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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 39.00 A.

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

Metric Percentile Ranks Value
Clashscore I 0 2
Ramachandran outliers I W 0.3%
Sidechain outliers 0 D 11.5%
Worse Better

0 Percentile relative to all structures

[l Percentile relative to all EM structures

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

The table below summarises the geometric issues observed across the polymeric chains. The red,
orange, yellow and green segments on the bar indicate the fraction of residues that contain outliers
for >=3, 2, 1 and 0 types of geometric quality criteria. A grey segment represents the fraction
of residues that are not modelled. The numeric value for each fraction is indicated below the
corresponding segment, with a dot representing fractions <=5%

Mol | Chain | Length Quality of chain
1 A0 129 77% 17% 5% +
1 Al 129 78% 16% 5% -
1 A2 129 77% 17% 5% -
1 A3 129 77% 17% 5% -
1 A4 129 78% 16% 5% -
1 A5 129 78% 16% 5% -
1 A6 129 78% 16% 5% -
1 A7 129 77% 17% 5% -
1 A8 129 77% 17% 5% .

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
1 A9 129 7% 17% 5% .
1 AA 129 78% 16% 5%
1 AB 129 77% 17% 5%+
1 AC 129 78% 16% 5% .
1 AD 129 77% 17% 5%+
1 AE 129 78% 16% 5% .
1 AF 129 77% 17% 5%+
1 AG 129 7% 17% 5%+
1 AH 129 7% 17% 5% -
1 Al 129 78% 16% 5%+
1 Al 129 7% 17% 5%+
1 AK 129 7% 17% 5% -
1 AL 129 7% 17% 5% -
1 AM 129 78% 16% 5%+
1 AN 129 7% 17% 5%+
1 AO 129 7% 17% 5%+
1 AP 129 77% 17% 5%+
1 AQ 129 7% 17% 5%
1 AR 129 77% 17% 5%+
1 AS 129 78% 16% 5%+
1 AT 129 7% 17% 5% -
1 AU 129 7% 17% 5%+
1 AV 129 78% 16% 5%+
1 AW 129 7% 17% 5% .
1 AX 129 7% 17% 5% -

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
1 AY 129 7% 17% 5% -
1 AZ 129 7% 17% 5% -
1 Aa 129 83% 1% .
1 Ab 129 83% 4% .
1 Ac 129 83% 4% .
1 Ad 129 83% 4% .
1 Ae 129 83% 4% .
1 Af 129 83% 4% .
1 Ag 129 83% 4% .
1 Ah 129 83% 4% .
1 Ai 129 83% 4% .
1 Aj 129 83% 1% .
1 Ak 129 83% 4% .
1 Al 129 83% 4% .
1 Am 129 83% 1% .
1 An 129 83% 4% .
1 Ao 129 83% 4% .
1 Ap 129 83% 14% .
1 Aq 129 83% 14% .
1 Ar 129 83% 4% .
1 As 129 83% 4% .
1 At 129 83% 4% .
1 Au 129 83% 4% .
1 Av 129 83% 4% .
1 Aw 129 83% 4% .

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
1 Ax 129 83% 1% .
1 BO 129 82% 12% ..
1 B1 129 82% 12% ..
1 B2 129 82% 12% . e
1 B3 129 82% 12% ..
1 B4 129 81% T —
1 B5 129 81% 4%  .e
1 B6 129 82% 12% ..
1 B7 129 81% 18% .
1 B8 129 81% T —
1 B9 129 81% 18% .o
1 BA 129 81% 18% .o
1 BB 129 81% 13% .o
1 BC 129 81% 18% .o
1 BD 129 82% 12% . e
1 BE 129 81% 18% .o
1 BF 129 81% 18% .o
1 BG 129 81% 18% .o
1 BH 129 81% 18% .o
1 BI 129 81% 18% .
1 BJ 129 81% T ——
1 BK 129 82% 12% ..
1 BL 129 81% 14% ..
1 BM 129 82% 12% ..
1 BN 129 82% 12% ..

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain

1 BO 129 81% 14% ..
1 BP 129 81% 13% .o

1 BQ 129 82% 129% .

1 BR 129 81% 18% .o

1 BS 129 81% 4% ..
1 BT 129 81% T —

1 BU 129 81% 18% .

1 BV 129 82% 12% ..

1 BW 129 81% 18% .

1 BX 129 81% T —

1 BY 129 82% 12% . oe

1 BZ 129 81% 18% .o

1 Ba 129 88% 9% .
1 Bb 129 87% 9% .
1 Bce 129 88% 9% .
1 Bd 129 87% 9% .
1 Be 129 87% 9% .
1 Bf 129 88% 9% .
1 Bg 129 87% 9% .
1 Bh 129 87% 9% .
1 Bi 129 87% 9% .
1 Bj 129 87% 9% .
1 Bk 129 88% 9% .
1 Bl 129 88% 9% .
1 Bm 129 87% 9% .
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Continued from previous page...
Mol | Chain | Length Quality of chain
1 Bn 129 88% 9% .
1 Bo 129 88% 9% .
1 Bp 129 88% 9% .
1 Bq 129 87% 9% .
1 Br 129 87% 9% .
1 Bs 129 87% 9% .
1 Bt 129 88% 9% .
1 Bu 129 88% 9% .
1 Bv 129 88% 9% .
1 Bw 129 88% 9% .
1 Bx 129 87% 9% .
1 Co 129 79% 16% 5%
1 C1 129 80% 15% 5%+
1 C2 129 81% 14% 5% .
1 C3 129 80% 16% . .
1 C4 129 80% 16% .-
1 Ch 129 81% 14% .-
1 C6 129 78% 16% 5%+
1 c7 129 81% 14% ..
1 C8 129 80% 15% 5%+
1 C9 129 80% 15% 5%+
1 CA 129 78% 16% 5%+
1 CB 129 80% 15% 5%+
1 CcC 129 79% 16% ..
1 CD 129 80% 15% 5%+
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Continued from previous page...
Mol | Chain | Length Quality of chain

1 CE 129 78% 16% 5%+
1 CF 129 79% 16% 5%
1 CG 129 79% 16% 5% .
1 CH 129 78% 16% 5% .
1 CI 129 80% 15% 5%+
1 CJ 129 79% 16% 5% .
1 CK 129 81% 14% 5% .
1 CL 129 81% 15% ..
1 CM 129 81% 14% 5% .
1 CN 129 78% 16% 5%+
1 CO 129 79% 16% 5%
1 CP 129 78% 16% 5%+
1 CQ 129 78% 16% 5%
1 CR 129 81% 14% 5% .
1 CS 129 78% 16% 5% .
1 CcT 129 78% 16% 5% .
1 CU 129 79% 16% 5% .
1 (Y 129 78% 16% 5%

1 CW 129 80% 15% 5%+
1 CX 129 79% 16% 5%+
1 CY 129 80% 15% 5%+
1 CZ 129 81% 15% ..
1 Ca 129 84% 13%

1 Ch 129 84% 12%

1 Cc 129 84% 12%
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Continued from previous page...
Mol | Chain | Length Quality of chain
1 Cd 129 84% 18% .
1 Ce 129 84% 12% .
1 Cf 129 84% 8% .
1 Cg 129 84% 2% .
1 Ch 129 84% 2% .
1 Ci 129 84% 2% .
1 Cj 129 84% 2% .
1 Ck 129 84% 18% .
1 Cl 129 84% 12% .
1 Cm 129 84% 12% .
1 Cn 129 84% 12% .
1 Co 129 84% 12% .
1 Cp 129 84% 18% .
1 Cq 129 84% 18% .
1 Cr 129 84% 2% .
1 Cs 129 84% 2% .
1 Ct 129 84% 18% .
1 Cu 129 84% 18% .
1 Cv 129 84% 18% .
1 Cw 129 84% 12% .
1 Cx 129 84% 18% .
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2  Entry composition (i)

There is only 1 type of molecule in this entry. The entry contains 173700 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 COAT PROTEIN.

