST

6¥cd

€TTL

T2CTA

e Molecule 4: Sodium-type flagellar protein MotY

61CA

13%

9%

78%

Chain De:

0811

6711
8vTYd

SHTYH
i)

€ETY

TTTY
90TN

7011

982A

99Tx

v9Ck

1}

2seI

2TETN

¥

e Molecule 4: Sodium-type flagellar protein MotY

9021

78TI
€8TL

-
77%

12%

Ll

10%

Chain Df:

66TS

+

S8T1
7811
€8TL

6711
SPTH
6ETL
L1171

9TTA
STTD

TITH

¥0TI

T62d

T92ZA

921

6%cd

€2TL

T2CA

e Molecule 4: Sodium-type flagellar protein MotY

61CA

9121

9021

13%

9%

78%

8% 1Y
SHTY
iads]
€eTY

L1TI

[4314:]
T

90TN

v0TI

S6M

€6d

68A

€81

8.4

891

654

67A

SCTA

98CA

992X

1

e Molecule 4: Sodium-type flagellar protein MotY

2seI

TETN

7613

78TI

08TI

6%TI

12%

9%

78%

Chain Dh:

A& 4

S8TT
LT
6971
6711
SvTH

EETY

(431}

801D
L0TT

¥0TI
£6d
891
YoV
671

Ld

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-72847, 9YEC

Full wwPDB EM Validation Report

Page 40

1624

S8CA

T92A

852y

%521

6¥Cd

€2CL

12ZA

6TCA

e Molecule 4: Sodium-type flagellar protein MotY

L12a
9121

66TS

13%

8%

79%

Chain Di:

08TI

611
8v1Yd

Sy1Y
€ETH

L1TI

[4314]
TTTd

90TN

0TI

S6M

€6d

68A

€81

891

654

67A

SCTA

e Molecule 4: Sodium-type flagellar protein MotY

98CA

992

0SeZy

CETN

ve1a

¥8TI

9021

+

7811
€871

12%

LT

6971

6%TI
8¥TH

10%

SYTH

6ETA

[431]

80TH
LOTT

%011
98A
67A

L€d

—
77%

vcd

>

Chain Dj:

T62d

98CA
S8CA

T92A

8G2H

%521

64

€TTL

T2CA

6TCA

e Molecule 4: Sodium-type flagellar protein MotY

L1720
9121

13%

9%

79%

Chain Dk:

8%Td
SHTY
iads]
€ETY

L1TI

[4314]
T

90TN

0TI

S6M

€6d

68A

€81

8.4

891

694

67A

SCTA

e Molecule 4: Sodium-type flagellar protein MotY

982A

992x

0sex

2TETN

7811

08TI

6%TI

—
77%

3

12%

9%

Chain DI:

9021

6618

Ll

S8TT

€8TL
9.18
CLTT
69TI

6711
87Ty

SH1Y
T
1624
¢ .
[ 1]
0TI
€6d
S99

7oV

44

>

T9CA

852H

L

e Molecule 4: Sodium-type flagellar protein MotY

821

6%cd

€L

T2CTA

61CA

1120

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-72847, 9YEC

13%

7%

80%

Full wwPDB EM Validation Report

Page 41
Chain Dm:

9021

811
€8TL

08TI

6711
8¥TH

SYTY

€ETH

[431]
TTTH

90TN

%011

S6M

€6d

68A

€8L

653

67A

12%

10%

78%

e Molecule 4: Sodium-type flagellar protein MotY

Chain Dn:

1)

L12a
91¢I

9021

7811
€8TL

cLTT

6%TI

SY1Y

6ETA

9TTA
ST1D

TTIH

0TI

13%
12%

8%
10%

79%
77%

3

>

1

e Molecule 4: Sodium-type flagellar protein MotY

1

>
)
=
=
)
+~—
o
—
[
—
=
is)
Q0
<
jwm]
<]
oF
>
i
g
A=
=
Q
n
‘mi
=z
=
(]
=
=
[

<>

<>

Chain Dp:

Chain Do:

661S

S8T1
¥8TI
€811
LT

6%TI
8¥TH

SYTY

¢ o1
|

[4311]
TTIH

0TI
16d
oV
67A

€vd
(429

Rsii]

ﬂmum
98ZA >
S8TA ..m
=
o=
Q
+~
o
—
o
—
<
—
o)
o0
<
=
<]
oF
>
19ZA hrd
—
...m
me S
mmm.._ 2
€2TL ~
lees O
12TA =
oz ©
6TCA <
il
9021 ®

13%

8%

<>

79%

Chain Dq: =

08TI

6%TI
8¥TH

SYTH

€710
€eTy

LTTI

TTIH

90TN

R LDWIDE

¥0TI

O
PROTEIN DATA BANK

erbDeBe

W



EMD-72847, 9YEC

Full wwPDB EM Validation Report

Page 42

e Molecule 4: Sodium-type flagellar protein MotY

982A

992x

e¢seI

2¢ETN

¥8TI

12%

Ll

8%

Ll

79%

Chain Dr:

T2CA

6TCA

9121

9021

¥8TI
€8TL

6911
8%1d

SvTY

ST1D

TITH

LOTT

%011

e Molecule 4: Sodium-type flagellar protein MotY

T62d

982A
G82A

T9CZA

¥5¢1

6¥cd

€2TL

13%

8%

—
79%

Chain Ds:

811
€8T.L

08TI

6711
8vTY

SvTH

€ETH

L1TI

TTId

90TN

¥0TI

S6M

€6d

68A

€81

654

67A

STA

98CA

e Molecule 4: Sodium-type flagellar protein MotY

12%

9%

78%

Chain Dt:

>

+

9021

Ll

7811
€8TL

LT
6%TI
SYTY
e€eTyd
LTTI

9TTX
ST1D

TTId
%011
€6d
891
YoV
67A

Rsiv]

>

ﬂuz ‘.m

98ZA M

S8ZA =

o=

o

+~

o]

et

o

—

<

]

)

eY0)

<

e}

5]

o

>

+~

g

192 . m

g

¢ A

$9T1 <
- AAT ]

6%z <2

| =

€221 5]

leees &

12T @)

612A M

| °

13%

9%

78%

Chain Du:

08TI
611
SYT1Y
iads]
€ETH

L1TI

[4314]
TTTd

90TN

0TI

< w
o o
==

e Molecule 4: Sodium-type flagellar protein MotY

€6d
I 982A
68A
€81
8.4
6594

67A

R LDWIDE

O

PROTEIN DATA BANK

W



EMD-72847, 9YEC

Full wwPDB EM Validation Report

Page 43

—
77%

. 12%

10%

Chain Dv:

7811
€8TL

LT

6%TI

SYTH

6ETA

€eTY

9TTX
ST1D

TTIH

%011

L6d

£6d

68A

98A

7oV

67A

LeD

Tecy

98CA
S8CA

T92A

%521
6924
€2TL
Teea
0ZeT
61CA
9121

9021

3

e Molecule 4: Sodium-type flagellar protein MotY

13%

9%

78%

Chain Dw: .

8%T4

SYTd

iads]
€eTY

L1TI

H

T

90TN

0TI

€6d

o
I
=

e Molecule 4: Sodium-type flagellar protein MotY

- 982A

o < 0 © ~ 00
- = ] = o =

9924

4108

1

[4c1as

CETN

7811

08TI

6%TI

. 12%

11%

76%

3

Chain Dx:

66TS

S8TT
78TI
€8TL
9.18
TLTT

6%TI
8%Td

Sv1Y

9TTA

0 STTD

[421y]
TTTH

v0TI
68A

999
vov

67A

LED

T62d

982A
S8CA

T9CZA

852d

%521

6%cd

€Tl

TCCA

6TCA

e Molecule 4: Sodium-type flagellar protein MotY

L12a
9121

9021

13%

8%

H

79%

Chain Dy:

6%TI
871yd

SYTYH

€710
€ETY

L1TI

TITA
|
901N
g0t
0TI
[ |
6N
| owen
£6d
i z
mw> o
€8l =
[ | 982 . m
8.4
] &
891 m
1 a,
653 o
1 =
6vA =
O
a0
<
]
D)
@
>
-
99231 =
=}
or—
¢ 3
o
zseT N
| | ..
zgen <fi
Y 2
=
Q
¢ o}
2
o
81T
(A =
081T °

. 12%

1%

76%

3

Chain Dz:

>

€8TL

9.18

LT

69TI

6%TI
8vTd

SYTY

€eTY

L1TI

+

(4314}
L0TT
¥0TI
£6d
681

S99
YoV

67A

LD

R LDWIDE

O

PROTEIN DATA BANK

W



EMD-72847, 9YEC

Full wwPDB EM Validation Report

Page 44

T6cH

98CA
S§82A

T92A

892

L

e Molecule 5: Sodium-type flagellar protein MotX

%521

6%2d

€2CL

11498

6TCA

L12a
9121

9021

¥8TI

13%

12%

74%

Chain Ea:

9TTH

TIT1

LOTT

00Td

180
98A

*

e Molecule 5: Sodium-type flagellar protein MotX

96TH
2611
S8TI

9LTL
SLIA

89TA
%914
%911
6710
EVIN
8ETV

jZ4N

13%

7%

80%

Chain Eb:

7814
0STT
671D
811

4491

9114
428
L0TT
66W
761
.v T6a
1
691

S94

TTCH

86Td

e Molecule 5: Sodium-type flagellar protein MotX

13%

1%

75%

Chain Ec:

Ly1d

EVIN

8ETY

7498

9TTH

1111

1071

0073

18D

TLT

vva

91

8¢€T

L

L61d
96TH

Ll

S8TI

9LTL
SLTA

0LTM

e Molecule 5: Sodium-type flagellar protein MotX

897X

7914

¥STT

671D

13%

8%

78%

Chain Ed:

Y9TA
¥STT
0STT
6710
8¥TI

A%

9114

A28

Ll

66

761

691

S94

TICH

S0TY

8674

6874

78TY

e Molecule 5: Sodium-type flagellar protein MotX

13%

12%

74%

Chain Ee:

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-72847, 9YEC

Full wwPDB EM Validation Report

Page 45

8ETY

449

91Td

TI11

L0T1

L

L67d
96TH

Ll

e Molecule 5: Sodium-type flagellar protein MotX

G8TI

9LTL
SLTA

89TA
22198
¥ST1
6710
Ly1d

PIT
EVIN

13%

9%

78%

Chain Ef: =

8¥TI

T

i

9TTH

P11

661

761

<>
-g+
>~

TLT

691

S9Y4

*

e Molecule 5: Sodium-type flagellar protein MotX

S0TH

8614

6314

814

¥o14

¥STT

0GT1
671D

13%

1

14%

72%

Chain Eg:

£
91TH
1111
L0T1
00Td

18D

T8W

TLT

ol

S94

vva

W1

8€1T

CEL

L

e Molecule 5: Sodium-type flagellar protein MotX

S0eH
coey

L67d
96T

S8TI

9L11L
SLIA

89TA
2198
¥ST1
iads]
LyTd

44!
EVIN

8ETV

13%

8%

79%

Chain Eh: &

78Td
0STT
671D
8%TI

4498

9114
4258
L0TT
66N

761

.. T6eda

1

691

SoYd

TICH

T02I

86TH

e Molecule 5: Sodium-type flagellar protein MotX

. 13%

14%

72%

Chain Ei:

vva

1

8€1

(4%

L

O

R LDWIDE
PROTEIN DATA BANK

S0TH

coey

L61d
96T

S8TI

9L1L
SLIA

0LTM

891X
%914
%911
6710
Ly1Y
EVIN
8ETV
wZia

9TTd

W



EMD-72847, 9YEC

Full wwPDB EM Validation Report

Page 46

e Molecule 5: Sodium-type flagellar protein MotX

Chain Ej: =

13%

8%

79%

9174

P11

66N

Tren

1021

86Td

7814

0STT
[521]

e Molecule 5: Sodium-type flagellar protein MotX

13%

13%

73%

Chain Ek:

EVIN
8ETY
iZ47
91Ty
1111
LOT1
0074
180
TLT

.. 691

1

S94
vva
1
8€1

(4%

s

=

=)

o=

5]

+~

]

—
[oR
e
<

mmmm mv
zozy o0
[} <
16Td =
96TH )
o
)

-

98TT m
| =
9.LTL et
SLTA B,
] @]
mm:, N
¥9T& 0
1 <L
%311 =
| , 2
67T <
mew o

1514

i =
YT )

13%

9%

78%

Chain El: &

6710
8¥TI

147491

9114

4258

L0TT

66W

7671

VLA

TLT

691

SoY

Tremn

1021

86Td

7814

791X

¥STT

0STT

e Molecule 5: Sodium-type flagellar protein MotX

13%

10%

76%

Chain Em:

EVIN

8ETV

iZ49%

9TTH

TIT1

LOTT

*

e Molecule 5: Sodium-type flagellar protein MotX

96TH

2611

S8TI

9LTL
SLTA

891X

2228

¥STT

671D

13%

9%

78%

Chain En: =

A%

9174

A8

L0TT

66

761

TLA

TLT

691

S94

85I

R LDWIDE

O

PROTEIN DATA BANK

W



EMD-72847, 9YEC

Full wwPDB EM Validation Report

Page 47

*

e Molecule 5: Sodium-type flagellar protein MotX

86Td
7814
¥o14
¥STT
0ST1

671D
8¥TI

. 13%

13%

73%

Chain Eo:

§Z47N

911y

1111

LOTT

0073

180
98A

T8N

VLA

S94

vva

1

8€1

(4%

L

e Molecule 5: Sodium-type flagellar protein MotX

L61d
96T

Ll

S8TI

9L11L
SLIA

0LTM

89TA
2198
ST
6710
Ly1d
EVIN

8ETV

13%

9%

—
77%

Chain Ep: =

* <

LL}

6710
8¥TI

147491

9114

4258

66W

767

T1CH

S0eH

8614

6814

7814

791X

7ST1

0STT

e Molecule 5: Sodium-type flagellar protein MotX

13%

13%

74%

Chain Eq:

8ETY

449

91Td

T111

L0TT

00Td

L

e Molecule 5: Sodium-type flagellar protein MotX

S0Tx

cocy

L6Td
96TH

61T

G8TI

9L1L
SLTA

89TA

791X

¥ST1

6710

EVIN

13%

9%

78%

Chain Er: =

0ST1
671D
8¥TI

i44%0

9114

225"

LOT1

6610

761

691

S94

8SI

12548

50231

6874

7814

¥914

PSTT

e Molecule 5: Sodium-type flagellar protein MotX

13%

13%

73%

Chain Es: :

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-72847, 9YEC

Full wwPDB EM Validation Report

Page 48

8ETY

449

91Td

TT11

L0711

00td

*

S0ey

oy

L6Td
96TH

G8TI

9LTL
SLTA

0LTM

e Molecule 5: Sodium-type flagellar protein MotX

89TA
2198
¥STT
6710
Ly1d

EVIN

13%

9%

77%

Chain Et:

671D
8YTI

{44!

9114

229"

LOTT

661

761

VLA

TLT

691

S94

TTCH

S0ei

86T

6314

814

¥o14

¥STT

0ST1

e Molecule 5: Sodium-type flagellar protein MotX

13%

12%

74%

Chain Eu:

1749

91TY

1111

L0771

0073

180

TLT

SoY

vva

71

8€1

Cer

L

L67d
96TH

Ll

G8TI

9LTL
SLTA

0LTM

e Molecule 5: Sodium-type flagellar protein MotX

89TA
2198
ST
6710
AR
EVIN

8ETY

13%

8%

79%

Chain Ev: =

¥STT
0ST1T
671D
8¥TI

IT

9TTH
PITT
LOTT

661

761

691

S9Y4

T1cH

8674

7814

%914

e Molecule 5: Sodium-type flagellar protein MotX

13%

12%

74%

Chain Ew: :

EVIN

8ETV

747

91Td

122%¢

L0TT

L

S0TY

ooy

L67d
96TH

G8TI

9LTL
SLTA

0LTM

e Molecule 5: Sodium-type flagellar protein MotX

89TA

791X

7S11

6710

Ly1d

R LDWIDE

O

PROTEIN DATA BANK

W



Page 49 Full wwPDB EM Validation Report EMD-72847, 9YEC

. B —
Chain Ex: 79% 8% 13%

- -> > o
~ — =} = =l ~ - H oA =
§-§-§-§-§1
> " ~ m x
e Molecule 5: Sodium-type flagellar protein MotX
Chain Ey: 74% 12% 13%
->

- - — m ~ = o m = = ~ = < =
I---I---I--I
EHCc 4O = Sm= 56 o[ paig
e Molecule 5: Sodium-type flagellar protein MotX

. i I

Chain Ez: 78% 9% 13%

- > o

@O __ o o 0 0
< W o N o Mo Bl
P A A B B R )
o4 @ & | M E

e Molecule 6: Lipoprotein

. =
Chain Fa: = 1o% 90%

> & <

e Molecule 6: Lipoprotein

Chain Fb: ~“10% . 90%



Page 50 Full wwPDB EM Validation Report EMD-72847, 9YEC

< & <

£

e Molecule 6: Lipoprotein

V136

. =
Chain Fc: ™ 10% 90%

o & <

e Molecule 6: Lipoprotein

-
10%  » 90%

Q
=
e.
=

&

> &

V136

e Molecule 6: Lipoprotein

Chain Fe: " 10% - 90%

V136

e Molecule 6: Lipoprotein

Chain Ff: “o% . 90%



Page 51 Full wwPDB EM Validation Report EMD-72847, 9YEC

l0
B
M142
e

e Molecule 6: Lipoprotein

u
Chain Fg: 0% 90%

¢
¢

e Molecule 6: Lipoprotein

Q
=
e.
5

&o
=

10%

¢
¢

V136

e Molecule 6: Lipoprotein

. . M
Chain Fi: "~ 10% 90%

e Molecule 6: Lipoprotein

Chain Fj: “1o% . 90%



"
&

[0)<]
@D
(@)
[\]

Full wwPDB EM Validation Report EMD-72847, 9YEC

¢
¢

V136

e Molecule 6: Lipoprotein

h
10% -« 90%

o
=
e.
]

e
~

I‘
¢
V136 ‘
-y

e Molecule 6: Lipoprotein

| S
10% 90%

Q
=
e.
=

2!

> &

V136

e Molecule 6: Lipoprotein

Chain Fm: = 10% - 90%

I.
¢
V136 ’
-y

e Molecule 6: Lipoprotein

. =
Chain Fn: = 1o% 90%



Page 53 Full wwPDB EM Validation Report EMD-72847, 9YEC

SO <

e Molecule 6: Lipoprotein

h
10% -« 90%

Q
5
=
=)
g

¢
¢
¢

V136

e Molecule 6: Lipoprotein

]
Chain Fp: 0% 90%

& 4

e Molecule 6: Lipoprotein

h
10% - 90%

@
=
=
=
S
o

¢
¢
¢

V136

e Molecule 6: Lipoprotein

M
Chain Fr: 1o% 90%



Page 54 Full wwPDB EM Validation Report EMD-72847, 9YEC

L2 4

e Molecule 6: Lipoprotein

B
10% 90%

Q
5
=
=)

2

o &

e Molecule 6: Lipoprotein

. =
Chain Ft: = 1o% 90%

“
¢
¢

°
o,
I
3
=3
@
S
e
o
]
e
S
Qo
=+
e@.
=

B
10% 90%

Q
£
=
=
=

o &

e Molecule 6: Lipoprotein

. .h
Chain Fv: 0% . 90%



"
&

[0)<]
@D
(@]
ot

Full wwPDB EM Validation Report EMD-72847, 9YEC

¢
¢
¢

V136

e Molecule 6: Lipoprotein

h
10% -« 90%

Q
=
=
=
r
=

I‘
¢
V136 ‘
-y

e Molecule 6: Lipoprotein

n
Chain Fx: 0% 90%

¢
¢

e Molecule 6: Lipoprotein

. i
Chain Fy: " 1o% 90%

e Molecule 6: Lipoprotein

. -
Chain Fz: = 10% 20%



Page 56 Full wwPDB EM Validation Report EMD-72847, 9YEC

SO <

e Molecule 6: Lipoprotein

Chain Ga: " 9% 91%

e Molecule 6: Lipoprotein

. ]
Chain Gb: "o 1%

“

e Molecule 6: Lipoprotein

—
8% 91%

Q
=
2.
=]
Q
(@)

F145 ‘ ‘

e Molecule 6: Lipoprotein

8% 91%

Q
=
e.
5

Q
oy

)
=}
=
[
o
4
o
m

(3
1
g
w

o
|
©
3
m
k4
I
>
1
>
w
=
z
=



Page 57 Full wwPDB EM Validation Report EMD-72847, 9YEC

L 4

LL

e Molecule 6: Lipoprotein

E138

Chain Ge: " 9% 91%

e Molecule 6: Lipoprotein

Chain Gf: 7% . 91%

“

[
Loy |
-
X

F145

Q134

e Molecule 6: Lipoprotein

Chain Gg: " 9% 91%

e Molecule 6: Lipoprotein

aQ
=
3
B

)
=

8% o 91%

)
=}
=
[
o
4
o
m

(3
1
g
w

o
|
©
3
m
k4
I
>
1
>
w
=
z
=



"
&

[0)<]
@D
(@]
co

Full wwPDB EM Validation Report EMD-72847, 9YEC

¢

E138

e Molecule 6: Lipoprotein

|
8% - 91%

Q
=
=
=)
Q

-

e Molecule 6: Lipoprotein

Chain Gj: " o% 91%

e Molecule 6: Lipoprotein

Chain Gk: &% - 91%

E138
|
F145

e Molecule 6: Lipoprotein

—
8% 91%

Q
=
e,
=]
Q

)
=}
=
[
o
4
o
m

(3
1
g
w

o
|
©
3
m
k4
I
>
1
>
w
=
z
=



Page 59 Full wwPDB EM Validation Report EMD-72847, 9YEC

®
o
—
=]

F145

e Molecule 6: Lipoprotein

—
8% o

Q
o
=
=
P!
=

©
=

°
™

K139 ‘ ‘

e Molecule 6: Lipoprotein

h
8% - 91%

Q
=
e.
=
D]
5

“

e Molecule 6: Lipoprotein

—
8%

Q
=
e.
=)
Q
o

©
=

°
o~

Q134

e Molecule 6: Lipoprotein

Q
£
=
=
P!
e

9% 91%



Page 60 Full wwPDB EM Validation Report EMD-72847, 9YEC

e Molecule 6: Lipoprotein

| S
8% o

Q
o
=
=
Q
)

©
=

°
o~

“

e Molecule 6: Lipoprotein

—
8% o 91%

Q
£
=
=
P
=

Elss ‘ ‘

e Molecule 6: Lipoprotein

—
8% 91%

Q
o
=
=
o
w0

L144
| Fias

e Molecule 6: Lipoprotein

| S
8% - 91%

Q
=
=
=

Q
+



Page 61 Full wwPDB EM Validation Report EMD-72847, 9YEC

<>
®
2]

e Molecule 6: Lipoprotein

I
8% - 91%

Q
=
=
=)
D)
=

E138 ‘ ‘

e Molecule 6: Lipoprotein

Chain Gv: “&% -

©
=

°
o~

0134
|
E138

e Molecule 6: Lipoprotein

Chain Gw: 6% .- 91%

<> h 4

E138
Q141

e Molecule 6: Lipoprotein

|
8% 91%

Q
=
=
=
]
i

)
=}
=
[
o
4
o
m

(3
1
g
w

o
|
©
3
m
k4
I
>
1
>
w
=
z
=



Full wwPDB EM Validation Report EMD-72847, 9YEC




Page 63

Full wwPDB EM Validation Report

EMD-72847, 9YEC

4 Experimental information (i)

Property Value Source
EM reconstruction method SINGLE PARTICLE Depositor
Imposed symmetry POINT, C13 Depositor
Number of particles used 25553 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) 70 Depositor
Minimum defocus (nm) 1600 Depositor
Maximum defocus (nm) 2200 Depositor
Magnification Not provided

Image detector GATAN K3 (6k x 4k) Depositor
Maximum map value 0.847 Depositor
Minimum map value -0.387 Depositor
Average map value 0.013 Depositor
Map value standard deviation 0.066 Depositor
Recommended contour level 0.1 Depositor
Map size (A) 478.464, 478.464, 478.464 wwPDB
Map dimensions 448, 448, 448 wwPDB
Map angles (°) 90.0, 90.0, 90.0 wwPDB
Pixel spacing (A) 1.068, 1.068, 1.068 Depositor
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5 Model quality (i)

5.1 Standard geometry (i)

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

angles).

. Bond lengths Bond angles
Mol | Chain | pyia7 17 55 | RMSZ #|Z| >5
1 Aa 0.11 0/1699 0.31 0/2303
1 Ab 0.11 0/1699 0.30 0/2303
1 Ac 0.11 0/1699 0.31 0/2303
1 Ad 0.11 0/1699 0.30 0/2303
1 Ae 0.11 0/1699 0.31 0/2303
1 Af 0.11 0/1699 0.31 0/2303
1 Ag 0.11 0/1699 0.29 0/2303
1 Ah 0.11 0/1699 0.30 0/2303
1 Ai 0.11 0/1699 0.30 0/2303
1 Aj 0.11 0/1699 0.30 0/2303
1 Ak 0.11 0/1699 0.30 0/2303
1 Al 0.11 0/1699 0.30 0/2303
1 Am 0.11 0/1699 0.30 0/2303
1 An 0.11 0/1699 0.31 0/2303
1 Ao 0.11 0/1699 0.31 0/2303
1 Ap 0.11 0/1699 0.31 0/2303
1 Aq 0.11 0/1699 0.31 0/2303
1 Ar 0.11 0/1699 0.30 0/2303
1 As 0.11 0/1699 0.30 0/2303
1 At 0.11 0/1699 0.30 0/2303
1 Au 0.11 0/1699 0.29 0/2303
1 Av 0.11 0/1699 0.30 0/2303
1 Aw 0.11 0/1699 0.30 0/2303
1 Ax 0.11 0/1699 0.30 0/2303
1 Ay 0.11 0/1699 0.30 0/2303
1 Az 0.11 0/1699 0.30 0/2303
2 Ba 0.11 0/2535 0.28 0/3442
2 Bb 0.11 0/2535 0.28 0/3442
2 Bce 0.11 0/2535 0.28 0/3442
2 Bd 0.11 0/2535 0.28 0/3442
2 Be 0.10 0/2535 0.28 0/3442
2 Bf 0.11 0/2535 0.28 0/3442
2 Bg 0.10 0/2535 0.27 0/3442
2 Bh 0.11 0/2535 0.28 0/3442

EMD-72847, 9YEC
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. Bond lengths Bond angles

Mol | Chain | pyia7) 4171 55 | RMSZ #|Z| =5
2 Bi 0.11 0/2535 0.28 0/3442
2 Bj 0.10 | 0/2535 | 0.28 0,/3442
2 Bk | 0.11 | 0/2535 | 0.28 0,/3442
2 Bl 0.11 0/2535 0.28 0/3442
2 Bm 0.11 0/2535 0.29 1/3442 (0.0%)
2 Bn | 0.11 | 0/2535 | 0.28 0/3442
2 Bo 0.11 0/2535 0.27 0/3442
2 Bp | 0.11 | 0/2535 | 0.30 0/3442
2 Bq | 0.11 | 0/2535 | 0.28 0,/3442
2 Br | 011 | 0/2535 | 0.28 0,/3442
2 Bs 0.11 0/2535 0.29 0/3442
2 Bt 0.11 0/2535 0.28 0/3442
2 Bu 0.11 0/2535 0.28 0/3442
2 Bv | 0.1 | 0/2535 | 0.28 0/3442
2 Bw | 0.11 | 0/2535 | 0.28 0/3442
2 Bx | 0.11 | 0/2535 | 0.29 0,/3442
2 By 0.11 0/2535 0.28 0/3442
2 Bz 0.10 0/2535 0.28 0/3442
3 Ca 0.12 0/2816 0.30 0/3809
3 Cb 0.12 0/2816 0.31 0/3809
3 Cc 0.12 0/2816 0.30 0/3809
3 Cd 0.11 0/2816 0.31 0/3809
3 Ce 0.12 0/2816 0.30 0/3809
3 Cf 0.12 0/2816 0.30 0/3809
3 Cg 0.11 0/2816 0.29 0/3809
3 Ch 0.11 0/2816 0.29 0/3809
3 Ci 0.11 0/2816 0.31 0/3809
3 Cj 0.12 0/2816 0.30 0/3809
3 Ck 0.11 0/2816 0.30 0/3809
3 Cl 0.12 0/2816 0.31 0/3809
3 Cm 0.11 0/2816 0.30 0/3809
3 Cn 0.11 0/2816 0.29 0/3809
3 Co 0.11 0/2816 0.30 0/3809
3 Cp 0.12 0/2816 0.29 0/3809
3 Cq 0.11 0/2816 0.30 0/3809
3 Cr 0.12 0/2816 0.29 0/3809
3 Cs 0.12 0/2816 0.31 0/3809
3 Ct 0.12 0/2816 0.32 0/3809
3 Cu 0.12 0/2816 0.30 0/3809
3 Cv 0.11 0/2816 0.29 0/3809
3 Cw 0.14 0/2816 0.30 0/3809
3 Cx 0.11 0/2816 0.29 0/3809
3 Cy 0.11 0/2816 0.29 0/3809
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. Bond lengths Bond angles

Mol | Chain | o717 55 | RMSZ 4| Z| >5
3 Cz 0.11 0/2816 0.28 0/3809
4 Da 0.14 0/2129 0.35 0/2882
4 Db 0.14 0/2124 0.35 0/2877
4 Dc 0.14 0/2129 0.35 0/2882
4 Dd 0.14 0/2124 0.39 2/2877 (0.1%)
4 De 0.14 0/2129 0.35 0/2882
4 Df | 0.14 | 0/2124 | 0.39 | 2/2877 (0.1%)
4 Dg 0.14 0/2129 0.36 0/2882
4 Dh 0.13 0/2124 0.35 0/2877
4 Di 0.14 0/2129 0.35 0/2882
4 Dj 0.14 0/2124 0.36 0/2877
4 Dk 0.14 0/2129 0.35 0/2882
4 Dl 0.13 0/2124 0.35 0/2877
4 Dm 0.14 0/2129 0.36 0/2882
4 Dn 0.13 0/2124 0.35 0/2877
4 Do 0.14 0/2129 0.35 0/2882
4 Dp 0.14 0/2124 0.35 0/2877
4 Dq 0.14 0/2129 0.36 0/2882
4 Dr 0.14 0/2124 0.38 2/2877 (0.1%)
4 Ds 0.14 0/2129 0.34 0/2882
4 Dt 0.14 0/2124 0.36 0/2877
4 Du 0.14 0/2129 0.36 0/2882
4 Dv 0.14 0/2124 0.38 0/2877
4 Dw 0.14 0/2129 0.36 0/2882
4 Dx 0.13 0/2124 0.35 0/2877
4 Dy 0.14 0/2129 0.36 0/2882
4 Dz 0.13 0/2124 0.36 0/2877
5 Ea 0.14 0/1494 0.37 0/2027
5 Eb 0.13 0/1523 0.32 0/2062
5 Ec 0.14 0/1494 0.37 0/2027
5 Ed 0.13 0/1523 0.32 0/2062
bt Ee 0.14 0/1494 0.37 0/2027
5 Ef 0.13 0/1523 0.32 0/2062
5 Eg 0.14 0/1494 0.37 0/2027
5 Eh 0.13 0/1523 0.32 0/2062
5 Ei 0.14 0/1494 0.39 0/2027
5 Ej 0.14 0/1523 0.32 0/2062
5 Ek 0.14 0/1494 0.37 0/2027
5 El 0.13 0/1523 0.32 0/2062
5 Em 0.14 0/1494 0.37 0/2027
5 En 0.13 0/1523 0.32 0/2062
5 Eo 0.14 0/1494 0.37 0/2027
5 Ep 0.13 0/1523 0.32 0/2062
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. Bond lengths Bond angles
Mol | Chain | o717 55 | RMSZ 4| Z| >5
5 Eq 0.14 0/1494 0.37 0/2027
5 Er 0.13 0/1523 0.32 0/2062
5 Es 0.14 0/1494 0.37 0/2027
5 Et 0.13 0/1523 0.32 0/2062
bt Eu 0.14 0/1494 0.37 0/2027
5 Ev 0.13 0/1523 0.32 0/2062
5 Ew 0.14 0/1494 0.37 0/2027
5 Ex 0.13 0/1523 0.32 0/2062
5 Ey 0.14 0/1494 0.36 0/2027
5 Ez 0.13 0/1523 0.32 0/2062
6 Fa 0.18 0/126 0.43 0/166
6 Fb 0.13 0/126 0.36 0/166
6 Fc 0.20 0/126 0.43 0/166
6 Fd 0.19 0/126 0.40 0/166
6 Fe 0.16 0/126 0.38 0/166
6 Ff 0.17 0/126 0.39 0/166
6 Fg 0.15 0/126 0.37 0/166
6 Fh 0.17 0/126 0.42 0/166
6 Fi 0.15 0/126 0.36 0/166
6 Fj 0.15 0/126 0.38 0/166
6 Fk 0.15 0/126 0.36 0/166
6 Fl 0.16 0/126 0.40 0/166
6 Fm 0.14 0/126 0.39 0/166
6 Fn 0.16 0/126 0.38 0/166
6 Fo 0.16 0/126 0.39 0/166
6 Fp 0.19 0/126 0.41 0/166
6 Fq 0.16 0/126 0.41 0/166
6 Fr 0.16 0/126 0.40 0/166
6 Fs 0.17 0/126 0.39 0/166
6 Ft 0.17 0/126 0.39 0/166
6 Fu 0.14 0/126 0.37 0/166
6 Fv 0.18 0/126 0.43 0/166
6 Fw 0.17 0/126 0.41 0/166
6 Fx 0.16 0/126 0.39 0/166
6 Fy 0.18 0/126 0.43 0/166
6 Fz 0.18 0/126 0.47 0/166
6 Ga 0.17 0/113 0.44 0/149
6 Gb 0.16 0/113 0.54 0/149
6 Ge 0.15 0/113 0.49 0/149
6 Gd 0.13 0/113 0.49 0/149
6 Ge 0.19 0/113 0.57 0/149
6 Gf 0.18 0/113 0.48 0/149
6 Gg 0.15 0/113 0.42 0/149
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. Bond lengths Bond angles
Mol | Chain | o717 55 | RMSZ #4Z| >5
6 Gh 0.16 0/113 0.45 0/149
6 Gi 0.14 0/113 0.53 0/149
6 Gj 0.17 0/113 0.48 0/149
6 Gk 0.13 0/113 0.44 0/149
6 Gl 0.14 0/113 0.42 0/149
6 Gm 0.16 0/113 0.49 0/149
6 Gn 0.14 0/113 0.42 0/149
6 Go 0.15 0/113 0.43 0/149
6 Gp 0.15 0/113 0.50 0/149
6 Gq 0.17 0/113 0.52 0/149
6 Gr 0.16 0/113 0.52 0/149
6 Gs 0.13 0/113 0.49 0/149
6 Gt 0.16 0/113 0.54 0/149
6 Gu 0.15 0/113 0.42 0/149
6 Gv 0.13 0/113 0.52 0/149
6 Gw 0.22 0/113 0.64 0/149
6 Gx 0.16 0/113 0.51 0/149
6 Gy 0.14 0/113 0.56 0/149
6 Gz 0.17 0/113 0.45 0/149
All All 0.12 | 0/284024 | 0.32 | 7/384618 (0.0%)

There are no bond length outliers.

All (7) bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(?)
4 Df 172 | LEU | CA-C-N | 5.26 127.72 120.67
4 Df 172 | LEU | C-N-CA | 5.26 127.72 120.67
4 Dd 172 | LEU | CA-C-N | 5.22 127.67 120.67
4 Dd 172 | LEU | C-N-CA | 5.22 127.67 120.67
4 Dr 172 | LEU | CA-C-N | 5.06 127.44 120.67
4 Dr 172 | LEU | C-N-CA | 5.06 127.44 120.67
2 Bm 297 | GLN | CB-CA-C | -5.02 110.40 117.23

There are no chirality outliers.

There are no planarity outliers.

5.2 Too-close contacts (i)

In the following table, the Non-H and H(model) columns list the number of non-hydrogen atoms
and hydrogen atoms in the chain respectively. The H(added) column lists the number of hydrogen
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atoms added and optimized by MolProbity. The Clashes column lists the number of clashes within
the asymmetric unit, whereas Symm-Clashes lists symmetry-related clashes.