Mol | Chain | Residues Atoms AltConf | Trace
: A0 129 12906? 1 6%)]6 11(\315 1(30 i 0 0
1 Al 129 12906? 1 6%)}6 11(\315 1(30 i 0 0
1 A2 129 T906t£')a 1 6%]6 11(\315 1(30 i 0 0
1 A3 129 T906t£')a l 6%]6 11(\315 1(30 i 0 0
1 A 129 T906t£')a l 6%]6 11(\315 1(30 i 0 0
1 A5 129 T906t£')a l 6%]6 11(\315 1(30 i 0 0
1 AG 129 T906t£')a l 6%)]6 11(\315 180 i 0 0
1 AT 129 T906t£')a l 6%6 1125 180 i 0 0
1 A8 129 T906t5a l 6%6 1%]5 180 i 0 0
L A9 129 T906t§ l 636 1125 180 i 0 0
L AA 129 T906t§ l 6%6 1125 180 i 0 0
L AB 129 T906t§ 1 6%6 1125 180 i 0 0
L AC 129 T906t§ 1 6%6 1125 180 i 0 0
L AD 129 1;)06? 1 6((;6 1125 180 i 0 0
L AR 129 1;)06? 1 6(56 1125 180 i 0 0
L AF 129 1;)06? 1 6(56 1125 180 i 0 0
L AG 129 1;)06? 1 6(56 1125 180 i 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
1 AH 129 T906t 5a l 6%]6 11(\315 1(30 ASL 0 0
1 Al 129 T906t 5a l 6%]6 11(\315 1(30 ASL 0 0
1 A 129 T906t 5a l 6%]6 11(\315 1(30 ASL 0 0
1 AK 129 T906t 5a l 6%]6 11(\315 1(30 ASL 0 0
1 AL 129 T906t 5a l 6%6 1125 1(30 ASL 0 0
1 AM 129 T906t 5a l 6%6 116\515 1(9)0 ASL 0 0
L AN 129 T906t ; 1 636 1125 180 ZSL 0 0
L AO 129 T906t E? 1 656 1125 180 ZSL 0 0
L AP 129 T906t E? 1 6%6 1125 180 ZSL 0 0
L AQ 129 T906t ; 1 6%)}6 1125 180 ZSL 0 0
L AR 129 gofit ; 1 6((;6 1125 180 ZSL 0 0
L AS 129 1;)Ofit ; 1 6(036 1125 180 ZSL 0 0
L AT 129 1;)Ofit ; 1 6(036 1125 180 ZSL 0 0
L AU 129 1;)Ofit ; 1 6(56 1125 180 i 0 0
L AV 129 1;)Ofit ; 1 6(56 1125 180 i 0 0
! AW 129 1;)Ofit ; 1 6(036 1125 1(30 i 0 0
! AX 129 gofit ; 1 6(56 1125 1(30 i 0 0
! AY 129 1;)O(St ; 1 6(56 1%]5 180 ZSL 0 0
! AZ 129 1;)O(St ; 1 6%6 11(\315 180 ASL 0 0
L] Aa 129 T906t§ | 6%6 116\315 1(30 ASL 0 0
! Ab 129 1;)O(St ; 1 636 11(\315 1(30 ASL 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
1 Ac 129 T906t§L l 6%]6 11(\315 1(30 ASL 0 0
1 Ad 129 T906t§L l 6%]6 11(\315 1(30 481 0 0
1 Ae 129 T906t§L l 6%]6 11(\315 1(30 ASL 0 0
1 Af 129 T906t§L l 6%]6 11(\315 180 481 0 0
1 Ag 129 T906t§L l 6%6 1125 180 ASL 0 0
1 Ab 129 Tgoest?l 6%6 11(\515 180 ASL 0 0
L Al 129 T906t§Ll 6%6 1125 180 zsl 0 0
L Al 129 Tgogg l 6%6 1125 180 zsl 0 0
L Ak 129 Tgoggl 6%6 1125 180 zsl 0 0
L Al 129 Tgogsl 6%6 1125 180 zsl 0 0
L Am 129 gog; 1 6(036 1125 180 zsl 0 0
L An 129 T&)Oggl 6(56 1125 180 zsl 0 0
L Ao 129 T906t§ 1 6(56 1125 180 zsl 0 0
L Ap 129 Tgoggl 6(56 1125 180 zsl 0 0
L Ad 129 Tgogg 1 6(56 1125 180 zsl 0 0
! Ar 129 T&)Oggl 6(036 1125 1(;0 zsl 0 0
! As 129 Tgo()'t;l 6(56 1125 1(30 zsl 0 0
LA 129 Tgaog; 1 6(56 1215 1(30 ASL 0 0
! Au 129 T906t§1 6%6 11(\315 180 ASL 0 0
! Av 129 T906t§ 1 6%6 116\315 1(30 ASL 0 0
! Aw 129 T906t§ 1 636 116\315 1(30 zsl 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
! Ax 129 T906t§L | 6%]6 11(\315 1(30 ASL 0 0
1 B0 129 T906t 5a l 6%]6 11(\315 1(30 ASL 0 0
1 Bl 129 T906t 5a l 6%]6 11(\315 1(30 ASL 0 0
1 B2 129 T906t 5a l 6%]6 11(\315 1(30 ASL 0 0
1 B3 129 T906t 5a l 6%6 1125 1(30 ASL 0 0
1 B4 129 T906t 5a l 6%6 116\515 1(9)0 ASL 0 0
L B5 129 T906t ; 1 636 1125 180 ZSL 0 0
L B6 129 T906t E? 1 656 1125 180 ZSL 0 0
L B7 129 T906t E? 1 6%6 1125 180 ZSL 0 0
L B8 129 T906t ; 1 6%)}6 1125 180 ZSL 0 0
L B9 129 gofit ; 1 6((;6 1125 180 ZSL 0 0
L BA 129 1;)Ofit ; 1 6(036 1125 180 ZSL 0 0
L BB 129 1;)Ofit ; 1 6(036 1125 180 ZSL 0 0
L BC 129 1;)Ofit ; 1 6(56 1125 180 i 0 0
L BD 129 1;)Ofit ; 1 6(56 1125 180 i 0 0
! BE 129 1;)Ofit ; 1 6(036 1125 1(30 i 0 0
! BF 129 gofit ; 1 6(56 1125 1(30 i 0 0
! BG 129 1;)O(St ; 1 6(56 1%]5 180 ZSL 0 0
! BH 129 1;)O(St ; 1 6%6 11(\315 180 ASL 0 0
! Bl 129 1;)O(St ; 1 6%)]6 11(\315 180 ASL 0 0
! BJ 129 1;)O(St ; 1 636 11(\315 1(30 ASL 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
1 BR 129 T906t§Ll 6%]6 11(\315 1(30 zsl 0 0
1 BL 129 T906t§Ll 6%]6 11(\315 1(30 ZSL 0 0
1| BM 129 T906t§Ll 6%]6 11(\315 1(30 ZSL 0 0
1 BN 129 T906t§Ll 6%6 11(\315 180 ZSL 0 0
1 BO 129 T906t§Ll 6%6 1125 180 ZSL 0 0
1 BP 129 T9O6t§Ll 6%6 1%15 180 ASL 0 0
L BQ 129 T9O6t?l 636 1125 180 481 0 0
L BR 129 Tg)oggl 6%6 1125 180 481 0 0
L BS 129 Tg)oggl 6%6 1125 180 481 0 0