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 Aa 1674 0 1609 21 0
1 Ab 1674 0 1609 23 0
1 Ac 1674 0 1609 19 0
1 Ad 1674 0 1609 22 0
1 Ae 1674 0 1609 22 0
1 Af 1674 0 1609 23 0
1 Ag 1674 0 1609 24 0
1 Ah 1674 0 1609 22 0
1 Ai 1674 0 1609 20 0
1 Aj 1674 0 1609 19 0
1 Ak 1674 0 1609 22 0
1 Al 1674 0 1609 22 0
1 Am 1674 0 1609 20 0
1 An 1674 0 1609 22 0
1 Ao 1674 0 1609 18 0
1 Ap 1674 0 1609 22 0
1 Aq 1674 0 1609 20 0
1 Ar 1674 0 1609 20 0
1 As 1674 0 1609 22 0
1 At 1674 0 1609 19 0
1 Au 1674 0 1609 20 0
1 Av 1674 0 1609 20 0
1 Aw 1674 0 1609 18 0
1 Ax 1674 0 1609 22 0
1 Ay 1674 0 1609 21 0
1 Az 1674 0 1609 21 0
2 Ba 2501 0 2549 27 0
2 Bb 2501 0 2549 27 0
2 Be 2501 0 2549 30 0
2 Bd 2501 0 2549 24 0
2 Be 2501 0 2549 26 0
2 Bf 2501 0 2549 24 0
2 Bg 2501 0 2549 32 0
2 Bh 2501 0 2549 26 0
2 Bi 2501 0 2549 27 0
2 Bj 2501 0 2549 30 0
2 Bk 2501 0 2549 33 0
2 Bl 2501 0 2549 35 0
2 Bm 2501 0 2549 33 0
2 Bn 2501 0 2549 30 0
2 Bo 2501 0 2549 30 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
2 Bp 2501 0 2549 31 0
2 Bq | 2501 0 2549 34 0
2 Br 2501 0 2549 34 0
2 Bs 2501 0 2549 34 0
2 Bt 2501 0 2549 37 0
2 Bu 2501 0 2549 29 0
2 Bv 2501 0 2549 24 0
2 Bw 2501 0 2549 26 0
2 Bx 2501 0 2549 34 0
2 By 2501 0 2549 32 0
2 Bz 2501 0 2549 26 0
3 Ca 2770 0 2749 12 0
3 Cb 2770 0 2749 23 0
3 Cc 2770 0 2749 11 0
3 Cd 2770 0 2749 18 0
3 Ce 2770 0 2749 14 0
3 Ct 2770 0 2749 19 0
3 Cg 2770 0 2749 10 0
3 Ch 2770 0 2749 19 0
3 Ci 2770 0 2749 15 0
3 Gj 2770 0 2749 14 0
3 Ck 2770 0 2749 19 0
3 Cl 2770 0 2749 13 0
3 Cm 2770 0 2749 15 0
3 Cn 2770 0 2749 16 0
3 Co 2770 0 2749 13 0
3 Cp 2770 0 2749 14 0
3 Cq 2770 0 2749 18 0
3 Cr 2770 0 2749 20 0
3 Cs 2770 0 2749 13 0
3 Ct 2770 0 2749 12 0
3 Cu 2770 0 2749 15 0
3 Cv 2770 0 2749 15 0
3 Cw 2770 0 2749 14 0
3 Cx 2770 0 2749 14 0
3 Cy 2770 0 2749 o1 0
3 Cz 2770 0 2749 18 0
4 Da 2085 0 2022 13 0
4 Db 2080 0 2003 15 0
4 Dc 2085 0 2022 14 0
4 Dd 2080 0 2003 17 0
4 De 2085 0 2022 13 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
4 Df 2080 0 2003 17 0
4 Dg 2085 0 2022 13 0
4 Dh 2080 0 2003 17 0
4 Di 2085 0 2022 13 0
4 Dj 2080 0 2003 19 0
4 Dk 2085 0 2022 13 0
4 Dl 2080 0 2003 18 0
4 Dm 2085 0 2022 11 0
4 Dn 2080 0 2003 16 0
4 Do 2085 0 2022 12 0
4 Dp 2080 0 2003 19 0
i | Dq | 208 0 2022 11 0
4 Dr 2080 0 2003 15 0
4 Ds 2085 0 2022 12 0
4 Dt 2080 0 2003 16 0
4 Du 2085 0 2022 13 0
4 Dv 2080 0 2003 17 0
4 Dw 2085 0 2022 14 0
4 Dx 2080 0 2003 19 0
4 Dy 2085 0 2022 13 0
4 Dz 2080 0 2003 21 0
5 Ba 1466 0 1434 10 0
) Eb 1494 0 1478 6 0
) Ec 1466 0 1434 10 0
5 Ed 1494 0 1478 9 0
) Ee 1466 0 1434 11 0
5 Ef 1494 0 1478 9 0
5 Eg 1466 0 1434 13 0
5 Eh 1494 0 1478 7 0
) Ei 1466 0 1434 13 0
) Ej 1494 0 1478 9 0
) Ek 1466 0 1434 12 0
) El 1494 0 1478 9 0
5 Em 1466 0 1434 8 0
5 En 1494 0 1478 8 0
5 Eo 1466 0 1434 13 0
) Ep 1494 0 1478 10 0
) Eq 1466 0 1434 11 0
) Er 1494 0 1478 8 0
5 Es 1466 0 1434 12 0
5 Et 1494 0 1478 9 0
5 Eu 1466 0 1434 11 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
5 Ev 1494 0 1478 7 0
5 Ew 1466 0 1434 11 0
5 Ex 1494 0 1478 8 0
) Ey 1466 0 1434 11 0
) Ez 1494 0 1478 9 0
6 Fa 125 0 125 0 0
6 Fb 125 0 125 1 0
6 Fe 125 0 125 0 0
6 Fd 125 0 125 1 0
6 Fe 125 0 125 1 0
6 Ff 125 0 125 1 0
6 Fg 125 0 125 0 0
6 Fh 125 0 125 1 0
6 Fi 125 0 125 0 0
6 Fj 125 0 125 1 0
6 Fk 125 0 125 1 0
6 Fl1 125 0 125 1 0
6 Fm 125 0 125 1 0
6 Fn 125 0 125 0 0
6 Fo 125 0 125 1 0
6 Fp 125 0 125 0 0
6 Fq 125 0 125 1 0
6 Fr 125 0 125 0 0
6 Fs 125 0 125 0 0
6 F't 125 0 125 0 0
6 Fu 125 0 125 0 0
6 Fv 125 0 125 1 0
6 Fw 125 0 125 1 0
6 Fx 125 0 125 0 0
6 Fy 125 0 125 0 0
6 Fz 125 0 125 0 0
6 Ga 112 0 116 0 0
6 Gb 112 0 116 0 0
6 Ge 112 0 116 1 0
6 Gd 112 0 116 0 0
6 Ge 112 0 116 0 0
6 Gt 112 0 116 3 0
6 | Cag 112 0 116 0 0
6 Gh 112 0 116 0 0
6 Gi 112 0 116 0 0
6 Gj 112 0 116 0 0
6 Gk 112 0 116 1 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
6 Gl 112 0 116 1 0
6 Gm 112 0 116 1 0
6 Gn 112 0 116 0 0
6 Go 112 0 116 1 0
6 Gp 112 0 116 0 0
6 Gq 112 0 116 0 0
6 Gr 112 0 116 0 0
6 Gs 112 0 116 1 0
6 Gt 112 0 116 0 0
6 Gu 112 0 116 0 0
6 Gv 112 0 116 1 0
6 Gw 112 0 116 2 0
6 Gx 112 0 116 1 0
6 Gy 112 0 116 0 0
6 Gz 112 0 116 0 0

All All 279357 0 276029 1973 0

The all-atom clashscore is defined as the number of clashes found per 1000 atoms (including
hydrogen atoms). The all-atom clashscore for this structure is 4.

All (1973) 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)
3:Cb:92:GLU:HB2 3:Ch:103:ARG:HB3 1.78 0.64
5:Eh:99:MET:HB3 5:Eh:114:LEU:HD21 1.80 0.64
1:Ai:125:LEU:HB3 1:Al:244:-MET:HE3 1.80 0.63
2:Br:317:LYS:HB2 2:Bs:328: VAL:HG21 1.79 0.63
1:Aa:125:LEU:HB3 1:Ad:244:-MET:HE3 1.81 0.63
1:As:125:LEU:HB3 1:Av:244:MET:HE3 1.80 0.63
1:Aa:125:LEU:HB2 1:Aa:160:PHE:HB3 1.81 0.63
1:Ab:125:LEU:HB3 1:Ae:244:MET:HE3 1.81 0.63
1:A0:125:LEU:HB2 1:A0:160:PHE:HB3 1.81 0.63
1:Ay:125:LEU:HB2 1:Ay:160:PHE:HB3 1.81 0.63
5:Eb:99:MET:HB3 5:Eb:114:LEU:HD21 1.79 0.63
1:Ac:125:LEU:HB3 1:Af:244:MET:HE3 1.81 0.62
1:Aq:125:LEU:HB3 1:At:244:MET:HE3 1.81 0.62
1:Ab:244:MET:HE3 1:Ay:125:LEU:HB3 1.82 0.62
2:Bk:25:ALA:HB2 2:Bk:186:LEU:HD23 1.81 0.62
1:Ai:125:LEU:HB2 1:Ai:160:PHE:HB3 1.81 0.62
1:An:125:LEU:HB3 1:Aq:244:-MET:HE3 1.82 0.62
1:Ar:125:LEU:HB3 1:Au:244:-MET:HE3 1.81 0.62

Continued on next page...
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:Av:125:LEU:HB3 1:Ay:244:MET:HE3 1.81 0.62
2:Ba:25:ALA:HB2 2:Ba:186:LEU:HD23 1.80 0.62
1:Ac:244:MET:HE3 1:Az:125:LEU:HB3 1.82 0.62
1:Ad:125:LEU:HB3 1:Ag:244:MET:HE3 1.82 0.62
1:A0:125:LEU:HB3 1:Ar:244:MET:HE3 1.82 0.62
1:Ap:125:LEU:HB3 1:As:244:MET:HE3 1.82 0.62
1:Au:125:LEU:HB3 1:Ax:244:MET:HE3 1.82 0.62
1:Aa:244:MET:HE3 1:Ax:125:LEU:HB3 1.81 0.62
1:Am:125:LEU:HB3 1:Ap:244:MET:HE3 1.82 0.62
2:Be:25:ALA:HB2 2:Be:186:LEU:HD23 1.82 0.62
2:Bh:56:GLN:HE22 2:Bi:69:LEU:H 1.48 0.62
1:Ae:125:LEU:HB3 1:Ah:244:MET:HE3 1.81 0.62
1:Ag:125:LEU:HB2 1:Ag:160:PHE:HB3 1.82 0.62
1:As:125:LEU:HB2 1:As:160:PHE:HB3 1.81 0.62
3:Cy:92:GLU:HB2 3:Cy:103:ARG:HB3 1.80 0.62
1:Af:125:LEU:HB3 1:Ai:244:-MET:HE3 1.81 0.62
1:Ag:125:LEU:HB3 1:Aj:244:MET:HE3 1.82 0.62
1:At:125:LEU:HB3 1:Aw:244:MET:HE3 1.82 0.62
1:Au:125:LEU:HB2 1:Au:160:PHE:HB3 1.82 0.62
2:Bi:25:ALA:HB2 2:Bi:186:LEU:HD23 1.82 0.62
1:Ak:125:LEU:HB3 1:An:244:MET:HE3 1.82 0.62
1:Al:125:LEU:HB3 1:A0:244:MET:HE3 1.82 0.62
1:Am:125:LEU:HB2 1:Am:160:PHE:HB3 1.82 0.62
1:An:125:LEU:HB2 1:An:160:PHE:HB3 1.82 0.62
1:Ay:86:PHE:HB2 2:Bl:125:LEU:HD13 1.82 0.62
2:Bj:25:ALA:HB2 2:Bj:186:LEU:HD23 1.82 0.62
1:Ab:125:LEU:HB2 1:Ab:160:PHE:HB3 1.82 0.62
1:Az:125:LEU:HB2 1:Az:160:PHE:HB3 1.82 0.62
2:Bc:25:ALA:HB2 2:Bc:186:LEU:HD23 1.81 0.62
3:Ci:92:GLU:HB2 3:Ci:103:ARG:HB3 1.82 0.62
3:Cw:92:GLU:HB2 3:Cw:103:ARG:HB3 1.82 0.62
1:Aj:125:LEU:HB3 1:Am:244:MET:HE3 1.82 0.61
1:Aq:125:LEU:HB2 1:Aq:160:PHE:HB3 1.81 0.61
2:Bd:25:ALA:HB2 2:Bd:186:LEU:HD23 1.82 0.61
2:Bn:25:ALA:HB2 2:Bn:186:LEU:HD23 1.82 0.61
1:Ab:232:ARG:HH22 1:Ac:194:GLU:HG3 1.65 0.61
1:Ap:125:LEU:HB2 1:Ap:160:PHE:HB3 1.82 0.61
1:Av:125:LEU:HB2 1:Av:160:PHE:HB3 1.82 0.61
1:Aw:125:LEU:HB3 1:Az:244:-MET:HE3 1.82 0.61
2:Bg:25:ALA:HB2 2:Bg:186:LEU:HD23 1.82 0.61
3:Cp:92:GLU:HB2 3:Cp:103:ARG:HB3 1.81 0.61
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:Ae:125:LEU:HB2 1:Ae:160:PHE:HB3 1.81 0.61
1:Aj:125:LEU:HB2 1:Aj:160:PHE:HB3 1.82 0.61
1:At:125:LEU:HB2 1:At:160:PHE:HB3 1.82 0.61
2:Bw:25:ALA:HB2 2:Bw:186:LEU:HD23 1.81 0.61
1:Ac:125:LEU:HB2 1:Ac:160:PHE:HB3 1.81 0.61
1:Ac:232:ARG:HH22 1:Ad:194:GLU:HG3 1.66 0.61
1:Ak:125:LEU:HB2 1:Ak:160:PHE:HB3 1.81 0.61
3:Cn:92:GLU:HB2 3:Cn:103:ARG:HB3 1.81 0.61
1:Ah:125:LEU:HB2 1:Ah:160:PHE:HB3 1.83 0.61
1:Ah:125:LEU:HB3 1:Ak:244:-MET:HE3 1.82 0.61
2:Bf:25:ALA:HB2 2:Bf:186:LEU:HD23 1.83 0.61
1:Aa:232:ARG:HH22 | 1:Ab:194:GLU:HG3 1.65 0.61
2:Bz:25:ALA:HB2 2:Bz:186:LEU:HD23 1.83 0.61
3:Cc:92:GLU:HB2 3:Cc:103:ARG:HB3 1.83 0.61
1:Af:125:LEU:HB2 1:Af:160:PHE:HB3 1.82 0.61
2:Bm:25:ALA:HB2 2:Bm:186:LEU:HD23 1.83 0.61
2:Bq:25:ALA:HB2 2:Bq:186:LEU:HD23 1.82 0.61
5:En:99:-MET:HB3 5:En:114:LEU:HD21 1.83 0.61
2:Bx:290:PRO:HB3 2:Bx:296:GLY:HA3 1.82 0.61
1:Aw:125:LEU:HB2 1:Aw:160:PHE:HB3 1.82 0.61
2:Bx:25:ALA:HB2 2:Bx:186:LEU:HD23 1.83 0.61
1:Al:125:LEU:HB2 1:Al:160:PHE:HB3 1.82 0.60
1:Ad:125:LEU:HB2 1:Ad:160:PHE:HB3 1.82 0.60
2:Bl:25:ALA:HB2 2:Bl:186:LEU:HD23 1.82 0.60
2:Bo:25:ALA:HB2 2:Bo:186:LEU:HD23 1.83 0.60
2:Bq:56:GLN:HE22 2:Br:69:LEU:H 1.49 0.60
3:Ch:92:GLU:HB2 3:Ch:103:ARG:HB3 1.81 0.60
3:C1:92:GLU:HB2 3:Cl:103:ARG:HB3 1.81 0.60
1:Af:232:ARG:HH22 | 1:Ag:194:GLU:HG3 1.66 0.60
1:Ax:125:LEU:HB2 1:Ax:160:PHE:HB3 1.82 0.60
2:Br:25:ALA:HB2 2:Br:186:LEU:HD23 1.82 0.60
1:A0:232:ARG:HH22 | 1:Ap:194:GLU:HG3 1.65 0.60
1:Ar:232: ARG:HH22 1:As:194:GLU:HG3 1.66 0.60
2:By:25:ALA:HB2 2:By:186:LEU:HD23 1.82 0.60
1:Aj:232:ARG:HH22 | 1:Ak:194:GLU:HG3 1.65 0.60
2:Bb:25:ALA:HB2 2:Bb:186:LEU:HD23 1.83 0.60
2:Bp:25:ALA:HB2 2:Bp:186:LEU:HD23 1.83 0.60
2:Bh:25:ALA:HB2 2:Bh:186:LEU:HD23 1.84 0.60
1:Ae:232: ARG:HH22 1:Af:194:GLU:HG3 1.66 0.60
1:Am:232:ARG:HH22 | 1:An:194:GLU:HG3 1.66 0.60
1:Ap:232:ARG:HH22 | 1:Aq:194:GLU:HG3 1.66 0.60
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Atom-1 Atom-2 distance (A) overlap (A)
1:Ak:232:ARG:HH22 1:Al:194:GLU:HG3 1.66 0.60
1:Ar:125:LEU:HB2 1:Ar:160:PHE:HB3 1.82 0.60
5:Ep:99:MET:HB3 5:Ep:114:LEU:HD21 1.83 0.60
1:Ad:232:ARG:HH22 1:Ae:194:GLU:HG3 1.66 0.60
4:D0:49:VAL:HG12 4:D0:59:GLU:HG2 1.84 0.60
1:An:232:ARG:HH22 | 1:A0:194:GLU:HG3 1.66 0.60
2:Bs:25:ALA:HB2 2:Bs:186:LEU:HD23 1.82 0.60
1:Av:232:ARG:HH22 | 1:Aw:194:GLU:HG3 1.65 0.59
2:Bo:56:GLN:HE22 2:Bp:69:LEU:H 1.49 0.59
3:Cw:239:THR:HG21 | 3:Cx:155:ARG:HD3 1.84 0.59
4:Dm:49:VAL:HG12 4:Dm:59:GLU:HG2 1.84 0.59
5:Ej:99:MET:HB3 5:Ej:114:LEU:HD21 1.84 0.59
1:A1:232:ARG:HH22 | 1:Am:194:GLU:HG3 1.66 0.59
2:Bp:317:LYS:HB2 2:Bq:328:VAL:HG21 1.84 0.59
2:Bu:25:ALA:HB2 2:Bu:186:LEU:HD23 1.82 0.59
3:Ct:92:GLU:HB2 3:Ct:103:ARG:HB3 1.83 0.59
4:Dq:49:VAL:HG12 4:Dq:59:GLU:HG2 1.84 0.59
5:Ev:99:MET:HB3 5:Ev:114:LEU:HD21 1.83 0.59
5:Ex:99:MET:HB3 5:Ex:114:LEU:HD21 1.84 0.59
1:Aq:232:ARG:HH22 | 1:Ar:194:GLU:HG3 1.66 0.59
2:Bm:56:GLN:HE22 2:Bn:69:LEU:H 1.50 0.59
3:Cg:92:GLU:HB2 3:Cg:103:ARG:HB3 1.83 0.59
3:Cm:92:GLU:HB2 3:Cm:103:ARG:HB3 1.82 0.59
5:Ez:99:-MET:HB3 5:Ez:114:LEU:HD21 1.84 0.59
1:At:232:ARG:HH22 1:Au:194:GLU:HG3 1.66 0.59
1:Ay:232:ARG:HH22 | 1:Az:194:GLU:HG3 1.66 0.59
1:Ai:232:ARG:HH22 1:Aj:194:GLU:HG3 1.66 0.59
1:Au:232:ARG:HH22 1:Av:194:GLU:HG3 1.66 0.59
1:Aw:232:ARG:HH22 | 1:Ax:194:GLU:HG3 1.65 0.59
4:Di:49:VAL:HG12 4:Di:59:GLU:HG2 1.84 0.59
4:Dk:49:VAL:HG12 4:Dk:59:GLU:HG2 1.84 0.59
5:E1:99:-MET:HB3 5:El:114:LEU:HD21 1.83 0.59
1:Ag:232:ARG:HH22 | 1:Ah:194:GLU:HG3 1.66 0.59
2:Be:56:GLN:HE22 2:Bf:69:LEU:H 1.49 0.59
1:As:232: ARG:HH22 1:At:194:GLU:HG3 1.67 0.59
4:De:49:VAL:HG12 4:De:59:GLU:HG2 1.84 0.59
5:Ef:99:MET:HB3 5:Ef:114:LEU:HD21 1.83 0.59
2:Bh:87:ALA:HB2 2:Bh:101:ILE:HG22 1.85 0.59
3:C0:92:GLU:HB2 3:Co0:103:ARG:HB3 1.83 0.59
5:Ed:99:MET:HB3 5:Ed:114:LEU:HD21 1.84 0.59
4:Dg:49:VAL:HG12 4:Dg:59:GLU:HG2 1.84 0.59
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Atom-1 Atom-2 distance (A) overlap (A)
2:Bj:56:GLN:HE22 2:Bk:69:LEU:H 1.50 0.58
2:Bq:283:GLU:HG2 2:Bq:305:GLU:HB3 1.85 0.58
2:By:56:GLN:HE22 2:Bz:69:LEU:H 1.51 0.58
4:Ds:49:VAL:HG12 4:Ds:59:GLU:HG2 1.84 0.58
5:Et:99:MET:HB3 5:Et:114:LEU:HD21 1.84 0.58
1:Aa:194:GLU:HG3 1:Az:232:ARG:HH22 1.66 0.58
2:Bv:25:ALA:HB2 2:Bv:186:LEU:HD23 1.83 0.58
3:Cr:92:GLU:HB2 3:Cr:103:ARG:HB3 1.85 0.58
2:B1:290:PRO:HB3 2:B1:296:GLY:HA3 1.85 0.58
2:Bt:25:ALA:HB2 2:Bt:186:LEU:HD23 1.84 0.58
2:Bx:91:ALA:HB1 2:Bx:174:ASN:HD21 1.69 0.58
2:Bz:290:PRO:HB3 2:Bz:296:GLY:HA3 1.86 0.58
2:Bt:287:VAL:HG22 2:Bt:301:VAL:HG13 1.85 0.58
3:Ck:92:GLU:HB2 3:Ck:103:ARG:HB3 1.85 0.58
2:Bc:56:GLN:HE22 2:Bd:69:LEU:H 1.50 0.58
2:Bj:87:ALA:HB2 2:Bj:101:ILE:HG22 1.85 0.58
3:Cv:361:PRO:HB2 4:D0:148:ARG:HD2 1.86 0.58
3:Cx:92:GLU:HB2 3:Cx:103:ARG:HB3 1.85 0.58
4:Du:49:VAL:HG12 4:Du:59:GLU:HG2 1.84 0.58
2:Bu:56:GLN:HE22 2:Bv:69:LEU:H 1.51 0.58
2:Bk:56:GLN:HE22 2:Bl:69:LEU:H 1.52 0.58
3:Ch:361:PRO:HB2 4:Da:148:ARG:HD2 1.86 0.58
4:Dc:49:VAL:HG12 4:De:59:GLU:HG2 1.84 0.58
2:Bc:87:ALA:HB2 2:Bc:101:ILE:HG22 1.86 0.58
2:Bu:87:ALA:HB2 2:Bu:101:ILE:HG22 1.86 0.58
2:Bw:317:LYS:HE3 2:Bx:324:LEU:HD23 1.84 0.58
3:Cz:361:PRO:HB2 4:Ds:148:ARG:HD2 1.86 0.58
5:Eh:148:1ILE:HD12 5:Eh:184:ARG:HE 1.68 0.58
5:Er:99:MET:HB3 5:Er:114:LEU:HD21 1.83 0.58
1:Ax:232:ARG:HH22 | 1:Ay:194:GLU:HG3 1.66 0.58
2:Bw:56:GLN:HE22 2:Bx:69:LEU:H 1.51 0.58
2:Bx:56:GLN:HE22 2:By:69:LEU:H 1.51 0.58
3:Cn:361:PRO:HB2 4:Dg:148:ARG:HD2 1.86 0.58
5:En:148:1LE:HD12 5:En:184:ARG:HE 1.69 0.58
1:Ah:232: ARG:HH22 1:Ai:194:GLU:HG3 1.67 0.57
2:Bv:87:ALA:HB2 2:Bv:101:ILE:HG22 1.86 0.57
5:El:148:.1LE:HD12 5:El:184:ARG:HE 1.69 0.57
2:Bx:87:ALA:HB2 2:Bx:101:ILE:HG22 1.86 0.57
3:Cf:105:ARG:HG3 6:Gf:134:GLN:HE22 1.69 0.57
4:Da:49:VAL:HG12 4:Da:59:GLU:HG2 1.84 0.57
4:Dw:49:VAL:HG12 4:Dw:59:GLU:HG2 1.85 0.57
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Atom-1 Atom-2 distance (A) overlap (A)

5:Eb:148:ILE:HD12 5:Eb:184:ARG:HE 1.69 0.57
2:Ba:87:ALA:HB2 2:Ba:101:ILE:HG22 1.87 0.57
2:Bb:56:GLN:HE22 2:Bc:69:LEU:H 1.53 0.57
2:Br:87:ALA:HB2 2:Br:101:ILE:HG22 1.86 0.57
5:Ex:148:ILE:HD12 5:Ex:184:ARG:HE 1.69 0.57
2:Bg:283:GLU:HG2 2:Bg:305:GLU:HG2 1.87 0.57
3:Cr:361:PRO:HB2 4:Dk:148:ARG:HD2 1.86 0.57
4:Dy:49:VAL:HG12 4:Dy:59:GLU:HG2 1.84 0.57
5:Et:148:ILE:HD12 5:FEt:184:ARG:HE 1.70 0.57
3:Cr:43:LEU:HD21 3:Cr:68:MET:HE1 1.86 0.57
5:Ej:148:ILE:HD12 5:Ej:184:ARG:HE 1.69 0.57
2:Bo:87:ALA:HB2 2:Bo:101:ILE:HG22 1.87 0.57
2:Bp:87:ALA:HB2 2:Bp:101:ILE:HG22 1.87 0.57
2:Bs:56:GLN:HE22 2:Bt:69:LEU:H 1.53 0.57
3:Cf:92:GLU:HB2 3:Cf:103:ARG:HB3 1.85 0.57
3:Cq:92:GLU:HB2 3:Cq:103:ARG:HB3 1.86 0.57
1:Az:219:PHE:HA 2:Bo:69:LEU:HD13 1.87 0.57
5:Ed:148:ILE:HD12 5:Ed:184:ARG:HE 1.70 0.57
2:Br:56:GLN:HE22 2:Bs:69:LEU:H 1.53 0.57
2:Bt:56:GLN:HE22 2:Bu:69:LEU:H 1.53 0.56
2:Br:303:ASN:HB2 2:Bu:148:ASP:HB2 1.88 0.56
3:Cq:43:LEU:HD21 3:Cq:68:MET:HE1 1.85 0.56
5:Ep:148:ILE:HD12 5:Ep:184:ARG:HE 1.69 0.56
5:Er:148:ILE:HD12 5:Er:184:ARG:HE 1.70 0.56
5:Ev:148:.ILE:HD12 5:Ev:184:ARG:HE 1.70 0.56
5:Ez:148:ILE:HD12 5:Ez:184:ARG:HE 1.70 0.56
2:Ba:69:LEU:H 2:Bz:56:GLN:HE22 1.53 0.56
5:Em:168: TYR:HB2 5:Em:196:MET:HE1 1.86 0.56
2:Bk:290:PRO:HB3 2:Bk:296:GLY:HA3 1.87 0.56
2:Bs:87:ALA:HB2 2:Bs:101:ILE:HG22 1.88 0.56
3:Cj:92:GLU:HB2 3:Cj:103:ARG:HB3 1.87 0.56
3:Cj:361:PRO:HB2 4:Dc:148:ARG:HD2 1.87 0.56
3:Ca:43:LEU:HD21 3:Ca:68:MET:HE1 1.87 0.56
2:Bb:87:ALA:HB2 2:Bb:101:ILE:HG22 1.88 0.56
3:Ct:153:ILE:HG21 3:Ct:195:MET:HE1 1.86 0.56
5:Ef:148:ILE:HD12 5:Ef:184:ARG:HE 1.70 0.56
2:Bd:87:ALA:HB2 2:Bd:101:ILE:HG22 1.87 0.56
2:Bg:290:PRO:HB3 2:Bg:296:GLY:HA3 1.88 0.56
2:By:317:LYS:HE3 2:Bz:324:LEU:HD23 1.87 0.56
3:Ch:85:VAL:HG22 3:Cb:108:ILE:HG12 1.87 0.56
2:Be:254:SER:HB2 2:Bg:138:VAL:HG22 1.87 0.56
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2:B1:87:ALA:HB2 2:Bl:101:ILE:HG22 1.88 0.56
2:By:87:ALA:HB2 2:By:101:ILE:HG22 1.88 0.56
5:Ea:168:TYR:HB2 5:Ea:196:MET:HE1 1.87 0.56
1:Ab:219:PHE:HA 2:Bq:69:LEU:HD13 1.87 0.55
2:Bi:254:SER:HB2 2:Bk:138:VAL:HG22 1.88 0.55
2:Bn:87:ALA:HB2 2:Bn:101:ILE:HG22 1.88 0.55
3:C1:361:PRO:HB2 4:De:148:ARG:HD2 1.87 0.55
2:Bg:41:VAL:HG23 2:Bg:83:VAL:HG21 1.88 0.55
2:Bq:290:PRO:HB3 2:Bq:296:GLY:HA3 1.88 0.55
2:Bc:41:VAL:HG23 2:Bc:83:VAL:HG21 1.87 0.55
2:Bh:41:VAL:HG23 2:Bh:83:VAL:HG21 1.88 0.55
2:Bh:254:SER:HB2 2:Bj:138:VAL:HG22 1.88 0.55
2:Bm:41:VAL:HG23 2:Bm:83:VAL:HG21 1.88 0.55
2:Bq:87:ALA:HB2 2:Bq:101:ILE:HG22 1.88 0.55
2:Bs:286:ASN:HB2 2:Bs:302:PRO:HG2 1.88 0.55
4:Dr:111:LYS:H 4:Dr:115:GLY:HA2 1.70 0.55
2:Bc:283:GLU:HG2 2:Bc:305:GLU:HG2 1.88 0.55
2:Bc:290:PRO:HB3 2:Bc:296:GLY:HA3 1.87 0.55
2:Bt:87:ALA:HB2 2:Bt:101:ILE:HG22 1.88 0.55
2:Bw:87:ALA:HB2 2:Bw:101:ILE:HG22 1.89 0.55
3:Ct:361:PRO:HB2 4:Dm:148:ARG:HD2 1.89 0.55
2:Bv:41:VAL:HG23 2:Bv:83:VAL:HG21 1.87 0.55
3:Cf:361:PRO:HB2 4:Dy:148:ARG:HD?2 1.86 0.55
4:Dj:219:VAL:HG21 | 4:Dj:254:LEU:HD21 1.87 0.55
2:Bo:91:ALA:HB1 2:Bo:174:ASN:HD21 1.72 0.55
2:Bo:254:SER:HB2 2:Bq:138:VAL:HG22 1.87 0.55
2:Bw:41:VAL:HG23 2:Bw:83:VAL:HG21 1.88 0.55
3:Cp:361:PRO:HB2 4:Di:148:ARG:HD2 1.89 0.55
2:Be:87:ALA:HB2 2:Be:101:ILE:HG22 1.88 0.55
2:Bg:254:SER:HB2 2:Bi:138:VAL:HG22 1.88 0.55
2:Bo:317:LYS:HE3 2:Bp:324:LEU:HD23 1.89 0.55
4:Dn:111:LYS:H 4:Dn:115:GLY:HA2 1.71 0.55
1:Ai:139:GLY:HA3 1:Aj:148:TYR:HD1 1.72 0.55
2:Bj:254:SER:HB2 2:Bl:138:VAL:HG22 1.89 0.55
2:Bk:224:ARG:HH22 3:Cn:323:THR:HB 1.72 0.55
2:B0:290:PRO:HB3 2:B0:296:GLY:HA3 1.89 0.55
5:Eq:168: TYR:HB2 5:Eq:196:MET:HE1 1.87 0.55
2:Bo:41:VAL:HG23 2:B0:83:VAL:HG21 1.88 0.55
2:Be:41:VAL:HG23 2:Be:83:VAL:HG21 1.89 0.54
2:Bp:283:GLU:HG2 2:Bp:305:GLU:HG2 1.88 0.54
3:Ck:201:ASP:HB3 3:Ck:221:ALA:HB3 1.88 0.54
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2:Ba:56:GLN:HE22 2:Bb:69:LEU:H 1.55 0.54
4:Dg:68:ILE:HD11 4:Dh:112:GLN:HE21 1.71 0.54
4:Dk:6&8:ILE:HD11 4:D1:112:GLN:HE21 1.72 0.54
4:Dt:111:LYS:H 4:Dt:115:GLY:HA2 1.71 0.54
5:Ex:189:ARG:HH21 5:Ex:205:LYS:HZ1 1.56 0.54
3:Cx:361:PRO:HB2 4:Dq:148:ARG:HD2 1.90 0.54
4:Df:111:LYS:H 4:Df:115:GLY:HA2 1.71 0.54
2:Bi:290:PRO:HB3 2:Bi:296:GLY:HA3 1.90 0.54
2:Bp:41:VAL:HG23 2:Bp:83:VAL:HG21 1.88 0.54
2:By:290:PRO:HB3 2:By:296:GLY:HA3 1.89 0.54
2:Ba:324:LEU:HD23 2:Bz:317:LYS:HE3 1.89 0.54
2:Bj:41:VAL:HG23 2:Bj:83:VAL:HG21 1.90 0.54
1:Ap:139:GLY:HA3 1:Aq:148:TYR:HD1 1.73 0.54
2:By:287:VAL:HG22 | 2:By:301:VAL:HG13 1.88 0.54
3:Cd:361:PRO:HB2 4:Dw:148:ARG:HD2 1.88 0.54
3:Cp:220:PHE:HE2 3:Cp:273:VAL:HG11 1.73 0.54
4:Dz:219:VAL:HG21 | 4:Dz:254:LEU:HD21 1.89 0.54
5:En:65:ARG:HD3 5:En:69:ILE:HD13 1.90 0.54
1:Al:66: TRP:HA 1:A1:192:ARG:HD3 1.89 0.54
1:Aw:219:PHE:HA 2:Bj:69:LEU:HD13 1.90 0.54
2:Bd:41:VAL:HG23 2:Bd:83:VAL:HG21 1.89 0.54
2:Br:41:VAL:HG23 2:Br:83:VAL:HG21 1.89 0.54
5:Ez:116:ARG:HA 5:Ez:149:GLN:HE22 1.73 0.54
1:Aa:66: TRP:HA 1:Aa:192:ARG:HD3 1.90 0.54
2:Bf:41:VAL:HG23 2:Bf:83:VAL:HG21 1.89 0.54
2:Bm:87:ALA:HB2 2:Bm:101:1ILE:HG22 1.89 0.54
2:Bz:283:GLU:HG2 2:Bz:305:GLU:HG2 1.90 0.54
1:Ar:66: TRP:HA 1:Ar:192:ARG:HD3 1.89 0.54
1:Ax:139:GLY:HA3 1:Ay:148:TYR:HD1 1.73 0.54
2:Bd:317:LYS:HE3 2:Be:324:LEU:HD23 1.89 0.54
5:Ed:65:ARG:HD3 5:Ed:69:ILE:HD13 1.90 0.54
5:Er:65:ARG:HD3 5:Er:69:ILE:HD13 1.90 0.54
1:Ax:66:TRP:HA 1:Ax:192:ARG:HD3 1.90 0.54
2:Ba:41:VAL:HG23 2:Ba:83:VAL:HG21 1.90 0.54
2:Bf:87:ALA:HB2 2:Bf:101:ILE:HG22 1.90 0.54
2:Bk:41:VAL:HG23 2:Bk:83:VAL:HG21 1.90 0.54
3:Ca:226:VAL:HB 3:Ca:236:MET:HB3 1.89 0.54
3:Cs:220:PHE:HE2 3:Cs:273:VAL:HG11 1.73 0.54
4:Dp:111:LYS:H 4:Dp:115:GLY:HA2 1.73 0.54
5:Ef:116:ARG:HA 5:Ef:149:GLN:HE22 1.73 0.54
2:Be:252:VAL:HG22 2:Be:259:ILE:HG12 1.90 0.53
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1:Ai:219:PHE:HD1 2:Bx:69:LEU:HD13 1.73 0.53
1:Am:66: TRP:HA 1:Am:192:ARG:HD3 1.90 0.53
1:Au:66:TRP:HA 1:Au:192:ARG:HD3 1.90 0.53
1:Aw:139:GLY:HA3 1:Ax:148:TYR:HD1 1.73 0.53
2:Bl:41:VAL:HG23 2:B1:83:VAL:HG21 1.90 0.53
2:By:41:VAL:HG23 2:By:83:VAL:HG21 1.89 0.53
4:Dh:219:VAL:HG21 | 4:Dh:254:LEU:HD21 1.90 0.53
5:Ep:65:ARG:HD3 5:Ep:69:ILE:HD13 1.91 0.53
1:Av:66: TRP:HA 1:Av:192:ARG:HD3 1.91 0.53
1:Aw:66: TRP:HA 1:Aw:192:ARG:HD3 1.89 0.53
1:Az:66:TRP:HA 1:Az:192:ARG:HD3 1.91 0.53
2:Bc:317:LYS:HE3 2:Bd:324:LEU:HD23 1.89 0.53
3:Ci:255:ASP:HB3 3:Ci:258:SER:HB3 1.91 0.53
3:Cy:220:PHE:HE2 3:Cy:273:VAL:HG11 1.73 0.53
4:Dx:184:1LE:HG12 4:Dx:286:VAL:HG22 1.91 0.53
5:Ee:154:LEU:HB3 5:Ee:164: TYR:HE1 1.73 0.53
5:Fj:116:ARG:HA 5:Fj:149:GLN:HE22 1.73 0.53
1:Ad:139:GLY:HA3 1:Ae:148:TYR:HD1 1.74 0.53
1:Aq:66: TRP:HA 1:Aq:192:ARG:HD3 1.91 0.53
1:Aq:139:GLY:HA3 1:Ar:148:TYR:HD1 1.74 0.53
1:Ar:139:GLY:HA3 1:As:148:TYR:HD1 1.73 0.53
2:Bm:290:PRO:HB3 2:Bm:296:GLY:HA3 1.91 0.53
2:Bs:41:VAL:HG23 2:Bs:83:VAL:HG21 1.89 0.53
3:Cc:239:THR:HG21 3:Cd:155:ARG:HD3 1.91 0.53
4:Da:104:1ILE:HG23 4:Db:145:ARG:HD3 1.90 0.53
4:Dy:68:1LE:HD11 4:Dz:112:GLN:HE21 1.74 0.53
1:Ae:139:GLY:HA3 1:Af:148:TYR:HD1 1.74 0.53
1:Af:139:GLY:HA3 1:Ag:148:TYR:HD1 1.73 0.53
1:A0:139:GLY:HA3 1:Ap:148:TYR:HD1 1.74 0.53
2:B1:254:SER:HB2 2:Bn:138:VAL:HG22 1.91 0.53
2:Bv:290:PRO:HB3 2:Bv:296:GLY:HA3 1.89 0.53
2:Bx:41:VAL:HG23 2:Bx:83:VAL:HG21 1.89 0.53
3:Cr:206:1ILE:HG13 3:Cr:216:1LE:HG12 1.90 0.53
4:Dk:104:1LE:HG23 4:D1:145:ARG:HD3 1.90 0.53
4:Dp:24:GLU:HG3 4:Dp:148:ARG:HH22 1.73 0.53
4:Dt:184:ILE:HG12 4:Dt:286:VAL:HG22 1.91 0.53
4:Dz:217:ASP:HA 4:Dz:258:ARG:HD3 1.91 0.53
5:Fi:154:LEU:HB3 5:Fi:164:TYR:HE1 1.74 0.53
5:El:65:ARG:HD3 5:El:69:1LE:HD13 1.91 0.53
1:Av:139:GLY:HA3 1:Aw:148:TYR:HD1 1.74 0.53
1:Ay:139:GLY:HA3 1:Az:148:TYR:HD1 1.74 0.53
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Atom-1 Atom-2 distance (A) overlap (A)
2:Bi:87:ALA:HB2 2:Bi:101:ILE:HG22 1.91 0.53
2:Bz:87:ALA:HB2 2:Bz:101:ILE:HG22 1.91 0.53
4:Da:83: THR:HG22 4:Da:111:LYS:HA 1.91 0.53
4:Dr:184:ILE:HG12 4:Dr:286:VAL:HG22 1.91 0.53
5:Ek:154:LEU:HB3 5:Ek:164:TYR:HE1 1.74 0.53
5:Es:154:LEU:HB3 5:Es:164: TYR:HE1 1.73 0.53
1:Ac:139:GLY:HA3 1:Ad:148:TYR:HD1 1.73 0.53
1:Ag:66: TRP:HA 1:Ag:192:ARG:HD3 1.91 0.53
1:Aj:139:GLY:HA3 1:Ak:148:TYR:HD1 1.74 0.53
1:An:139:GLY:HA3 1:A0:148:TYR:HD1 1.73 0.53
2:Bb:41:VAL:HG23 2:Bb:83:VAL:HG21 1.89 0.53
2:Bc:286:ASN:HB2 2:Bc:302:PRO:HG2 1.91 0.53
2:Bu:41:VAL:HG23 2:Bu:83:VAL:HG21 1.91 0.53
3:Cr:126:1ILE:HB 3:Cr:169: THR:HG22 1.91 0.53
4:Dd:184:ILE:HG12 | 4:Dd:286:VAL:HG22 1.91 0.53
5:Ej:65:ARG:HD3 5:Ej:69:ILE:HD13 1.91 0.53
5:Ez:65:ARG:HD3 5:Ez:69:ILE:HD13 1.91 0.53
1:Ah:139:GLY:HA3 1:Ai:148:TYR:HD1 1.73 0.53
1:Aj:66: TRP:HA 1:Aj:192:ARG:HD3 1.91 0.53
2:Be:317:LYS:HE3 2:Bf:324:LEU:HD23 1.89 0.53
2:Bn:254:SER:HB2 2:Bp:138:VAL:HG22 1.91 0.53
2:Bp:287:VAL:HG13 | 2:Bp:301:VAL:HG22 1.91 0.53
3:CL:80:PHE:HA 6:F1:136:VAL:HG21 1.91 0.53
4:Da:68:ILE:HD11 4:Db:112:GLN:HE21 1.74 0.53
4:De:104:1LE:HG23 4:Df:145:ARG:HD3 1.91 0.53
4:Dj:217:ASP:HA 4:Dj:258:ARG:HD3 1.91 0.53
4:Dv:184:1LE:HG12 4:Dv:286:VAL:HG22 1.91 0.53
5:Es:168: TYR:HB2 5:Es:196:MET:HE1 1.91 0.53
1:Aa:148:TYR:HD1 1:Az:139:GLY:HA3 1.74 0.53
1:Ab:139:GLY:HA3 1:Ac:148:TYR:HD1 1.73 0.53
1:At:139:GLY:HA3 1:Au:148:TYR:HD1 1.73 0.53
2:Bd:254:SER:HB2 2:Bf:138:VAL:HG22 1.91 0.53
2:Bw:254:SER:HB2 2:By:138:VAL:HG22 1.89 0.53
3:Ca:126:ILE:HB 3:Ca:169: THR:HG22 1.91 0.53
3:Cm:126:ILE:HB 3:Cm:169: THR:HG22 1.91 0.53
4:Dy:104:ILE:HG23 4:Dz:145:ARG:HD3 1.91 0.53
4:Dz:184:1LE:HG12 4:Dz:286:VAL:HG22 1.91 0.53
1:Al:139:GLY:HA3 1:Am:148:TYR:HD1 1.73 0.53
1:Am:139:GLY:HA3 1:An:148:TYR:HD1 1.74 0.53
2:Br:290:PRO:HB3 2:Br:296:GLY:HA3 1.89 0.53
5:Eg:154:LEU:HB3 5:Eg:164:TYR:HE1 1.74 0.53
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5:Ep:116:ARG:HA 5:Ep:149:GLN:HE22 1.74 0.53
5:Et:65:ARG:HD3 5:Et:69:1LE:HD13 1.90 0.53
5:Ev:116:ARG:HA 5:Ev:149:GLN:HE22 1.74 0.53
5:Ex:116:ARG:HA 5:Ex:149:GLN:HE22 1.74 0.53
1:Ak:139:GLY:HA3 1:Al:148:TYR:HD1 1.74 0.52
2:Bm:254:SER:HB2 2:B0:138:VAL:HG22 1.91 0.52
2:Bp:290:PRO:HB3 2:Bp:296:GLY:HA3 1.90 0.52
4:Dp:184:ILE:HG12 | 4:Dp:286:VAL:HG22 1.91 0.52
4:Dw:68:ILE:HD11 4:Dx:112:GLN:HE21 1.74 0.52
5:Ef:65:ARG:HD3 5:Ef:69:1LE:HD13 1.91 0.52
5:Ev:65:ARG:HD3 5:Ev:69:ILE:HD13 1.91 0.52
5:Ey:168: TYR:HB2 5:Ey:196:MET:HE1 1.92 0.52
1:Ab:66: TRP:HA 1:Ab:192:ARG:HD3 1.91 0.52
1:Ae:66: TRP:HA 1:Ae:192:ARG:HD3 1.90 0.52
2:Ba:138:VAL:HG22 2:By:254:SER:HB2 1.91 0.52
2:Be:49:GLU:HG3 2:Be:54: THR:HG21 1.91 0.52
2:Bg:56:GLN:HE22 2:Bh:69:LEU:H 1.55 0.52
2:Bk:254:SER:HB2 2:Bm:138:VAL:HG22 1.92 0.52
2:B0:49:GLU:HG3 2:Bo:54: THR:HG21 1.92 0.52
1:Ac:66: TRP:HA 1:Ac:192:ARG:HD3 1.90 0.52
2:Bx:254:SER:HB2 2:Bz:138:VAL:HG22 1.90 0.52
3:Cj:201:ASP:HB3 3:Cj:221:ALA:HB3 1.90 0.52
5:Ex:65:ARG:HD3 5:Ex:69:ILE:HD13 1.91 0.52
1:Aa:139:GLY:HA3 1:Ab:148:TYR:HD1 1.73 0.52
1:Au:139:GLY:HA3 1:Av:148:TYR:HD1 1.74 0.52
2:Bq:317:LYS:HB2 2:Br:328:VAL:HG21 1.90 0.52
2:Br:254:SER:HB2 2:Bt:138:VAL:HG22 1.91 0.52
3:Ch:195:MET:HE2 | 3:Cb:281:LEU:HD11 1.92 0.52
3:Ch:206:1LE:HG13 3:Ch:216:1LE:HG12 1.90 0.52
3:Cr:61:ILE:HD11 3:Cr:282:GLU:HG3 1.92 0.52
4:De:83: THR:HG22 4:De:111:LYS:HA 1.92 0.52
4:Dv:111:LYS:H 4:Dv:115:GLY:HA2 1.74 0.52
5:E0:168:TYR:HB2 5:E0:196:MET:HE1 1.91 0.52
5:Eu:154:LEU:HB3 5:Eu:164: TYR:HE1 1.74 0.52
1:Ai:66: TRP:HA 1:Ai:192:ARG:HD3 1.91 0.52
2:Bb:138:VAL:HG22 2:Bz:254:SER:HB?2 1.91 0.52
2:Bc:254:SER:HB2 2:Be:138:VAL:HG22 1.90 0.52
2:Bf:254:SER:HB2 2:Bh:138:VAL:HG22 1.92 0.52
2:Bk:87:ALA:HB2 2:Bk:101:ILE:HG22 1.90 0.52
2:Bk:317:LYS:HB2 2:B1:328:VAL:HG21 1.92 0.52
4:Dg:104:1LE:HG23 4:Dh:145:ARG:HD3 1.91 0.52
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4:D1:24:GLU:HG3 4:DI1:148:ARG:HH22 1.75 0.52
4:Dr:24:GLU:HG3 4:Dr:148:ARG:HH22 1.75 0.52
1:Ah:66: TRP:HA 1:Ah:192:ARG:HD3 1.91 0.52
2:Ba:49:GLU:HG3 2:Ba:54: THR:HG21 1.91 0.52
2:Bj:283:GLU:HG2 2:Bj:305:GLU:HG2 1.90 0.52
2:Bp:254:SER:HB2 2:Br:138:VAL:HG22 1.92 0.52
2:Bp:267:LEU:HB2 2:Bp:320:PRO:HB2 1.91 0.52
5:Er:116:ARG:HA 5:Er:149:GLN:HE22 1.75 0.52
1:Ak:66: TRP:HA 1:Ak:192:ARG:HD3 1.91 0.52
2:Bt:41:VAL:HG23 2:Bt:83:VAL:HG21 1.90 0.52
2:Bt:254:SER:HB2 2:Bv:138:VAL:HG22 1.91 0.52
2:Bx:143:SER:HB2 2:Bx:157:PRO:HG3 1.92 0.52
2:Bz:143:SER:HB2 2:Bz:157:PRO:HG3 1.92 0.52
5:En:116:ARG:HA 5:En:149:GLN:HE22 1.75 0.52
5:Et:116:ARG:HA 5:Et:149:GLN:HE22 1.74 0.52
2:Bb:254:SER:HB2 2:Bd:138:VAL:HG22 1.92 0.52
2:Bn:143:SER:HB2 2:Bn:157:PRO:HG3 1.92 0.52
2:Bp:141:GLY:HA3 2:Bp:154:GLY:O 2.10 0.52
2:Br:315:MET:HG3 2:Bs:328:VAL:HG13 1.91 0.52
3:C1:292:PRO:HB3 3:Cl:306:LEU:HD13 1.91 0.52
3:Co:153:ILE:HG21 3:Co:195:-MET:HE1 1.92 0.52
4:Dg:83: THR:HG22 4:Dg:111:LYS:HA 1.92 0.52
5:El:116:ARG:HA 5:E1:149:GLN:HE22 1.74 0.52
5:Ew:154:LEU:HB3 5:Ew:164: TYR:HE1 1.75 0.52
2:Bx:317:LYS:HE3 2:By:324:LEU:HD23 191 0.52
4:Db:24:GLU:HG3 4:Db:148:ARG:HH22 1.74 0.52
4:Dh:217:ASP:HA 4:Dh:258:ARG:HD3 1.92 0.52
4:Dn:184:ILE:HG12 | 4:Dn:286:VAL:HG22 1.90 0.52
5:Em:192:LEU:HD12 | 5:Em:196:MET:HE2 1.92 0.52
4:Dy:83: THR:HG22 4:Dy:111:LYS:HA 1.91 0.52
5:Ew:168: TYR:HB2 5:Ew:196:MET:HE1 1.92 0.52
5:Ey:154:LEU:HB3 5:Ey:164: TYR:HE1 1.75 0.52
4:Dc:68:ILE:HD11 4:Dd:112:GLN:HE21 1.75 0.51
4:Dj:184:ILE:HG12 4:Dj:286:VAL:HG22 1.92 0.51
1:Ad:66:TRP:HA 1:Ad:192:ARG:HD3 1.91 0.51
2:Bb:290:PRO:HB3 2:Bb:296:GLY:HA3 1.92 0.51
2:Bk:272:VAL:HG22 2:B1:260:VAL:HG22 1.92 0.51
3:Cb:365:TYR:HB3 4:Du:91:MET:HE1 1.92 0.51
3:Cy:223:GLU:HG2 | 3:Cy:239:THR:HG22 1.90 0.51
4:Di:68:ILE:HD11 4:Dj:112:GLN:HE21 1.75 0.51
5:Eo0:154:LEU:HB3 5:E0:164:TYR:HE1 1.74 0.51
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1:Ag:139:GLY:HA3 1:Ah:148:TYR:HD1 1.74 0.51
1:Ar:234:GLN:HA 1:As:198:THR:HB 1.92 0.51
2:Bf:290:PRO:HB3 2:Bf:296:GLY:HA3 1.93 0.51
3:Ct:223:GLU:HG2 3:Ct:239: THR:HG22 1.92 0.51
4:Di:83: THR:HG22 4:Di:111:LYS:HA 1.92 0.51
2:Bc:143:SER:HB2 2:Bc:157:PRO:HG3 1.93 0.51
2:Bi:41:VAL:HG23 2:Bi:83:VAL:HG21 1.93 0.51
2:Bn:41:VAL:HG23 2:Bn:83:VAL:HG21 1.91 0.51
2:Bt:143:SER:HB2 2:Bt:157:PRO:HG3 1.92 0.51
3:Ca:220:PHE:HE2 3:Ca:273:VAL:HG11 1.75 0.51
3:Ce:334:ARG:HE 3:Cf:295:VAL:HG21 1.76 0.51
3:Cr:223:GLU:HG2 3:Cr:239: THR:HG22 1.93 0.51
1:Ae:234:GLN:HA 1:Af:198:THR:HB 1.92 0.51
1:Af:66: TRP:HA 1:Af:192:ARG:HD3 1.92 0.51
1:Ap:66: TRP:HA 1:Ap:192:ARG:HD3 1.93 0.51
2:Bu:272:VAL:HG22 | 2:Bv:260:VAL:HG22 1.92 0.51
3:Ch:126:ILE:HB 3:Ch:169: THR:HG22 1.92 0.51
4:Dc:104:1LE:HG23 4:Dd:145:ARG:HD3 1.92 0.51
1:A0:66: TRP:HA 1:A0:192:ARG:HD3 1.92 0.51
2:Bg:87:ALA:HB2 2:Bg:101:1LE:HG22 1.92 0.51
2:Br:283:GLU:HG2 2:Br:305:GLU:HG2 1.93 0.51
3:C0:255:ASP:HB3 3:C0:258:SER:HB3 1.93 0.51
4:Dq:83: THR:HG22 4:Dq:111:LYS:HA 1.93 0.51
4:Du:83: THR:HG22 4:Du:111:LYS:HA 1.92 0.51
5:Ed:116:ARG:HA 5:Ed:149:GLN:HE22 1.75 0.51
5:Eu:168: TYR:HB2 5:Eu:196:MET:HE1 1.93 0.51
1:An:113:GLU:HB2 1:An:172:MET:HB3 1.93 0.51
1:At:66: TRP:HA 1:At:192:ARG:HD3 1.92 0.51
2:B0:272:VAL:HG22 | 2:Bp:260:VAL:HG22 1.93 0.51
2:Bp:317:LYS:HE3 2:Bq:324:LEU:HD23 1.92 0.51
2:Bs:254:SER:HB2 2:Bu:138:VAL:HG22 1.93 0.51
3:Cc:209:LYS:HD2 3:Cc:212:GLN:HB2 1.93 0.51
4:Du:104:ILE:HG23 4:Dv:145:ARG:HD3 1.92 0.51
1:Ad:234:GLN:HA 1:Ae:198: THR:HB 1.93 0.51
1:Ah:234:GLN:HA 1:Ai:198:- THR:HB 1.92 0.51
2:Br:317:LYS:HE3 2:Bs:324:LEU:HD23 1.92 0.51
3:Ck:209:LYS:HD2 3:Ck:212:GLN:HB2 1.92 0.51
4:Dm:104:1LE:HG23 4:Dn:145:ARG:HD3 1.92 0.51
5:FE0:192:LEU:HD12 5:E0:196:MET:HE2 1.93 0.51
1:Aa:198:THR:HB 1:Az:234:GLN:HA 1.92 0.51
1:Ai:234:GLN:HA 1:Aj:198: THR:HB 1.92 0.51
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2:Bv:254:SER:HB2 2:Bx:138:VAL:HG22 1.93 0.51
3:Cp:255:ASP:HB3 3:Cp:258:SER:HB3 1.92 0.51
4:Dc:83: THR:HG22 4:Dc:111:LYS:HA 1.93 0.51
4:D0:83: THR:HG22 4:Do:111:LYS:HA 1.93 0.51
1:Af:234:GLN:HA 1:Ag:198:'THR:HB 1.92 0.51
1:Ap:234:GLN:HA 1:Aq:198: THR:HB 1.93 0.51
2:Br:143:SER:HB2 2:Br:157:PRO:HG3 1.93 0.51
2:Bt:269:PRO:HB2 2:Bu:263:GLN:HE21 1.75 0.51
2:By:49:GLU:HG3 2:By:54:THR:HG21 1.93 0.51
3:Cb:165:VAL:HG11 3:Cb:309:ILE:HD12 1.93 0.51
4:Dw:83: THR:HG22 4:Dw:111:LYS:HA 1.92 0.51
1:Ap:113:GLU:HB2 1:Ap:172:MET:HB3 1.94 0.50
1:As:139:GLY:HA3 1:At:148:TYR:HD1 1.75 0.50
2:Bg:49:GLU:HG3 2:Bg:54:THR:HG21 1.93 0.50
4:Ds:104:ILE:HG23 4:Dt:145:ARG:HD3 1.93 0.50
2:Ba:224:ARG:HH22 3:Cd:323: THR:HB 1.76 0.50
2:Be:290:PRO:HB3 2:Be:296:GLY:HA3 1.93 0.50
2:Bi:272:VAL:HG22 2:Bj:260:VAL:HG22 1.92 0.50
2:Bj:272:VAL:HG22 | 2:Bk:260:VAL:HG22 1.93 0.50
2:Bu:254:SER:HB2 2:Bw:138:VAL:HG22 1.92 0.50
3:Ch:80:PHE:HA 6:Fh:136:VAL:HG21 1.94 0.50
4:Dd:111:LYS:H 4:Dd:115:GLY:HA2 1.76 0.50
5:Ea:192:LEU:HD12 5:Ea:196:MET:HE2 1.93 0.50
5:Ec:154:LEU:HB3 5:Ec:164:TYR:HE1 1.75 0.50
1:Al:234:GLN:HA 1:Am:198:THR:HB 1.92 0.50
1:An:234:GLN:HA 1:A0:198:THR:HB 1.93 0.50
1:Aq:234:GLN:HA 1:Ar:198: THR:HB 1.92 0.50
2:B1:360:ILE:HD12 2:Bn:163:SER:H 1.76 0.50
2:Bq:41:VAL:HG23 2:Bq:83:VAL:HG21 1.92 0.50
2:Bq:360:ILE:HD12 2:Bs:163:SER:H 1.77 0.50
2:Bw:224:ARG:HH22 3:Cz:323: THR:HB 1.76 0.50
3:Ch:195:MET:HE2 3:Ch:281:LEU:HD11 1.94 0.50
3:Ci:126:ILE:HB 3:Ci:169: THR:HG22 1.93 0.50
3:Cj:195:MET:HE2 3:Cj:281:LEU:HD11 1.93 0.50
3:Cn:292:PRO:HB3 3:Cn:306:LEU:HD13 1.93 0.50
4:Dd:24:GLU:HG3 4:Dd:148:ARG:HH22 1.74 0.50
1:Ad:113:GLU:HB2 1:Ad:172:MET:HB3 1.93 0.50
1:As:234:GLN:HA 1:At:198: THR:HB 1.92 0.50
1:At:234:GLN:HA 1:Au:198: THR:HB 1.93 0.50
2:Bk:143:SER:HB2 2:Bk:157:PRO:HG3 1.93 0.50
2:Bq:318:LEU:HD11 2:Bq:330:ALA:HB1 1.93 0.50
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2:Bz:41:VAL:HG23 2:Bz:83:VAL:HG21 1.94 0.50
2:Bz:320:PRO:HB2 2:Bz:327:LEU:HD12 1.93 0.50
3:Ch:292:PRO:HB3 3:Ch:306:LEU:HD13 1.93 0.50
4:Dr:216:ILE:HA 4:Dr:291:ARG:HA 1.93 0.50
4:Ds:83: THR:HG22 4:Ds:111:LYS:HA 1.93 0.50
4:Dw:104:ILE:HG23 4:Dx:145:ARG:HD3 1.94 0.50
5:Ec:168:TYR:HB2 5:Ec:196:MET:HE1 1.93 0.50
5:Eq:192:LEU:HD12 5:Eq:196:MET:HE2 1.93 0.50
5:Ey:192:LEU:HD12 5:Ey:196:MET:HE2 1.93 0.50
1:Ab:234:GLN:HA 1:Ac:198:THR:HB 1.93 0.50
1:At:113:GLU:HB2 1:At:172:MET:HB3 1.93 0.50
1:Au:234:GLN:HA 1:Av:198: THR:HB 1.93 0.50
1:Ay:234:GLN:HA 1:Az:198: THR:HB 1.92 0.50
1:Az:113:GLU:HB2 1:Az:172:MET:HB3 1.94 0.50
2:Bn:290:PRO:HB3 2:Bn:296:GLY:HA3 1.92 0.50
3:Cs:85:VAL:HG22 3:Cs:108:ILE:HG12 1.94 0.50
4:Dp:216:ILE:HA 4:Dp:291:ARG:HA 1.93 0.50
1:Aa:234:GLN:HA 1:Ab:198: THR:HB 1.93 0.50
1:Ar:113:GLU:HB2 1:Ar:172:MET:HB3 1.94 0.50
1:Av:234:GLN:HA 1:Aw:198: THR:HB 1.93 0.50
1:Ax:234:GLN:HA 1:Ay:198: THR:HB 1.92 0.50
2:Bc:248:ALA:HB1 2:Bc:265: VAL:HG22 1.94 0.50
2:By:272:VAL:HG22 | 2:Bz:260:VAL:HG22 1.94 0.50
3:Cf:61:ILE:HD11 3:Cf:282:GLU:HG3 1.93 0.50
3:Cv:201:ASP:HB3 3:Cv:221:ALA:HB3 1.93 0.50
1:Ac:234:GLN:HA 1:Ad:198: THR:HB 1.93 0.50
1:An:66: TRP:HA 1:An:192:ARG:HD3 1.93 0.50
2:B1:56:GLN:HE22 2:Bm:69:LEU:H 1.60 0.50
2:Bq:254:SER:HB2 2:Bs:138:VAL:HG22 1.94 0.50
2:Bs:49:GLU:HG3 2:Bs:54: THR:HG21 1.94 0.50
3:Cj:206:1LE:HG13 3:Cj:216:ILE:HG12 1.94 0.50
3:Cs:61:ILE:HD11 3:Cs:282:GLU:HG3 1.94 0.50
3:Cs:292:PRO:HB3 3:Cs:306:LEU:HD13 1.94 0.50
4:Dm:83: THR:HG22 4:Dm:111:LYS:HA 1.93 0.50
5:Es:192:LEU:HD12 5:Es:196:MET:HE2 1.93 0.50
1:Aj:234:GLN:HA 1:Ak:198: THR:HB 1.93 0.50
2:Bd:272:VAL:HG22 | 2:Be:260:VAL:HG22 1.93 0.50
2:Bp:272:VAL:HG22 | 2:Bq:260:VAL:HG22 1.93 0.50
2:Bp:285:LEU:HD23 2:Bp:303:ASN:HB3 1.94 0.50
3:Cf:220:PHE:HE2 3:Cf:273:VAL:HG11 1.76 0.50
4:Dk:83: THR:HG22 4:Dk:111:LYS:HA 1.92 0.50
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5:Eh:116:ARG:HA 5:Eh:149:GLN:HE22 1.76 0.50
2:Bt:290:PRO:HB3 2:Bt:296:GLY:HA3 1.94 0.50
3:Ct:220:PHE:HE2 3:Ct:273:VAL:HG11 1.76 0.50
5:Eb:116:ARG:HA 5:Eb:149:GLN:HE22 1.77 0.50
1:Ac:206:ILE:HG12 1:Ac:235:TYR:HD1 1.77 0.49
1:Aw:234:GLN:HA 1:Ax:198: THR:HB 1.93 0.49
2:Be:318:LEU:HD22 2:Be:330:ALA:HB1 1.94 0.49
2:Bg:360:1LE:HD12 2:Bi:163:SER:H 1.76 0.49
2:B1:324:LEU:HD12 2:Bl:327:LEU:HD23 1.94 0.49
3:Cw:61:ILE:HD11 3:Cw:282:GLU:HG3 1.94 0.49
4:Du:93:PRO:HB2 4:Du:95: TRP:HE3 1.75 0.49
1:Ab:113:GLU:HB2 1:Ab:172:MET:HB3 1.94 0.49
1:Am:234:GLN:HA 1:An:198: THR:HB 1.93 0.49
3:Ce:195:MET:HE2 3:Ce:281:LEU:HD11 1.93 0.49
3:Ce:220:PHE:HE2 3:Ce:273:VAL:HG11 1.76 0.49
3:Cv:195:-MET:HE?2 3:Cv:281:LEU:HD11 1.93 0.49
3:Cy:153:1ILE:HG21 3:Cy:195:MET:HE1 1.92 0.49
4:Df:216:ILE:HA 4:Df:291:ARG:HA 1.93 0.49
1:Ad:206:ILE:HG12 1:Ad:235:TYR:HD1 1.78 0.49
1:Am:206:ILE:HG12 | 1:Am:235:TYR:HD1 1.77 0.49
1:A0:234:GLN:HA 1:Ap:198:THR:HB 1.93 0.49
1:Au:113:GLU:HB2 1:Au:172:-MET:HB3 1.94 0.49
1:Av:113:GLU:HB2 1:Av:172:MET:HB3 1.95 0.49
2:Ba:254:SER:HB2 2:Bc:138:VAL:HG22 1.94 0.49
2:Ba:283:GLU:HG2 2:Ba:305:GLU:HG2 1.94 0.49
2:Br:272:VAL:HG22 2:Bs:260:VAL:HG22 1.94 0.49
2:Bs:224:ARG:HH22 3:Cv:323: THR:HB 1.77 0.49
2:Bv:248:ALA:HB1 2:Bv:265:VAL:HG22 1.94 0.49
3:Ck:61:ILE:HD11 3:Ck:282:GLU:HG3 1.93 0.49
4:Di:104:ILE:HG23 4:Dj:145:ARG:HD3 1.92 0.49
5:Eb:65:ARG:HD3 5:Eb:69:ILE:HD13 1.94 0.49
2:Bg:103:VAL:HB 2:Bg:137:LEU:HD21 1.94 0.49
2:B1:303:ASN:H 2:Bm:285:LEU:HD12 1.76 0.49
2:Bp:315:MET:HG3 | 2:Bq:328:VAL:HG13 1.95 0.49
3:Ch:70:LEU:HG 6:Fb:136:VAL:HG13 1.94 0.49
3:Cw:220:PHE:HE2 3:Cw:273:VAL:HG11 1.77 0.49
4:Dx:217:ASP:HA 4:Dx:258:ARG:HD3 1.93 0.49
1:As:206:ILE:HG12 1:As:235:TYR:HD1 1.78 0.49
1:Ay:66:TRP:HA 1:Ay:192:ARG:HD3 1.93 0.49
1:Ay:206:ILE:HG12 1:Ay:235:TYR:HD1 1.78 0.49
1:Az:206:ILE:HG12 1:Az:235:TYR:HD1 1.78 0.49
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2:Bb:248:ALA:HB1 2:Bb:265:VAL:HG22 1.94 0.49
2:Bl:143:SER:HB2 2:Bl:157:PRO:HG3 1.94 0.49
2:Bm:49:GLU:HG3 2:Bm:54: THR:HG21 1.95 0.49
2:Bs:272:VAL:HG22 2:Bt:260: VAL:HG22 1.95 0.49
4:Db:216:ILE:HA 4:Db:291:ARG:HA 1.93 0.49
4:Do:104:1LE:HG23 4:Dp:145:ARG:HD3 1.93 0.49
4:Dv:219:VAL:HG21 | 4:Dv:254:LEU:HD21 1.95 0.49
5:Ee:168: TYR:HB2 5:Ee:196:MET:HE1 1.94 0.49
1:Ag:113:GLU:HB2 1:Ag:172:MET:HB3 1.94 0.49
1:Ag:234:GLN:HA 1:Ah:198:THR:HB 1.94 0.49
1:Ah:206:ILE:HG12 1:Ah:235:TYR:HD1 1.78 0.49
1:Ai:206:ILE:HG12 1:Ai:235:TYR:HD1 1.77 0.49
1:Al:113:GLU:HB2 1:Al:172:MET:HB3 1.95 0.49
2:Bj:141:GLY:HA3 2:Bj:154:GLY:0O 2.11 0.49
2:Bl:317:LYS:HE3 2:Bm:324:.LEU:HD23 1.95 0.49
5:Ee:144:LEU:HA 5:Ee:147:ARG:HD2 1.95 0.49
5:Em:154:LEU:HB3 5:Em:164:TYR:HE1 1.78 0.49
1:Aj:206:ILE:HG12 1:Aj:235:'TYR:HD1 1.78 0.49
2:Ba:286:ASN:HB2 2:Ba:302:PRO:HG2 1.95 0.49
2:Bu:49:GLU:HG3 2:Bu:b4: THR:HG21 1.95 0.49
3:Ca:292:PRO:HB3 3:Ca:306:LEU:HD13 1.95 0.49
3:Cq:195:MET:HE2 | 3:Cq:281:LEU:HD11 1.94 0.49
4:Dj:216:1ILE:HA 4:Dj:291:ARG:HA 1.94 0.49
5:Eq:154:LEU:HB3 5:Eq:164:TYR:HE1 1.77 0.49
1:Ac:113:GLU:HB2 1:Ac:172:MET:HB3 1.95 0.49
1:Ae:206:1ILE:HG12 1:Ae:235:TYR:HD1 1.78 0.49
1:Aj:113:GLU:HB2 1:Aj:172:MET:HB3 1.95 0.49
1:Ak:206:ILE:HG12 1:Ak:235:TYR:HD1 1.77 0.49
2:B1:49:GLU:HG3 2:Bl:54: THR:HG21 1.95 0.49
2:Bx:49:GLU:HG3 2:Bx:54:THR:HG21 1.95 0.49
3:Cg:255:ASP:HB3 3:Cg:258:SER:HB3 1.95 0.49
3:Cn:220:PHE:HE2 3:Cn:273:VAL:HG11 1.77 0.49
5:Ek:144:LEU:HA 5:Ek:147:ARG:HD2 1.94 0.49
1:Al:64:PRO:HB2 1:Am:38:VAL:HG13 1.95 0.49
2:Be:318:LEU:HD11 | 2:Be:334:VAL:HG21 1.95 0.49
3:Cd:206:1LE:HG13 3:Cd:216:ILE:HG12 1.95 0.49
3:Cu:78:TYR:HD2 3:Cu:88:ILE:HB 1.77 0.49
3:Cu:92:GLU:HB2 3:Cu:103:ARG:HB3 1.95 0.49
3:Cy:334:ARG:HE 3:Cz:295:VAL:HG21 1.78 0.49
4:Dd:216:ILE:HA 4:Dd:291:ARG:HA 1.95 0.49
5:Ei:168: TYR:HB2 5:Ei:196:MET:HE1 1.94 0.49

Continued on next page...



Page 90

Full wwPDB EM Validation Report

EMD-72847, 9YEC

Continued from previous page...

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:A1:206:ILE:HG12 1:A1:235:TYR:HD1 1.78 0.49
1:Ar:206:ILE:HG12 1:Ar:235:TYR:HD1 1.78 0.49
1:Au:206:ILE:HG12 1:Au:235:TYR:HD1 1.78 0.49
1:Ax:206:ILE:HG12 1:Ax:235:TYR:HD1 1.78 0.49
2:Bd:290:PRO:HB3 2:Bd:296:GLY:HA3 1.95 0.49
2:Bh:360:1LE:HD12 2:Bj:163:SER:H 1.78 0.49
2:Bs:141:GLY:HA3 2:Bs:154:GLY:O 2.13 0.49
2:Bt:49:GLU:HG3 2:Bt:54: THR:HG21 1.95 0.49
2:Bz:248:ALA:HB1 2:Bz:265:VAL:HG22 1.95 0.49
3:Cbh:317:LYS:HG2 3:Cbh:345:THR:HB 1.93 0.49
3:Ck:126:ILE:HB 3:Ck:169: THR:HG22 1.94 0.49
4:Da:111:LYS:HD2 5:Ey:197:PRO:HD3 1.95 0.49
4:Dt:216:ILE:HA 4:Dt:291:ARG:HA 1.93 0.49
5:Eh:65:ARG:HD3 5:Eh:69:ILE:HD13 1.95 0.49
1:Aa:206:1ILE:HG12 1:Aa:235:TYR:HD1 1.78 0.48
1:An:206:ILE:HG12 1:An:235:TYR:HD1 1.78 0.48
2:Br:141:GLY:HA3 2:Br:154:GLY:O 2.13 0.48
3:Ch:61:ILE:HD11 3:Ch:282:GLU:HG3 1.94 0.48
3:Cg:220:PHE:HE2 3:Cg:273:VAL:HG11 1.78 0.48
3:Ci:209:LYS:HD3 3:Ci:212:GLN:HE21 1.77 0.48
4:Dj:221:VAL:HB 4:Dj:261:VAL:HG12 1.95 0.48
5:Eg:144:LEU-HA 5:Eg:147:ARG:HD2 1.95 0.48
5:Er:154:LEU:HB3 5:Er:164: TYR:HE1 1.78 0.48
1:At:206:ILE:HG12 1:At:235:TYR:HD1 1.78 0.48
1:Ax:113:GLU:HB2 1:Ax:172:MET:HB3 1.96 0.48
1:Ay:184:LEU:HD12 1:Ay:188:ASN:HB2 1.95 0.48
2:Be:248:ALA:HB1 2:Be:265:VAL:HG22 1.95 0.48
2:Br:49:GLU:HG3 2:Br:54: THR:HG21 1.95 0.48
2:Br:103:VAL:HB 2:Br:137:LEU:HD21 1.95 0.48
1:Ag:206:ILE:HG12 1:Ag:235:TYR:HD1 1.78 0.48
1:Ah:113:GLU:HB2 1:Ah:172:2MET:HB3 1.95 0.48
1:Ak:234:GLN:HA 1:Al:198: THR:HB 1.93 0.48
2:Bb:317:LYS:HE3 2:Bc:324:LEU:HD23 1.95 0.48
2:Bd:315:-MET:HG3 2:Be:328:VAL:HG13 1.95 0.48
2:Bf:275:GLY:HA3 2:Bg:338:PRO:HG2 1.95 0.48
2:Bu:317:LYS:HE3 2:Bv:324:LEU:HD23 1.95 0.48
2:Bw:141:GLY:HA3 2:Bw:154:GLY:O 2.13 0.48
3:Cc:201:ASP:HB3 3:Cc:221:ALA:HB3 1.96 0.48
4:Dn:217:ASP:HA 4:Dn:258:ARG:HD3 1.95 0.48
4:Du:111:LYS:HD2 5:Es:197:PRO:HD3 1.95 0.48
4:Dy:111:LYS:HD2 5:Ew:197:PRO:HD3 1.96 0.48
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5:Ea:116:ARG:HD3 5:Ea:149:GLN:HE22 1.78 0.48
5:Ek:116:ARG:HD3 5:Ek:149:GLN:HE22 1.79 0.48
5:Es:116:ARG:HD3 5:Es:149:GLN:HE22 1.78 0.48
2:Bc:272:VAL:HG22 | 2:Bd:260:VAL:HG22 1.95 0.48
2:Be:283:GLU:HG2 2:Be:305:GLU:HG2 1.95 0.48
2:Bh:272:VAL:HG22 2:Bi:260: VAL:HG22 1.94 0.48
2:Bq:49:GLU:HG3 2:Bq:54:THR:HG21 1.96 0.48
2:Br:318:LEU:HD11 2:Br:330:ALA:HB1 1.96 0.48
3:Cf:206:1LE:HG13 3:Cf:216:1LE:HG12 1.95 0.48
3:Cp:206:ILE:HG13 3:Cp:216:ILE:HG12 1.95 0.48
3:Cs:195:MET:HE2 3:Cs:281:LEU:HD11 1.94 0.48
3:Cy:131:LEU:HD23 3:Cy:199:ILE:HB 1.96 0.48
4:Dh:249:PHE:HB3 4:Dh:254:LEU:HD23 1.95 0.48
4:Dj:249:PHE:HB3 4:Dj:254:LEU:HD23 1.95 0.48
4:Dk:111:LYS:HD2 5:Ei:197:PRO:HD3 1.96 0.48
4:Dq:111:LYS:HD2 5:F0:197:PRO:HD3 1.95 0.48
4:Dx:111:LYS:H 4:Dx:115:GLY:HA2 1.78 0.48
5:Ec:116:ARG:HD3 5:Ec:149:GLN:HE22 1.79 0.48
5:Em:116:ARG:HD3 | 5:Em:149:GLN:HE22 1.79 0.48
5:Eq:116:ARG:HD3 5:Eq:149:GLN:HE22 1.77 0.48
1:A0:184:LEU:HD12 1:A0:188:ASN:HB2 1.95 0.48
1:Av:206:ILE:HG12 1:Av:235:TYR:HD1 1.78 0.48
2:Be:103:VAL:HB 2:Be:137:LEU:HD21 1.95 0.48
3:Ce:292:PRO:HB3 3:Ce:306:LEU:HD13 1.95 0.48
3:Cm:206:ILE:HG13 | 3:Cm:216:ILE:HG12 1.96 0.48
3:Cz:220:PHE:HE2 3:Cz:273:VAL:HG11 1.78 0.48
5:Ed:154:LEU:HB3 5:Ed:164: TYR:HE1 1.78 0.48
1:Ae:184:LEU:HD12 1:Ae:188:ASN:HB2 1.96 0.48
1:Af:113:GLU:HB2 1:Af:172:MET:HB3 1.95 0.48
1:Af:206:1ILE:HG12 1:Af:235:TYR:HD1 1.78 0.48
1:Ak:113:GLU:HB2 1:Ak:172:MET:HB3 1.96 0.48
1:Am:113:GLU:HB2 | 1:Am:172:MET:HB3 1.96 0.48
1:Ap:206:ILE:HG12 1:Ap:235:TYR:HD1 1.78 0.48
1:Au:184:LEU:HD12 1:Au:188:ASN:HB2 1.95 0.48
1:Ay:113:GLU:HB2 1:Ay:172:MET:HB3 1.96 0.48
2:Bw:49:GLU:HG3 2:Bw:54:THR:HG21 1.96 0.48
2:Bw:272:VAL:HG22 | 2:Bx:260:VAL:HG22 1.96 0.48
3:C0:220:PHE:HE2 3:C0:273:VAL:HG11 1.78 0.48
3:Cr:201:ASP:HB3 3:Cr:221:ALA:HB3 1.94 0.48
5:Ev:154:LEU:HB3 5:Ev:164:TYR:HE1 1.79 0.48
1:Ac:184:LEU:HD12 1:Ac:188:ASN:HB2 1.96 0.48
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1:Aq:206:ILE:HG12 1:Aq:235:TYR:HD1 1.78 0.48
1:Ar:219:PHE:HA 2:Bg:69:LEU:HD13 1.95 0.48
1:Aw:206:ILE:HG12 1:Aw:235:TYR:HD1 1.77 0.48
2:Bd:320:PRO:HB2 2:Bd:327:LEU:HD12 1.95 0.48
4:D1:216:ILE:HA 4:D1:291:ARG:HA 1.96 0.48
4:Dw:111:LYS:HD2 5:Eu:197:PRO:HD3 1.96 0.48
5:Ea:81:MET:HG3 5:Ea:86:VAL:HB 1.96 0.48
5:Ea:154:LEU:HB3 5:Ea:164:TYR:HE1 1.78 0.48
5:Ek:168: TYR:HB2 5:Ek:196:MET:HE1 1.95 0.48
1:Ag:184:LEU:HD12 1:Ag:188:ASN:HB2 1.95 0.48
1:A0:206:ILE:HG12 1:A0:235:TYR:HD1 1.78 0.48
1:As:113:GLU:HB2 1:As:172:MET:HB3 1.95 0.48
1:Aw:113:GLU:HB2 1:Aw:172:MET:HB3 1.96 0.48
2:Bk:49:GLU:HG3 2:Bk:54:THR:HG21 1.95 0.48
2:Bm:317:LYS:HE3 2:Bn:324:LEU:HD23 1.96 0.48
2:Bz:84:1LE:HG13 2:Bz:106:ILE:HD13 1.96 0.48
3:Ca:201:ASP:HB3 3:Ca:221:ALA:HB3 1.96 0.48
3:Co0:27:GLU:HG3 6:Go:134:GLN:HE22 1.77 0.48
5:Ew:192:LEU:HD12 | 5:Ew:196:MET:HE2 1.95 0.48
1:Aa:113:GLU:HB2 1:Aa:172:MET:HB3 1.96 0.48
1:Ap:219:PHE:HA 2:Be:69:LEU:HD13 1.95 0.48
2:Bb:49:GLU:HG3 2:Bb:54: THR:HG21 1.95 0.48
2:Bm:272:VAL:HG22 | 2:Bn:260:VAL:HG22 1.95 0.48
2:B0:285:LEU:HD23 2:B0:303:ASN:HB3 1.95 0.48
2:Bv:105:SER:HB2 2:Bv:112:LEU:HD11 1.95 0.48
3:Cc:195:-MET:HE2 3:Cc:281:LEU:HD11 1.96 0.48
3:C1:292:PRO:HB3 3:Ci:306:LEU:HD13 1.94 0.48
3:Cn:195:MET:HG3 | 3:Cn:226:VAL:HG22 1.96 0.48
3:Cr:220:PHE:HE2 3:Cr:273:VAL:HG11 1.79 0.48
3:Cr:255:ASP:HB3 3:Cr:258:SER:HB3 1.95 0.48
1:Ab:206:ILE:HG12 1:Ab:235:TYR:HD1 1.78 0.48
1:Ak:184:LEU:HD12 1:Ak:188:ASN:HB2 1.96 0.48
1:As:66: TRP:HA 1:As:192:ARG:HD3 1.94 0.48
2:Bj:252:VAL:HG22 2:Bj:259:ILE:HG12 1.96 0.48
2:Bm:143:SER:HB2 2:Bm:157:PRO:HG3 1.95 0.48
2:Bm:248:ALA:HB1 | 2:Bm:265:VAL:HG22 1.96 0.48
2:Br:85:VAL:HG13 2:Br:103:VAL:HG22 1.96 0.48
2:Bw:143:SER:HB2 2:Bw:157:PRO:HG3 1.96 0.48
2:By:105:SER:HB2 2:By:112:LEU:HD11 1.95 0.48
3:Cc:220:PHE:HE2 3:Cc:273:VAL:HG11 1.78 0.48
3:Cg:201:ASP:HB3 3:Cg:221:ALA:HB3 1.96 0.48
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3:Cp:342:ILE:HG21 3:Cp:367:ILE:HD11 1.96 0.48