L Bl 129 T9O6t§1 6%6 1125 180 481 0 0
L BU 129 T9O6t§1 6(036 1125 180 481 0 0
L BV 129 T9O6t§1 6(56 1125 180 zsl 0 0
L | BW 129 T9O6t§1 6(56 1125 180 zsl 0 0
L BX 129 T9O6t§1 6(56 1125 180 481 0 0
L BY 129 Tgogg 1 6(56 1125 180 481 0 0
! Bz 129 T&)Ogsl 6(036 1125 1(;0 481 0 0
! Ba 129 Tgo()'t;l 6(56 1125 1(30 zsl 0 0
! Bb 129 T906t§1 6(56 1%15 1(30 ASL 0 0
! Be 129 T906t§1 6%6 11(\315 180 ASL 0 0
! Bd 129 goggl 6%6 116\315 1(30 zsl 0 0
! Be 129 T906t§1 636 116\315 1(30 zsl 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
1 Bi 129 T906t§1 6%]6 1125 1(30 481 0 0
1 Be 129 T906t§Ll 6%]6 11(\315 1(30 ASL 0 0
1 Bh 129 T906t§1 6%]6 1125 1(30 481 0 0
1 Bi 129 T906t§1 6%]6 1125 180 481 0 0
1 Bj 129 T906t§L l 6%6 1125 180 481 0 0
1 Bk 129 Tgofst?l 6%6 11(\515 180 ASL 0 0
L Bl 129 T906t§1 636 1125 180 zsl 0 0
L Bm 129 Tgoggl 6%6 1125 180 zsl 0 0
L Bu 129 Tgoggl 6%6 1125 180 zsl 0 0
L Bo 129 Tgoggl 6%6 1125 180 le 0 0
L Bp 129 T&)Oggl 6(036 1125 180 zsl 0 0
L Ba 129 T&)Oggl 6(56 1125 180 zsl 0 0
L Br 129 T&)Oggl 6(56 1125 180 zsl 0 0
L Bs 129 Tgoggl 6(56 1125 180 zsl 0 0
L B 129 T&)Oggl 6(56 1125 180 zsl 0 0
! Bu 129 T&)Oggl 6(036 1125 1(;0 zsl 0 0
! By 129 Tgo()'t;l 6(56 1125 1(30 zsl 0 0
! Bw 129 Tgaogsl 6(56 1215 1(30 ASL 0 0
! Bx 129 T906t§1 6%6 11(\315 180 ASL 0 0
! 0 129 T906t§1 6%6 116\315 180 481 0 0
! cl 129 T906t§1 636 116\315 1(30 481 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
1 2 129 T906t 5a l 636 11(\315 1(30 ZSI 0 0
1 3 129 T906t 5a l 6%]6 11(\315 1(30 ZSI 0 0
1 el 129 T906t 5a l 6%]6 11(\315 1(30 ZSI 0 0
1 5 129 T906t 5a l 6%6 11(\315 180 ZSI 0 0
1 6 129 T906t 5a l 6%6 1125 180 ZSI 0 0
1 cr 129 T906t 5a l 6%6 116\515 1(9)0 i 0 0
L 8 129 T906t ; l 636 1125 180 ZSI 0 0
L 9 129 T906t ; l 6%6 1125 180 ZSI 0 0
L cA 129 T906t ; 1 6%6 1125 180 ZSI 0 0
L B 129 T906t ; 1 6%)}6 1125 180 ZSI 0 0
L cC 129 gofit ; 1 6((;6 1125 180 ZSI 0 0
L eb 129 gofit ; 1 6(036 1125 180 ZSI 0 0
L CE 129 gofit ; 1 6(036 1125 180 ZSI 0 0
L CF 129 gofit ; 1 6(036 1125 180 ZSI 0 0
L cG 129 1;)Ofit ; 1 6(036 1125 180 ZSI 0 0
! cH 129 1;)Ofit ; 1 6(036 1125 1(;0 ZSI 0 0
! 1 129 gofit ; 1 6(56 1125 1(30 ZSI 0 0
! ©J 129 1;)O(St ; 1 6(56 12]5 1(30 ZSL 0 0
! CK 129 1;)O(St 5a 1 6%6 11(\315 180 ZSI 0 0
! CL 129 1;)06t ; 1 6%6 11(\315 180 ZSI 0 0
! CM 129 1;)06t ; 1 636 11(\315 1(30 i 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
1 CN 129 T906t§Ll 6%]6 1125 1(30 481 0 0
1 cO 129 T906t§Ll 6%]6 1125 1(30 481 0 0
1 cP 129 Tgo(stgl 6%]6 1125 1(30 481 0 0
1 cQ 129 T906t§Ll 6%]6 1125 1(30 481 0 0
1 CR 129 T906t§Ll 6%6 1125 1(9)0 481 0 0
1 5 129 T9O6t§Ll 6%6 11(\515 1(9)0 ASI 0 0
L ct 129 T906t§Ll 636 1125 180 zsl 0 0
L CU 129 Tgoggl 6%6 1125 180 zsl 0 0
L eV 129 Tgoggl 6%6 1125 180 zsl 0 0
L ow 129 Tgogsl 6%)36 1125 180 zsl 0 0
L X 129 Tgoggl 6(036 1125 180 zsl 0 0
L ©Y 129 Tgofit;l 6(036 1125 180 zsl 0 0
L ¢z 129 Tgofit;l 6(036 1125 180 zsl 0 0
L Ca 129 Tgoggl 6(56 1125 180 zsl 0 0
L b 129 T@)Oggl 6(036 1125 180 zsl 0 0
! Ce 129 T&)Oggl 6(036 1125 1(;0 zsl 0 0
! d 129 Tgo()‘t;l 6(56 1125 1(30 zsl 0 0
! Ce 129 Tgaogsl 6(56 1215 1(30 ASL 0 0
! cf 129 T906t5al 6%6 116\315 180 481 0 0
! Ce 129 T906t§1 6%6 116\315 1(30 ASL 0 0
! Ch 129 goggl 636 12]5 1(30 481 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
1 ¢ 129 Tsaoggl 6%]6 1125 1(30 481 0 0
1 C] 129 T906t§L l 6%]6 1125 1(30 481 0 0
1 Ck 129 Tsaoggl 6%]6 1125 1(30 481 0 0
1 ¢l 129 T906t§1 6%]6 1125 180 481 0 0
1 Cm 129 T906t§Ll 6%6 1125 180 ASL 0 0
1 Cn 129 T9O6t§Ll 6%6 1%15 180 ASI 0 0
L o 129 TS)O(;E?I Ggfi 1125 180 zsl 0 0
L Cp 129 Tgoggl 6%6 1125 180 zsl 0 0
L Ca 129 Tgoggl 6%6 1125 180 zsl 0 0
L Cr 129 Tgoggl 6%6 1125 180 le 0 0
L Cs 129 T&)Oggl 6(036 1125 180 zsl 0 0
Lo e 129 T&)Oggl 6(56 1125 180 zsl 0 0
L Cu 129 T&)Oggl 6(56 1125 180 zsl 0 0
L Cv 129 Tgoggl 6(56 1125 180 zsl 0 0
L Cw 129 T&)Oggl 6(56 1125 180 zsl 0 0
! Cx 129 T&)Oggl 6(036 1125 1(;0 zsl 0 0
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3 Residue-property plots (i)