3:Cq:70:LEU:HG 6:Fq:136:VAL:HG13 1.96 0.48
3:Cy:282:GLU:HA 3:Cy:286:SER:HB3 1.96 0.48
4:DI1:219:VAL:HG21 4:DI:254:LEU:HD21 1.96 0.48
1:Aa:184:LEU:HD12 1:Aa:188:ASN:HB2 1.95 0.47
1:Ap:184:LEU:HD12 1:Ap:188:ASN:HB2 1.96 0.47
2:Ba:290:PRO:HB3 2:Ba:296:GLY:HA3 1.96 0.47
2:Bs:360:1LE:HD12 2:Bu:163:SER:H 1.79 0.47
2:Bv:141:GLY:HA3 2:Bv:154:GLY:O 2.14 0.47
2:Bw:250:ILE:HG12 | 2:Bw:261:VAL:HG13 1.96 0.47
3:Cw:201:ASP:HB3 3:Cw:221:ALA:HB3 1.96 0.47
3:Cy:292:PRO:HB3 3:Cy:306:LEU:HD13 1.96 0.47
3:Cz:201:ASP:HB3 3:Cz:221:ALA:HB3 1.96 0.47
5:Ew:116:ARG:HD3 | 5:Ew:149:GLN:HE22 1.79 0.47
5:Ex:154:LEU:HB3 5:Ex:164:TYR:HE1 1.79 0.47
1:Aq:113:GLU:HB2 1:Aq:172:MET:HB3 1.96 0.47
2:Bf:143:SER:HB2 2:Bf:157:PRO:HG3 1.95 0.47
2:Bo:105:SER:HB2 2:Bo:112:LEU:HD11 1.95 0.47
2:Bu:141:GLY:HA3 2:Bu:154:GLY:O 2.14 0.47
3:Ce:201:ASP:HB3 3:Ce:221:ALA:HB3 1.96 0.47
3:Cf:201:ASP:HB3 3:Cf:221:ALA:HB3 1.96 0.47
3:C1:220:PHE:HE2 3:Cl:273:VAL:HG11 1.77 0.47
4:Dz:249:PHE:HB3 4:Dz:254:LEU:HD23 1.96 0.47
1:At:184:LEU:HD12 1:At:188:ASN:HB2 1.96 0.47
2:Bf:248:ALA:HB1 2:Bf:265:VAL:HG22 1.95 0.47
2:Br:105:SER:HB2 2:Br:112:LEU:HD11 1.95 0.47
2:Bx:103:VAL:HB 2:Bx:137:LEU:HD21 1.96 0.47
3:Cp:292:PRO:HB3 | 3:Cp:306:LEU:HD13 1.95 0.47
3:Cv:61:ILE:HD11 3:Cv:282:GLU:HG3 1.96 0.47
4:Dg:111:LYS:HD2 5:Ee:197:PRO:HD3 1.96 0.47
4:Du:93:PRO:HD3 4:Du:133:ARG:HA 1.97 0.47
5:Eu:192:LEU:HD12 5:Eu:196:MET:-HE?2 1.96 0.47
1:Aw:184:LEU:HD12 1:Aw:188:ASN:HB2 1.97 0.47
2:Bg:272:VAL:HG22 | 2:Bh:260:VAL:HG22 1.96 0.47
2:Bj:290:PRO:HB3 2:Bj:296:GLY:HA3 1.96 0.47
2:Bt:141:GLY:HA3 2:Bt:154:GLY:O 2.14 0.47
3:C0:326:PHE:HD1 3:C0:328:ASP:H 1.63 0.47
3:Cq:292:PRO:HB3 3:Cq:306:LEU:HD13 1.96 0.47
3:Cu:201:ASP:HB3 3:Cu:221:ALA:HB3 1.96 0.47
3:Cx:292:PRO:HB3 3:Cx:306:LEU:HD13 1.96 0.47

4:Dh:216:ILE:HA 4:Dh:291:ARG:HA 1.96 0.47
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4:Dv:64:ALA:HB2 4:Dv:172:LEU:HD22 1.95 0.47
4:Dv:216:ILE:HA 4:Dv:291:ARG:HA 1.96 0.47
1:Ai:113:GLU:HB2 1:Ai:172:MET:HB3 1.96 0.47
1:A0:113:GLU:HB2 1:A0:172:MET:HB3 1.97 0.47
1:Ax:184:LEU:HD12 1:Ax:188:ASN:HB2 1.97 0.47
2:Bh:84:1ILE:HG13 2:Bh:106:ILE:HD13 1.96 0.47
2:Bh:105:SER:HB2 2:Bh:112:LEU:HD11 1.96 0.47
2:Bj:105:SER:HB2 2:Bj:112:LEU:HD11 1.96 0.47
3:Ch:293:GLN:HB2 3:Ch:369:1LE:HG23 1.95 0.47
3:Cd:220:PHE:HE2 3:Cd:273:VAL:HG11 1.79 0.47
3:Ck:292:PRO:HB3 3:Ck:306:LEU:HD13 1.96 0.47
4:Dh:221:VAL:HB 4:Dh:261:VAL:HG12 1.97 0.47
5:Eg:116:ARG:HD3 | 5:Eg:149:GLN:HE22 1.79 0.47
1:Ae:113:GLU:HB2 1:Ae:172:MET:HB3 1.96 0.47
1:Aj:184:LEU:HD12 1:Aj:188:ASN:HB2 1.97 0.47
1:Al:184:LEU:HD12 1:Al:188:ASN:HB2 1.96 0.47
2:Bc:360:ILE:HD12 2:Be:163:SER:H 1.80 0.47
2:Bn:141:GLY:HA3 2:Bn:154:GLY:O 2.15 0.47
2:Bu:248:ALA:HB1 2:Bu:265:VAL:HG22 1.97 0.47
3:Ca:255:ASP:HB3 3:Ca:258:SER:HB3 1.97 0.47
3:Cn:342:1LE:HG21 3:Cn:367:ILE:HD11 1.97 0.47
3:Ct:292:PRO:HB3 3:Ct:306:LEU:HD13 1.95 0.47
4:Dx:219:VAL:HG21 | 4:Dx:254:LEU:HD21 1.95 0.47
5:Ee:176: THR:HG22 5:Ee:185:1LE:HD12 1.96 0.47
5:Ei:116:ARG:HD3 5:FEi:149:GLN:HE22 1.79 0.47
1:An:184:LEU:HD12 1:An:188:ASN:HB2 1.96 0.47
1:Aq:184:LEU:HD12 1:Aq:188:ASN:HB2 1.97 0.47
1:Az:184:LEU:HD12 1:Az:188:ASN:HB2 1.96 0.47
2:Ba:248:ALA:HB1 2:Ba:265:VAL:HG22 1.97 0.47
2:Bc:21:1LE:HG23 2:Bc:197:LEU:HD11 1.97 0.47
2:Bl:248:ALA:HB1 2:Bl:265:VAL:HG22 1.96 0.47
2:Bm:252:VAL:HG22 | 2:Bm:259:ILE:HG12 1.97 0.47
3:Ch:282:GLU:HA 3:Cbh:286:SER:HB3 1.95 0.47
3:Cj:220:PHE:HE2 3:Cj:273:VAL:HG11 1.79 0.47
3:Cn:206:1LE:HG13 3:Cn:216:1LE:HG12 1.96 0.47
3:Ct:365: TYR:HE2 4:Dm:94:VAL:HG22 1.79 0.47
3:Cw:206:ILE:HG13 3:Cw:216:ILE:HG12 1.97 0.47
3:Cw:292:PRO:HB3 | 3:Cw:306:LEU:HD13 1.95 0.47
3:Cx:201:ASP:HB3 3:Cx:221:ALA:HB3 1.97 0.47
4:De:111:LYS:HD2 5:Ec:197:PRO:HD3 1.95 0.47
4:Dp:223: THR:HG22 | 4:Dp:285:VAL:HG22 1.97 0.47
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4:Dr:223:THR:HG22 | 4:Dr:285:VAL:HG22 1.97 0.47
4:Dv:223: THR:HG22 | 4:Dv:285:VAL:HG22 1.97 0.47
5:Ee:192:.LEU:HD12 5:Ee:196:MET:HE2 1.96 0.47
5:FKg:176: THR:HG22 5:Eg:185:ILE:HD12 1.97 0.47
1:Ah:219:PHE:HA 2:Bw:69:LEU:HD13 1.97 0.47
1:Ar:184:LEU:HD12 1:Ar:188:ASN:HB2 1.97 0.47
2:Bg:143:SER:HB2 2:Bg:157:PRO:HG3 1.96 0.47
2:Bj:49:GLU:HG3 2:Bj:54: THR:HG21 1.96 0.47
3:Ce:78:TYR:HD2 3:Ce:88:1LE:HB 1.80 0.47
3:Cl:201:ASP:HB3 3:Cl:221:ALA:HB3 1.97 0.47
3:Cp:93:ARG:HG2 3:Cp:102:VAL:HG23 1.97 0.47
4:Dd:64:ALA:HB2 4:Dd:172:LEU:HD22 1.95 0.47
4:Dd:221:VAL:HB 4:Dd:261:VAL:HG12 1.97 0.47
4:Dz:24:GLU:HG3 4:Dz:148:ARG:HH22 1.80 0.47
5:Ec:176: THR:HG22 5:Ec:185:1ILE:HD12 1.97 0.47
5:Ey:176:THR:HG22 | 5:Ey:185:ILE:HD12 1.97 0.47
2:Bg:105:SER:HB2 2:Bg:112:LEU:HD11 1.96 0.47
2:Bk:360:ILE:HD12 2:Bm:163:SER:H 1.80 0.47
2:Bs:84:1ILE:HG13 2:Bs:106:1LE:HD13 1.97 0.47
3:Ci:201:ASP:HB3 3:Ci:221:ALA:HB3 1.97 0.47
3:Cv:220:PHE:HE2 3:Cv:273:VAL:HG11 1.80 0.47
4:Dk:78:ARG:HB3 4:Dk:143:GLN:HE22 1.80 0.47
4:Dr:64:ALA:HB2 4:Dr:172:LEU:HD22 1.97 0.47
1:Af:184:LEU:HD12 1:Af:188:ASN:HB2 1.97 0.47
2:Bc:105:SER:HB2 2:Bc:112:LEU:HD11 1.96 0.47
2:Bh:49:GLU:HG3 2:Bh:54: THR:HG21 1.96 0.47
2:Bx:324:LEU:HD12 | 2:Bx:327:LEU:HD23 1.97 0.47
3:Cc:373:MET:HE3 3:Cc:373:MET:HB2 1.85 0.47
3:Cm:255:ASP:HB3 3:Cm:258:SER:HB3 1.96 0.47
3:Cy:201:ASP:HB3 3:Cy:221:ALA:HB3 1.97 0.47
4:Di:111:LYS:HD2 5:FKg:197:PRO:HD3 1.97 0.47
4:Di:184:ILE:HG12 4:Di:286:VAL:HG22 1.96 0.47
4:Dn:64:ALA:HB2 4:Dn:172:LEU:HD22 1.96 0.47
4:Dn:249:PHE:HB3 4:Dn:254:LEU:HD23 1.97 0.47
4:Dx:249:PHE:HB3 4:Dx:254:LEU:HD23 1.97 0.47
5:Ey:116:ARG:HD3 | 5:Ey:149:GLN:HE22 1.79 0.47
2:Bb:84:1LE:HG13 2:Bb:106:ILE:HD13 1.97 0.46
2:Bl1:105:SER:HB2 2:Bl:112:LEU:HD11 1.97 0.46
2:B1:275:GLY:HA3 2:Bm:338:PRO:HG2 1.96 0.46
2:Bp:105:SER:HB2 2:Bp:112:LEU:HD11 1.96 0.46
2:Bw:105:SER:HB2 2:Bw:112:LEU:HD11 1.97 0.46
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3:Cv:292:PRO:HB3 3:Cv:306:LEU:HD13 1.96 0.46
4:Dj:223: THR:HG22 | 4:Dj:285:VAL:HG22 1.97 0.46
4:Dm:111:LYS:HD2 5:Ek:197:PRO:HD3 1.97 0.46
5:Ee:116:ARG:HD3 5:Ee:149:GLN:HE22 1.80 0.46
5:Ek:192:LEU:HD12 5:Ek:196:MET:HE2 1.96 0.46
1:Am:184:LEU:HD12 | 1:Am:188:ASN:HB2 1.96 0.46
1:Av:184:LEU:HD12 1:Av:188:ASN:HB2 1.97 0.46
2:Bn:105:SER:HB2 2:Bn:112:LEU:HD11 1.97 0.46
3:Cg:206:ILE:HG13 3:Cg:216:ILE:HG12 1.96 0.46
3:Cn:239: THR:HG21 3:Co0:155:ARG:HD3 1.97 0.46
3:Cu:255:ASP:HB3 3:Cu:258:SER:HB3 1.97 0.46
4:Dc:184:ILE:HG12 4:Dc:286:VAL:HG22 1.97 0.46
4:DI1:221:VAL:HB 4:DI1:261:VAL:HG12 1.98 0.46
4:Ds:184:1ILE:HG12 4:Ds:286:VAL:HG22 1.97 0.46
4:Dt:249:PHE:HB3 4:Dt:254:LEU:HD23 1.98 0.46
4:Dx:64:ALA:HB2 4:Dx:172:LEU:HD22 1.97 0.46
5:FE0:116:ARG:HD3 5:F0:149:GLN:HE22 1.79 0.46
5:Ew:176: THR:HG22 | 5:Ew:185:ILE:HD12 1.97 0.46
2:Bx:105:SER:HB2 2:Bx:112:LEU:HD11 1.96 0.46
3:Cp:195:MET:HE2 | 3:Cp:281:LEU:HD11 1.97 0.46
4:Dp:64:ALA:HB2 4:Dp:172:LEU:HD22 1.96 0.46
4:Dt:223:THR:HG22 | 4:Dt:285:VAL:HG22 1.97 0.46
4:Dx:216:ILE:HA 4:Dx:291:ARG:HA 1.97 0.46
1:As:184:LEU:HD12 1:As:188:ASN:HB2 1.97 0.46
2:Bg:274:HIS:HE1 2:Bg:343:ALA:HB3 1.80 0.46
3:Cd:201:ASP:HB3 3:Cd:221:ALA:HB3 1.98 0.46
3:Cf:292:PRO:HB3 3:Cf:306:LEU:HD13 1.96 0.46
3:Cm:292:PRO:HB3 | 3:Cm:306:LEU:HD13 1.98 0.46
3:Cn:326:PHE:HD1 3:Cn:328:ASP:H 1.64 0.46
3:Co:78:TYR:HD2 3:Co:88:ILE:HB 1.81 0.46
3:Cq:201:ASP:HB3 3:Cq:221:ALA:HB3 1.96 0.46
3:Cx:358:VAL:HG12 3:Cx:360:GLN:H 1.80 0.46
3:Cy:126:ILE:HB 3:Cy:169: THR:HG22 1.96 0.46
4:D1:249:PHE:HB3 4:D1:254:LEU:HD23 1.97 0.46
4:Dt:221:VAL:HB 4:Dt:261:VAL:HG12 1.96 0.46
5:Ec:192:LEU:HD12 5:Ec:196:MET:HE2 1.97 0.46
5:Ed:189:ARG:HH21 5:Ed:205:LYS:HZ1 1.64 0.46
5:Eg:168: TYR:HB2 5:Eg:196: MET:HE1 1.96 0.46
5:Eq:176: THR:HG22 | 5:Eq:185:ILE:HD12 1.97 0.46
5:Eu:116:ARG:HD3 5:Fu:149:GLN:HE22 1.80 0.46
5:Eu:176: THR:HG22 5:Eu:185:ILE:HD12 1.96 0.46
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2:Bc:49:GLU:HG3 2:Be:54: THR:HG21 1.97 0.46
2:Be:105:SER:HB2 2:Be:112:LEU:HD11 1.97 0.46
2:Bk:21:ILE:HG23 2:Bk:197:LEU:HD11 1.98 0.46
2:Bu:252:VAL:HG22 2:Bu:259:ILE:HG12 1.96 0.46
2:Bw:248:ALA:HB1 | 2:Bw:265:VAL:HG22 1.97 0.46
3:Ck:195:-MET:HE2 3:Ck:281:LEU:HD11 1.97 0.46
3:Cm:78:TYR:HD2 3:Cm:88:ILE:HB 1.80 0.46
3:Cn:365:TYR:HE2 4:Dg:94:VAL:HG22 1.80 0.46
3:Cz:292:PRO:HB3 3:Cz:306:LEU:HD13 1.97 0.46
4:Db:221:VAL:HB 4:Db:261:VAL:HG12 1.97 0.46
4:Dt:64:ALA:HB2 4:Dt:172:LEU:HD22 1.97 0.46
4:Dv:104:1ILE:HA 4:Dw:145:ARG:HD3 1.98 0.46
5:Ea:41:LEU:HA 5:FEa:44:GLU:HG2 1.98 0.46
5:Er:189:ARG:HH21 5:Er:205:LYS:HZ1 1.63 0.46
2:Ba:141:GLY:HA3 2:Ba:154:GLY:0O 2.14 0.46
2:Bl:84:1LE:HG13 2:Bl:106:ILE:HD13 1.97 0.46
2:Bm:84:1ILE:HG13 2:Bm:106:1ILE:HD13 1.97 0.46
2:Bp:143:SER:HB2 2:Bp:157:PRO:HG3 1.97 0.46
2:By:274:HIS:HE1 2:By:343:ALA:HB3 1.81 0.46
3:Cg:61:ILE:HD11 3:Cg:282:GLU:HG3 1.97 0.46
3:Ch:220:PHE:HE2 3:Ch:273:VAL:HG11 1.80 0.46
3:Ck:43:LEU:HD21 3:Ck:68:MET:HE1 1.97 0.46
3:Ck:271:LEU:HD11 6:Gk:145:PHE:HE2 1.81 0.46
3:Cq:63:SER:HA 3:Cq:66:ASN:HD21 1.81 0.46
3:Cq:209:LYS:HD2 3:Cq:212:GLN:HB2 1.98 0.46
3:Cu:206:ILE:HG13 3:Cu:216:ILE:HG12 1.96 0.46
3:Cz:342:1LE:HG21 3:Cz:367:ILE:HD11 1.96 0.46
4:Dh:169:ILE:HG13 | 4:Dh:172:LEU:HD12 1.98 0.46
4:DI:116: TYR:HE2 5:E1:198:GLU:HB3 1.80 0.46
5:Fi:81:MET:HG3 5:Fi:86:VAL:HB 1.98 0.46
1:Ai:184:LEU:HD12 1:Ai:188:ASN:HB2 1.97 0.46
2:Bd:252:VAL:HG22 2:Bd:259:ILE:HG12 1.98 0.46
2:Bj:320:PRO:HB2 2:Bj:327:LEU:HD12 1.98 0.46
3:Ch:342:ILE:HG21 3:Ch:367:ILE:HD11 1.97 0.46
3:Cu:373:MET:HE3 3:Cu:373:MET:HB2 1.85 0.46
4:Dd:223:THR:HG22 | 4:Dd:285:VAL:HG22 1.97 0.46
4:Df:64:ALA:HB2 4:Df:172:LEU:HD22 1.97 0.46
4:Dw:184:ILE:HG12 | 4:Dw:286:VAL:HG22 1.96 0.46
4:Dx:223: THR:HG22 | 4:Dx:285:VAL:HG22 1.97 0.46
4:Dz:221:VAL:HB 4:Dz:261:VAL:HG12 1.97 0.46
5:Ek:176: THR:HG22 5:Ek:185:ILE:HD12 1.97 0.46

Continued on next page...



Page 98

Full wwPDB EM Validation Report

EMD-72847, 9YEC

Continued from previous page...