These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for a
chain summarises the proportions of errors displayed in the second graphic. The second graphic
shows the sequence view annotated by issues in geometry. Residues are color-coded according to
the number of geometric quality criteria for which they contain at least one outlier: green = 0,
yellow = 1, orange = 2 and red = 3 or more. Stretches of 2 or more consecutive residues without
any outlier are shown as a green connector. Residues present in the sample, but not in the model,
are shown in grey.

e Molecule 1: COAT PROTEIN

Chain AO: 77% 17% 5%
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Chain A3: 77% 17% 5%
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Chain A4: 78% 16% 5%
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4 Experimental information (i)
Property Value Source
Reconstruction method SINGLE PARTICLE Depositor
Imposed symmetry POINT, Not provided Depositor
Number of images Not provided Depositor
Resolution determination method | Not provided Depositor
CTF correction method Not provided Depositor
Microscope FEI TECNAT 12 Depositor
Voltage (kV) 120 Depositor
Electron dose (e~ /A”) Not provided Depositor
Minimum defocus (nm) 3000 Depositor
Maximum defocus (nm) 3000 Depositor
Magnification 23000 Depositor
Image detector GATAN US1000XP 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 | pyio77 171 29 | RMSZ #Z| >2
1 A0 1.01 0/982 1.65 19/1337 (1.4%)
1 Al 1.01 0/982 1.65 19/1337 (1.4%)
1 A2 1.01 0/982 1.65 19/1337 (1.4%)
1 A3 1.01 0/982 1.65 19/1337 (1.4%)
1 A4 1.01 0/982 1.65 19/1337 (1.4%)
1 A5 1.01 0/982 1.65 19/1337 (1.4%)
1 A6 1.01 0/982 1.65 19/1337 (1.4%)
1 A7 1.01 0/982 1.65 19/1337 (1.4%)
1 A8 1.01 0/982 1.65 19/1337 (1.4%)
1 A9 1.01 0/982 1.65 19/1337 (1.4%)
1 AA 1.01 0/982 1.65 19/1337 (1.4%)
1 AB 1.01 0/982 1.65 19/1337 (1.4%)
1 AC 1.01 0/982 1.65 19/1337 (1.4%)
1 AD 1.01 0/982 1.65 19/1337 (1.4%)
1 AE 1.01 0/982 1.65 19/1337 (1.4%)
1 AF 1.01 0/982 1.65 19/1337 (1.4%)
1 AG 1.01 0/982 1.65 19/1337 (1.4%)
1 AH 1.01 0/982 1.65 19/1337 (1.4%)
1 Al 1.01 0/982 1.65 19/1337 (1.4%)
1 Al 1.01 0/982 1.65 19/1337 (1.4%)
1 AK 1.01 0/982 1.65 19/1337 (1.4%)
1 AL 1.01 0/982 1.65 19/1337 (1.4%)
1 AM 1.01 0/982 1.65 19/1337 (1.4%)
1 AN 1.01 0/982 1.65 19/1337 (1.4%)
1 AO 1.01 0/982 1.65 19/1337 (1.4%)
1 AP 1.01 0/982 1.65 19/1337 (1.4%)
1 AQ 1.01 0/982 1.65 19/1337 (1.4%)
1 AR 1.01 0/982 1.65 19/1337 (1.4%)
1 AS 1.01 0/982 1.65 19/1337 (1.4%)
1 AT 1.01 0/982 1.65 19/1337 (1.4%)
1 AU 1.01 0/982 1.65 19/1337 (1.4%)
1 AV 1.01 0/982 1.65 19/1337 (1.4%)
1 AW 1.01 0/982 1.65 19/1337 (1.4%)
1 AX 1.01 0/982 1.65 19/1337 (1.4%)
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. Bond lengths Bond angles
Mol | Chain | 1 1q7 #|§| >2 | RMSZ #1Z) >2
1 AY 1.01 0/982 1.65 19/1337 (1.4%)
1 AZ 1.01 0/982 1.65 19/1337 (1.4%)
1 Aa 1.01 0/982 1.65 19/1337 (1.4%)
1 Ab 1.01 0/982 1.65 19/1337 (1.4%)
1 Ac 1.01 0/982 1.65 19/1337 (1.4%)
1 Ad 1.01 0/982 1.65 19/1337 (1.4%)
1 Ae 1.01 0/982 1.65 19/1337 (1.4%)
1 Af 1.01 0/982 1.65 19/1337 (1.4%)
1 Ag 1.01 0/982 1.65 19/1337 (1.4%)
1 Ah 1.01 0/982 1.65 19/1337 (1.4%)
1 Ai 1.01 0/982 1.65 19/1337 (1.4%)
1 Aj 1.01 0/982 1.65 19/1337 (1.4%)
1 Ak 1.01 0/982 1.65 19/1337 (1.4%)
1 Al 1.01 0/982 1.65 19/1337 (1.4%)
1 Am 1.01 0/982 1.65 19/1337 (1.4%)
1 An 1.01 0/982 1.65 19/1337 (1.4%)
1 Ao 1.01 0/982 1.65 19/1337 (1.4%)
1 Ap 1.01 0/982 1.65 19/1337 (1.4%)
1 Aq 1.01 0/982 1.65 19/1337 (1.4%)
1 Ar 1.01 0/982 1.65 19/1337 (1.4%)
1 As 1.01 0/982 1.65 19/1337 (1.4%)
1 At 1.01 0/982 1.65 19/1337 (1.4%)
1 Au 1.01 0/982 1.65 19/1337 (1.4%)
1 Av 1.01 0/982 1.65 19/1337 (1.4%)
1 Aw 1.01 0/982 1.65 19/1337 (1.4%)
1 Ax 1.01 0/982 1.65 19/1337 (1.4%)
1 BO 1.02 0/982 1.52 18/1337 (1.3%)
1 B1 1.02 0/982 1.52 19/1337 (1.4%)
1 B2 1.02 0/982 1.52 19/1337 (1.4%)
1 B3 1.02 0/982 1.52 18/1337 (1.3%)
1 B4 1.02 0/982 1.52 19/1337 (1.4%)
1 B5 1.02 0/982 1.52 18/1337 (1.3%)
1 B6 1.02 0/982 1.52 19/1337 (1.4%)
1 B7 1.02 0/982 1.52 18/1337 (1.3%)
1 B8 1.02 0/982 1.52 18/1337 (1.3%)
1 B9 1.02 0/982 1.52 18/1337 (1.3%)
1 BA 1.02 0/982 1.52 18/1337 (1.3%)
1 BB 1.02 0/982 1.52 18/1337 (1.3%)
1 BC 1.02 0/982 1.52 18/1337 (1.3%)
1 BD 1.02 0/982 1.52 18/1337 (1.3%)