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

2:Bg:224:ARG:HH22 3:Cj:323: THR:HB 1.80 0.46
2:Bn:272:VAL:HG22 | 2:B0:260:VAL:HG22 1.97 0.46
2:Bq:84:1LE:HG13 2:Bq:106:ILE:HD13 1.97 0.46
2:Bz:49:GLU:HG3 2:Bz:54:THR:HG21 1.97 0.46
3:Cc:93:ARG:HG2 3:Cc:102:VAL:HG23 1.97 0.46
3:Ch:201:ASP:HB3 3:Ch:221:ALA:HB3 1.98 0.46
3:Cj:255:ASP:HB3 3:Cj:258:SER:HB3 1.98 0.46
3:Cn:201:ASP:HB3 3:Cn:221:ALA:HB3 1.96 0.46
3:Co:80:PHE:HA 6:Fo:136: VAL:HG21 1.97 0.46
4:De:78:ARG:HB3 4:De:143:GLN:HE22 1.81 0.46
4:Dn:221:VAL:HB 4:Dn:261:VAL:HG12 1.98 0.46
4:Dp:249:PHE:HB3 | 4:Dp:254:LEU:HD23 1.98 0.46
4:Dz:116:TYR:HE2 5:Ez:198:GLU:HB3 1.80 0.46
5:Ea:176:THR:HG22 5:Ea:185:1LE:HD12 1.97 0.46
5:Eg:192:LEU:HD12 5:Eg:196: MET:HE2 1.97 0.46
5:Ei:176: THR:HG22 5:Ei:185:ILE:HD12 1.97 0.46
2:Bc:103:VAL:HB 2:Bc:137:LEU:HD21 1.97 0.46
2:Be:224: ARG:HH22 3:Ch:323:THR:HB 1.80 0.46
2:Bl:137:LEU:HA 2:Bl:162:ILE:HG12 1.98 0.46
2:Bt:248:ALA:HB1 2:Bt:265:VAL:HG22 1.98 0.46
2:Bw:290:PRO:HB3 2:Bw:296:GLY:HA3 1.98 0.46
2:Bx:250:ILE:HG12 2:Bx:261:VAL:HG13 1.98 0.46
2:Bx:275:GLY:HA3 2:By:338:PRO:HG2 1.97 0.46
3:Cbh:93:ARG:HG2 3:Ch:102:VAL:HG23 1.97 0.46
3:Cv:26:TYR:HA 6:Gv:134:GLN:HA 1.98 0.46
3:Cw:271:LEU:HD11 | 6:Gw:145:PHE:HD?2 1.81 0.46
4:Db:64:ALA:HB2 4:Db:172:LEU:HD22 1.97 0.46
4:Db:116:TYR:HE2 5:Eb:198:GLU:HB3 1.81 0.46
4:Df:221:VAL:HB 4:Df:261:VAL:HG12 1.98 0.46
4:Dj:24:GLU:HG3 4:Dj:148:ARG:HH22 1.81 0.46
4:Du:184:ILE:HG12 4:Du:286:VAL:HG22 1.97 0.46
4:Dw:78:ARG:HB3 4:Dw:143:GLN:HE22 1.80 0.46
5:Ee:41:LEU:HA 5:Ee:44:GLU:HG2 1.98 0.46
1:Ad:184:LEU:HD12 1:Ad:188:ASN:HB2 1.98 0.46
2:Ba:143:SER:HB2 2:Ba:157:PRO:HG3 1.98 0.46
2:Bf:105:SER:HB2 2:Bf:112:LEU:HD11 1.97 0.46
2:Bk:141:GLY:HA3 2:Bk:154:GLY:O 2.16 0.46
2:Bq:248:ALA:HB1 2:Bq:265:VAL:HG22 1.97 0.46
2:Br:84:1ILE:HG13 2:Br:106:ILE:HD13 1.98 0.46
2:Br:85:VAL:HG22 2:Br:103:VAL:HG13 1.98 0.46
2:Bs:103:VAL:HB 2:Bs:137:LEU:HD21 1.98 0.46
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2:Bt:118:MET:HE3 2:Bt:118:MET:HB3 1.84 0.46
3:Cj:342:1LE:HG21 3:Cj:367:ILE:HD11 1.97 0.46
3:Cr:292:PRO:HB3 3:Cr:306:LEU:HD13 1.98 0.46
5:Ef:154:LEU:HB3 5:Ef:164: TYR:HE1 1.80 0.46
5:Eg:81:MET:HG3 5:Eg:86:VAL:HB 1.98 0.46
2:Bi:105:SER:HB2 2:Bi:112:LEU:HD11 1.97 0.45
2:Bj:248:ALA:HB1 2:Bj:265:VAL:HG22 1.97 0.45
2:Bx:248:ALA:HB1 2:Bx:265:VAL:HG22 1.96 0.45
3:Cg:34:1ILE:HD11 3:Cg:100:MET:HB2 1.98 0.45
3:Ci:206:1LE:HG13 3:Ci:216:ILE:HG12 1.98 0.45
3:Cu:195:MET:HE2 3:Cu:281:LEU:HD11 1.98 0.45
1:Ab:184:LEU:HD12 1:Ab:188:ASN:HB2 1.97 0.45
2:Bh:320:PRO:HB2 2:Bh:327:LEU:HD12 1.99 0.45
2:Bx:84:ILE:HG13 2:Bx:106:ILE:HD13 1.98 0.45
3:Ci:220:PHE:HE2 3:Ci:273:VAL:HG11 1.80 0.45
3:Ct:342:ILE:HG21 3:Ct:367:1LE:HD11 1.98 0.45
3:Cz:365:TYR:HE2 4:Ds:94:VAL:HG22 1.80 0.45
4:Df:104:1LE:HA 4:Dg:145:ARG:HD3 1.99 0.45
4:Dn:216:ILE:HA 4:Dn:291:ARG:HA 1.97 0.45
4:Dn:223:THR:HG22 | 4:Dn:285:VAL:HG22 1.98 0.45
4:Dr:37:GLN:HG3 4:Dr:49:VAL:HG23 1.98 0.45
4:Dx:221:VAL:HB 4:Dx:261:VAL:HG12 1.97 0.45
4:Dz:117:ILE:HD12 4:Dz:117:ILE:HA 1.86 0.45
5:Es:176: THR:HG22 5:Es:185:ILE:HD12 1.97 0.45
1:Ap:200:ASN:HB3 1:Ap:201:THR:H 1.64 0.45
2:Bb:163:SER:H 2:Bz:360:ILE:HD12 1.81 0.45
2:Bk:145: THR:HB 2:Bk:151:LYS:HG3 1.99 0.45
3:Ci:195:MET:HE2 3:Ci:281:LEU:HD11 1.98 0.45
4:Dc:78:ARG:HB3 4:Dc:143:GLN:HE22 1.82 0.45
4:Dd:249:PHE:HB3 4:Dd:254:LEU:HD23 1.98 0.45
4:Dj:116:TYR:HE2 5:Fj:198:GLU:HB3 1.80 0.45
4:Dm:93:PRO:HB2 4:Dm:95: TRP:HE3 1.82 0.45
4:Dp:221:VAL:HB 4:Dp:261:VAL:HG12 1.98 0.45
1:Ac:51:ASP:HA 1:Ac:54:ARG:HE 1.82 0.45
2:Bb:105:SER:HB2 2:Bb:112:LEU:HD11 1.97 0.45
2:Bh:141:GLY:HA3 2:Bh:154:GLY:O 2.16 0.45
2:Bk:105:SER:HB2 2:Bk:112:LEU:HD11 1.97 0.45
2:B0:224:ARG:HH22 3:Cr:323: THR:HB 1.81 0.45
2:Bw:259:ILE:HD11 2:Bw:342:MET:HG3 1.98 0.45
3:Ca:195:MET:HE2 3:Ca:281:LEU:HD11 1.98 0.45
3:CL:195:MET:HE2 3:Cl:281:LEU:HD11 1.98 0.45
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3:Cx:220:PHE:HE2 3:Cx:273:VAL:HG11 1.80 0.45
4:Dz:223: THR:HG22 | 4:Dz:285:VAL:HG22 1.97 0.45
5:Ei:192:LEU:HD12 5:Ei:196:MET:HE2 1.97 0.45
5:En:154:LEU:HB3 5:En:164: TYR:HE1 1.82 0.45
5:Eo0:81:MET:HG3 5:E0:86:VAL:HB 1.99 0.45
5:Ew:41:LEU:HA 5:Ew:44:GLU:HG2 1.98 0.45
1:Ah:184:LEU:HD12 1:Ah:188:ASN:HB2 1.97 0.45
2:Bd:105:SER:HB2 2:Bd:112:LEU:HD11 1.98 0.45
2:Bi:137:LEU:HA 2:Bi:162:ILE:HG12 1.99 0.45
2:Bm:105:SER:HB2 | 2:Bm:112:LEU:HD11 1.97 0.45
2:Bt:85:VAL:HG22 2:Bt:103:VAL:HG13 1.99 0.45
3:Cc:292:PRO:HB3 3:Cc:306:LEU:HD13 1.98 0.45
3:Cd:239: THR:HG21 3:Ce:155:ARG:HD3 1.99 0.45
3:Co:34:ILE:HD11 3:Co:100:MET:HB2 1.99 0.45
3:C0:292:PRO:HB3 3:Co0:306:LEU:HD13 1.97 0.45
3:Cz:282:GLU:HA 3:Cz:286:SER:HB3 1.98 0.45
4:Dh:116:TYR:HE2 5:Eh:198:GLU:HB3 1.80 0.45
4:Dx:104:ILE:HA 4:Dy:145:ARG:HD3 1.99 0.45
5:Ec:41:LEU:HA 5:Ec:44:GLU:HG2 1.98 0.45
2:Bs:303:ASN:H 2:Bt:285:LEU:HD12 1.81 0.45
3:Ch:255:ASP:HB3 3:Ch:258:SER:HB3 1.99 0.45
3:C1:294:ILE:HG22 3:C1:369:ILE:HG22 1.98 0.45
3:Cu:93:ARG:HG2 3:Cu:102:VAL:HG22 1.99 0.45
4:Db:184:ILE:HG12 4:Db:286:VAL:HG22 1.98 0.45
4:Dg:184:1LE:HG12 | 4:Dg:286:VAL:HG22 1.98 0.45
4:Dn:104:ILE:HA 4:Do:145:ARG:HD3 1.99 0.45
4:Dr:249:PHE:HB3 4:Dr:254:LEU:HD23 1.99 0.45
5:Ek:41:LEU:HA 5:Ek:44:GLU:HG2 1.97 0.45
1:Ay:51:ASP:HA 1:Ay:54:ARG:HE 1.81 0.45
1:Az:129:ASN:HB2 1:Az:156:ASN:HB3 1.99 0.45
2:Bv:360:ILE:HD12 2:Bx:163:SER:H 1.80 0.45
2:By:248:ALA:HB1 2:By:265:VAL:HG22 1.99 0.45
3:Ca:206:ILE:HG13 3:Ca:216:ILE:HG12 1.99 0.45
3:Cf:56:PHE:HD1 6:Gf:139:LYS:HE2 1.81 0.45
3:Cf:93:ARG:HG2 3:Cf:102:VAL:HG22 1.99 0.45
3:Cf:365: TYR:HE2 4:Dy:94:VAL:HG22 1.82 0.45
3:Cq:206:1LE:HG13 3:Cq:216:ILE:HG12 1.99 0.45
3:Cr:78: TYR:HD2 3:Cr:88:ILE:HB 1.81 0.45
3:Cz:206:ILE:HG13 3:Cz:216:ILE:HG12 1.97 0.45
4:Dp:104:ILE:HA 4:Dq:145:ARG:HD3 1.99 0.45
5:Em:41:LEU:HA 5:Em:44:GLU:HG2 1.98 0.45
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5:E0:176:THR:HG22 5:FE0:185:ILE:HD12 1.97 0.45
1:Ar:200:ASN:HB3 1:Ar:201: THR:H 1.64 0.45
2:Bg:248:ALA:HB1 2:Bg:265:VAL:HG22 1.98 0.45
2:Bo:85:VAL:HG22 2:Bo:103:VAL:HG13 1.99 0.45
2:Bt:105:SER:HB2 2:Bt:112:LEU:HD11 1.98 0.45
3:Cb:90:ILE:HG13 3:Cbh:104:THR:HB 1.99 0.45
3:Cj:365: TYR:HE2 4:Dc:94:VAL:HG22 1.80 0.45
4:Dn:219:VAL:HG21 | 4:Dn:254:LEU:HD21 1.98 0.45
4:Dr:221:VAL:HB 4:Dr:261:VAL:HG12 1.97 0.45
4:Dy:78:ARG:HB3 4:Dy:143:GLN:HE22 1.81 0.45
1:Ae:51:ASP:HA 1:Ae:54:ARG:HE 1.82 0.45
1:Af:200:ASN:HB3 1:Af:201: THR:H 1.63 0.45
1:Aj:129:ASN:HB2 1:Aj:156:ASN:HB3 1.99 0.45
1:Ay:200:ASN:HB3 1:Ay:201:THR:H 1.63 0.45
2:Bh:248:ALA:HB1 2:Bh:265:VAL:HG22 1.97 0.45
2:B1:85:VAL:HG22 2:Bl:103:VAL:HG13 1.99 0.45
2:Bs:27:VAL:HG21 2:Bs:233:LEU:HD21 1.99 0.45
2:Bs:317:LYS:HB2 2:Bt:328: VAL:HG21 1.99 0.45
2:Bu:105:SER:HB2 2:Bu:112:LEU:HD11 1.99 0.45
2:Bv:141:GLY:CA 2:Bv:154:GLY:O 2.65 0.45
2:Bx:141:GLY:HA3 2:Bx:154:GLY:O 2.17 0.45
2:By:320:PRO:HB2 2:By:327:LEU:HD12 1.98 0.45
3:Ce:209:LYS:HD2 3:Ce:212:GLN:HB2 1.99 0.45
5:Ea:32:ILE:HD13 5:Ea:65:ARG:HH22 1.82 0.45
5:Ee:81:MET:HG3 5:Ee:86:VAL:HB 1.99 0.45
5:E0:41:LEU:HA 5:FEo0:44:GLU:HG2 1.98 0.45
1:Aa:51:ASP:HA 1:Aa:54:ARG:HE 1.82 0.45
1:An:200:ASN:HB3 1:An:201: THR:H 1.64 0.45
1:Ax:129:ASN:HB2 1:Ax:156:ASN:HB3 1.99 0.45
2:Bb:259:1LE:HD11 2:Bb:342:MET:HG3 1.99 0.45
2:Bi:83:VAL:HG12 2:Bi:105:SER:HA 1.99 0.45
2:Bj:274:HIS:HE1 2:Bj:343:ALA:HB3 1.82 0.45
2:Bk:269:PRO:HB2 2:Bl:263:GLN:HE21 1.82 0.45
2:Bs:105:SER:HB2 2:Bs:112:LEU:HD11 1.98 0.45
2:Bu:118:MET:HE2 2:Bu:118:MET:HB3 1.80 0.45
3:Ce:206:1LE:HG13 3:Ce:216:ILE:HG12 1.99 0.45
3:Cg:292:PRO:HB3 3:Cg:306:LEU:HD13 1.97 0.45
3:Ct:201:ASP:HB3 3:Ct:221:ALA:HB3 1.99 0.45
3:Cu:292:PRO:HB3 3:Cu:306:LEU:HD13 1.97 0.45
3:Cv:365:TYR:HE2 4:D0:94:VAL:HG22 1.81 0.45
4:Dz:216:ILE:HA 4:Dz:291:ARG:HA 1.98 0.45
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5:Ei:41:LEU:HA 5:Ei:44:GLU:HG2 1.98 0.45
1:Ah:129:ASN:HB2 1:Ah:156:ASN:HB3 1.99 0.44
1:Al:129:ASN:HB2 1:Al:156:ASN:HB3 1.99 0.44
1:A0:200:ASN:HB3 1:A0:201: THR:H 1.64 0.44
1:At:200:ASN:HB3 1:At:201: THR:H 1.64 0.44
2:Ba:259:ILE:HD11 2:Ba:342:MET:HG3 2.00 0.44
2:Bc:274:HIS:HE1 2:Bc:343:ALA:HB3 1.81 0.44
2:Bd:143:SER:HB2 2:Bd:157:PRO:HG3 1.98 0.44
2:Bh:285:LEU:HD23 2:Bh:303:ASN:HB3 1.99 0.44
2:Bp:27:VAL:HG21 2:Bp:233:LEU:HD21 1.99 0.44
2:Bv:49:GLU:HG3 2:Bv:54:THR:HG21 1.99 0.44
3:Ch:365: TYR:HE2 4:Da:94:VAL:HG22 1.82 0.44
3:Cj:94:LYS:HG3 3:Cj:101:TYR:HB2 1.99 0.44
3:Cn:255:ASP:HB3 3:Cn:258:SER:HB3 1.99 0.44
3:C0:201:ASP:HB3 3:C0:221:ALA:HB3 1.98 0.44
3:Cv:70:LEU:HD22 6:Fv:136:VAL:HG13 1.99 0.44
3:Cy:61:ILE:HD11 3:Cy:282:GLU:HG3 1.99 0.44
4:Db:249:PHE:HB3 4:Db:254:LEU:HD23 1.99 0.44
4:Dy:93:PRO:HB2 4:Dy:95: TRP:HE3 1.82 0.44
1:Ab:51:ASP:HA 1:Ab:54:ARG:HE 1.83 0.44
1:Av:129:ASN:HB2 1:Av:156:ASN:HB3 1.99 0.44
2:Bw:274:HIS:HE1 2:Bw:343:ALA:HB3 1.81 0.44
3:Cf:63:SER:HA 3:CI:66:ASN:HD21 1.81 0.44
3:Ct:206:ILE:HG13 3:Ct:216:ILE:HG12 1.99 0.44
3:Cv:255:ASP:HB3 3:Cv:258:SER:HB3 1.99 0.44
4:Dg:78:ARG:HB3 4:Dg:143:GLN:HE22 1.81 0.44
4:Dv:249:PHE:HB3 4:Dv:254:LEU:HD23 1.99 0.44
5:Et:154:LEU:HB3 5:Et:164: TYR:HE1 1.80 0.44
1:Aq:200:ASN:HB3 1:Aq:201:THR:H 1.64 0.44
1:Av:219:PHE:HD1 2:Bk:69:LEU:HD13 1.82 0.44
1:Ax:200:ASN:HB3 1:Ax:201:THR:H 1.64 0.44
2:Ba:105:SER:HB2 2:Ba:112:LEU:HD11 1.98 0.44
2:Bn:283:GLU:HG2 2:Bn:305:GLU:HB3 1.99 0.44
2:Bo:143:SER:HB2 2:Bo:157:PRO:HG3 1.99 0.44
2:Bp:360:ILE:HD12 2:Br:163:SER:H 1.82 0.44
2:Bt:85:VAL:HG13 2:Bt:103:VAL:HG22 2.00 0.44
3:Cd:326:PHE:HD1 3:Cd:328:ASP:H 1.65 0.44
3:Cm:80:PHE:HA 6:Fm:136:VAL:HG21 1.99 0.44
3:Cn:153:ILE:HG21 3:Cn:195:MET:HE1 1.99 0.44
3:Cr:350: TYR:HE2 3:Cr:355:GLU:HG3 1.82 0.44
4:Da:78:ARG:HB3 4:Da:143:GLN:HE22 1.81 0.44
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4:DI1:169:ILE:HG13 4:D1:172:LEU:HD12 1.99 0.44
4:Dq:184:ILE:HG12 | 4:Dq:286:VAL:HG22 1.99 0.44
5:Ey:41:LEU:HA 5:Ey:44:GLU:HG2 1.98 0.44
1:Az:51:ASP:HA 1:Az:54:ARG:HE 1.83 0.44
2:Ba:34:GLN:HG2 2:Bb:134:GLN:HB3 1.99 0.44
2:Bd:84:1ILE:HG13 2:Bd:106:ILE:HD13 1.99 0.44
2:Bm:250:ILE:HG12 | 2:Bm:261:VAL:HG13 1.98 0.44
2:B0:248:ALA:HB1 2:B0:265:VAL:HG22 1.98 0.44
2:Bz:27:VAL:HG21 2:Bz:233:LEU:HD21 1.99 0.44
3:Cg:195:-MET:HE2 | 3:Cg:281:LEU:HD11 1.98 0.44
3:Cs:160:GLU:HG3 6:Gs:144:LEU:HD11 1.98 0.44
4:Dd:104:ILE:HA 4:De:145:ARG:HD3 1.99 0.44
4:Do:184:1ILE:HG12 4:D0:286:VAL:HG22 1.99 0.44
4:Dy:184:ILE:HG12 | 4:Dy:286:VAL:HG22 1.99 0.44
5:Em:176: THR:HG22 | 5:Em:185:ILE:HD12 1.98 0.44
5:Es:41:LEU:HA 5:Es:44:GLU:HG2 1.98 0.44
2:Bj:27:VAL:HG21 2:Bj:233:LEU:HD21 2.00 0.44
2:Bx:277:MET:HE2 2:Bx:311:LYS:HD2 1.99 0.44
3:Cf:195:MET:HE2 3:Cf:281:LEU:HD11 1.99 0.44
3:Ck:93:ARG:HG2 3:Ck:102:VAL:HG22 1.98 0.44
3:Ck:226:VAL:HB 3:Ck:236:MET:HB3 2.00 0.44
4:Dc:93:PRO:HD3 4:Dc:133:ARG:HA 1.99 0.44
4:Dq:104:ILE:HG23 4:Dr:145:ARG:HD3 1.98 0.44
4:Dr:104:ILE:HA 4:Ds:145:ARG:HD3 1.99 0.44
4:Dv:221:VAL:HB 4:Dv:261:VAL:HG12 1.98 0.44
5:Eg:41:LEU:HA 5:FEg:44:GLU:HG2 1.98 0.44
1:Ad:129:ASN:HB2 1:Ad:156:ASN:HB3 1.99 0.44
1:Au:200:ASN:HB3 1:Au:201: THR:H 1.64 0.44
2:Bb:141:GLY:HA3 2:Bb:154:GLY:O 2.17 0.44
2:Bc:84:1LE:HG13 2:Bc:106:ILE:HD13 1.99 0.44
2:Bh:250:1ILE:HG12 2:Bh:261:VAL:HG13 2.00 0.44
2:Bi:248:ALA:HB1 2:Bi:265:VAL:HG22 1.98 0.44
2:B0:85:VAL:HG13 2:B0:103:VAL:HG22 2.00 0.44
2:B0:267:LEU:HB2 2:B0:320:PRO:HG2 1.99 0.44
2:Bq:105:SER:HB2 2:Bq:112:LEU:HD11 1.99 0.44
2:Bt:27:VAL:HG21 2:Bt:233:LEU:HD21 2.00 0.44
2:Bu:267:LEU:HB2 2:Bu:320:PRO:HG2 1.99 0.44
3:Cy:255:ASP:HB3 3:Cy:258:SER:HB3 1.99 0.44
4:Dh:104:ILE:HA 4:Di:145:ARG:HD3 2.00 0.44
4:D0:93:PRO:HB2 4:D0:95: TRP:HE3 1.83 0.44
4:Dx:24:GLU:HG3 4:Dx:148:ARG:HH22 1.83 0.44
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5:Eq:41:LEU:HA 5:Eq:44:GLU:HG2 1.98 0.44
1:Ab:129:ASN:HB2 1:Ab:156:ASN:HB3 2.00 0.44
2:Bj:84:ILE:HG13 2:Bj:106:1ILE:HD13 1.99 0.44
2:Bw:320:PRO:HB2 2:Bw:327:LEU:HD12 1.99 0.44
2:Bz:137:LEU:HA 2:Bz:162:ILE:HG12 1.99 0.44
3:Cq:373:MET:HE3 3:Cq:373:MET:HB2 1.92 0.44
3:Ct:255:ASP:HB3 3:Ct:258:SER:HB3 1.99 0.44
3:Cu:337:VAL:HG22 3:Cv:350:TYR:HE1 1.83 0.44
3:Cw:255:ASP:HB3 3:Cw:258:SER:HB3 1.99 0.44
3:Cz:328:ASP:HB3 3:Cz:329:GLN:H 1.66 0.44
4:Df:249:PHE:HB3 4:Df:254:LEU:HD23 1.99 0.44
4:Dt:104:ILE:HA 4:Du:145:ARG:HD3 2.00 0.44
5:Eg:32:1LE:HD13 5:Eg:65:ARG:HH22 1.81 0.44
5:Eq:32:ILE:HD13 5:Eq:65:ARG:HH22 1.83 0.44
1:A1:200:ASN:HB3 1:Al:201: THR:H 1.63 0.44
1:Av:200:ASN:HB3 1:Av:201: THR:H 1.64 0.44
1:Aw:200:ASN:HB3 1:Aw:201: THR:H 1.64 0.44
2:Ba:84:ILE:HG13 2:Ba:106:1ILE:HD13 2.00 0.44
2:Bi:49:GLU:HG3 2:Bi:54: THR:HG21 1.99 0.44
2:B1:141:GLY:HA3 2:Bl:154:GLY:O 2.18 0.44
2:Bn:49:GLU:HG3 2:Bn:54: THR:HG21 1.99 0.44
2:Bo:84:ILE:HG13 2:Bo:106:1ILE:HD13 1.99 0.44
2:Bp:248:ALA:HB1 2:Bp:265:VAL:HG22 2.00 0.44
2:Bq:272:VAL:HG22 | 2:Br:260:VAL:HG22 1.99 0.44
2:Bu:315:MET:HG3 2:Bv:328:VAL:HG13 2.00 0.44
3:Ca:373:MET:HE3 3:Ca:373:MET:HB2 1.87 0.44
3:Cp:365:TYR:HE2 4:Di:94:VAL:HG22 1.81 0.44
3:Cz:195:MET:HE2 3:Cz:281:LEU:HD11 1.99 0.44
4:Dk:184:ILE:HG12 4:Dk:286:VAL:HG22 2.00 0.44
4:Dm:184:1LE:HG12 | 4:Dm:286:VAL:HG22 1.99 0.44
4:Ds:93:PRO:HD3 4:Ds:133:ARG:HA 1.99 0.44
5:Ec:111:LEU:HBS3 5:Ec:138:ALA:HB2 2.00 0.44
5:Ep:154:LEU:HB3 o:Ep:164: TYR:HE1 1.81 0.44
5:Euw:41:LEU:HA 5:Eu:44:GLU:HG2 1.98 0.44
1:An:129:ASN:HB2 1:An:156:ASN:HB3 2.00 0.44
1:As:51:ASP:HA 1:As:54:ARG:HE 1.82 0.44
1:As:200:ASN:HB3 1:As:201: THR:H 1.64 0.44
2:Bf:27:-VAL:HG21 2:Bf:233:LEU:HD21 1.99 0.44
2:Bh:274:HIS:HE1 2:Bh:343:ALA:HB3 1.83 0.44
2:Bm:141:GLY:HA3 2:Bm:154:GLY:O 2.18 0.44
2:Bn:360:ILE:HD12 2:Bp:163:SER:H 1.83 0.44
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2:Br:33:ASN:HD21 2:Br:172:VAL:HG11 1.83 0.44
2:Bs:21:ILE:HG23 2:Bs:197:LEU:HD11 1.99 0.44
3:Ca:350: TYR:HE2 3:Ca:355:GLU:HG3 1.83 0.44
3:Cd:255:ASP:HB3 3:Cd:258:SER:HB3 2.00 0.44
4:Db:223:THR:HG22 | 4:Db:285:VAL:HG22 1.99 0.44
4:De:184:1ILE:HG12 4:De:286:VAL:HG22 1.99 0.44
4:Dh:25:VAL:HG13 4:Dh:149:ILE:HA 2.00 0.44
4:Dq:93:PRO:HB2 4:Dq:95: TRP:HE3 1.83 0.44
4:Dr:183: THR:HG21 4:Dr:206:ILE:HD11 2.00 0.44
4:Dz:64:ALA:HB2 4:Dz:172:LEU:HD22 2.00 0.44
5:Es:147:ARG:HD3 5:Es:170: TRP:HB3 1.99 0.44
1:Ag:86:PHE:HB2 2:Bt:125:LEU:HD12 1.99 0.43
2:Bd:141:GLY:HA3 2:Bd:154:GLY:O 2.18 0.43
2:Bf:141:GLY:HA3 2:Bf:154:GLY:O 2.17 0.43
2:Bh:27:VAL:HG21 2:Bh:233:LEU:HD21 2.00 0.43
2:B1:252:VAL:HG22 2:B1:259:ILE:HG12 2.00 0.43
2:Br:259:1LE:HD11 2:Br:342:MET:HG3 2.00 0.43
3:Ck:220:PHE:HE2 3:Ck:273:VAL:HG11 1.81 0.43
3:Cu:157:LEU:HA 3:Cu:161:SER:HB2 2.00 0.43
4:Do:78:ARG:HB3 4:Do:143:GLN:HE22 1.83 0.43
1:An:51:ASP:HA 1:An:54:ARG:HE 1.82 0.43
2:Bi:274:HIS:HE1 2:Bi:343:ALA:HB3 1.84 0.43
2:Bm:274:HIS:HE1 2:Bm:343:ALA:HB3 1.83 0.43
3:Cp:34:ILE:HD11 3:Cp:100:MET:HB2 2.00 0.43
3:Cu:220:PHE:HE2 3:Cu:273:VAL:HG11 1.83 0.43
4:D0:93:PRO:HD3 4:Do:133:ARG:HA 1.99 0.43
4:Dr:219:VAL:HG21 4:Dr:254:LEU:HD21 1.98 0.43
1:Af:51:ASP:HA 1:Af:54:ARG:HE 1.82 0.43
1:Ak:51:ASP:HA 1:Ak:54:ARG:HE 1.82 0.43
1:Am:200:ASN:HB3 1:Am:201: THR:H 1.64 0.43
2:Bd:49:GLU:HG3 2:Bd:54: THR:HG21 1.99 0.43
2:Bj:42: THR:HG22 2:Bj:80:VAL:HG22 2.00 0.43
2:Bt:83:VAL:HG12 2:Bt:105:SER:HA 2.00 0.43
2:Bx:27:VAL:HG21 2:Bx:233:LEU:HD21 2.00 0.43
2:By:250:ILE:HG12 | 2:By:261:VAL:HG13 2.00 0.43
3:Cm:61:ILE:HD11 3:Cm:282:GLU:HG3 2.00 0.43
3:Cr:226:VAL:HB 3:Cr:236:MET:HB3 2.00 0.43
3:Ct:121:LYS:HG2 3:Ct:163:SER:HA 2.01 0.43
3:Cx:226:VAL:HB 3:Cx:236:MET:HB3 2.00 0.43
4:Da:184:1ILE:HG12 4:Da:286:VAL:HG22 1.99 0.43
4:Df:25:VAL:HG13 4:Df:149:ILE:HA 2.00 0.43
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4:Dg:93:PRO:HD3 4:Dg:133:ARG:HA 1.99 0.43
4:Dp:183:THR:HG21 | 4:Dp:206:ILE:HD11 2.01 0.43
5:Eu:32:ILE:HD13 5:Fu:65:ARG:HH22 1.83 0.43
5:Fu:100:GLU:HG3 5:Ev:211:TRP:HB3 2.00 0.43
1:Ag:51:ASP:HA 1:Ag:54:ARG:HE 1.82 0.43
1:An:33: THR:HG23 1:An:35:VAL:H 1.83 0.43
1:Aw:129:ASN:HB2 1:Aw:156:ASN:HB3 2.00 0.43
2:Bd:248:ALA:HB1 2:Bd:265:VAL:HG22 1.99 0.43
2:Bn:248:ALA:HB1 2:Bn:265:VAL:HG22 1.99 0.43
2:Bu:27:VAL:HG21 2:Bu:233:LEU:HD21 2.01 0.43
3:Cq:255:ASP:HB3 3:Cq:258:SER:HB3 2.01 0.43
4:Db:183: THR:HG21 | 4:Db:206:ILE:HD11 2.01 0.43
4:Dc:93:PRO:HB2 4:Dc:95:TRP:HE3 1.84 0.43
4:Dh:223:THR:HG22 | 4:Dh:285:VAL:HG22 2.00 0.43
4:Dj:169:1LE:HG13 4:Dj:172:LEU:HD12 2.00 0.43
4:Dk:93:PRO:HD3 4:Dk:133:ARG:HA 2.00 0.43
4:Ds:93:PRO:HB2 4:Ds:95: TRP:HE3 1.83 0.43
4:Dv:25:VAL:HG13 4:Dv:149:ILE:HA 2.00 0.43
4:Dv:37:GLN:HG3 4:Dv:49:VAL:HG23 2.00 0.43
5:Fi:32:ILE:HD13 5:Ei:65:ARG:HH22 1.83 0.43
1:Aa:129:ASN:HB2 1:Aa:156:ASN:HB3 2.01 0.43
1:Ad:51:ASP:HA 1:Ad:54:ARG:HE 1.83 0.43
1:Af:129:ASN:HB2 1:Af:156:ASN:HB3 1.99 0.43
1:Ao:51:ASP:HA 1:A0:54:ARG:HE 1.82 0.43
1:Ap:51:ASP:HA 1:Ap:54:ARG:HE 1.82 0.43
1:Aq:51:ASP:HA 1:Aq:54:ARG:HE 1.82 0.43
1:Ax:51:ASP:HA 1:Ax:54:ARG:HE 1.83 0.43
2:Ba:274:HIS:HE1 2:Ba:343:ALA:HB3 1.83 0.43
2:Bd:27:-VAL:HG21 2:Bd:233:LEU:HD21 2.00 0.43
2:Bg:84:1ILE:HG13 2:Bg:106:1ILE:HD13 1.99 0.43
2:Bj:137:LEU:HA 2:Bj:162:1LE:HG12 2.00 0.43
2:Bl:317:LYS:HB2 2:Bm:328:VAL:HG21 1.99 0.43
2:Bn:27:VAL:HG21 2:Bn:233:LEU:HD21 2.01 0.43
3:Cm:350:TYR:HE2 | 3:Cm:355:GLU:HG3 1.83 0.43
3:Cq:220:PHE:HE2 3:Cq:273:VAL:HG11 1.84 0.43
3:Cr:365: TYR:HE2 4:Dk:94:VAL:HG22 1.83 0.43
3:Cs:206:1LE:HG13 3:Cs:216:ILE:HG12 2.00 0.43
3:Cx:255:ASP:HB3 3:Cx:258:SER:HB3 2.01 0.43
4:Dk:93:PRO:HB2 4:Dk:95:TRP:HE3 1.82 0.43
4:Dp:219:VAL:HG21 | 4:Dp:254:LEU:HD21 1.98 0.43
4:Dt:219:VAL:HG21 | 4:Dt:254:LEU:HD21 1.99 0.43
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5:Ei:147:ARG:HD3 5:Ei:170: TRP:HB3 2.00 0.43
5:Eu:147:ARG:HD3 5:Eu:170: TRP:HB3 2.00 0.43
1:Am:51:ASP:HA 1:Am:54:ARG:HE 1.82 0.43
2:Bn:274:HIS:HE1 2:Bn:343:ALA:HB3 1.83 0.43
2:Bs:85:VAL:HG22 2:Bs:103:VAL:HG13 2.01 0.43
2:Bs:274:HIS:HE1 2:Bs:343:ALA:HB3 1.83 0.43
2:Bv:84:ILE:HG13 2:Bv:106:ILE:HD13 2.00 0.43
2:Bw:21:ILE:HG23 2:Bw:197:LEU:HD11 1.99 0.43
3:Ch:120: TYR:HE1 3:Ch:312:VAL:HA 1.83 0.43
3:Cw:157:LEU:HA 3:Cw:161:SER:HB2 2.00 0.43
4:Dg:93:PRO:HB2 4:Dg:95:'TRP:HE3 1.84 0.43
4:DI1:104:ILE:HA 4:Dm:145:ARG:HD3 2.01 0.43
5:Ey:111:LEU:HB3 5:Ey:138:ALA:HB2 2.01 0.43
5:Ez:189:ARG:HH21 5:Ez:205:LYS:HZ1 1.67 0.43
1:Al:51:ASP:HA 1:Al:54:ARG:HE 1.83 0.43
1:Ap:129:ASN:HB2 1:Ap:156:ASN:HB3 2.00 0.43
1:Au:51:ASP:HA 1:Au:54:ARG:HE 1.83 0.43
2:Ba:21:ILE:HG23 2:Ba:197:LEU:HD11 2.01 0.43
2:Bc:118:MET:HE3 2:Bc:118:MET:HB2 1.91 0.43
2:Bf:49:GLU:HG3 2:Bf:54: THR:HG21 1.99 0.43
2:B1:27:VAL:HG21 2:B1:233:LEU:HD21 2.01 0.43
3:Cbh:227:PHE:HD1 3:Cbh:234:GLU:HA 1.84 0.43
3:Ce:61:1LE:HD11 3:Ce:282:GLU:HG3 2.00 0.43
3:Ci:164:PHE:HZ 3:Ci1:285:ILE:HB 1.84 0.43
3:CL:206:ILE:HG13 3:CL:216:ILE:HG12 2.01 0.43
3:Cq:337:VAL:HG22 3:Cr:350: TYR:HE1 1.83 0.43
3:Cs:92:GLU:HB2 3:Cs:103:ARG:HB2 2.00 0.43
3:Cz:373:MET:HE3 3:Cz:373:MET:HB2 1.87 0.43
4:Da:145:ARG:HD3 4:Dz:104:1ILE:HA 2.01 0.43
4:Db:104:ILE:HA 4:Dc:145:ARG:HD3 2.01 0.43
4:Db:185:LEU:HD22 4:Db:199:SER:HB3 2.01 0.43
4:Df:37:GLN:HG3 4:Df:49:VAL:HG23 2.01 0.43
4:Dy:93:PRO:HD3 4:Dy:133:ARG:HA 2.00 0.43
5:Eg:111:LEU:HB3 5:Eg:138:ALA:HB2 2.01 0.43
5:F0:100:GLU:HGS3 5:Ep:211:TRP:HB3 2.01 0.43
5:FE0:147:ARG:HD3 5:E0:170: TRP:HB3 2.00 0.43
2:Bj:143:SER:HB2 2:Bj:157:PRO:HG3 2.00 0.43
2:Bm:27:VAL:HG21 | 2:Bm:233:LEU:HD21 2.01 0.43
2:Bm:259:ILE:HD11 | 2:Bm:342:MET:HG3 2.01 0.43
2:Bz:105:SER:HB2 2:Bz:112:LEU:HD11 2.00 0.43
3:Ch:358:VAL:HG12 3:Ch:360:GLN:H 1.84 0.43
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3:Cu:34:ILE:HD11 3:Cu:100:MET:HB2 1.99 0.43
3:Cv:28:VAL:HG13 3:Cv:49:ALA:HB1 2.01 0.43
3:Cy:209:LYS:HD2 3:Cy:212:GLN:HB2 2.00 0.43
4:Dd:183:THR:HG21 4:Dd:206:ILE:HD11 2.01 0.43
4:Df:86:VAL:HG13 4:Df:139:TYR:HB3 2.01 0.43
4:Dj:25:VAL:HG13 4:Dj:149:1ILE:HA 2.01 0.43
4:Dt:25:VAL:HG13 4:Dt:149:ILE:HA 2.00 0.43
4:Du:78:ARG:HB3 4:Du:143:GLN:HE22 1.83 0.43
5:Ea:111:LEU:HB3 5:Ea:138:ALA:HB2 2.01 0.43
5:Ee:111:LEU:HB3 5:Ee:138:ALA:HB2 2.00 0.43
1:Ak:129:ASN:HB2 1:Ak:156:ASN:HB3 2.01 0.43
1:Aw:51:ASP:HA 1:Aw:54:ARG:HE 1.83 0.43
2:Ba:317:LYS:HE3 2:Bb:324:LEU:HD23 2.00 0.43
2:Bn:84:1LE:HG13 2:Bn:106:ILE:HD13 2.00 0.43
2:Bn:137:LEU:HA 2:Bn:162:ILE:HG12 2.00 0.43
2:Bq:137:LEU:HA 2:Bq:162:ILE:HG12 2.00 0.43
2:Bq:252:VAL:HG22 | 2:Bq:259:1LE:HG12 2.01 0.43
3:Ce:269:MET:HE3 3:Ce:269:MET:HB3 1.94 0.43
3:Cq:226:VAL:HB 3:Cq:236:MET:HB3 2.01 0.43
4:Df:183: THR:HG21 4:Df:206:ILE:HD11 2.00 0.43
4:Dv:183:THR:HG21 | 4:Dv:206:1LE:HD11 2.01 0.43
4:Dz:169:1ILE:HG13 4:Dz:172:LEU:HD12 2.00 0.43
5:Em:32:ILE:HD13 5:Em:65:ARG:HH22 1.83 0.43
5:FEu:111:LEU:HB3 5:FEu:138:ALA:HB2 2.00 0.43
5:Ex:107:LEU:HD22 5:Ex:107:LEU:HA 1.93 0.43
1:Ar:129:ASN:HB2 1:Ar:156:ASN:HB3 1.99 0.43
1:At:129:ASN:HB2 1:At:156:ASN:HB3 2.00 0.43
2:Bb:27:VAL:HG21 2:Bb:233:LEU:HD21 2.00 0.43
2:Bc:141:GLY:HA3 2:Bc:154:GLY:O 2.18 0.43
2:Bf:21:1ILE:HG23 2:Bf:197:.LEU:HD11 2.01 0.43
2:Bi:141:GLY:HA3 2:Bi:154:GLY:O 2.18 0.43
2:Br:85:VAL:HB 2:Br:122:LEU:HD21 2.01 0.43
2:Bv:252:VAL:HG22 2:Bv:259:ILE:HG12 2.01 0.43
3:Cd:195:MET:HE2 | 3:Cd:281:LEU:HD11 2.00 0.43
3:Cd:292:PRO:HB3 3:Cd:306:LEU:HD13 1.99 0.43
3:Ce:350: TYR:HE2 3:Ce:355:GLU:HG3 1.83 0.43
3:Cp:201:ASP:HB3 3:Cp:221:ALA:HB3 2.01 0.43
3:Cz:61:1LE:HD11 3:Cz:282:GLU:HG3 2.00 0.43
4:Dd:86:VAL:HG13 4:Dd:139:TYR:HB3 2.01 0.43
4:Df:223:THR:HG22 | 4:Df:285:VAL:HG22 1.99 0.43
4:Ds:111:LYS:HD2 5:Eq:197:PRO:HD3 2.01 0.43
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5:Ek:100:GLU:HG3 5:E1:211: TRP:HB3 2.01 0.43
1:Ae:200:ASN:HB3 1:Ae:201: THR:H 1.64 0.42
1:Ar:51:ASP:HA 1:Ar:54:ARG:HE 1.83 0.42
1:Ay:129:ASN:HB2 1:Ay:156:ASN:HB3 2.01 0.42
2:Bb:143:SER:HB2 2:Bb:157:PRO:HG3 2.00 0.42
2:Bj:360:1LE:HD12 2:Bl:163:SER:H 1.84 0.42
2:Bk:27:VAL:HG21 2:Bk:233:LEU:HD21 2.01 0.42
2:Bq:27:VAL:HG21 2:Bq:233:LEU:HD21 2.01 0.42
2:Bs:85:VAL:HG13 2:Bs:103:VAL:HG22 2.00 0.42
2:Bt:285:LEU:HD22 2:Bt:301:VAL:HG12 2.01 0.42
2:Bu:33:ASN:HD21 2:Bu:172:VAL:HG11 1.83 0.42
2:Bu:290:PRO:HB3 2:Bu:296:GLY:HA3 2.01 0.42
2:Bw:145:THR:HB 2:Bw:151:LYS:HG3 2.00 0.42
2:Bx:252:VAL:HG22 2:Bx:259:ILE:HG12 2.01 0.42
3:Ch:71:LEU:HD11 3:Ch:88:ILE:HD12 2.01 0.42
3:Cc:271:LEU:HD11 6:Ge:145:PHE:HE2 1.83 0.42
3:Cm:137:ALA:HB1 3:Cm:142:ILE:HG13 2.00 0.42
3:Cr:137:ALA:HB1 3:Cr:142:1ILE:HG13 2.00 0.42
3:Cs:201:ASP:HB3 3:Cs:221:ALA:HB3 2.01 0.42
4:Dp:37:GLN:HG3 4:Dp:49:VAL:HG23 2.01 0.42
4:Du:264:TYR:HD1 4:Du:264:TYR:HA 1.78 0.42
5:Ec:147:ARG:HD3 5:Ec:170: TRP:HB3 2.00 0.42
5:Eo0:111:LEU:HB3 5:FEo0:138:ALA:HB2 2.00 0.42
5:Es:32:ILE:HD13 5:Es:65:ARG:HH22 1.84 0.42
1:Ai:129:ASN:HB2 1:Ai:156:ASN:HB3 2.01 0.42
1:Am:129:ASN:HB2 1:Am:156:ASN:HB3 2.01 0.42
1:Ax:86:PHE:HB2 2:Bk:125:LEU:HD12 2.02 0.42
2:Bf:84:1ILE:HG13 2:Bf:106:1LE:HD13 2.01 0.42
2:Bg:145:THR:HB 2:Bg:151:LYS:HG3 2.01 0.42
2:By:33:ASN:HD21 2:By:172:VAL:HG11 1.84 0.42
2:By:224:ARG:HH22 3:Cb:323: THR:HB 1.84 0.42
3:Cm:195:MET:HE2 | 3:Cm:281:LEU:HD11 2.01 0.42
3:Cy:373:MET:HE3 3:Cy:373:MET:HB2 1.85 0.42
4:Dj:37:GLN:HG3 4:Dj:49:VAL:HG23 2.02 0.42
4:Ds:112:GLN:HE21 4:Ds:112:GLN:HB3 1.63 0.42
5:Ef:107:LEU:HD22 5:Ef:107:LEU:HA 1.93 0.42
5:Ef:189:ARG:HH21 5:Ef:205:LYS:HZ1 1.67 0.42
5:Fi:111:LEU:HB3 5:Fi:138:ALA:HB2 2.01 0.42
1:Ai:51:ASP:HA 1:Ai:54:ARG:HE 1.82 0.42
1:Ak:64:PRO:HB2 1:Al:38:VAL:HG13 2.01 0.42
2:Ba:85:VAL:HG13 2:Ba:103:VAL:HG22 2.01 0.42
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2:Bg:27:VAL:HG21 2:Bg:233:LEU:HD21 2.01 0.42
2:Bg:118:MET:HE2 2:Bg:118:MET:HB3 1.89 0.42
2:Bk:33:ASN:HD21 2:Bk:172:VAL:HG11 1.84 0.42
2:Bm:224:ARG:HH22 | 3:Cp:323:THR:HB 1.84 0.42
2:Bo:274:HIS:HE1 2:Bo:343:ALA:HB3 1.84 0.42
2:Br:360:ILE:HD12 2:Bt:163:SER:H 1.83 0.42
2:Bs:85:VAL:HB 2:Bs:122:LEU:HD21 2.01 0.42
2:Bt:251:1LE:HD13 2:Bt:359:ILE:HB 2.01 0.42
2:By:84:ILE:HG13 2:By:106:ILE:HD13 2.01 0.42
3:Ck:157:LEU:HA 3:Ck:161:SER:HB2 2.01 0.42
3:Cl:271:LEU:HD11 6:Gl:145:PHE:HE2 1.84 0.42
3:Cn:118:GLU:HB3 | 3:Cn:162:ARG:HH22 1.84 0.42
4:Db:25:VAL:HG13 4:Db:149:ILE:HA 2.00 0.42
4:DI1:223: THR:HG22 | 4:DI1:285:VAL:HG22 2.01 0.42
4:Dm:93:PRO:HD3 4:Dm:133:ARG:HA 2.01 0.42
5:Em:111:LEU:HB3 5:Em:138:ALA:HB2 2.01 0.42
5:Ep:71:LEU:HB3 5:Ep:74:TYR:HB2 2.01 0.42
5:Ey:147:ARG:HD3 5:Ey:170: TRP:HB3 2.01 0.42
1:Ag:33: THR:HG23 1:Ag:35:VAL:H 1.83 0.42
2:Bf:250:1ILE:HG12 2:Bf:261:VAL:HG13 2.01 0.42
2:BL:83:VAL:HG12 2:Bl:105:SER:HA 2.02 0.42
2:B0:283:GLU:HG2 2:B0:305:GLU:HB3 2.00 0.42
2:Bp:84:ILE:HG13 2:Bp:106:ILE:HD13 2.00 0.42
2:Bq:141:GLY:HA3 2:Bq:154:GLY:O 2.19 0.42
2:Bv:27:VAL:HG21 2:Bv:233:LEU:HD21 2.01 0.42
2:Bx:33:ASN:HD21 2:Bx:172:VAL:HG11 1.84 0.42
3:Ch:350: TYR:HE2 3:Ch:355:GLU:HG3 1.84 0.42
3:Cm:34:ILE:HD11 3:Cm:100:MET:HB2 2.02 0.42
3:Cx:206:1LE:HG13 3:Cx:216:ILE:HG12 2.01 0.42
3:Cy:157:LEU:HA 3:Cy:161:SER:HB2 2.01 0.42
3:Cz:255:ASP:HB3 3:Cz:258:SER:HB3 2.02 0.42
4:Df:117:ILE:HD12 4:Df:117:ILE:HA 1.88 0.42
4:Df:185:LEU:HD22 4:Df:199:SER:HB3 2.00 0.42
4:DI1:93:PRO:HD3 4:DI1:133:ARG:HA 2.01 0.42
5:Ei:202:ALA:HA 5:Ei:205:LYS:HZ2 1.85 0.42
5:En:71:LEU:HB3 5:En:74: TYR:HB2 2.02 0.42
5:Ep:189:ARG:HH21 5:Ep:205:LYS:HZ1 1.68 0.42
1:Al:86:PHE:HB2 2:By:125:LEU:HD12 2.01 0.42
1:As:60: VAL:HG13 3:Ci:251: THR:HG21 2.01 0.42
1:At:51:ASP:HA 1:At:54:ARG:HE 1.83 0.42
2:Bj:250:ILE:HG12 2:Bj:261:VAL:HG13 2.01 0.42
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2:Bq:285:LEU:HD23 2:Bq:303:ASN:HB3 2.02 0.42
4:Dn:25:VAL:HG13 4:Dn:149:ILE:HA 2.01 0.42
5:Eo0:71:LEU:HB3 5:Eo:74:TYR:HB2 2.01 0.42
5:Ew:147:ARG:HD3 5:Ew:170: TRP:HB3 2.01 0.42
1:Aj:51:ASP:HA 1:Aj:54:ARG:HE 1.83 0.42
1:Ak:33:THR:HG23 1:Ak:35:VAL:H 1.84 0.42
2:Be:84:1LE:HG13 2:Be:106:ILE:HD13 2.01 0.42
2:Bf:33:ASN:HD21 2:Bf:172:VAL:HG11 1.84 0.42
2:Bo:324:LEU:HD12 2:B0:327:LEU:HD23 2.01 0.42
2:Bt:277:-MET:HE2 2:Bt:311:LYS:HD2 2.00 0.42
2:By:103:VAL:HB 2:By:137:LEU:HD21 2.00 0.42
3:Ch:78:TYR:HD2 3:Ch:88:ILE:HB 1.85 0.42
3:Ch:137:ALA:HB1 3:Ch:142:1LE:HG13 2.01 0.42
3:Cq:61:1ILE:HD11 3:Cq:282:GLU:HG3 2.01 0.42
4:De:93:PRO:HB2 4:De:95: TRP:HE3 1.85 0.42
4:Dj:107:LEU:HD13 4:Dj:107:LEU:HA 1.98 0.42
4:D1:64:ALA:HB2 4:DI:172:LEU:HD22 2.00 0.42
4:Dp:116: TYR:HE2 5:Ep:198:GLU:HB3 1.85 0.42
4:Dt:117:ILE:HD12 4:Dt:117:ILE:HA 1.90 0.42
4:Dx:25:VAL:HG13 4:Dx:149:ILE:HA 2.02 0.42
4:Dx:183:THR:HG21 | 4:Dx:206:1LE:HD11 2.02 0.42
5:Ew:32:ILE:HD13 5:Ew:65:ARG:HH22 1.84 0.42
1:Ag:219:PHE:HD1 2:Bv:69:LEU:HD13 1.84 0.42
1:Ah:51:ASP:HA 1:Ah:54:ARG:HE 1.83 0.42
1:Al:205:TYR:CZ 1:Al:236:SER:HB3 2.55 0.42
1:Av:51:ASP:HA 1:Av:54:ARG:HE 1.83 0.42
2:Bb:141:GLY:CA 2:Bb:154:GLY:O 2.67 0.42
2:Bb:284: ASN:HB2 2:Bb:304: THR:HG23 2.01 0.42
2:Bc:252: VAL:HG22 2:Bc:259:ILE:HG12 2.00 0.42
2:Bd:141:GLY:CA 2:Bd:154:GLY:O 2.67 0.42
2:Bj:145:THR:HB 2:Bj:151:LYS:HG3 2.01 0.42
2:Bm:360:1ILE:HD12 2:Bo:163:SER:H 1.85 0.42
2:Bp:141:GLY:CA 2:Bp:154:GLY:O 2.67 0.42
3:Cd:111:SER:HB3 3:Cd:113:THR:HG22 2.01 0.42
3:C1:35:VAL:HG23 3:Cl:245:ARG:HG3 2.00 0.42
3:Cw:80:PHE:HA 6:Fw:136:VAL:HG21 2.01 0.42
3:Cw:241:ARG:HB3 | 6:Gx:143: THR:HG21 2.02 0.42
4:Da:93:PRO:HB2 4:Da:95: TRP:HE3 1.84 0.42
4:Df:116:TYR:HE2 5:Ef:198:GLU:HB3 1.85 0.42
4:Dj:183: THR:HG21 4:Dj:206:ILE:HD11 2.01 0.42
1:An:205:TYR:CZ 1:An:236:SER:HB3 2.55 0.42
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2:Bc:145: THR:HB 2:Bc:151:LYS:HG3 2.00 0.42
2:Bg:33:ASN:HD21 2:Bg:172:VAL:HG11 1.85 0.42
2:Bg:287:VAL:HG22 | 2:Bg:301:VAL:HG13 2.02 0.42
2:Bh:85:VAL:HG13 2:Bh:103:VAL:HG22 2.01 0.42
2:Bh:143:SER:HB2 2:Bh:157:PRO:HG3 2.00 0.42
2:Bi:143:SER:HB2 2:Bi:157:PRO:HG3 2.01 0.42
2:Bq:269:PRO:HB2 2:Br:263:GLN:HE21 1.85 0.42
2:Bt:122:LEU:HB2 2:Bt:131:ALA:HB3 2.00 0.42
3:Ck:282:GLU:HA 3:Ck:286:SER:HB3 2.02 0.42
3:Cw:326:PHE:HD1 3:Cw:328:ASP:H 1.68 0.42
3:Cy:350:TYR:HE2 3:Cy:355:GLU:HG3 1.84 0.42
4:Dn:183:THR:HG21 | 4:Dn:206:ILE:HD11 2.01 0.42
4:Dt:183: THR:HG21 4:Dt:206:ILE:HD11 2.01 0.42
4:Dx:116:TYR:HE2 5:Ex:198:GLU:HB3 1.85 0.42
4:Dy:112:GLN:HE21 | 4:Dy:112:GLN:HB3 1.63 0.42
1:At:178:VAL:HG21 1:At:191:ILE:HD12 2.02 0.42
2:Bf:303:ASN:H 2:Bg:285:LEU:HD12 1.85 0.42
2:Bi:118:MET:HE3 2:Bi:118:MET:HB3 1.87 0.42
2:Bw:27:VAL:HG21 2:Bw:233:LEU:HD21 2.01 0.42
2:Bz:274:HIS:HE1 2:Bz:343:ALA:HB3 1.85 0.42
3:Cf:28:VAL:HG13 3:Cf:49:ALA:HB1 2.02 0.42
3:Cj:350: TYR:HE2 3:Cj:355:GLU:HG3 1.85 0.42
3:Cv:373:MET:HE3 3:Cv:373:MET:HB2 1.86 0.42
4:Dd:116: TYR:HE2 5:Ed:198:GLU:HB3 1.85 0.42
4:Di:93:PRO:HB2 4:Di:95: TRP:HE3 1.84 0.42
4:DI1:25:VAL:HG13 4:D1:149:ILE:HA 2.02 0.42
4:Dn:116:TYR:HE2 5:En:198:GLU:HB3 1.85 0.42
4:Dr:25:VAL:HG13 4:Dr:149:ILE:HA 2.01 0.42
5:Ek:32:ILE:HD13 5:Ek:65:ARG:HH22 1.84 0.42
5:Es:111:LEU:HB3 5:Es:138:ALA:HB2 2.01 0.42
1:Ag:129:ASN:HB2 1:Ag:156:ASN:HB3 2.02 0.42
1:Ak:200:ASN:HB3 1:Ak:201:THR:H 1.64 0.42
1:Aq:205:TYR:CZ 1:Aq:236:SER:HB3 2.55 0.42
1:Ay:219:PHE:CD1 2:Bn:69:LEU:HD13 2.55 0.42
2:Bi:317:LYS:HE3 2:Bj:324:LEU:HD23 2.01 0.42
2:Bk:84:ILE:HG13 2:Bk:106:ILE:HD13 2.02 0.42
2:B1:197:LEU:HD22 2:Bl:218:ILE:HD13 2.02 0.42
3:Cd:121:LYS:HG2 3:Cd:163:SER:HA 2.02 0.42
3:Ch:226:VAL:HB 3:Ch:236:MET:HB3 2.02 0.42
3:Ci:326:PHE:HD1 3:Ci:328:ASP:H 1.68 0.42
3:Ck:78:TYR:HD2 3:Ck:88:.ILE:HB 1.85 0.42
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
3:Ck:373:MET:HE3 3:Ck:373:MET:HB2 1.91 0.42
3:Cs:157:LEU:HA 3:Cs:161:SER:HB2 2.02 0.42
4:Da:112:GLN:HE21 4:Da:112:GLN:HB3 1.63 0.42
4:De:183: THR:HG21 4:De:206:ILE:HD11 2.02 0.42
4:De:264: TYR:HD1 4:De:264: TYR:HA 1.78 0.42
4:Dh:93:PRO:HD3 4:Dh:133:ARG:HA 2.00 0.42
4:Dv:93:PRO:HD3 4:Dv:133:ARG:HA 2.02 0.42
4:Dw:93:PRO:HD3 4:Dw:133:ARG:HA 2.01 0.42
4:Dz:25:VAL:HG13 4:Dz:149:1ILE:HA 2.01 0.42
5:Eg:202:ALA:HA 5:FEg:205:LYS:HZ2 1.85 0.42
1:Aa:219:PHE:CD1 2:Bp:69:LEU:HD13 2.55 0.41
1:Ac:129:ASN:HB2 1:Ac:156:ASN:HB3 2.02 0.41
1:Ad:86:PHE:HB2 2:Bq:125:LEU:HD12 2.02 0.41
1:A1:205:TYR:CZ 1:Ai:236:SER:HB3 2.55 0.41
1:Ax:205:TYR:CZ 1:Ax:236:SER:HB3 2.55 0.41
2:Bm:250:1LE:HG23 | 2:Bm:261:VAL:HG22 2.02 0.41
2:Bn:252:VAL:HG22 2:Bn:259:1ILE:HG12 2.02 0.41
2:Bq:141:GLY:CA 2:Bq:154:GLY:O 2.68 0.41
2:Bu:283:GLU:HG2 2:Bu:305:GLU:HG2 2.02 0.41
2:Bw:250:ILE:HG23 | 2:Bw:261:VAL:HG22 2.01 0.41
3:C0:226:VAL:HB 3:Co:236:MET:HB3 2.02 0.41
3:Cq:70:LEU:HB3 3:Cq:80:PHE:HE1 1.84 0.41
4:Da:93:PRO:HD3 4:Da:133:ARG:HA 2.02 0.41
5:Ek:111:LEU:HB3 5:Ek:138:ALA:HB2 2.01 0.41
5:Eq:100:GLU:HG3 5:Er:211: TRP:HB3 2.02 0.41
1:Ab:33: THR:HG23 1:Ab:35:VAL:H 1.84 0.41
1:Ag:205:TYR:CZ 1:Ag:236:SER:HB3 2.55 0.41
1:Aj:200:ASN:HB3 1:Aj:201:THR:H 1.64 0.41
1:Aj:205:TYR:CZ 1:Aj:236:SER:HB3 2.55 0.41
1:Am:205:TYR:CZ 1:Am:236:SER:HB3 2.55 0.41
1:At:205:TYR:CZ 1:At:236:SER:HB3 2.55 0.41
1:Au:129:ASN:HB2 1:Au:156:ASN:HB3 2.01 0.41
2:Bg:141:GLY:HA3 2:Bg:154:GLY:0O 2.21 0.41
2:Bh:259:ILE:HD11 2:Bh:342:MET:HG3 2.02 0.41
2:Bi:259:ILE:HD11 2:Bi:342:MET:HG3 2.02 0.41
2:Bm:161:MET:HE3 | 2:Bm:161:MET:HB2 1.91 0.41
2:Bp:197:LEU:HD22 2:Bp:218:ILE:HD13 2.03 0.41
2:Br:318:LEU:HD12 2:Br:318:LEU:HA 1.86 0.41
2:Bt:141:GLY:CA 2:Bt:154:GLY:O 2.67 0.41
2:By:85:VAL:HG22 2:By:103:VAL:HG13 2.01 0.41
2:Bz:224:ARG:HH21 4:Dv:97:PRO:HB2 1.85 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
3:Cd:78:TYR:HD2 3:Cd:88:ILE:HB 1.86 0.41
3:Ch:373:MET:HE3 3:Ch:373:MET:HB2 1.85 0.41
5:Ec:100:GLU:HG3 5:Ed:211: TRP:HB3 2.02 0.41
6:Gw:141:GLN:HG2 | 6:Gw:142:MET:HG2 2.02 0.41
1:Ad:205:TYR:CZ 1:Ad:236:SER:HB3 2.55 0.41
1:A0:129:ASN:HB2 1:A0:156:ASN:HB3 2.01 0.41
1:Ap:205:TYR:CZ 1:Ap:236:SER:HB3 2.55 0.41
1:As:205:TYR:CZ 1:As:236:SER:HB3 2.56 0.41
2:Bb:21:1LE:HG23 2:Bb:197:LEU:HD11 2.02 0.41
2:Bn:141:GLY:CA 2:Bn:154:GLY:O 2.68 0.41
2:Bp:42:THR:HG22 2:Bp:80:VAL:HG22 2.02 0.41
2:Bq:143:SER:HB2 2:Bq:157:PRO:HG3 2.01 0.41
2:Bt:84:1ILE:HG13 2:Bt:106:1ILE:HD13 2.01 0.41
2:Bu:84:1LE:HG13 2:Bu:106:ILE:HD13 2.01 0.41
2:Bv:197:LEU:HD22 2:Bv:218:ILE:HD13 2.02 0.41
2:Bw:141:GLY:CA 2:Bw:154:GLY:O 2.67 0.41
3:Cu:269:MET:HE3 3:Cu:269:MET:HB3 1.93 0.41
3:Cv:226:VAL:HB 3:Cv:236:MET:HB3 2.03 0.41
4:Dd:219:VAL:HG21 | 4:Dd:254:LEU:HD21 2.02 0.41
4:Du:183: THR:HG21 | 4:Du:206:ILE:HD11 2.02 0.41
4:Dw:93:PRO:HB2 4:Dw:95:TRP:HE3 1.84 0.41
4:Dx:37:GLN:HG3 4:Dx:49:VAL:HG23 2.02 0.41
5:E0:32:1ILE:HD13 5:E0:65:ARG:HH22 1.85 0.41
5:Ep:107:LEU:HD22 5:Ep:107:LEU:HA 1.94 0.41
5:Eq:202:ALA:HA 5:FKq:205:LYS:HZ2 1.84 0.41
1:Aa:136:LEU:HD13 | 1:Ab:154:LEU:HD13 2.03 0.41
1:Aa:154:LEU:HD13 | 1:Az:136:LEU:HD13 2.02 0.41
1:Ae:205:TYR:CZ 1:Ae:236:SER:HB3 2.55 0.41
1:Af:205:TYR:CZ 1:Af:236:SER:HB3 2.55 0.41
1:Ax:178:VAL:HG21 1:Ax:191:ILE:HD12 2.03 0.41
2:Bg:285:LEU:HD23 2:Bg:303:ASN:HB3 2.03 0.41
2:Bk:85:VAL:HG22 2:Bk:103:VAL:HG13 2.03 0.41
2:Bl1:251:ILE:HD13 2:B1:359:ILE:HB 2.01 0.41
2:Bt:197:LEU:HD22 2:Bt:218:ILE:HD13 2.02 0.41
3:Cd:167:VAL:HG21 3:Cd:191:ALA:HB2 2.01 0.41
3:Ch:326:PHE:HD1 3:Ch:328:ASP:H 1.68 0.41
4:Dh:37:GLN:HG3 4:Dh:49:VAL:HG23 2.03 0.41
4:Di:93:PRO:HD3 4:Di:133:ARG:HA 2.03 0.41
5:Eq:111:LEU:HB3 5:Eq:138:ALA:HB2 2.01 0.41
5:Es:202:ALA:HA 5:Es:205:LYS:HZ2 1.85 0.41
5:Ew:111:LEU:HB3 5:Ew:138:ALA:HB2 2.02 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
1:Ab:136:LEU:HD13 | 1:Ac:154:LEU:HD13 2.03 0.41
1:Ac:136:LEU:HD13 | 1:Ad:154:LEU:HD13 2.03 0.41
1:Ae:129:ASN:HB2 1:Ae:156:ASN:HB3 2.01 0.41
1:Ah:178:VAL:HG21 1:Ah:191:ILE:HD12 2.03 0.41
1:Aq:129:ASN:HB2 1:Aq:156:ASN:HB3 2.01 0.41
1:Ax:119:LYS:HB3 1:Az:199:LEU:HD12 2.02 0.41
2:Bg:21:ILE:HG23 2:Bg:197:LEU:HD11 2.03 0.41
2:Bk:137:LEU:HA 2:Bk:162:ILE:HG12 2.02 0.41
3:Cd:80:PHE:HA 6:Fd:136:VAL:HG21 2.02 0.41
3:Cd:373:MET:HE3 3:Cd:373:MET:HB2 1.91 0.41
3:Ci:373:MET:HE3 3:Ci:373:MET:HB2 1.86 0.41
3:Cu:326:PHE:HD1 3:Cu:328:ASP:H 1.69 0.41
4:Dp:25:VAL:HG13 4:Dp:149:ILE:HA 2.01 0.41
4:Dq:78:ARG:HB3 4:Dq:143:GLN:HE22 1.84 0.41
4:Ds:183: THR:HG21 4:Ds:206:ILE:HD11 2.02 0.41
4:Dv:86:VAL:HG13 4:Dv:139:TYR:HB3 2.02 0.41
4:Dv:116:TYR:HE2 5:Ev:198:GLU:HB3 1.85 0.41
5:Ek:202:ALA:HA 5:Ek:205:LYS:HZ2 1.86 0.41
5:Et:189:ARG:HH21 5:Et:205:LYS:HZ1 1.68 0.41
1:Ad:136:LEU:HD13 | 1:Ae:154:LEU:HD13 2.03 0.41
1:Ag:136:LEU:HD13 | 1:Ah:154:LEU:HD13 2.03 0.41
1:Ag:178:VAL:HG21 1:Ag:191:1ILE:HD12 2.03 0.41
1:Aj:136:LEU:HD13 | 1:Ak:154:LEU:HD13 2.03 0.41
1:Ak:136:LEU:HD13 1:Al:154:LEU:HD13 2.03 0.41
1:Ak:205:TYR:CZ 1:Ak:236:SER:HB3 2.55 0.41
1:An:119:LYS:HB3 1:Ap:199:LEU:HD12 2.02 0.41
1:A0:205:TYR:CZ 1:A0:236:SER:HB3 2.55 0.41
1:As:33: THR:HG23 1:As:35:VAL:H 1.86 0.41
1:Au:205:TYR:CZ 1:Au:236:SER:HB3 2.55 0.41
1:Av:205: TYR:CZ 1:Av:236:SER:HB3 2.55 0.41
1:Ay:205:TYR:CZ 1:Ay:236:SER:HB3 2.55 0.41
1:Az:205:TYR:CZ 1:Az:236:SER:HB3 2.55 0.41
2:Bc:224:ARG:HH22 3:Cf:323: THR:HB 1.86 0.41
2:Be:143:SER:HB2 2:Be:157:PRO:HG3 2.02 0.41
2:Bg:141:GLY:CA 2:Bg:154:GLY:O 2.68 0.41
2:Bh:103:VAL:HB 2:Bh:137:LEU:HD21 2.01 0.41
2:Bk:85:VAL:HG13 2:Bk:103:VAL:HG22 2.03 0.41
2:Bk:248:ALA:HB1 2:Bk:265:VAL:HG22 2.01 0.41
2:Bk:315:-MET:HG3 2:B1:328:VAL:HG13 2.02 0.41
2:By:259:ILE:HD11 2:By:342:2MET:HG3 2.02 0.41
3:Cj:80:PHE:HD1 6:Fj:136:VAL:HG21 1.85 0.41
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Atom-1 Atom-2 distance (A) overlap (A)

3:Cx:61:ILE:HD11 3:Cx:282:GLU:HG3 2.02 0.41
4:Dc:112:GLN:HE21 4:Dc:112:GLN:HB3 1.63 0.41
4:Dn:37:GLN:HG3 4:Dn:49:VAL:HG23 2.03 0.41
4:Dr:107:LEU:HD13 4:Dr:107:LEU:HA 1.98 0.41
4:Dz:183: THR:HG21 4:Dz:206:ILE:HD11 2.02 0.41
5:Ej:7T1:LEU:HB3 5:Ej:74:TYR:HB2 2.03 0.41
5:Es:100:GLU:HG3 5:Et:211: TRP:HB3 2.03 0.41
5:Ey:32:ILE:HD13 5:Ey:65:ARG:HH22 1.84 0.41
1:Ac:205:TYR:CZ 1:Ac:236:SER:HB3 2.55 0.41
1:Ai:178:VAL:HG21 1:Ai:191:ILE:HD12 2.03 0.41
1:Am:136:LEU:HD13 | 1:An:154:LEU:HD13 2.03 0.41
2:Bb:197:LEU:HD22 2:Bb:218:ILE:HD13 2.02 0.41
2:Bf:44:LEU:HA 2:Bf:45:PRO:HD3 1.94 0.41
2:Bi:21:1ILE:HG23 2:Bi:197:LEU:HD11 2.03 0.41
2:Bp:49:GLU:HG3 2:Bp:54: THR:HG21 2.02 0.41
2:Bq:251:ILE:HD13 2:Bq:359:ILE:HB 2.02 0.41
2:Bs:118:MET:HE3 2:Bs:118:MET:HB3 1.85 0.41
2:Bv:233:LEU:O 2:Bv:237:GLU:HB2 2.20 0.41
3:Ch:70:LEU:HB3 3:Ch:80:PHE:HE1 1.85 0.41
3:Ck:227:PHE:HD1 3:Ck:234:GLU:HA 1.85 0.41
3:Ck:239: THR:HG21 3:Cl:155:ARG:HD3 2.03 0.41
3:Cq:121:LYS:HA 3:Cq:163:SER:HB3 2.03 0.41
3:Cs:222:MET:HE2 3:Cs:222:MET:HB3 1.86 0.41
4:Db:93:PRO:HD3 4:Db:133:ARG:HA 2.02 0.41
4:Dh:64:ALA:HB2 4:Dh:172:LEU:HD22 2.01 0.41
4:Dt:93:PRO:HD3 4:Dt:133:ARG:HA 2.03 0.41
4:Dw:112:GLN:HE21 | 4:Dw:112:GLN:HB3 1.64 0.41
4:Dw:264:TYR:HD1 4:Dw:264:TYR:HA 1.78 0.41
5:Ee:32:ILE:HD13 5:Ee:65:ARG:HH22 1.84 0.41
5:Eh:198:GLU:HA 5:Eh:201:ILE:HG12 2.03 0.41
5:E1:198:GLU:HA 5:E1:201:ILE:-HG12 2.03 0.41
5:Ez:98: TYR:HD1 5:Ez:98: TYR:HA 1.77 0.41
1:Ab:119:LYS:HB3 1:Ad:199:LEU:HD12 2.03 0.41
1:Ab:205:TYR:CZ 1:Ab:236:SER:HB3 2.55 0.41
1:Af:136:LEU:HD13 | 1:Ag:154:LEU:HD13 2.03 0.41
1:Ag:64:PRO:HB2 1:Ah:38:VAL:HG13 2.02 0.41
1:Ah:136:LEU:HD13 1:Ai:154:LEU:HD13 2.03 0.41
1:As:129:ASN:HB2 1:As:156:ASN:HB3 2.01 0.41
2:Be:141:GLY:CA 2:Be:154:GLY:O 2.69 0.41
2:Bj:251:1LE:HD13 2:Bj:359:ILE:HB 2.02 0.41
2:Bq:197:LEU:HD22 2:Bq:218:ILE:HD13 2.03 0.41
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Atom-1 Atom-2 distance (A) overlap (A)

2:Bu:118:MET:H 2:Bu:118:MET:HG2 1.60 0.41
2:Bx:85:VAL:HG13 2:Bx:103:VAL:HG22 2.03 0.41
2:Bx:197:LEU:HD22 2:Bx:218:ILE:HD13 2.01 0.41
3:Ce:255:ASP:HB3 3:Ce:258:SER:HB3 2.03 0.41
3:Cm:56:PHE:HD1 6:Gm:139:LYS:HE2 1.86 0.41
3:Cn:137:ALA:HB1 3:Cn:142:1LE:HG13 2.02 0.41
3:Cs:320:LEU:HD22 3:Cs:342:1LE:HD12 2.03 0.41
3:Cy:195:MET:HG3 | 3:Cy:226:VAL:HG22 2.02 0.41
4:Dd:25:VAL:HG13 4:Dd:149:ILE:HA 2.02 0.41
4:Dd:185:LEU:HD22 4:Dd:199:SER:HB3 2.03 0.41
4:Dn:86:VAL:HG13 4:Dn:139:TYR:HB3 2.03 0.41
4:Do:68:ILE:HD11 4:Dp:112:GLN:HE21 1.85 0.41
4:Dp:42:THR:HA 4:Dp:43:PRO:HD3 1.92 0.41
5:Ej:198:GLU:HA 5:Ej:201:ILE:HG12 2.03 0.41
5:En:58:ILE:HD12 5:En:58:ILE:HA 1.94 0.41
1:Ad:119:LYS:HB3 1:Af:199:LEU:HD12 2.03 0.41
1:Ae:33: THR:HG23 1:Ae:35:VAL:H 1.85 0.41
1:Ae:136:LEU:HD13 1:Af:154:LEU:HD13 2.03 0.41
1:Ah:205:TYR:CZ 1:Ah:236:SER:HB3 2.55 0.41
1:Av:86:PHE:HB2 2:Bi:125:LEU:HD12 2.03 0.41
1:Aw:205:TYR:CZ 1:Aw:236:SER:HB3 2.56 0.41
1:Az:71:PRO:HB3 1:Az:104:GLY:HA3 2.02 0.41
2:Ba:33:ASN:HD21 2:Ba:172:VAL:HG11 1.85 0.41
2:Ba:141:GLY:CA 2:Ba:154:GLY:O 2.69 0.41
2:Bf:103:VAL:HB 2:Bf:137:LEU:HD21 2.02 0.41
2:Bg:259:ILE:HD11 2:Bg:342:2MET:HG3 2.03 0.41
2:Bi:145: THR:HB 2:Bi:151:LYS:HG3 2.02 0.41
2:Bi:277:MET:HE2 2:Bi:311:LYS:HD2 2.02 0.41
2:Bn:83:VAL:HG12 2:Bn:105:SER:HA 2.03 0.41
2:Bn:197:LEU:HD22 2:Bn:218:ILE:HD13 2.02 0.41
2:Bn:285:LEU:HD22 | 2:Bn:303:ASN:HD22 1.86 0.41
2:B0:223:PRO:HB3 4:Dk:94:VAL:HG12 2.03 0.41
2:Br:145:THR:HB 2:Br:151:LYS:HG3 2.02 0.41
2:Bt:233:LEU:O 2:Bt:237:GLU:HB2 2.21 0.41
2:Bv:224:ARG:HD2 3:Cy:368:GLN:HB2 2.02 0.41
2:Bx:274:HIS:HE1 2:Bx:343:ALA:HB3 1.86 0.41
3:Cbh:226:VAL:HB 3:Cb:236:MET:HB3 2.03 0.41
3:Cg:326:PHE:HD1 3:Cg:328:ASP:H 1.69 0.41
3:Ci:337:VAL:HG22 3:Cj:350: TYR:HE1 1.85 0.41
3:Cw:269:-MET:HE3 | 3:Cw:269:MET:HB3 1.89 0.41
3:Cx:326:PHE:HD1 3:Cx:328:ASP:H 1.69 0.41
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3:Cx:350: TYR:HE2 3:Cx:355:GLU:HG3 1.85 0.41
3:0x:373:MET:HE3 3:Cx:373:MET:HB2 1.86 0.41
3:Cy:326:PHE:HD1 3:Cy:328:ASP:H 1.69 0.41
3:Cy:337:-VAL:HG22 3:Cz:350: TYR:HE1 1.86 0.41
4:Df:219:VAL:HG21 4:Df:254:LEU:HD21 2.02 0.41
4:Di:194:GLU:H 4:Di:194:GLU:HG3 1.72 0.41
4:Dj:107:LEU:HB3 4:Dj:108:GLN:H 1.74 0.41
4:D1:65:GLY:HA2 4:DI1:176:SER:HB2 2.02 0.41
4:D1:183: THR:HG21 4:D1:206:1ILE:HD11 2.02 0.41
4:D1:217:ASP:HA 4:D1:258:ARG:HD3 2.03 0.41
4:Dq:112:GLN:HE21 | 4:Dq:112:GLN:HB3 1.64 0.41
5:Ey:100:GLU:HG3 5:Ez:211: TRP:HB3 2.02 0.41
1:Ae:219:PHE:CD1 2:Bt:69:LEU:HD13 2.59 0.41
1:An:136:LEU:HD13 | 1:A0:154:LEU:HD13 2.03 0.41
1:Ap:136:LEU:HD13 | 1:Aq:154:LEU:HD13 2.03 0.41
1:Aq:219:PHE:CD1 2:Bf:69:LEU:HD13 2.55 0.41
2:Ba:103:VAL:HB 2:Ba:137:LEU:HD21 2.03 0.41
2:Bb:250:ILE:HG12 2:Bb:261:VAL:HG13 2.02 0.41
2:Bf:250:1LE:HG23 2:Bf:261:VAL:HG22 2.02 0.41
2:Bm:223:PRO:HB3 4:Di:94:VAL:HG12 2.03 0.41
2:Bq:145:THR:HB 2:Bq:151:LYS:HG3 2.02 0.41
2:Bt:224:ARG:HH21 4:Dp:97:PRO:HB2 1.86 0.41
2:Bt:360:1ILE:HD12 2:Bv:163:SER:H 1.85 0.41
2:Bu:143:SER:HB2 2:Bu:157:PRO:HG3 2.02 0.41
2:Bu:197:LEU:HD22 2:Bu:218:ILE:HD13 2.03 0.41
2:Bz:141:GLY:HA3 2:Bz:154:GLY:O 2.20 0.41
3:Ca:88:ILE:HG12 3:Ca:106:ILE:HG12 2.03 0.41
3:Ch:291:LEU:HD22 3:Ch:372:VAL:HA 2.02 0.41
4:Dc:264: TYR:HD1 4:Dc:264: TYR:HA 1.78 0.41
4:Dj:86:VAL:HG13 4:Dj:139:TYR:HB3 2.03 0.41
4:Do:112:GLN:HE21 4:Do:112:GLN:HB3 1.63 0.41
4:Dq:93:PRO:HD3 4:Dq:133:ARG:HA 2.02 0.41
4:Dz:37:GLN:HG3 4:Dz:49:VAL:HG23 2.02 0.41
4:Dz:65:GLY:HA2 4:Dz:176:SER:HB2 2.03 0.41
4:Dz:93:PRO:HD3 4:Dz:133:ARG:HA 2.02 0.41
5:Ed:107:LEU:HD22 5:Ed:107:LEU:HA 1.94 0.41
1:Ap:33: THR:HG23 1:Ap:35:VAL:H 1.86 0.40
1:Ap:178:VAL:HG21 1:Ap:191:1LE:HD12 2.03 0.40
1:Ar:136:LEU:HD13 1:As:154:LEU:HD13 2.02 0.40
2:Bc:33:ASN:HD21 2:Bc:172:VAL:HG11 1.86 0.40
2:Bk:251:1LE:HD13 2:Bk:359:ILE:HB 2.02 0.40
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

2:Bo:103:VAL:HB 2:Bo:137:LEU:HD21 2.03 0.40
2:Bx:21:ILE:HG23 2:Bx:197:LEU:HD11 2.03 0.40
2:By:277:-MET:HE2 2:By:311:LYS:HD2 2.03 0.40
2:Bz:285:LEU:HD23 2:Bz:303:ASN:HB3 2.04 0.40
3:Ch:278: MET:HE2 3:Cbh:278: MET:HB3 1.99 0.40
3:Ce:7T0:LEU:HG 6:Fe:136:VAL:HG13 2.03 0.40
3:Ch:157:LEU:HA 3:Ch:161:SER:HB2 2.03 0.40
3:Cp:222:MET:HE2 3:Cp:222:MET:HB3 1.92 0.40
3:Cr:157:LEU:HA 3:Cr:161:SER:HB2 2.04 0.40
3:Cs:326:PHE:HD1 3:Cs:328:ASP:H 1.69 0.40
3:Cz:226:VAL:HB 3:Cz:236:MET:HB3 2.04 0.40
4:De:112:GLN:HE21 4:De:112:GLN:HB3 1.64 0.40
4:Dg:194:GLU:H 4:Dg:194:GLU:HG3 1.72 0.40
5:Ef:71:LEU:HB3 5:Ef:74:. TYR:HB2 2.03 0.40
5:El:71:LEU:HB3 5:El:74: TYR:HB2 2.03 0.40
1:Af:178:VAL:HG21 1:Af:191:ILE:HD12 2.03 0.40
1:Al:119:LYS:HB3 1:An:199:LEU:HD12 2.02 0.40
1:As:136:LEU:HD13 1:At:154:LEU:HD13 2.03 0.40
2:Bc:61:MET:HE2 2:Bc:61:MET:HB3 1.98 0.40
2:Bd:197:LEU:HD22 2:Bd:218:ILE:HD13 2.02 0.40
2:Bs:145: THR:HB 2:Bs:151:LYS:HG3 2.03 0.40
2:Bw:303:ASN:HB2 2:Bz:148:ASP:HB2 2.03 0.40
2:Bx:118:MET:HE2 2:Bx:118:MET:HB3 1.94 0.40
3:CL:377:MET:HE2 6:Ff:142:MET:HE1 2.03 0.40
3:Cq:239:THR:HG21 | 3:Cr:155:ARG:HD3 2.03 0.40
4:Dc:31:PRO:HB3 4:Dc:156:VAL:HG21 2.03 0.40
4:Dm:183:THR:HG21 | 4:Dm:206:ILE:HD11 2.03 0.40
4:Dt:37:GLN:HG3 4:Dt:49:VAL:HG23 2.04 0.40
4:Dx:65:GLY:HA2 4:Dx:176:SER:HB2 2.03 0.40
5:Er:58:ILE:HD12 5:Er:58:ILE:HA 1.94 0.40
5:Ez:71:LEU:HB3 5:Ez:74: TYR:HB2 2.02 0.40
1:Aa:124:ASP:HB2 1:Ab:165:ALA:HB3 2.04 0.40
1:Ad:200:ASN:HB3 1:Ad:201:THR:H 1.64 0.40
1:Af:124:ASP:HB2 1:Ag:165:ALA:HB3 2.04 0.40
1:Ak:178:VAL:HG21 1:Ak:191:ILE:HD12 2.03 0.40
1:Am:219:PHE:CD1 2:Bb:69:LEU:HD13 2.56 0.40
1:As:178:VAL:HG21 1:As:191:1LE:HD12 2.04 0.40
1:Au:136:LEU:HD13 1:Av:154:LEU:HD13 2.03 0.40
1:Au:178:VAL:HG21 1:Au:191:ILE:HD12 2.03 0.40
1:Aw:178:VAL:HG21 | 1:Aw:191:ILE:HD12 2.04 0.40
1:Ay:33: THR:HG23 1:Ay:35:VAL:H 1.86 0.40
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

2:Bc:251:1ILE:HD13 2:Bc:359:1ILE:HB 2.02 0.40
2:Bg:250:ILE:HG12 2:Bg:261:VAL:HG13 2.03 0.40
2:Bk:161:MET:HE3 2:Bk:161:MET:HB2 1.93 0.40
2:Bl:141:GLY:CA 2:Bl:154:GLY:O 2.69 0.40
2:Bn:303:ASN:H 2:B0:285:LEU:HD12 1.86 0.40
2:Bs:143:SER:HB2 2:Bs:157:PRO:HG3 2.02 0.40
2:By:250:ILE:HG23 | 2:By:261:VAL:HG22 2.03 0.40
2:By:283:GLU:HG2 2:By:305:GLU:HG2 2.03 0.40
3:Cl:222:MET:HE3 3:Cf:222:MET:HB2 1.94 0.40
3:Cm:157:LEU:HA 3:Cm:161:SER:HB2 2.04 0.40
4:Dh:185:LEU:HD22 4:Dh:199:SER:HB3 2.03 0.40
4:Dj:104:ILE:HA 4:Dk:145:ARG:HD3 2.03 0.40
4:Dt:116:TYR:HE2 5:Et:198:GLU:HB3 1.85 0.40
4:Dx:185:LEU:HD22 4:Dx:199:SER:HB3 2.03 0.40
5:Ej:107:LEU:HD22 5:Ej:107:LEU:HA 1.94 0.40
5:El:154:LEU:HB3 5:El:164:TYR:HE1 1.87 0.40
5:Et:71:LEU:HB3 5Et:74:TYR:HB2 2.02 0.40
1:Aa:119:LYS:HB3 1:Ac:199:LEU:HD12 2.03 0.40
1:Ab:206:ILE:HG23 1:Ab:235:TYR:HB2 2.04 0.40
1:Ae:178:VAL:HG21 1:Ae:191:ILE:HD12 2.04 0.40
1:Ar:205:TYR:CZ 1:Ar:236:SER:HB3 2.55 0.40
1:Ax:71:PRO:HB3 1:Ax:104:GLY:HA3 2.03 0.40
1:Ax:136:LEU:HD13 | 1:Ay:154:LEU:HD13 2.03 0.40
2:Bd:350:GLN:HG3 2:Be:361:ILE:HG21 2.04 0.40
2:Bh:141:GLY:CA 2:Bh:154:GLY:O 2.70 0.40
2:Bh:290:PRO:HB3 2:Bh:296:GLY:HA3 2.03 0.40
2:Bi:360:ILE:HD12 2:Bk:163:SER:H 1.85 0.40
2:Bj:197:LEU:HD22 2:Bj:218:ILE:HD13 2.03 0.40
2:Bl:274:HIS:HE1 2:Bl:343:ALA:HB3 1.86 0.40
2:Bm:85:VAL:HG22 | 2:Bm:103:VAL:HG13 2.04 0.40
2:Bo:259:ILE:HD11 2:B0:342:MET:HG3 2.03 0.40
2:Br:251:1ILE:HD13 2:Br:359:ILE:HB 2.03 0.40
2:Bt:275:GLY:HA3 2:Bu:338:PRO:HG2 2.02 0.40
3:Ch:78:TYR:HD2 3:Ch:88:ILE:HB 1.85 0.40
3:Cf:271:LEU:HD11 6:Gf:145:PHE:HE2 1.85 0.40
3:Cy:122:LYS:HD2 3:Cy:193:TYR:HE2 1.86 0.40
3:Cz:350: TYR:HE2 3:Cz:355:GLU:HG3 1.86 0.40
4:De:93:PRO:HD3 4:De:133:ARG:HA 2.02 0.40
4:Dp:185:LEU:HD22 4:Dp:199:SER:HB3 2.03 0.40
4:Dz:107:LEU:HD13 4:Dz:107:LEU:HA 1.98 0.40
5:Ew:202:ALA:HA 5:Ew:205:LYS:HZ2 1.85 0.40
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:Aa:165:ALA:HB3 1:Az:124:ASP:HB2 2.04 0.40
1:Af:119:LYS:HB3 1:Ah:199:LEU:HD12 2.03 0.40
1:Ai:136:LEU:HD13 1:Aj:154:LEU:HD13 2.04 0.40
1:Aq:136:LEU:HD13 | 1:Ar:154:LEU:HD13 2.03 0.40
2:Bb:122:LEU:HB2 2:Bb:131:ALA:HB3 2.04 0.40
2:Bi:283:GLU:HG2 2:Bi:305:GLU:HG2 2.04 0.40
2:Bm:85:VAL:HG13 | 2:Bm:103:VAL:HG22 2.03 0.40
2:Bn:145:THR:HB 2:Bn:151:LYS:HG3 2.03 0.40
2:Bp:85:VAL:HG13 2:Bp:103:VAL:HG22 2.03 0.40
2:Bq:83:VAL:HG12 2:Bq:105:SER:HA 2.04 0.40
2:Bs:239:LEU:HD23 2:Bs:239:LEU:HA 1.94 0.40
2:Bs:252:VAL:HG22 2:Bs:259:ILE:HG12 2.04 0.40
2:Bx:303:ASN:H 2:By:285:LEU:HD12 1.87 0.40
2:By:27:-VAL:HG21 2:By:233:LEU:HD21 2.03 0.40
2:By:197:LEU:HD22 2:By:218:ILE:HD13 2.02 0.40
3:Cc:269:MET:HE3 3:Cc:269:MET:HB3 1.98 0.40
3:Cd:365: TYR:HE2 4:Dw:94:VAL:HG22 1.86 0.40
3:Ci:157:LEU:HA 3:Ci:161:SER:HB2 2.03 0.40
3:Ck:80:PHE:HD1 6:Fk:136:VAL:HG21 1.87 0.40
3:Cl:90:1ILE:HG13 3:Cl:104: THR:HB 2.03 0.40
3:Cm:35:VAL:HG21 | 3:Cm:243:VAL:HG22 2.03 0.40
4:Df:184:ILE:HG12 4:Df:286:VAL:HG22 2.03 0.40
4:Dh:107:LEU:HB3 4:Dh:108:GLN:H 1.74 0.40
4:DI:185:LEU:HD22 4:D1:199:SER:HB3 2.03 0.40
4:Du:266:LYS:HE3 4:Du:266:LYS:HB3 1.98 0.40
5:Ea:100:GLU:HG3 5:Eb:211: TRP:HB3 2.03 0.40
5:Eg:100:GLU:HG3 5:Eh:211: TRP:HB3 2.02 0.40
5:Ei:100:GLU:HG3 5:Ej:211: TRP:HB3 2.02 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
entries.