1 BE 1.02 0/982 1.52 18/1337 (1.3%)
1 BF 1.02 0/982 1.52 18/1337 (1.3%)
1 BG 1.02 0/982 1.52 18/1337 (1.3%)
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. Bond lengths Bond angles
Mol | Chain | 1 1q7 #|§| >2 | RMSZ H#Z| >2
1 BH 1.02 0/982 1.52 18/1337 (1.3%)
1 BI 1.02 0/982 1.52 18/1337 (1.3%)
1 BJ 1.02 0/982 1.52 18/1337 (1.3%)
1 BK 1.02 0/982 1.52 18/1337 (1.3%)
1 BL 1.02 0/982 1.52 19/1337 (1.4%)
1 BM 1.02 0/982 1.52 19/1337 (1.4%)
1 BN 1.02 0/982 1.52 18/1337 (1.3%)
1 BO 1.02 0/982 1.52 18/1337 (1.3%)
1 BP 1.02 0/982 1.52 18/1337 (1.3%)
1 BQ 1.02 0/982 1.52 18/1337 (1.3%)
1 BR 1.02 0/982 1.52 18/1337 (1.3%)
1 BS 1.02 0/982 1.52 19/1337 (1.4%)
1 BT 1.02 0/982 1.52 18/1337 (1.3%)
1 BU 1.02 0/982 1.52 18/1337 (1.3%)
1 BV 1.02 0/982 1.52 18/1337 (1.3%)
1 BW 1.02 0/982 1.52 18/1337 (1.3%)
1 BX 1.02 0/982 1.52 18/1337 (1.3%)
1 BY 1.02 0/982 1.52 18/1337 (1.3%)
1 BZ 1.02 0/982 1.52 18/1337 (1.3%)
1 Ba 1.02 0/982 1.52 18/1337 (1.3%)
1 Bb 1.02 0/982 1.52 19/1337 (1.4%)
1 Be 1.02 0/982 1.52 18/1337 (1.3%)
1 Bd 1.02 0/982 1.52 18/1337 (1.3%)
1 Be 1.02 0/982 1.52 18/1337 (1.3%)
1 Bf 1.02 0/982 1.52 18/1337 (1.3%)
1 Bg 1.02 0/982 1.52 19/1337 (1.4%)
1 Bh 1.02 0/982 1.52 18/1337 (1.3%)
1 Bi 1.02 0/982 1.52 18/1337 (1.3%)
1 Bj 1.02 0/982 1.52 18/1337 (1.3%)
1 Bk 1.02 0/982 1.52 18/1337 (1.3%)
1 Bl 1.02 0/982 1.52 18/1337 (1.3%)
1 Bm 1.02 0/982 1.52 18/1337 (1.3%)
1 Bn 1.02 0/982 1.52 18/1337 (1.3%)
1 Bo 1.02 0/982 1.52 18/1337 (1.3%)
1 Bp 1.02 0/982 1.52 18/1337 (1.3%)
1 Bq 1.02 0/982 1.52 19/1337 (1.4%)
1 Br 1.02 0/982 1.52 19/1337 (1.4%)
1 Bs 1.02 0/982 1.52 18/1337 (1.3%)
1 Bt 1.02 0/982 1.52 18/1337 (1.3%)
1 Bu 1.02 0/982 1.52 18/1337 (1.3%)
1 Bv 1.02 0/982 1.52 18/1337 (1.3%)
1 Bw 1.02 0/982 1.52 18/1337 (1.3%)
1 Bx 1.02 0/982 1.52 18/1337 (1.3%)
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. Bond lengths Bond angles
Mol | Chain | 1 1q7 #|§| >2 | RMSZ #1Z) >2
1 Co 0.94 0/982 1.67 22/1337 (1.6%)
1 C1 0.94 0/982 1.67 22/1337 (1.6%)
1 C2 0.94 0/982 1.67 22/1337 (1.6%)
1 C3 0.94 0/982 1.66 21/1337 (1.6%)
1 C4 0.94 0/982 1.66 21/1337 (1.6%)
1 Ch 0.94 0/982 1.67 21/1337 (1.6%)
1 C6 0.94 0/982 1.67 22/1337 (1.6%)
1 C7 0.94 0/982 1.67 21/1337 (1.6%)
1 C8 0.94 0/982 1.67 22/1337 (1.6%)
1 C9 0.94 0/982 1.67 22/1337 (1.6%)
1 CA 0.94 0/982 1.67 22/1337 (1.6%)
1 CB 0.94 0/982 1.66 22/1337 (1.6%)
1 CcC 0.94 0/982 1.67 22/1337 (1.6%)
1 CD 0.94 0/982 1.67 22/1337 (1.6%)
1 CE 0.94 0/982 1.67 22/1337 (1.6%)
1 CF 0.94 0/982 1.67 22/1337 (1.6%)
1 CG 0.94 0/982 1.67 21/1337 (1.6%)
1 CH 0.94 0/982 1.67 22/1337 (1.6%)
1 CI 0.94 0/982 1.66 22/1337 (1.6%)
1 ClJ 0.94 0/982 1.67 21/1337 (1.6%)
1 CK 0.94 0/982 1.66 21/1337 (1.6%)
1 CL 0.94 0/982 1.67 22/1337 (1.6%)
1 CM 0.94 0/982 1.67 21/1337 (1.6%)
1 CN 0.94 0/982 1.67 22/1337 (1.6%)
1 CO 0.94 0/982 1.67 21/1337 (1.6%)
1 CP 0.94 0/982 1.67 23/1337 (1.7%)
1 CQ 0.94 0/982 1.67 22/1337 (1.6%)
1 CR 0.94 0/982 1.67 21/1337 (1.6%)
1 CS 0.94 0/982 1.66 22/1337 (1.6%)
1 CT 0.94 0/982 1.67 22/1337 (1.6%)
1 CU 0.94 0/982 1.66 21/1337 (1.6%)
1 CV 0.94 0/982 1.67 22/1337 (1.6%)
1 CW 0.94 0/982 1.67 22/1337 (1.6%)
1 CcX 0.94 0/982 1.67 21/1337 (1.6%)
1 CY 0.94 0/982 1.67 22/1337 (1.6%)
1 CZ 0.94 0/982 1.67 22/1337 (1.6%)
1 Ca 0.94 0/982 1.67 22/1337 (1.6%)
1 Cb 0.94 0/982 1.67 21/1337 (1.6%)
1 Cc 0.94 0/982 1.67 21/1337 (1.6%)
1 Cd 0.94 0/982 1.67 22/1337 (1.6%)
1 Ce 0.94 0/982 1.67 21/1337 (1.6%)
1 Cf 0.94 0/982 1.67 22/1337 (1.6%)
1 Cg 0.94 0/982 1.67 21/1337 (1.6%)
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. Bond lengths Bond angles
Mol | Chain | o771 59 | RMSZ #1Z) >2
1 Ch 0.94 0/982 1.67 21/1337 (1.6%)
1 Ci 0.94 0/982 1.66 21/1337 (1.6%)
1 Cj 0.94 0/982 1.67 21/1337 (1.6%)
1 Ck 0.94 0/982 1.67 22/1337 (1.6%)
1 Cl 0.94 0/982 1.66 21/1337 (1.6%)
1 Cm 0.94 0/982 1.67 21/1337 (1.6%)
1 Cn 0.94 0/982 1.67 21/1337 (1.6%)
1 Co 0.94 0/982 1.67 21/1337 (1.6%)
1 Cp 0.94 0/982 1.67 22/1337 (1.6%)
1 Cq 0.94 0/982 1.67 22/1337 (1.6%)
1 Cr 0.94 0/982 1.67 21/1337 (1.6%)
1 Cs 0.94 0/982 1.66 21/1337 (1.6%)
1 Ct 0.94 0/982 1.67 22/1337 (1.6%)
1 Cu 0.94 0/982 1.67 22/1337 (1.6%)
1 Cv 0.94 0/982 1.67 22/1337 (1.6%)
1 Cw 0.94 0/982 1.67 21/1337 (1.6%)
1 Cx 0.94 0/982 1.67 22/1337 (1.6%)
All All 0.99 | 0/176760 | 1.61 | 3526,/240660 (1.5%)

There are no bond length outliers.

The worst 5 of 3526 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(?)
1 Ac 56 | ARG | NE-CZ-NH2 | -20.60 110.00 120.30
1 Al 56 | ARG | NE-CZ-NH2 | -20.59 110.00 120.30
1 A3 56 | ARG | NE-CZ-NH2 | -20.56 110.02 120.30
1 AW 56 | ARG | NE-CZ-NH2 | -20.54 110.03 120.30
1 A9 56 | ARG | NE-CZ-NH2 | -20.54 110.03 120.30

There are no chirality outliers.

There are no planarity outliers.

5.2 Too-close contacts (i)

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

Mol

Chain

Non-H

H(model)

H(added)

Clashes

Symm-Clashes

1

A0

965

0

964

10

0
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 Al 965 0 964 9 0
1 A2 965 0 964 11 0
1 A3 965 0 964 10 0
1 A4 965 0 964 9 0
1 A5 965 0 964 9 0
1 A6 965 0 964 9 0
1 AT 965 0 964 10 0
1 A8 965 0 964 10 0
1 A9 965 0 964 11 0
1 AA 965 0 964 13 0
1 AB 965 0 964 14 0
1 AC 965 0 964 10 0
1 AD 965 0 964 15 0
1 AE 965 0 964 13 0
1 AF 965 0 964 14 0
1 AG 965 0 964 14 0
1 AH 965 0 964 14 0
1 Al 965 0 964 13 0
1 Al 965 0 964 15 0
1 AK 965 0 964 14 0
1 AL 965 0 964 14 0
1 AM 965 0 964 13 0
1 AN 965 0 964 14 0
1 AO 965 0 964 14 0
1 AP 965 0 964 15 0
1 AQ 965 0 964 12 0
1 AR 965 0 964 14 0
1 AS 965 0 964 13 0
1 AT 965 0 964 14 0
1 AU 965 0 964 15 0
1 AV 965 0 964 13 0
1 AW 965 0 964 14 0
1 AX 965 0 964 14 0
1 AY 965 0 964 10 0
1 A7 965 0 964 10 0
1 Aa 965 0 964 0 0
1 Ab 965 0 964 0 0
1 Ac 965 0 964 0 0
1 Ad 965 0 964 0 0
1 Ae 965 0 964 0 0
1 Af 965 0 964 0 0
1 Ag 965 0 964 0 0
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 Ah 965 0 964 0 0
1 Ai 965 0 964 0 0
1 Aj 965 0 964 0 0
1 Ak 965 0 964 0 0
1 Al 965 0 964 0 0
1 Am 965 0 964 0 0
1 An 965 0 964 0 0
1 Ao 965 0 964 0 0
1 Ap 965 0 964 0 0
1 Aq 965 0 964 0 0
1 Ar 965 0 964 0 0
1 As 965 0 964 0 0
1 At 965 0 964 0 0
1 Au 965 0 964 0 0
1 Av 965 0 964 0 0
1 Aw 965 0 964 0 0
1 Ax 965 0 964 0 0
1 BO 965 0 964 9 0
1 B1 965 0 964 9 0
1 B2 965 0 964 9 0
1 B3 965 0 964 9 0
1 B4 965 0 964 9 0
1 B5 965 0 964 10 0
1 B6 965 0 964 9 0
1 B7 965 0 964 10 0
1 B8 965 0 964 9 0
1 B9 965 0 964 9 0
1 BA 965 0 964 15 0
1 BB 965 0 964 11 0
1 BC 965 0 964 16 0
1 BD 965 0 964 14 0
1 BE 965 0 964 14 0
1 BF 965 0 964 15 0
1 BG 965 0 964 13 0
1 BH 965 0 964 15 0
1 BI 965 0 964 15 0
1 BJ 965 0 964 14 0
1 BK 965 0 964 14 0
1 BL 965 0 964 16 0
1 BM 965 0 964 14 0
1 BN 965 0 964 14 0
1 BO 965 0 964 15 0
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 BP 965 0 964 15 0
1 BQ 965 0 964 14 0
1 BR 965 0 964 15 0
1 BS 965 0 964 12 0
1 BT 965 0 964 15 0
1 BU 965 0 964 14 0
1 BV 965 0 964 14 0
1 BW 965 0 964 15 0
1 BX 965 0 964 14 0
1 BY 965 0 964 9 0
1 BZ 965 0 964 10 0
1 Ba 965 0 964 0 0
1 Bb 965 0 964 0 0
1 Be 965 0 964 0 0
1 Bd 965 0 964 0 0
1 Be 965 0 964 0 0
1 Bf 965 0 964 0 0
1 Bg 965 0 964 0 0
1 Bh 965 0 964 0 0
1 Bi 965 0 964 0 0
1 Bj 965 0 964 0 0
1 Bk 965 0 964 0 0
1 Bl 965 0 964 0 0
1 Bm 965 0 964 0 0
1 Bn 965 0 964 0 0
1 Bo 965 0 964 0 0
1 Bp 965 0 964 0 0
1 Bq 965 0 964 0 0
1 Br 965 0 964 0 0
1 Bs 965 0 964 0 0
1 Bt 965 0 964 0 0
1 Bu 965 0 964 0 0
1 Bv 965 0 964 0 0
1 Bw 965 0 964 0 0
1 Bx 965 0 964 0 0
1 Co 965 0 964 7 0
1 Cl1 965 0 964 6 0
1 C2 965 0 964 6 0
1 C3 965 0 964 6 0
1 C4 965 0 964 6 0
1 Ch 965 0 964 5 0
1 C6 965 0 964 7 0
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 c7 965 0 964 5 0
1 C8 965 0 964 6 0
1 C9 965 0 964 6 0
1 CA 965 0 964 8 0
1 CB 965 0 964 7 0
1 cC 965 0 964 7 0
1 CD 965 0 964 7 0
1 CE 965 0 964 8 0
1 CF 965 0 964 8 0
1 CG 965 0 964 8 0
1 CH 965 0 964 8 0
1 CI 965 0 964 7 0
1 CJ 965 0 964 8 0
1 CK 965 0 964 7 0
1 CL 965 0 964 6 0
1 CM 965 0 964 7 0
1 CN 965 0 964 8 0
1 CO 965 0 964 8 0
1 CP 965 0 964 8 0
1 CQ 965 0 964 8 0
1 CR 965 0 964 7 0
1 CS 965 0 964 8 0
1 CT 965 0 964 8 0
1 CU 965 0 964 8 0
1 CV 965 0 964 8 0
1 CW 965 0 964 7 0
1 CcX 965 0 964 8 0
1 CY 965 0 964 6 0
1 CZ 965 0 964 5 0
1 Ca 965 0 964 0 0
1 Cb 965 0 964 0 0
1 Cce 965 0 964 0 0
1 Cd 965 0 964 0 0
1 Ce 965 0 964 0 0
1 Cf 965 0 964 0 0
1 Cg 965 0 964 0 0
1 Ch 965 0 964 0 0
1 Ci 965 0 964 0 0
1 Cj 965 0 964 0 0
1 Ck 965 0 964 0 0
1 Cl 965 0 964 0 0
1 Cm 965 0 964 0 0
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 Cn 965 0 964 0 0
1 Co 965 0 964 0 0
1 Cp 965 0 964 0 0
1 Cq 965 0 964 0 0
1 Cr 965 0 964 0 0
1 Cs 965 0 964 0 0
1 Ct 965 0 964 0 0
1 Cu 965 0 964 0 0
1 Cv 965 0 964 0 0
1 Cw 965 0 964 0 0
1 Cx 965 0 964 0 0