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


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#torsion_angles
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#protein_backbone
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 | Aa 219/258 (85%) | 214 (98%) | 5 (2%) 0 (100 [ 100]
1 Ab 219/258 (85%) 215 (98%) 4 (2%) 0 |
1 Ac 219/258 (85%) | 215 (98%) | 4 (2%) 0 100 [100]
1 Ad 219/258 (85%) 215 (98%) 4 (2%) 0 |
1 Ae 219/258 (85%) 214 (98%) 5 (2%) 0 |
1 Af 219/258 (85%) | 214 (98%) | 5 (2%) 0 100 ] [ 100]
1 Ag 219/258 (85%) 216 (99%) 3 (1%) 0 |
1 Ah 219/258 (85%) 216 (99%) 3 (1%) 0 |
1 Ai 219/258 (85%) 216 (99%) 3 (1%) 0 |
1 Aj 219/258 (85%) | 215 (98%) | 4 (2%) 0 100 [100]
1| Ak 219/258 (85%) | 215 (98%) | 4 (2%) 0 100 ] [ 100]
1 Al 219/258 (85%) 216 (99%) 3 (1%) 0 |
1 Am 219/258 (85%) 215 (98%) 4 (2%) 0 |
1 An 219/258 (85%) 216 (99%) 3 (1%) 0 |
1 Ao 219/258 (85%) 215 (98%) 4 (2%) 0 |
1 | Ap 219/258 (85%) | 216 (99%) | 3 (1%) 0 100 ] [ 100]
1 | Aq 219/258 (85%) | 214 (98%) | 5 (2%) 0 100 [100]
1 Ar 219/258 (85%) 216 (99%) 3 (1%) 0 |
1 As 219/258 (85%) 215 (98%) 4 (2%) 0 |
1 At 219/258 (85%) 215 (98%) 4 (2%) 0 |
1 Au 219/258 (85%) 215 (98%) 4 (2%) 0 |
1 Av 219/258 (85%) 216 (99%) 3 (1%) 0 |
1 | Aw 219/258 (85%) | 215 (98%) | 4 (2%) 0 100 ] [ 100}
1| Ax 219/258 (85%) | 215 (98%) | 4 (2%) 0 100 ] [ 100]
1 Ay 219/258 (85%) 215 (98%) 4 (2%) 0 |
1 | Az 219/258 (85%) | 216 (99%) | 3 (1%) 0 100 ] 100}
2 | Ba 341/361 (94%) | 330 (97%) | 11 (3%) 0 100 [100]
2 Bb 341/361 (94%) 327 (96%) | 14 (4%) 0 |
2 Be 341/361 (94%) 330 (97%) | 11 (3%) 0 |
2 | Bd 341/361 (94%) | 329 (96%) | 12 (4%) 0 100 [ 100}
2 Be 341/361 (94%) 333 (98%) 8 (2%) 0 |
2 Bf 341/361 (94%) 330 (97%) | 11 (3%) 0
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
2 | Bg 341/361 (94%) | 330 (97%) | 11 (3%) 0 100 [100]
2 | Bh 341/361 (94%) | 330 (97%) | 11 (3%) 0 100 ] [ 100]
2 Bi 341/361 (94%) | 332 (97%) | 9 (3%) 0 100 [100]
2 Bj 341/361 (94%) | 332 (97%) | 9 (3%) 0 100 ] [ 100]
2 Bk 341/361 (94%) 331 (97%) | 10 (3%) 0 |
2 Bl 341/361 (94%) | 329 (96%) | 12 (4%) 0 100 [100]
2 | Bm 341/361 (94%) | 329 (96%) | 12 (4%) 0 (100 ] [ 100}
2 | Bn 341/361 (94%) | 330 (97%) | 11 (3%) 0 100 [100]
2 | Bo 341/361 (94%) | 330 (97%) | 11 (3%) 0 (100 ] [ 100]
2 Bp 341/361 (94%) 331 (97%) | 10 (3%) 0 |
2 | Bq 341/361 (94%) | 332 (97%) | 9 (3%) 0 100 [100]
2 Br 341/361 (94%) 330 (97%) | 11 (3%) 0 |
2 Bs 341/361 (94%) 328 (96%) | 13 (4%) 0 |
2 | Bt 341/361 (94%) | 330 (97%) | 11 (3%) 0 100 ] [ 100}
2 Bu 341/361 (94%) 330 (97%) | 11 (3%) 0 |
2 | By 341/361 (94%) | 324 (95%) | 17 (5%) 0 100 [ 100]
2 Bw 341/361 (94%) 329 (96%) | 12 (4%) 0 |
2 | Bx 341/361 (94%) | 329 (96%) | 12 (4%) 0 100 [100]
2 | By 341/361 (94%) | 330 (97%) | 11 (3%) 0 100 ] [ 100]
2 Bz 341/361 (94%) 329 (96%) | 12 (4%) 0 |
3 | Ca 350/377 (93%) | 341 (97%) | 9 (3%) 0 100 ] [ 100]
3 Cb 350/377 (93%) 336 (96%) | 14 (4%) 0 |
3 Ce 350/377 (93%) | 340 (97%) | 10 (3%) 0 100 [100]
3 Cd 350/377 (93%) 343 (98%) 7 (2%) 0 |
3 Ce 350/377 (93%) 339 (97%) | 11 (3%) 0 |
3 Cf 350/377 (93%) 344 (98%) 6 (2%) 0 |
3 Cg 350/377 (93%) 340 (97%) | 10 (3%) 0 |
3 | cn 350/377 (93%) | 343 (98%) | 7 (2%) 0 100 100}
3 Ci 350/377 (93%) 341 (97%) 9 (3%) 0 |
3 Cj 350/377 (93%) 344 (98%) 6 (2%) 0 |
3 Ck 350/377 (93%) 343 (98%) 7 (2%) 0
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
3 Cl 350/377 (93%) 339 (97%) | 11 (3%) 0 |
3 Cm 350/377 (93%) 342 (98%) 8 (2%) 0 |
3 Cn 350/377 (93%) 345 (99%) 5 (1%) 0 |
3 | o 350/377 (93%) | 341 (97%) | 9 (3%) 0 100 ] [ 100]
3 Cp 350/377 (93%) 343 (98%) 7 (2%) 0 |
3 | Cq 350/377 (93%) | 340 (97%) | 10 (3%) 0 100 [100]
3 Cr 350/377 (93%) 343 (98%) 7 (2%) 0 |
3 Cs 350/377 (93%) | 342 (98%) | 8 (2%) 0 100 [100]
3 Ct 350/377 (93%) 338 (97%) | 12 (3%) 0 |
3 Cu 350/377 (93%) 339 (97%) | 11 (3%) 0 |
3 | cv 350/377 (93%) | 343 (98%) | 7 (2%) 0 100 [100]
3 Cw 350/377 (93%) 344 (98%) 6 (2%) 0 |
3 | Cx 350/377 (93%) | 343 (98%) | 7 (2%) 0 100 [100]
3 Cy 350/377 (93%) 340 (97%) | 10 (3%) 0 |
3 Cz 350/377 (93%) 345 (99%) 5 (1%) 0 |
4 Da 253/294 (86%) 236 (93%) | 17 (%) 0 |
4 Db 254/294 (86%) 233 (92%) | 19 8%) | 2 (1%)

4 Dc 253,/294 (86%) 236 (93%) | 17 (%) 0

4 Dd 254/294 (86%) 237 (93%) | 16 (6%) | 1 (0%) 30 60
4 De 253,/294 (86%) 239 (94%) | 14 (6%) 0 100 | | 100
4 Df 254/294 (86%) 237 (93%) | 16 (6%) | 1 (0%) 30 60
4 | Dg 253/294 (86%) | 235 (93%) | 18 (7%) 0
4 Dh 254/294 (86%) 235 (92%) | 17 (%) | 2 (1%) 16| 49
4 Di 253/294 (86%) 236 (93%) | 17 (%) 0 100 | 100

4 Dj 254/294 (86%) 236 (93%) | 16 (6%) | 2 (1%) 16| 49
4 Dk 253/294 (86%) 235 (93%) | 18 (%) 0 | 100

4 DI 254/294 (86%) 235 (92%) | 17 (%) | 2 (1%) 16| 49
4 | Dm | 253/204 (86%) | 236 (93%) | 17 (%) 0
4 Dn 254/294 (86%) 237 (93%) | 16 (6%) | 1 (0%) 30 60
4 Do 253,/294 (86%) 237 (94%) | 16 (6%) 0 100 | | 100
4 Dp 254/294 (86%) 235 (92%) | 17 (%) | 2 (1%) 16| 49
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4 Dq 253/294 (86%) 237 (94%) | 16 (6%) 0 |
4 | Dr 254/204 (86%) | 235 (92%) | 18 (%) | 1(0%) | 30 60
4 | Ds 253/204 (36%) | 235 (93%) | 18 (7%) 0 100] [ 100
4 | Dt 254/204 (86%) | 236 (93%) | 17 (7%) | 1(0%) | 30 60
4 | Du | 253/294 (36%) | 238 (94%) | 15 (6%) 0
4 | Dv 254/204 (36%) | 237 (93%) | 16 (6%) | 1(0%) | 30 60
4 | Dw | 253/204 (86%) | 238 (94%) | 15 (6%) 0 [100] [ 200
4 | Dx 254/204 (36%) | 236 (93%) | 17 (7%) | 1(0%) | 30 60
4 | by 253/204 (36%) | 237 (94%) | 16 (6%) 0 100] [200
4 | Do 254/204 (36%) | 237 (93%) | 15 (6%) | 2 (1%) | |16] 49
5 | Ea 181/211 (86%) | 171 (94%) | 9(5%) | 1(%) | 21 54
5 | Eb 181/211 (86%) | 178 (98%) | 3 (2%) 0 100] [[100
5 | Ec 181/211 (86%) | 171 (94%) | 9(5%) | 1(1%) | 21 54
5 | Ed 181/211 (86%) | 176 (97%) | 5 (3%) 0
5 | Ee 181/211 (86%) | 169 (93%) | 11(6%) | 1(%) | 21 54
5 Ef 181/211 (86%) | 176 (97%) | 5 (3%) 0 [100] [ 200
5 | Eg 181/211 (86%) | 170 (94%) | 10 (6%) | 1(1%) | 21 54
5 | En 181/211 (86%) | 178 (98%) | 3 (2%) 0 [z00] [o0
5 Ei 181/211 (86%) | 169 (93%) | 11(6%) | 1(1%) | 21 54
5 Ej 181/211 (86%) 177 (98%) 4 (2%) 0 lﬂ 100
5 | Ek 181/211 (86%) | 172 (95%) | 8 (4%) | 1(1%) | 21 54
5 El 181/211 (86%) | 176 (97%) | 5 (3%) 0 [100] [100
5 | Em 181/211 (86%) | 171 (94%) | 9(5%) | 1(1%) | 21 54
5 | En 181/211 (86%) | 176 (97%) | 5 (3%) 0
5 | Eo 181/211 (86%) | 170 (94%) | 10 (6%) | 1(1%) | 21 54
5 | Ep 181/211 (86%) | 177 (98%) | 4 (2%) 0
5 | Eq 181/211 (86%) | 171 (94%) | 9(5%) | 1(1%) | 21 54
5 | Er 181/211 (86%) | 177 (98%) | 4 (2%) 0 [100] [ 200
5 | Es 181/211 (86%) | 170 (94%) | 10 (6%) | 1(1%) | 21 54
5 | Et 181/211 (86%) | 176 (97%) | 5 (3%) 0 100 100
5 | Eu 181/211 (86%) | 169 (93%) | 11(6%) | 1(1%) | 21 54
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Mol | Chain Analysed Favoured | Allowed | Outliers
6 Ga 11/145 (8%) 9 (82%) 2 (18%) 0
6 Gb 11/145 (8%) 8 (73%) 3 (27%) 0
6 Ge 11/145 (8%) 9 (82%) 2 (18%) 0
6 Gd 11/145 (8%) 9 (82%) 2 (18%) 0
6 Ge 11/145 (8%) 9 (82%) 2 (18%) 0
6 Gf 11/145 (8%) 9 (82%) 2 (18%) 0
6 Gg 11/145 (8%) 9 (82%) 2 (18%) 0
6 Gh 11/145 (8%) 9 (82%) 2 (18%) 0
6 Gi 11/145 (8%) 8 (73%) 3 (27%) 0
6 Gj 11/145 (8%) 9 (82%) 2 (18%) 0
6 Gk 11/145 (8%) 8 (73%) 3 (27%) 0
6 Gl 11/145 (8%) 9 (82%) 2 (18%) 0
6 Gm 11/145 (8%) 9 (82%) 2 (18%) 0
6 Gn 11/145 (8%) 9 (82%) 2 (18%) 0
6 Go 11/145 (8%) 9 (82%) 2 (18%) 0
6 Gp 11/145 (8%) 9 (82%) 2 (18%) 0
6 Gq 11/145 (8%) 8 (73%) 3 (27%) 0
6 Gr 11/145 (8%) 8 (73%) 3 (27%) 0
6 Gs 11/145 (8%) 8 (73%) 3 (27%) 0
6 Gt 11/145 (8%) 8 (73%) 3 (27%) 0
6 Gu 11/145 (8%) 9 (82%) 2 (18%) 0
6 Gv 11/145 (8%) 9 (82%) 2 (18%) 0
6 Gw 11/145 (8%) 9 (82%) 1 (9%) 1 (9%)
6 Gx 11/145 (8%) 9 (82%) 2 (18%) 0
6 Gy 11/145 (8%) 9 (82%) 2 (18%) 0
6 Gz 11/145 (8%) 9 (82%) 2 (18%) 0
All All 35581/46566 (76%) | 34238 (96%) | 1310 (4%) | 33 (0%)

All (33) Ramachandran outliers are listed below:

Mol | Chain | Res | Type
4 Db 193 VAL
4 Df 193 VAL

Continued on next page...
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Mol | Chain | Res | Type
Dh 193 VAL
Dl 193 VAL
Dj 193 VAL
Dn 193 VAL
Dr 193 VAL
Dt 193 VAL
Dh 116 TYR
Dj 116 TYR
Dl 116 TYR
Dx 193 VAL
Dz 116 TYR
Db 116 TYR
Dp 116 TYR
Ea 87 CYS
Ec 87 CYS
87 CYS
Eg 87 CYS
Ei 87 CYS
Ek 87 CYS
Em 87 CYS
Eo 87 CYS
Eq 87 CYS
Es 87 CYS
Eu 87 CYS
Ew 87 CYS
Ey 87 CYS
Gw 142 MET
Dd 193 VAL
Dp 193 VAL
Dv 193 VAL
Dz 193 VAL

[ | Oy O O O O O O O Ot Ot Ot O O O | i | | | s s | | | | e
=
@

5.3.2 Protein sidechains (1)

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

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

analysed, and the total number of residues.
Continued on next page...
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‘ Mol ‘ Chain ‘

‘ Rotameric ‘ Outliers ‘ Percentiles ‘

Analysed

n
Q
slo|lov|lolololv|aolo|lolaolao|lololao|lo|lolaolao|lolviaololola|lv|o|lo|~]|ww]| <
M666666666666666666666666667677
Q
Plo v vvivViK i v V| | V|| V[ 0][ D] D (D010 101D |1 ||| W[ ][ 10|kx|D ][O
Sl < [ [ | < d [ [ ad [ ad [ [ ad [ [ aed [ [ ard [ ad [ [aed [ <F [ d [ [ad [ | <F [ o | [ 1= | ©
A
")
IS S S e oo ia ol oico ol oo i iaiaoico ol aoiaoia oo i iaslaoliaoiasiaie
LI XXX XXX XXX XXX XXX XXX XXX R XXX 2R | X
=l B R A R R A A A R A R R A A A R A A R A R A R A R A A R A R R A R A R A R A R A R A R A R A A .
u((((((((((((((((((((((((((((((
o) Bl Bl Bk el Bl Bl Each el ach Bl Hech B Iocl Hoch ol och Hcl el Hacl Bl Hocl IecH ach Hcl e Bach Rl BN B M ioe
.w\m/\.ol\nd\m/\.ol\m/\W\M/\W/\W\W/\W\M/\W\W\W/\W\W\W\W\W/\W\W/\W\W\W/\W\W/\W\M/
S NN N A Y Y Y Y Y Y Y Y Y Y N S R R Y Y A Y Y S S RS
0| |ow|w|ow|w|w|xw|ow|w|xw|w|w|xw|xw|w|w|xw|w|w|w|w|ww|w|ww|w|ww||D|D
gl || o ||| ||| ||| ||| ||| ||| |||
a((((((((((((((((((((((((((((((
vlolo|lo|lolo|lw|lolo|lololojlolo|lololololo|lo|lw|lojlojlo|lo|lw|lo|m ||| <
o3 IS IS B S I S N NG\ G [ NG G G G [ NG Y (G G [ NG I G Y G (Gl [ NG Y ) B Gy [ NG I S I N N I S N R e R = e
SIS IO oS S IS IS 9 T iTo T iTs o T o T T T T e e I T T e e T T T s
dqqW/VWW/VWW/W/VVWWW/W/W/WWW/VW/V?WWW/VW/W
D ol hlh|loblHh bl onlHhlbh|lh|lHlhbhlh Bl b ol ol || |||
Vb | b ||| D ||| 0| D ||| DD ||| D ||| D ||| DD || b | ||| |
S((((((((((((((((((((((((((((((
e P N R R A A I A R A I R A R A A A I I I R A A A R A A A I A T T
glalalajlajla|la|la|lajla|la|la|lalalalalalalalalalalalalalalaldalala
I e e e e e e e e [ e e e e e e e e e [ e B e e e I (N [
dla|la|lalalalalalalalalalalalalalalalalalalalalalalalal~]|~]|~]|~
0| ||| ||o|o|d|w||d|||||||d||||||||ow|w|w|w©
S
o
gl s|le|lo|T-|lo|lw|lw g ==l —=|Elg|loc|lalag|l=lwle| =3l X|=nN|zs|lalol|l
S|l ||| |d ||| < | D | L || ||| ||| ||| |<|A|M|A|MA
@)
—_

Continued on next page...

WO RLDWIDE

SPDRB
b
PROTEIN DATA BANK



Full wwPDB EM Validation Report EMD-72847, 9YEC

Page 130

Continued from previous page...

n
[}
=l~loo| |||~ o|lv[g|lo|lojlo|~|lw|lo|~lvlolcalolo|lalwv]o| vl <
MG777676776666777767766878667676
Q s— s—
Plololv|violv ol x| v | oy v v |xlololx|oc|lvliol Dol @ || m o=
Sl R | |Idm |0 B |S|w|F|B|F|F|O|w|w|w|[m]w|m|<Ffoffo f[oofid o] o]l || w
P — —
"
S oo laio o i aiaoico ol aoio i o iaoico el aicoiao oo i o laoiao s iaoiaoie
R RS RS S DA DS S D DS P DO D P DO DS D DS DS S DS DS S DS DS P DS D DS DS DS DS D
Sl Al Al mlalalalaalmlalaalalslala|laloAle|alalAaloslx
u(((((((((((((((((((((((((((((((
S R R il Rl el Bl Rl ol R R I B o el e e B R O e N R Rl B el RN Rl ol R e
slolclicleliclcliclciclclclclclclclclciclciclcialslclsclelclclela
S RN R N R S N R R S S R B S N S B S S R R B S R R R S S R S R R
| ||| ||| D |||V || DX || V(D[]S ||D||D|
gl || 3|3 ||| ||| |o|a|d ||| ||| ||| S S|SB
Slalv|lglv|laldvla|ld || m ||| o] F|w|od]|w| ||| ]| — 0 | |lo|x|o|
Ol | |o|lo|o|lo|lo|lo|O|lvo|lb|lv|lv| ||| V| o|lo|lC|lo|lo|lR||R|lao|las|n|D|D
o=l B RS B B RS RS A A R R A A R I R A I I A I I AU I I I S A S S A
Ao IS oS oS IO oS o TS oS oS I o TS T TS o T N o T N o D e e I TS T T T e
dqqW/VWO/MU/WWW/VWWWW/W/W/WWW/W/WO/V?VW/W/V?V
ol I I e e I e e I e I = e B I I I g = I I B e g = N R R e R N S B B o
S(((((((((((((((((((((((((((((((
] B e e e I I I e e e e B e e B B R I I e e e e e e e
S|l ||| 0|0|0|0|0| D|0|0|w|D|D|0|o|w|w| 0|l |lA|lAd|lAlA|A|A|S]|A|[N
R RN R S R RN R R S R N RN R B A RN A BN A R R R B R S B R R R R A R RN BN R B R e A e R e e R e R o e R e R o
B I [ I [ I I s e I (e [ R [ S e i e e (e I [ I R [ B (R e e e
===~~~ |=|= == == === == === =N |o|lo|lo|lolao|loo|loa| o
oclo|lo|lo|lo|lv|lo|lo|lo|lo|lowo|lo|lo|lo|lo|lo|lvw|lo|lo|lo|lO|O ||| |S|S|S|S]| S
SRS RS RS B RS RS S A RS R RS B RS R RS A S R RS R RS B RS A RS A S A RS R RS R RS R RS A S E RS RS R RS B RN R RN RS R RS R RS R R
a
.-
flo|lw| vl 2| =x|l=lMd|=|E|lg|o|la|lT| =|e|le|z|lr|le| XNl o|lo|T| o]0 g~
SRR AR ARaARAAAARARAAnAmAR|OIO|D|0|0|D|0|D|0
@)
P
M02222222222222222222222333333333

Continued on next page...

PDB

WO RLDWIDE

e

PROTEIN DATA BANK



Page 131

Full wwPDB EM Validation Report

EMD-72847, 9YEC

Continued from previous page...

Mol | Chain Analysed Rotameric | Outliers | Percentiles
3 Cj 299/324 (92%) 294 (98%) 5 (2%) 53 69
3 Ck 299/324 (92%) 293 (98%) 6 (2%) 48 66
3 Cl 299/324 (92%) 295 (99%) 4 (1%) 61 72
3 Cm 299/324 (92%) 294 (98%) 5 (2%) 23 69
3 Cn 299/324 (92%) 297 (99%) 2 (1%) 76 178
3 Co 299/324 (92%) 294 (98%) 5 (2%) 53 69
3 Cp 299/324 (92%) 298 (100%) 1 (0%) 186/ | 83
3 Cq 299/324 (92%) 298 (100%) 1 (0%) 86 {83
3 Cr 299/324 (92%) 296 (99%) 3 (1%) 68 75
3 Cs 299/324 (92%) 295 (99%) 4 (1%) 61 72
3 Ct 299/324 (92%) 296 (99%) 3 (1%) 68 75
3 Cu 299/324 (92%) 295 (99%) 4 (1%) 61 72
3 Cv 299/324 (92%) 295 (99%) 4 (1%) 61 72
3 Cw 299/324 (92%) 297 (99%) 2 (1%) 76 178
3 Cx 299/324 (92%) 295 (99%) 4 (1%) 61 72
3 Cy 299/324 (92%) 296 (99%) 3 (1%) 68 75
3 Cz 299/324 (92%) 295 (99%) 4 (1%) 61 72
4 Da 231/262 (88%) 220 (95%) 11 (5%) 23 49
4 Db 229/262 (87%) 226 (99%) 3 (1%) 61 72
4 Dc 231/262 (88%) 220 (95%) 11 (5%) 23 49
4 Dd 229/262 (87%) 226 (99%) 3 (1%) 61 72
4 De 231/262 (88%) 221 (96%) 10 (4%) 26 52
4 Df 229/262 (87%) 226 (99%) 3 (1%) 61 72
4 Dg 231/262 (88%) 220 (95%) 11 (5%) 23 49
4 Dh 229/262 (87%) 226 (99%) 3 (1%) 61 72
4 Di 231/262 (88%) 220 (95%) 11 (5%) 23 49
4 Dj 229/262 (87%) 227 (99%) 2 (1%) 70 76
4 Dk 231/262 (88%) 220 (95%) 11 (5%) 23 49
4 Dl 229/262 (87%) 226 (99%) 3 (1%) 61 72
4 Dm 231/262 (88%) 222 (96%) 9 (4%) 28 54
4 Dn 229/262 (87%) 226 (99%) 3 (1%) 61 72
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Mol | Chain Analysed Rotameric | Outliers | Percentiles

5 | Et 154/175 (88%) | 150 (97%) | 4 (3%) | 40 62
5 | EBu 149/175 (85%) | 142 (95%) | 7(5%) | 23 50
5 | Ev 154/175 (88%) | 150 (97%) | 4 (3%) | 40 62
5 | Ew 149/175 (85%) | 142 (95%) | 7 (5%) | 23 50
5 | Ex 154/175 (88%) | 150 (97%) | 4 (3%) | 40 62
5 | Ey 149/175 (85%) | 142 (95%) | 7 (5%) | 23 50
5 | Ez 154/175 (88%) | 150 (97%) | 4 (3%) | 40 62
6 | Fa 14/121 (12%) 14 (100%) 0
6 | Fb 14/121 (12%) 14 (100%) 0 100 ] [100]
6 Fe 14/121 (12%) 14 (100%) 0 100 ] [100]
6 | Fd 14/121 (12%) 14 (100%) 0 [100] [ 100
6 | Fe 14/121 (12%) 14 (100%) 0 100 ] [100]
6 | Pt 14/121 (12%) 13 (93%) | 1 (7%)
6 | Fg 14/121 (12%) 14 (100%) 0 (100 ] [100]
6 | Fn 14/121 (12%) 14 (100%) 0 [100] [ 100
6 Fi 14/121 (12%) 14 (100%) 0 100 [100]
6 Fj 14/121 (12%) 14 (100%) 0 100 ] [100]
6 | Fx 14/121 (12%) 14 (100%) 0 [100] [ 100
6 Fl 14/121 (12%) 14 (100%) 0 100 ] [100]
6 | Fm 14/121 (12%) 14 (100%) 0 [100] [ 100
6 | Fn 14/121 (12%) 14 (100%) 0 100 ] [100]
6 | Fo 14/121 (12%) 14 (100%) 0 100 ] [100]
6 | Fp 14/121 (12%) 14 (100%) 0 [100] [ 100
6 | Fq 14/121 (12%) 14 (100%) 0 100 ] [100]
6 Fr 14/121 (12%) 14 (100%) 0 [100] [ 100
6 Fs 14/121 (12%) 14 (100%) 0 100 ] [100]
6 Ft 14/121 (12%) 14 (100%) 0 [100] [ 200
6 | Fu 14/121 (12%) 14 (100%) 0 100 [100]
6 | Fv 14/121 (12%) 14 (100%) 0 100 ] [100]
6 | Fw 14/121 (12%) 14 (100%) 0 [100] [ 100
6 | Fx 14/121 (12%) 14 (100%) 0

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
6 | Fy 14/121 (12%) 14 (100%) 0 [100] [ 100
6 | I 14/121 (12%) 14 (100%) 0 100 ] [100]
6 | Ga 13/121 (11%) 13 (100%) 0 [100] [ 100
6 | b 13/121 (11%) 13 (100%) 0 100 ] [100]
6 | Ge 13/121 (11%) 13 (100%) 0 100 ] [100]
6 | ad 13/121 (11%) 12 (92%) | 1 (8%)

6 | Ge 13/121 (11%) 13 (100%) 0
6 Gt 13/121 (11%) 13 (100%) 0
6 | Gg 13/121 (11%) 13 (100%) 0
6 | Gn 13/121 (11%) 12 (92%) | 1 (8%)
6 Gi 13/121 (11%) 12 (92%) | 1 (8%)
6 Gj 13/121 (11%) 13 (100%) 0
6 | Gk 13/121 (11%) 12 (92%) | 1 (8%)
6 Gl 13/121 (11%) 12 (92%) | 1 (8%)
6 | Cm 13/121 (11%) 13 (100%) 0
6 | Gn 13/121 (11%) 12 (92%) | 1 (8%)
6 | Go 13/121 (11%) 13 (100%) 0
6 | Gp 13/121 (11%) 13 (100%) 0
6 | GCq 13/121 (11%) 12 (92%) | 1 (8%)
6 | Gr 13/121 (11%) 12 (92%) | 1 (8%)
6 | Gs 13/121 (11%) 13 (100%) 0
6 | at 13/121 (11%) 12 (92%) | 1 (8%)
6 | Gu 13/121 (11%) 12 (92%) | 1 (8%)
6 | Gv 13/121 (11%) 12 (92%) | 1 (8%)
6 | Gw 13/121 (11%) 12 (92%) | 1 (8%)
6 | GOx 13/121 (11%) 13 (100%) 0
6 | ay 13/121 (11%) 12 (92%) | 1 (8%)
6 | Gz 13/121 (11%) 13 (100%) 0
All | ALl | 30069/39000 (77%) | 29447 (98%) | 622 (2%)

All (622) residues with a non-rotameric sidechain are listed below:
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Chain | Res | Type
Aa 145 ILE
Aa 176 ILE
Aa 200 ASN
Ab 60 VAL
Ab 145 ILE
Ab 176 ILE
Ab 200 ASN
Ac 145 ILE
Ac 176 ILE
Ac 200 ASN
Ad 145 ILE
Ad 176 ILE
Ad 200 ASN
Ae 145 ILE
Ae 176 ILE
Ae 200 ASN
Af 60 VAL
Af 145 ILE
Af 176 ILE
Af 200 ASN
Ag 145 ILE

176 ILE
Ag 200 ASN
Ah 145 ILE
Ah 176 ILE
Ah 200 ASN

Ai 145 ILE
Ai 176 ILE
Aj 200 ASN
Aj 145 ILE
Aj | 176 | ILE
Aj | 200 | ASN
Ak 145 ILE
Ak 176 ILE
Ak 200 ASN
Al 145 ILE
Al 176 ILE
Al 200 ASN
Am 145 ILE
Am 176 ILE
Am 200 ASN
An 145 ILE
An 176 ILE
Continued on next page...
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Mol | Chain | Res | Type
1 An 200 ASN
1 Ao 145 ILE
1 Ao 176 ILE
1 Ao 200 ASN
1 Ap 145 ILE
1 Ap 176 ILE
1 Ap 200 ASN
1 Aq 145 ILE
1 Aq 176 ILE
1 Aq 200 ASN
1 Ar 145 ILE
1 Ar 176 ILE
1 Ar 200 ASN
1 As 145 ILE
1 As 176 ILE
1 As 200 ASN
1 At 60 VAL
1 At 145 ILE
1 At 176 ILE
1 At 200 ASN
1 Au 145 ILE
1 Au 176 ILE
1 Au 200 ASN
1 Av 145 ILE
1 Av 176 ILE
1 Av 200 ASN
1 Aw 145 ILE
1 Aw 176 ILE
1 Aw 200 ASN
1 Ax 145 ILE
1 Ax 176 ILE
1 Ax 200 ASN
1 Ay 60 VAL
1 Ay 145 ILE
1 Ay 176 ILE
1 Ay 200 ASN
1 Az 145 ILE
1 Az 176 ILE
1 Az 200 ASN
2 Ba 36 VAL
2 Ba 258 THR
2 Ba 303 ASN

Continued on next page...
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Mol | Chain | Res | Type
2 Ba 304 THR
2 Bb 258 THR
2 Bb 287 VAL
2 Bb 304 THR
2 Bb 308 VAL
2 Bb 349 LYS
2 Be 36 VAL
2 Be 258 THR
2 Bd 36 VAL
2 Bd 54 THR
2 Bd 258 THR
2 Be 36 VAL
2 Be 68 GLN
2 Be 258 THR
2 Be 322 VAL
2 Be 323 THR
2 Bf 54 THR
2 Bf 258 THR
2 Bg 68 GLN
2 Bg 258 THR
2 Bg 304 THR
2 Bh 36 VAL
2 Bh 258 THR
2 Bh 304 THR
2 Bi 36 VAL
2 Bi 54 THR
2 Bi 258 THR
2 Bi 304 THR
2 Bi 322 VAL
2 Bj 258 THR
2 Bj 287 VAL
2 Bj 322 VAL
2 Bk 36 VAL
2 Bk 174 ASN
2 Bk 258 THR
2 Bk 308 VAL
2 Bk 322 VAL
2 Bl 36 VAL
2 Bl 258 THR
2 Bl 304 THR
2 Bm 36 VAL
2 Bm 256 THR

Continued on next page...
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Mol | Chain | Res | Type
2 Bm 258 THR
2 Bm 304 THR
2 Bn 36 VAL
2 Bn 54 THR
2 Bn 258 THR
2 Bn 303 ASN
2 Bn 304 THR
2 Bn 322 VAL
2 Bo 36 VAL
2 Bo 258 THR
2 Bo 304 THR
2 Bo 308 VAL
2 Bo 323 THR
2 Bp 36 VAL
2 Bp 54 THR
2 Bp 258 THR
2 Bp 304 THR
2 Bp 308 VAL
2 Bp 322 VAL
2 Bq 36 VAL
2 Bq 68 GLN
2 Bq 148 ASP
2 Bq 258 THR
2 Bq 304 THR
2 Bq 322 VAL
2 Br 36 VAL
2 Br 258 THR
2 Br 322 VAL
2 Bs 36 VAL
2 Bs 258 THR
2 Bs 304 THR
2 Bs 322 VAL
2 Bt 36 VAL
2 Bt 258 THR
2 Bt 304 THR
2 Bt 322 VAL
2 Bu 36 VAL
2 Bu 182 ILE
2 Bu 258 THR
2 Bu 304 THR
2 Bv 145 THR
2 Bv 258 THR

Continued on next page...



Page 139

Full wwPDB EM Validation Report

EMD-72847, 9YEC

Continued from previous page...

Mol | Chain | Res | Type
2 Bv 303 ASN
2 Bv 304 THR
2 Bv 308 VAL
2 Bw 36 VAL
2 Bw 258 THR
2 Bx 258 THR
2 Bx 287 VAL
2 Bx 322 VAL
2 Bx 323 THR
2 By 36 VAL
2 By 174 ASN
2 By 258 THR
2 By 304 THR
2 By 322 VAL
2 Bz 36 VAL
2 Bz 54 THR
2 Bz 258 THR
2 Bz 304 THR
2 Bz 322 VAL
2 Bz 323 THR
3 Ca 195 MET
3 Cb 102 VAL
3 Cb 286 SER
3 Cb 327 ILE
3 Cb 363 LEU
3 Cc 327 ILE
3 Cd 164 PHE
3 Cd 195 MET
3 Cd 243 VAL
3 Cd 327 ILE
3 Cd 353 GLU
3 Ce 35 VAL
3 Ce 102 VAL
3 Ce 154 ASN
3 Ce 327 ILE
3 Ce 337 VAL
3 Ct 195 MET
3 Ctf 243 VAL
3 Cf 328 ASP
3 Cg 154 ASN
3 Cg 243 VAL
3 Cg 327 ILE

Continued on next page...



Page 140

Full wwPDB EM Validation Report

EMD-72847, 9YEC

Continued from previous page...