All All 173700 0 173520 842 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 2.

The worst 5 of 842 close contacts within the same asymmetric unit are listed below, sorted by
their clash magnitude.

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:AN:128:ILE:HA | 1:BJ:3:ASN:HD22 213.87 0.74
1:AV:128:ILE:HA | 1:BR:3:ASN:HD22 1.53 0.74
1:AF:128:ILE:HA | 1:BG:3:ASN:HD22 1.53 0.74
1:AX:128:ILE:HA | 1:BY:3:ASN:HD22 1.53 0.74
1:AE:128:ILE:HA | 1:BG:3:ASN:HD22 148.66 0.74

There are no symmetry-related clashes.

5.3 Torsion angles (i)

5.3.1

Protein backbone (1)

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

entries.

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

Mol

Chain

Analysed

Favoured

Allowed

Outliers

Percentiles

1

A0

127,129 (98%)

123 (97%)

4 (3%)

0

100§ 1 100
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1| A1 127/129 (98%) | 123 (97%) | 4 (3%) 0 [100] [ 100
1| A2 127/129 (98%) | 123 (97%) | 4 (3%) 0 100 ] [100]
1 A3 127/129 (98%) 123 (97%) | 4 (3%) 0 |
1| A4 127/129 (98%) | 122 (96%) | 5 (4%) 0 (100 ] [100]
1 A5 127/129 (98%) 123 (97%) | 4 (3%) 0 |
1 A6 127/129 (98%) 123 (97%) | 4 (3%) 0 |
1 A7 127/129 (98%) 123 (97%) | 4 (3%) 0 |
1 A8 127/129 (98%) 123 (97%) | 4 (3%) 0 |
1 A9 127/129 (98%) 123 (97%) | 4 (3%) 0 |
1| AA 127/129 (98%) | 123 (97%) | 4 (3%) 0 100 ] [100]
1| aB 127/129 (98%) | 123 (97%) | 4 (3%) 0 [100] [ 100
1 AC 127/129 (98%) 123 (97%) | 4 (3%) 0 |
1 AD 127/129 (98%) 123 (97%) | 4 (3%) 0 |
1 | AE 127/129 (98%) | 123 (97%) | 4 (3%) 0 100 ] [ 100]
1 AF 127/129 (98%) 123 (97%) | 4 (3%) 0 |
1 AG 127/129 (98%) 123 (97%) | 4 (3%) 0 |
1 AH 127/129 (98%) 123 (97%) | 4 (3%) 0 |
1 Al 127/129 (98%) | 123 (97%) | 4 (3%) 0 [100] [ 100
1 AJ 127/129 (98%) 123 (97%) | 4 (3%) 0 |
1 AK 127/129 (98%) 123 (97%) | 4 (3%) 0 |
1| AL 127/129 (98%) | 123 (97%) | 4 (3%) 0 100 ] [ 100]
1 AM 127/129 (98%) 123 (97%) | 4 (3%) 0 |
1| AN 127/129 (98%) | 123 (97%) | 4 (3%) 0 [100] [ 100
1 AO 127/129 (98%) 123 (97%) | 4 (3%) 0 |
1 AP 127/129 (98%) 123 (97%) | 4 (3%) 0 |
1| AQ 127/129 (98%) | 123 (97%) | 4 (3%) 0 100 ] [ 100]
1 AR 127/129 (98%) 123 (97%) | 4 (3%) 0 |
1 AS 127/129 (98%) 123 (97%) | 4 (3%) 0 |
1 AT 127/129 (98%) 123 (97%) | 4 (3%) 0 |
1 AU 127/129 (98%) 123 (97%) | 4 (3%) 0 |
1 AV 127/129 (98%) 123 (97%) | 4 (3%) 0
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 AW 127/129 (98%) 123 (97%) | 4 (3%) 0 |
1 | AX 127/129 (98%) | 123 (97%) | 4 (3%) 0 100 ] [100]
1 AY 127/129 (98%) 123 (97%) | 4 (3%) 0 |
1| Az 127/129 (98%) | 123 (97%) | 4 (3%) 0 (100 ] [100]
1 Aa 127/129 (98%) 123 (97%) | 4 (3%) 0 |
1| Ab 127/129 (98%) | 123 (97%) | 4 (3%) 0 [100] [ 100
1 | Ac 127/129 (98%) | 122 (96%) | 5 (4%) 0 100 ] [ 100]
1 Ad 127/129 (98%) 123 (97%) | 4 (3%) 0 |
1| Ae 127/129 (98%) | 123 (97%) | 4 (3%) 0 100 ] [ 100]
1 Af 127/129 (98%) | 123 (97%) | 4 (3%) 0 100 ] [100]
1| Ag 127/129 (98%) | 123 (97%) | 4 (3%) 0 [100] [ 100
1 Ah 127/129 (98%) 123 (97%) | 4 (3%) 0 |
1 Ai 127/129 (98%) | 123 (97%) | 4 (3%) 0 [100] [ 100
1 Aj 127/129 (98%) | 123 (97%) | 4 (3%) 0 100 ] [ 100]
1 Ak 127/129 (98%) 123 (97%) | 4 (3%) 0 |
1 Al 127/129 (98%) | 123 (97%) | 4 (3%) 0 100 ] [100]
1 | Am 127/129 (98%) | 123 (97%) | 4 (3%) 0 100 ] [100]
1 | An 127/129 (98%) | 123 (97%) | 4 (3%) 0 [100] [ 100
1| Ao 127/129 (98%) | 123 (97%) | 4 (3%) 0 100 ] [100]
1 | Ap 127/129 (98%) | 123 (97%) | 4 (3%) 0 [100] [ 100
1| Aq 127/129 (98%) | 123 (97%) | 4 (3%) 0 100 ] [ 100]
1| Ar 127/129 (98%) | 123 (97%) | 4 (3%) 0 100 ] [100]
1 As 127/129 (98%) | 123 (97%) | 4 (3%) 0 [100] [ 100