Mol | Chain | Res | Type
3 Cg 337 VAL
3 Cg 353 GLU
3 Ch 154 ASN
3 Ch 195 MET
3 Ch 327 ILE
3 Ci 89 LEU
3 Ci 154 ASN
3 Ci 195 MET
3 Ci 237 THR
3 Ci 286 SER
3 Ci 327 ILE
3 Ci 353 GLU
3 Gj 154 ASN
3 Cj 195 MET
3 Cj 243 VAL
3 Cj 306 LEU
3 Cj 353 GLU
3 Ck 35 VAL
3 Ck 89 LEU
3 Ck 195 MET
3 Ck 237 THR
3 Ck 286 SER
3 Ck 327 ILE
3 Cl 89 LEU
3 Cl 195 MET
3 Cl 320 LEU
3 Cl 327 ILE
3 Cm 35 VAL
3 Cm 117 VAL
3 Cm 243 VAL
3 Cm 353 GLU
3 Cm 374 HIS
3 Cn 243 VAL
3 Cn 327 ILE
3 Co 154 ASN
3 Co 237 THR
3 Co 243 VAL
3 Co 327 ILE
3 Co 353 GLU
3 Cp 327 ILE
3 Cq 243 VAL
3 Cr 237 THR
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Mol | Chain | Res | Type
3 Cr 327 ILE
3 Cr 337 VAL
3 Cs 35 VAL
3 Cs 195 MET
3 Cs 237 THR
3 Cs 327 ILE
3 Ct 35 VAL
3 Ct 209 LYS
3 Ct 243 VAL
3 Cu 195 MET
3 Cu 237 THR
3 Cu 243 VAL
3 Cu 327 ILE
3 Cv 40 VAL
3 Cv 195 MET
3 Cv 243 VAL
3 Cv 327 ILE
3 Cw 237 THR
3 Cw 327 ILE
3 Cx 243 VAL
3 Cx 327 ILE
3 Cx 353 GLU
3 Cx 363 LEU
3 Cy 237 THR
3 Cy 286 SER
3 Cy 327 ILE
3 Cz 117 VAL
3 Cz 195 MET
3 Cz 286 SER
3 Cz 327 ILE
4 Da 25 VAL
4 Da 89 VAL
4 Da 94 VAL
4 Da 106 ASN
4 Da 112 GLN
4 Da 117 ILE
4 Da 149 ILE
4 Da 180 ILE
4 Da 232 ASN
4 Da 252 ILE
4 Da 266 LYS
4 Db 25 VAL
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4 Db 193 VAL
4 Db 216 ILE
4 Dc 25 VAL
4 Dc 89 VAL
4 Dc 94 VAL
4 Dc 106 ASN
4 Dc 112 GLN
4 Dc 117 ILE
4 Dc 149 ILE
4 Dc 180 ILE
4 Dc 232 ASN
4 Dc 250 LYS
4 Dc 266 LYS
4 Dd 25 VAL
4 Dd 68 ILE
4 Dd 193 VAL
4 De 25 VAL
4 De 89 VAL
4 De 94 VAL
4 De 106 ASN
4 De 112 GLN
4 De 149 ILE
4 De 180 ILE
4 De 232 ASN
4 De 252 ILE
4 De 266 LYS
4 Df 25 VAL
4 Df 68 ILE
4 Df 193 VAL
4 Dg 25 VAL
4 Dg 89 VAL
4 Dg 94 VAL
4 Dg 106 ASN
4 Dg 112 GLN
4 Dg 117 ILE
4 Dg 149 ILE
4 Dg 180 ILE
4 Dg 232 ASN
4 Dg 252 ILE
4 Dg 266 LYS
4 Dh 25 VAL
4 Dh 68 ILE
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Mol | Chain | Res | Type
4 Dh 193 VAL
4 Di 25 VAL
4 Di 89 VAL
4 Di 94 VAL
4 Di 106 ASN
4 Di 112 GLN
4 Di 117 ILE
4 Di 149 ILE
4 Di 180 ILE
4 Di 232 ASN
4 Di 250 LYS
4 Di 266 LYS
4 Dj 25 VAL
4 Dj 193 VAL
4 Dk 25 VAL
4 Dk 89 VAL
4 Dk 94 VAL
4 Dk 106 ASN
4 Dk 112 GLN
4 Dk 117 ILE
4 Dk 149 ILE
4 Dk 180 ILE
4 Dk 232 ASN
4 Dk 250 LYS
4 Dk 266 LYS
4 Dl 25 VAL
4 Dl 193 VAL
4 Dl 216 ILE
4 Dm 89 VAL
4 Dm 94 VAL
4 Dm 106 ASN
4 Dm 112 GLN
4 Dm 149 ILE
4 Dm 180 ILE
4 Dm 232 ASN
4 Dm 252 ILE
4 Dm 266 LYS
4 Dn 25 VAL
4 Dn 68 ILE
4 Dn 193 VAL
4 Do 25 VAL
4 Do 89 VAL
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4 Do 94 VAL
4 Do 106 ASN
4 Do 112 GLN
4 Do 149 ILE
4 Do 180 ILE
4 Do 232 ASN
4 Do 250 LYS
4 Do 266 LYS
4 Dp 25 VAL
4 Dp 193 VAL
4 Dp 216 ILE
4 Dq 89 VAL
4 Dq 94 VAL
4 Dq 106 ASN
4 Dq 112 GLN
4 Dq 117 ILE
4 Dq 149 ILE
4 Dq 180 ILE
4 Dq 232 ASN
4 Dq 252 ILE
4 Dq 266 LYS
4 Dr 25 VAL
4 Dr 193 VAL
4 Ds 25 VAL
4 Ds 89 VAL
4 Ds 94 VAL
4 Ds 106 ASN
4 Ds 112 GLN
4 Ds 117 ILE
4 Ds 149 ILE
4 Ds 180 ILE
4 Ds 232 ASN
4 Ds 250 LYS
4 Ds 266 LYS
4 Dt 25 VAL
4 Dt 68 ILE
4 Dt 193 VAL
4 Dt 216 ILE
4 Du 89 VAL
4 Du 94 VAL
4 Du 106 ASN
4 Du 112 GLN
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4 Du 117 ILE
4 Du 149 ILE
4 Du 180 ILE
4 Du 232 ASN
4 Du 250 LYS
4 Du 266 LYS
4 Dv 25 VAL
4 Dv 89 VAL
4 Dv 193 VAL
4 Dv 220 LEU
4 Dw 25 VAL
4 Dw 89 VAL
4 Dw 94 VAL
4 Dw 106 ASN
4 Dw 112 GLN
4 Dw 117 ILE
4 Dw 149 ILE
4 Dw 180 ILE
4 Dw 232 ASN
4 Dw 252 ILE
4 Dw 266 LYS
4 Dx 25 VAL
4 Dx 89 VAL
4 Dx 193 VAL
4 Dy 89 VAL
4 Dy 94 VAL
4 Dy 106 ASN
4 Dy 112 GLN
4 Dy 117 ILE
4 Dy 149 ILE
4 Dy 180 ILE
4 Dy 232 ASN
4 Dy 252 ILE
4 Dy 266 LYS
4 Dz 25 VAL
4 Dz 89 VAL
4 Dz 193 VAL
5 Ea 38 LEU
5 Ea 69 ILE
5 Ea 71 LEU
5 Ea 107 LEU
5 Ea 124 VAL
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5 Ea 143 ASN
5 Ea 175 VAL
5 Eb 91 ASP
5 Eb 94 LEU
5 Eb 107 LEU
5 Eb 144 LEU
5 Eb 150 LEU
5 Ec 38 LEU
5 Ec 71 LEU
5 Ec 107 LEU
5 Ec 124 VAL
5 Ec 143 ASN
5 Ec 175 VAL
5 Ec 192 LEU
5 Ed 94 LEU
5 Ed 107 LEU
5 Ed 144 LEU
5 Ed 150 LEU
5 Ee 38 LEU
5 Ee 71 LEU
5 Ee 86 VAL
5 Ee 107 LEU
5 Ee 124 VAL
5 Ee 143 ASN
5 Ee 175 VAL
5 Ee 192 LEU
5 Ef 94 LEU
5 Ef 107 LEU
5 Ef 144 LEU
5 Ef 150 LEU
5 Eg 38 LEU
bt Eg 69 ILE
5 Eg 71 LEU
5 Eg 86 VAL
5 Eg 107 LEU
5 Eg 124 VAL
5 Eg 143 ASN
5 Eg 175 VAL
5 Eg 192 LEU
5 Eh 91 ASP
5 Eh 94 LEU
5 Eh 107 LEU
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5 Eh 144 LEU
5 Eh 150 LEU
5 Ei 38 LEU
5 Ei 69 ILE
5 Ei 71 LEU
5 Ei 86 VAL
5 Ei 107 LEU
5 Ei 124 VAL
5 Ei 143 ASN
5 Ei 175 VAL
5 Ei 192 LEU
5 Ej 94 LEU
5 Ej 107 LEU
5 Ej 144 LEU
5 Ej 150 LEU
5 Ek 38 LEU
5 Ek 69 ILE
5 Ek 71 LEU
5 Ek 107 LEU
5 Ek 124 VAL
5 Ek 143 ASN
5 Ek 175 VAL
5 Ek 192 LEU
5 El 94 LEU
5 El 107 LEU
5 El 144 LEU
5 El 150 LEU
5 Em 38 LEU
5 Em 71 LEU
5 Em 107 LEU
5 Em 124 VAL
bt Em 143 ASN
5 Em 175 VAL
5 En 94 LEU
5 En 107 LEU
5 En 144 LEU
5 En 150 LEU
5 Eo 38 LEU
5 Eo 71 LEU
5 Eo 107 LEU
5 Eo 124 VAL
5 Eo 143 ASN
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5 Eo 175 VAL
5 Eo 192 LEU
5 Ep 94 LEU
5 Ep 107 LEU
5 Ep 144 LEU
5 Ep 150 LEU
5 Eq 38 LEU
5 Eq 69 ILE
5 Eq 71 LEU
5 Eq 107 LEU
5 Eq 124 VAL
5 Eq 143 ASN
5 Eq 175 VAL
5 Er 94 LEU
5 Er 107 LEU
5 Er 144 LEU
5 Er 150 LEU
5 Es 38 LEU
5 Es 71 LEU
5 Es 107 LEU
5 Es 124 VAL
5 Es 143 ASN
5 Es 175 VAL
5 Es 192 LEU
5 Et 94 LEU
5 Et 107 LEU
5 Et 144 LEU
5 Et 150 LEU
5 Eu 38 LEU
5 Eu 71 LEU
5 Eu 107 LEU
bt Eu 124 VAL
5 Eu 143 ASN
5 Eu 175 VAL
5 Eu 192 LEU
5 Ev 94 LEU
5 Ev 107 LEU
5 Ev 144 LEU
5 Ev 150 LEU
5 Ew 38 LEU
5 Ew 71 LEU
5 Ew 107 LEU
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5 Ew 124 VAL
5 Ew 143 ASN
5 Ew 175 VAL
5 Ew 192 LEU
5 Ex 94 LEU
5 Ex 107 LEU
5 Ex 144 LEU
5 Ex 150 LEU
5 Ey 38 LEU
5 Ey 71 LEU
5 Ey 107 LEU
5 Ey 124 VAL
5 Ey 143 ASN
5 Ey 175 VAL
5 Ey 192 LEU
5 Ez 94 LEU
5 Ez 107 LEU
5 Ez 144 LEU
5 Ez 150 LEU
6 Ff 133 VAL
6 Gd 138 GLU
6 Gh 138 GLU
6 Gi 134 GLN
6 Gk 138 GLU
6 Gl 138 GLU
6 Gn 138 GLU
6 Gq 138 GLU
6 Gr 138 GLU
6 Gt 138 GLU
6 Gu 138 GLU
6 Gv 138 GLU
6 Gw 138 GLU
6 Gy 138 GLU

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. All (672)

such sidechains are listed below:

Mol | Chain | Res | Type
1 Aa 149 ASN
1 Aa 156 ASN
1 Aa 200 ASN
1 Aa 221 ASN
1 Ab 7 HIS
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Mol | Chain | Res | Type
1 Ab 129 ASN
1 Ab 149 ASN
1 Ab 200 ASN
1 Ac 129 ASN
1 Ac 149 ASN
1 Ac 167 ASN
1 Ac 200 ASN
1 Ad 129 ASN
1 Ad 149 ASN
1 Ad 167 ASN
1 Ad 200 ASN
1 Ad 221 ASN
1 Ae 129 ASN
1 Ae 156 ASN
1 Ae 200 ASN
1 Ae 221 ASN
1 Af 149 ASN
1 Af 200 ASN
1 Af 221 ASN
1 Ag 70 HIS
1 Ag 7 HIS
1 Ag 149 ASN
1 Ag 156 ASN
1 Ag 167 ASN
1 Ag 200 ASN
1 Ag 221 ASN
1 Ah 7 HIS
1 Ah 129 ASN
1 Ah 149 ASN
1 Ah 200 ASN
1 Ai 70 HIS
1 Ai 77 HIS
1 Ai 149 ASN
1 Ai 156 ASN
1 Ai 167 ASN
1 Ai 200 ASN
1 Aj 7 HIS
1 Aj 149 ASN
1 Aj 200 ASN
1 Aj 221 ASN
1 Ak 7 HIS
1 Ak 129 ASN
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1 Ak 156 ASN
1 Ak 200 ASN
1 Ak 221 ASN
1 Al 7 HIS
1 Al 149 ASN
1 Al 156 ASN
1 Al 200 ASN
1 Al 221 ASN
1 Am 7 HIS
1 Am 129 ASN
1 Am 149 ASN
1 Am 156 ASN
1 Am 167 ASN
1 Am 200 ASN
1 Am 221 ASN
1 An 7 HIS
1 An 129 ASN
1 An 149 ASN
1 An 200 ASN
1 An 221 ASN
1 Ao 149 ASN
1 Ao 156 ASN
1 Ao 167 ASN
1 Ao 200 ASN
1 Ao 221 ASN
1 Ap 156 ASN
1 Ap 200 ASN
1 Ap 221 ASN
1 Aq 7 HIS
1 Aq 112 ASN
1 Aq 129 ASN
1 Aq 149 ASN
1 Aq 156 ASN
1 Aq 167 ASN
1 Aq 200 ASN
1 Ar 7 HIS
1 Ar 129 ASN
1 Ar 149 ASN
1 Ar 167 ASN
1 Ar 200 ASN
1 Ar 221 ASN
1 As 129 ASN
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Mol | Chain | Res | Type
1 As 149 ASN
1 As 200 ASN
1 At 129 ASN
1 At 149 ASN
1 At 167 ASN
1 At 200 ASN
1 At 221 ASN
1 Au 7 HIS
1 Au 112 ASN
1 Au 156 ASN
1 Au 167 ASN
1 Au 200 ASN
1 Au 221 ASN
1 Av 149 ASN
1 Av 156 ASN
1 Av 167 ASN
1 Av 200 ASN
1 Av 221 ASN
1 Aw 7 HIS
1 Aw 149 ASN
1 Aw 156 ASN
1 Aw 167 ASN
1 Aw 200 ASN
1 Aw 221 ASN
1 Ax 7 HIS
1 Ax 149 ASN
1 Ax 167 ASN
1 Ax 200 ASN
1 Ax 221 ASN
1 Ay 149 ASN
1 Ay 156 ASN
1 Ay 200 ASN
1 Ay 221 ASN
1 Az 7 HIS
1 Az 112 ASN
1 Az 149 ASN
1 Az 167 ASN
1 Az 200 ASN
2 Ba 33 ASN
2 Ba 263 GLN
2 Ba 284 ASN
2 Ba 286 ASN
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Mol | Chain | Res | Type
2 Ba 303 ASN
2 Ba 346 GLN
2 Bb 33 ASN
2 Bb 156 ASN
2 Bb 195 GLN
2 Bb 263 GLN
2 Bb 286 ASN
2 Bb 346 GLN
2 Be 33 ASN
2 Be 346 GLN
2 Bd 33 ASN
2 Bd 134 GLN
2 Bd 303 ASN
2 Bd 346 GLN
2 Be 33 ASN
2 Be 263 GLN
2 Be 284 ASN
2 Be 346 GLN
2 Bf 33 ASN
2 Bf 284 ASN
2 Bf 286 ASN
2 Bf 346 GLN
2 Bg 33 ASN
2 Bg 134 GLN
2 Bg 156 ASN
2 Bg 284 ASN
2 Bg 286 ASN
2 Bh 33 ASN
2 Bh 264 ASN
2 Bh 286 ASN
2 Bi 33 ASN
2 Bi 286 ASN
2 Bi 303 ASN
2 Bj 33 ASN
2 Bj 119 GLN
2 Bj 286 ASN
2 Bj 289 GLN
2 Bk 33 ASN
2 Bk 263 GLN
2 Bk 284 ASN
2 Bk 286 ASN
2 Bl 33 ASN
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Mol | Chain | Res | Type
2 Bl 195 GLN
2 Bl 286 ASN
2 Bl 346 GLN
2 Bm 33 ASN
2 Bm 119 GLN
2 Bm 156 ASN
2 Bm 286 ASN
2 Bm 346 GLN
2 Bn 33 ASN
2 Bn 195 GLN
2 Bn 264 ASN
2 Bn 284 ASN
2 Bn 286 ASN
2 Bn 303 ASN
2 Bo 33 ASN
2 Bo 286 ASN
2 Bp 33 ASN
2 Bp 263 GLN
2 Bp 284 ASN
2 Bp 286 ASN
2 Bp 346 GLN
2 Bq 33 ASN
2 Bq 156 ASN
2 Bq 286 ASN
2 Bq 346 GLN
2 Br 33 ASN
2 Br 284 ASN
2 Br 286 ASN
2 Bs 33 ASN
2 Bs 119 GLN
2 Bs 263 GLN
2 Bs 286 ASN
2 Bt 33 ASN
2 Bt 156 ASN
2 Bt 195 GLN
2 Bt 286 ASN
2 Bt 303 ASN
2 Bu 33 ASN
2 Bu 156 ASN
2 Bu 263 GLN
2 Bu 286 ASN
2 Bu 346 GLN
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Mol | Chain | Res | Type
2 Bv 33 ASN
2 Bv 286 ASN
2 Bv 289 GLN
2 Bv 346 GLN
2 Bw 33 ASN
2 Bw 289 GLN
2 Bw 346 GLN
2 Bx 33 ASN
2 Bx 34 GLN
2 Bx 195 GLN
2 Bx 264 ASN
2 Bx 284 ASN
2 Bx 346 GLN
2 By 33 ASN
2 By 264 ASN
2 By 284 ASN
2 By 286 ASN
2 Bz 33 ASN
2 Bz 136 ASN
2 Bz 286 ASN
3 Ca 44 HIS
3 Ca 66 ASN
3 Ca 116 HIS
3 Ca 159 GLN
3 Ca 217 ASN
3 Cb 97 ASN
3 Cb 154 ASN
3 Cb 217 ASN
3 Cb 374 HIS
3 Cc 217 ASN
3 Cc 253 GLN
3 Cc 276 ASN
3 Cc 322 HIS
3 Cc 368 GLN
3 Cd 97 ASN
3 Cd 322 HIS
3 Ce 212 GLN
3 Ce 217 ASN
3 Ce 339 GLN
3 Cf 66 ASN
3 Cf 97 ASN
3 Ct 135 GLN
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3 Cf 154 ASN
3 Ct 159 GLN
3 Ct 217 ASN
3 Cf 253 GLN
3 Ctf 322 HIS
3 Cg 159 GLN
3 Cg 217 ASN
3 Cg 310 HIS
3 Cg 314 GLN
3 Ch 253 GLN
3 Ch 322 HIS
3 Ch 352 HIS
3 Ci 97 ASN
3 Ci 135 GLN
3 Ci 159 GLN
3 Ci 212 GLN
3 Ci 330 GLN
3 Ci 374 HIS
3 Gj 217 ASN
3 Gj 253 GLN
3 Gj 322 HIS
3 Cj 368 GLN
3 Cj 374 HIS
3 Ck 154 ASN
3 Ck 253 GLN
3 Cl 159 GLN
3 Cl 314 GLN
3 Cl 322 HIS
3 Cl 374 HIS
3 Cm 154 ASN
3 Cm 314 GLN
3 Cm 322 HIS
3 Cn 135 GLN
3 Cn 253 GLN
3 Cn 276 ASN
3 Cn 322 HIS
3 Co 97 ASN
3 Co 187 GLN
3 Co 217 ASN
3 Co 253 GLN
3 Co 276 ASN
3 Co 374 HIS
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3 Cp 116 HIS
3 Cp 253 GLN
3 Cp 322 HIS
3 Cp 374 HIS
3 Cq 44 HIS
3 Cq 66 ASN
3 Cq 217 ASN
3 Cq 233 ASN
3 Cq 368 GLN
3 Cr 44 HIS
3 Cr 66 ASN
3 Cr 116 HIS
3 Cr 135 GLN
3 Cr 141 GLN
3 Cr 154 ASN
3 Cr 217 ASN
3 Cr 322 HIS
3 Cr 368 GLN
3 Cs 97 ASN
3 Cs 116 HIS
3 Cs 135 GLN
3 Cs 154 ASN
3 Cs 159 GLN
3 Cs 212 GLN
3 Cs 217 ASN
3 Cs 322 HIS
3 Cs 368 GLN
3 Cs 374 HIS
3 Ct 135 GLN
3 Ct 154 ASN
3 Ct 322 HIS
3 Ct 368 GLN
3 Ct 374 HIS
3 Cu 97 ASN
3 Cu 116 HIS
3 Cu 154 ASN
3 Cu 217 ASN
3 Cu 322 HIS
3 Cu 368 GLN
3 Cu 374 HIS
3 Cv 97 ASN
3 Cv 154 ASN
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3 Cv 187 GLN
3 Cv 217 ASN
3 Cv 322 HIS
3 Cv 330 GLN
3 Cv 352 HIS
3 Cv 368 GLN
3 Cv 374 HIS
3 Cw 66 ASN
3 Cw 116 HIS
3 Cw 322 HIS
3 Cx 217 ASN
3 Cx 322 HIS
3 Cx 339 GLN
3 Cx 374 HIS
3 Cy 97 ASN
3 Cy 135 GLN
3 Cy 154 ASN
3 Cy 217 ASN
3 Cy 322 HIS
3 Cy 374 HIS
3 Cz 97 ASN
3 Cz 135 GLN
3 Cz 154 ASN
3 Cz 159 GLN
3 Cz 322 HIS
3 Cz 376 GLN
4 Da 108 GLN
4 Da 112 GLN
4 Da 143 GLN
4 Da 147 GLN
4 Da 282 ASN
4 Db 50 HIS
4 Db 112 GLN
4 Db 120 GLN
4 Db 147 GLN
4 Db 189 GLN
4 Db 235 GLN
4 Db 293 GLN
4 Dc 108 GLN
4 Dc 112 GLN
4 Dc 143 GLN
4 Dc 147 GLN
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Mol | Chain | Res | Type
4 Dc 282 ASN
4 Dd 50 HIS
4 Dd 112 GLN
4 Dd 120 GLN
4 Dd 147 GLN
4 Dd 235 GLN
4 Dd 293 GLN
4 De 108 GLN
4 De 112 GLN
4 De 143 GLN
4 De 147 GLN
4 De 282 ASN
4 Df 50 HIS
4 Df 120 GLN
4 Df 147 GLN
4 Df 189 GLN
4 Df 235 GLN
4 Df 293 GLN
4 Dg 108 GLN
4 Dg 112 GLN
4 Dg 143 GLN
4 Dg 147 GLN
4 Dg 282 ASN
4 Dh 50 HIS
4 Dh 112 GLN
4 Dh 120 GLN
4 Dh 147 GLN
4 Dh 189 GLN
4 Dh 235 GLN
4 Dh 293 GLN
4 Di 108 GLN
4 Di 112 GLN
4 Di 143 GLN
4 Di 147 GLN
4 Di 282 ASN
4 Dj 50 HIS
4 Dj 112 GLN
4 Dj 120 GLN
4 Dj 147 GLN
4 Dj 235 GLN
4 Dj 293 GLN
4 Dk 108 GLN
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4 Dk 112 GLN
4 Dk 143 GLN
4 Dk 147 GLN
4 Dk 282 ASN
4 Dl 50 HIS
4 Dl 85 ASN
4 Dl 112 GLN
4 Dl 120 GLN
4 Dl 147 GLN
4 Dl 189 GLN
4 Dl 235 GLN
4 Dl 293 GLN
4 Dm 108 GLN
4 Dm 112 GLN
4 Dm 147 GLN
4 Dm 282 ASN
4 Dn 50 HIS
4 Dn 85 ASN
4 Dn 120 GLN
4 Dn 147 GLN
4 Dn 235 GLN
4 Dn 293 GLN
4 Do 108 GLN
4 Do 112 GLN
4 Do 143 GLN
4 Do 147 GLN
4 Do 282 ASN
4 Dp 32 GLN
4 Dp 50 HIS
4 Dp 112 GLN
4 Dp 120 GLN
4 Dp 147 GLN
4 Dp 235 GLN
4 Dp 293 GLN
4 Dq 108 GLN
4 Dq 112 GLN
4 Dq 143 GLN
4 Dq 147 GLN
4 Dq 282 ASN
4 Dr 50 HIS
4 Dr 120 GLN
4 Dr 147 GLN
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4 Dr 235 GLN
4 Dr 293 GLN
4 Ds 108 GLN
4 Ds 112 GLN
4 Ds 143 GLN
4 Ds 147 GLN
4 Ds 282 ASN
4 Dt 32 GLN
4 Dt 50 HIS
4 Dt 85 ASN
4 Dt 120 GLN
4 Dt 147 GLN
4 Dt 235 GLN
4 Dt 293 GLN
4 Du 108 GLN
4 Du 112 GLN
4 Du 143 GLN
4 Du 147 GLN
4 Du 282 ASN
4 Dv 32 GLN
4 Dv 50 HIS
4 Dv 85 ASN
4 Dv 120 GLN
4 Dv 147 GLN
4 Dv 235 GLN
4 Dv 293 GLN
4 Dw 108 GLN
4 Dw 112 GLN
4 Dw 143 GLN
4 Dw 147 GLN
4 Dw 282 ASN
4 Dx 32 GLN
4 Dx 50 HIS
4 Dx 112 GLN
4 Dx 120 GLN
4 Dx 147 GLN
4 Dx 235 GLN
4 Dx 293 GLN
4 Dy 108 GLN
4 Dy 112 GLN
4 Dy 143 GLN
4 Dy 147 GLN
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4 Dy 282 ASN
4 Dz 50 HIS
4 Dz 112 GLN
4 Dz 120 GLN
4 Dz 147 GLN
4 Dz 235 GLN
4 Dz 293 GLN
5 Ea 90 GLN
5 Ea 143 ASN
5 Ea 145 ASN
5 Ea 149 GLN
5 Ea 173 ASN
5 Ea 183 ASN
5 Eb 57 GLN
5 Eb 90 GLN
5 Eb 113 GLN
5 Eb 143 ASN
5 Eb 149 GLN
5 Eb 179 GLN
5 Ec 90 GLN
5 Ec 143 ASN
5 Ec 145 ASN
5 Ec 149 GLN
5 Ec 173 ASN
5 Ec 183 ASN
5 Ed 57 GLN
5 Ed 90 GLN
5 Ed 143 ASN
5 Ed 149 GLN
5 Ed 179 GLN
5 Ee 90 GLN
bt Ee 143 ASN
5 Ee 145 ASN
5 Ee 149 GLN
5 Ee 173 ASN
5 Ee 183 ASN
5 Ef 57 GLN
5 Ef 90 GLN
5 Ef 143 ASN
5 Ef 149 GLN
5 Ef 179 GLN
5 Ef 182 HIS
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5 Eg 90 GLN
5 Eg 143 ASN
5 Eg 145 ASN
5 Eg 149 GLN
bt Eg 173 ASN
5 Eg 183 ASN
5 Eh 57 GLN
5 Eh 90 GLN
5 Eh 113 GLN
5 Eh 143 ASN
5 Eh 149 GLN
5 Eh 179 GLN
5 Ei 90 GLN
5 Ei 143 ASN
5 Ei 145 ASN
5 Ei 149 GLN
5 Ei 173 ASN
5 Ei 183 ASN
5 Ej 57 GLN
5 Ej 90 GLN
5 Ej 143 ASN
5 Ej 149 GLN
5 Ej 179 GLN
5 Ek 143 ASN
5 Ek 145 ASN
5 Ek 149 GLN
5 Ek 173 ASN
5 Ek 183 ASN
5 El 57 GLN
5 El 90 GLN
5 El 143 ASN
bt El 149 GLN
5 El 179 GLN
5 Em 143 ASN
5 Em 145 ASN
5 Em 149 GLN
5 Em 173 ASN
5 Em 183 ASN
5 En 57 GLN
5 En 90 GLN
5 En 143 ASN
5 En 149 GLN
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5 En 179 GLN
5 En 182 HIS
5 Eo 90 GLN
5 Eo 143 ASN
5 Eo 145 ASN
5 Eo 149 GLN
5 Eo 173 ASN
5 Eo 183 ASN
5 Ep 57 GLN
5 Ep 90 GLN
5 Ep 143 ASN
5 Ep 149 GLN
5 Ep 179 GLN
5 Eq 143 ASN
5 Eq 145 ASN
5 Eq 149 GLN
5 Eq 173 ASN
5 Eq 183 ASN
5 Er 57 GLN
5 Er 90 GLN
5 Er 143 ASN
5 Er 149 GLN
5 Er 179 GLN
5 Er 182 HIS
5 Es 143 ASN
5 Es 145 ASN
5 Es 149 GLN
5 Es 173 ASN
5 Es 183 ASN
5 Et 57 GLN
5 Et 90 GLN
bt Et 143 ASN
5 Et 149 GLN
5 Et 179 GLN
5 Eu 143 ASN
5 Eu 145 ASN
5 Eu 149 GLN
5 Eu 173 ASN
5 Eu 183 ASN
5 Ev 57 GLN
5 Ev 90 GLN
5 Ev 143 ASN
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Mol | Chain | Res | Type
5 Ev 149 GLN
5 Ev 179 GLN
5 Ev 182 HIS
5 Ew 143 ASN
5 Ew 145 ASN
5 Ew 149 GLN
5 Ew 173 ASN
5 Ew 183 ASN
5 Ex 57 GLN
5 Ex 90 GLN
5 Ex 143 ASN
5 Ex 149 GLN
5 Ex 179 GLN
5 Ex 182 HIS
5 Ey 143 ASN
5 Ey 145 ASN
5 Ey 149 GLN
5 Ey 173 ASN
5 Ey 183 ASN
5 Ez 57 GLN
5 Ez 90 GLN
5 Ez 143 ASN
5 Ez 149 GLN
D Ez 179 GLN
6 Gb 135 GLN
6 Gf 141 GLN
6 Gi 134 GLN
6 Gk 135 GLN
6 Gn 141 GLN
6 Go 134 GLN
6 Go 135 GLN
6 Gq 135 GLN
6 Gr 135 GLN
6 Gt 135 GLN
6 Gw 135 GLN
6 Gw 141 GLN
6 Gx 141 GLN

5.3.3 RNA (D

There are no RNA molecules in this entry.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#rna
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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)

There are no ligands in this entry.

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

There are no chain breaks in this entry.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#nonstandard_residues_and_ligands
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-72847. 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


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: 224 Y Index: 224 Z Index: 224

6.2.2 Raw map

X Index: 224 Y Index: 224 Z Index: 224

The images above show central slices of the map in three orthogonal directions.
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6.3 Largest variance slices (i)

6.3.1 Primary map

X Index: 161 Y Index: 160 Z Index: 227

6.3.2 Raw map

X Index: 161 Y Index: 160 Z Index: 227

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

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.


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 0.1.
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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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 72847 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

4 — Voxel count

Recommended contour
level 0.1

Voxel count (logl0)

0

T T T
0.4 -0.2 0.0 0.2 0.4 0.6 0.8
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

100000

80000 -
E 60000 - - Volume
U . Recommended contour
g level 0.1
=]
=

40000 -

20000

0 . K . .

T T T I
—0.4 -0.2 0.0 0.2 0.4 0.6 0.8
Contour level

The volume at the recommended contour level is 9845 nm?; this corresponds to an approximate

mass of 8893 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

—— Primary map RAPS
Raw map RAPS
_ Reported resolution

\\_’\ 357 A*
-2 1 V

0.0 0.1 0.2 0.3 0.4
Spatial frequency (A~1)

Intensity (logl0)
P

*Reported resolution corresponds to spatial frequency of 0.280 A1


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

—— Author-provided FSC

Unmasked-calculated
FSC

-= 0143

== 05

— = Half-bit
Reported resolution
357 A+

Correlation

T T
0.0 0.1 0.2 0.3 0.4
Spatial frequency (A1)

*Reported resolution corresponds to spatial frequency of 0.280 A1


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

Page 177

Full wwPDB EM Validation Report

EMD-72847, 9YEC

8.2 Resolution estimates (i)

Resolution estimate (A)

Estimation criterion (FSC cut-off)

0.143 | 0.5 Half-bit
Reported by author 3.57 - -
Author-provided FSC curve | 3.57 | 3.97 3.60
Unmasked-calculated™* 4.21 | 6.34 4.30

*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 4.21 differs from the reported

value 3.57 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-72847 and PDB
model 9YEC. Per-residue inclusion information can be found in section 3 on page 21.

9.1 Map-model overlay (i)

The images above show the 3D surface view of the map at the recommended contour level 0.1 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 (0.1).


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

l-o _ \H"\
o
= 0.8
£
% —— Backbone atoms
n 0.6
£ All non-hydrogen
E atoms
=] Recommended contour
] R
o level 0.1
v 0.4
=
2
!
[}
o
E 0.2 1
0.0 T . .

T T T T
—-0.4 —0.2 0.0 0.2 0.4 0.6 0.8
Contour level

At the recommended contour level, 97% of all backbone atoms, 85% of all non-hydrogen atoms,
are inside the map.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#atom_inclusion_by_contour
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9.5 Map-model fit summary (i)

The table lists the average atom inclusion at the recommended contour level (0.1) and Q-score for

the entire model and for each chain.

Chain Atom inclusion Q-score
All 0.8470 . 0.3710
Aa 0.8530 . 0.3850
Ab 0.8530 . 0.3870
Ac 0.8540 . (0.3860
Ad 0.8560 . (0.3880
Ae 0.8550 I (0.3850
Af 0.8510 . 0.3890
Ag 0.8540 . 0.3850
Ah 0.8560 . 0.3880
Ai 0.8560 . (0.3860
Aj 0.8570 . 0.3890
Ak 0.8510 . (0.3860
Al 0.8530 . 0.3890
Am 0.8580 . 0.3860
An 0.8500 . 0.3890
Ao 0.8540 . 0.3860
Ap 0.8540 . (0.3880
Aq 0.8570 . (0.3850
Ar 0.8560 . (0.3870
As 0.8510 I (0.3850
At 0.8560 . 0.3890
Au 0.8560 . 0.3850
Av 0.8540 . 0.3880
Aw 0.8540 . (0.3870
Ax 0.8550 . 0.3890
Ay 0.8540 . (0.3860
Az 0.8510 . (.3860
Ba 0.8760 . 0.4220
Bb 0.8740 . 0.4240
Be 0.8770 . 0.4260
Bd 0.8790 . 0.4260
Be 0.8760 . 0.4240
Bf 0.8840 . 0.4290
Bg 0.8790 . 0.4240
Bh 0.8810 . 0.4240

Continued on next page...

1.0

0.0
M <0.0
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Continued from previous page...

Chain Atom inclusion Q-score
Bi 0.8770 . 0.4250
Bj 0.8770 . 0.4240
Bk 0.8760 . 0.4220
Bl 0.8840 . 0.4260
Bm 0.8750 . 0.4220
Bn 0.8750 . 0.4230
Bo 0.8740 . 0.4220
Bp 0.8800 . 0.4240
Bq 0.8730 . 0.4220
Br 0.8800 . 0.4230
Bs 0.8770 . 0.4230
Bt 0.8820 . 0.4260
Bu 0.8750 . 0.4250
Bv 0.8800 . 0.4260
Bw 0.8720 . 0.4220
Bx 0.8780 . 0.4260
By 0.8780 . 0.4260
Bz 0.8810 . (0.4270
Ca 0.8570 . (0.3850
Ch 0.8310 . 0.3540
Cc 0.8640 = 0.3900
Cd 0.8560 I 0.3890
Ce 0.8620 . 0.3860
Ct 0.8600 . 0.3910
Cg 0.8580 . (0.3870
Ch 0.8600 . (0.3890
Ci 0.8660 I 0.3870
Cj 0.8620 = 0.3900
Ck 0.8600 . 0.3860
Cl 0.8630 . 0.3890
Cm 0.8600 . (0.3870
Cn 0.8540 . (0.3930
Co 0.8620 . (0.3900
Cp 0.8600 = 0.3900
Cq 0.8600 I 0.3870
Cr 0.8550 . 0.3860
Cs 0.8620 . 0.3880
Ct 0.8520 . (0.3900
Cu 0.8580 . (0.3880
Cv 0.8590 . 0.3890
Cw 0.8590 = 0.3900
Cx 0.8590 . 0.3920

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

Chain Atom inclusion Q-score
Cy 0.8630 = 0.3900
Cz 0.8550 . 0.3910
Da 0.8370 . (0.3490
Db 0.8470 . (0.3620
Dc 0.8370 . (0.3450
Dd 0.8440 I 0.3610
De 0.8360 . 0.3470
Df 0.8460 . 0.3580
Dg 0.8390 . 0.3450
Dh 0.8450 . (0.3600
Di 0.8380 . (0.3440
Dj 0.8500 . (0.3600
Dk 0.8400 . 0.3420
DI 0.8460 I 0.3590
Dm 0.8400 I 0.3480
Dn 0.8500 . 0.3580
Do 0.8360 . (0.3450
Dp 0.8500 . (0.3590
Dq 0.8350 . 0.3470
Dr 0.8450 I 0.3580
Ds 0.8380 . 0.3490
Dt 0.8530 . 0.3590
Du 0.8380 . (0.3500
Dv 0.8480 . (0.3600
Dw 0.8370 . (0.3500
Dx 0.8480 I 0.3590
Dy 0.8370 . 0.3490
Dz 0.8480 . 0.3600
Ea 0.8140 . 0.2950
Eb 0.7790 . (0.2690
Ec 0.8180 . (0.2960
Ed 0.7830 . (0.2700
Ee 0.8180 . 0.2970
Ef 0.7840 . 0.2680
Eg 0.8210 . 0.2970
Eh 0.7710 . 0.2670
Ei 0.8180 . (0.2970
Ej 0.7780 . (0.2680
Ek 0.8170 . (0.2980
El 0.7770 . 0.2650
Em 0.8140 . 0.2980
En 0.7740 . 0.2670

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

Chain Atom inclusion Q-score
Eo 0.8190 . 0.2990
Ep 0.7800 . 0.2690
Eq 0.8170 . (0.2980
Er 0.7790 . (0.2680
Es 0.8180 . (0.2990
Et 0.7760 . (0.2700
Eu 0.8170 . 0.2970
Ev 0.7740 . 0.2720
Ew 0.8170 . 0.2970
Ex 0.7760 . 0.2710
Ey 0.8190 . (0.2970
Ez 0.7740 - 0.2720
Fa w 0.6340 I (0.1810
Fb B 0.6100 . 0.1600
Fe B 0.6340 . 0.2110
Fd B 0.6100 I 0.1480
Fe B 0.6500 I (0.1800
Ff 0.7480 . 0.2190
Fg  0.6260 I (0.1910
Fh  0.6580 . 0.1840
Fi  0.6340 . 0.1870
Fj B 0.6420 I 0.1800
Fk B 0.6260 I (0.1800
Fl B 0.6260 . (0.1730
Fm B 0.6260 I (0.1660
Fn B 0.6340 I (0.1680
Fo  0.6260 m (0.1810
Fp e 0.6910 I 0.1840
Fq B 0.6340 I 0.1840
Fr B 0.6990 . (0.2050
Fs B 0.6500 I (0.1750
Ft B 0.6750 . (0.2030
Fu w 0.6670 . 0.2130
Fv  0.6580 . 0.1780
Fw B 0.6180 . 0.1990
Fx B 0.6500 I 0.1880
Fy B 0.6340 . 0.1980
Fz B 0.6340 . 0.1690
Ga 0.7820 . (0.2530
Gb 0.7730 . 0.2640
Ge 0.7640 . 0.2040
Gd e 0.7000 I 0.2580

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

Chain Atom inclusion Q-score
Ge 0.7730 . 0.2610
Gt 0.7820 . 0.2640
Gg 0.7460 . (0.2620
Gh 0.7270 . (0.2650
Gi 0.7460 . (0.2300
Gj 0.7460 . 0.2660
Gk 0.7360 . 0.2370
Gl 0.8000 . 0.2990
Gm 0.8090 . 0.2590
Gn 0.7360 . (0.2760
Go 0.7270 . (0.2270
Gp 0.7640 . (0.2660
Gq 0.7000 . 0.1820
Gr 0.7820 . 0.2760
Gs 0.7360 . 0.2340
Gt 0.7820 I 0.2580
Gu 0.7540 . (0.2520
Gv 0.7460 . (0.2760
Gw 0.7000 . 0.1580
Gx 0.7360 . 0.2630
Gy 0.7730 . 0.2460
Gz 0.7640 I 0.2680
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