1 At 127/129 (98%) 123 (97%) | 4 (3%) 0 |
1 Au 127/129 (98%) 123 (97%) | 4 (3%) 0 |
1| Av 127/129 (98%) | 123 (97%) | 4 (3%) 0 100 ] [ 100]
1 Aw 127/129 (98%) 123 (97%) | 4 (3%) 0 |
1| Ax 127/129 (98%) | 123 (97%) | 4 (3%) 0 100 [100]
1 | Bo 127/120 (98%) | 123 (97%) | 3 (2%) | 1(1%) | 24 69
1 | BI 127/129 (98%) | 123 (97%) | 3 (2%) | 1(1%) | 24 69
1| B2 127/129 (98%) | 123 (97%) | 3 (2%) | 1(1%) | 24 69
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Percentiles
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Mol | Chain Analysed Favoured | Allowed | Outliers
1 Ch 127/129 (98%) 123 (97%) 4 (3%) 0
1 C6 127/129 (98%) 123 (97%) 4 (3%) 0
1 c7 127/129 (98%) 123 (97%) 4 (3%) 0
1 C8 127/129 (98%) 123 (97%) 4 (3%) 0
1 C9 127/129 (98%) 123 (97%) 4 (3%) 0
1 CA 127/129 (98%) 123 (97%) 4 (3%) 0
1 CB 127/129 (98%) 123 (97%) 4 (3%) 0
1 cC 127/129 (98%) 123 (97%) 4 (3%) 0
1 CD 127/129 (98%) 123 (97%) 4 (3%) 0
1 CE 127/129 (98%) 123 (97%) 4 (3%) 0
1 CF 127/129 (98%) 123 (97%) 4 (3%) 0
1 CG 127/129 (98%) 123 (97%) 4 (3%) 0
1 CH 127/129 (98%) 123 (97%) 4 (3%) 0
1 CI 127/129 (98%) 123 (97%) 4 (3%) 0
1 CJ 127/129 (98%) 123 (97%) 4 (3%) 0
1 CK 127/129 (98%) 123 (97%) 4 (3%) 0
1 CL 127/129 (98%) 123 (97%) 4 (3%) 0
1 CM 127/129 (98%) 123 (97%) 4 (3%) 0
1 CN 127/129 (98%) 123 (97%) 4 (3%) 0
1 CO 127/129 (98%) 123 (97%) 4 (3%) 0
1 Cp 127/129 (98%) 123 (97%) 4 (3%) 0
1 CQ 127/129 (98%) 123 (97%) 4 (3%) 0
1 CR 127/129 (98%) 123 (97%) 4 (3%) 0
1 CS 127/129 (98%) 123 (97%) 4 (3%) 0
1 CcT 127/129 (98%) 123 (97%) 4 (3%) 0
1 CU 127/129 (98%) 123 (97%) 4 (3%) 0
1 CV 127/129 (98%) 123 (97%) 4 (3%) 0
1 CW 127/129 (98%) 123 (97%) 4 (3%) 0
1 CX 127/129 (98%) 123 (97%) 4 (3%) 0
1 CY 127/129 (98%) 123 (97%) 4 (3%) 0
1 CZ 127/129 (98%) 123 (97%) 4 (3%) 0
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 Ca 127/129 (98%) 123 (97%) | 4 (3%) 0 |
1 Cb 127/129 (98%) 123 (97%) | 4 (3%) 0 |
1 Ce 127/129 (98%) 123 (97%) | 4 (3%) 0 |
1 Cd 127/129 (98%) 123 (97%) | 4 (3%) 0 |
1 Ce 127/129 (98%) 123 (97%) | 4 (3%) 0 |
1 Cf 127/129 (98%) 123 (97%) | 4 (3%) 0 |
1 Cg 127/129 (98%) 123 (97%) | 4 (3%) 0 |
1 Ch 127/129 (98%) 123 (97%) | 4 (3%) 0 |
1 Ci 127/129 (98%) 123 (97%) | 4 (3%) 0 |
1 Cj 127/129 (98%) 123 (97%) | 4 (3%) 0 |
1 Ck 127/129 (98%) 123 (97%) | 4 (3%) 0 |
1 Cl 127/129 (98%) 123 (97%) | 4 (3%) 0 |
1 Cm 127/129 (98%) 123 (97%) | 4 (3%) 0 |
1 Cn 127/129 (98%) 123 (97%) | 4 (3%) 0 |
1 Co 127/129 (98%) 123 (97%) | 4 (3%) 0 |
1 Cp 127/129 (98%) 123 (97%) | 4 (3%) 0 |
1 Cq 127/129 (98%) 123 (97%) | 4 (3%) 0 |
1 Cr 127/129 (98%) 123 (97%) | 4 (3%) 0 |
1 Cs 127/129 (98%) 123 (97%) | 4 (3%) 0 |
1 Ct 127/129 (98%) 123 (97%) | 4 (3%) 0 |
1 Cu 127/129 (98%) 123 (97%) | 4 (3%) 0 |
1 Cv 127/129 (98%) 123 (97%) | 4 (3%) 0 |
1 Cw 127/129 (98%) 123 (97%) | 4 (3%) 0 |
1 Cx 127/129 (98%) 123 (97%) | 4 (3%) 0 |

All | ALl | 22860/23220 (98%) | 22138 (97%) | 662 (3%) | 60 (0%)

5 of 60 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 B0 2 SER
1 Bl 2 SER
1 B2 2 SER
1 B3 2 SER.
1 B4 2 SER.
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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.

Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 A0 106,/106 (100%) 91 (86%) 26
1 Al 106,/106 (100%) 91 (86%) 26
1 A2 106,/106 (100%) 91 (86%) 26
1 A3 106,/106 (100%) 91 (86%) 26
1 A4 106,/106 (100%) 91 (86%) 26
1 A5 106,/106 (100%) 91 (86%) 26
1 A6 106,/106 (100%) 91 (86%) 26
1 A7 106,/106 (100%) 91 (86%) 26
1 A8 106,/106 (100%) 91 (86%) 26
1 A9 106,/106 (100%) 91 (86%) 26
1 AA 106,/106 (100%) 91 (86%) 26
1 AB 106,/106 (100%) 91 (86%) 26
1 AC 106,/106 (100%) 91 (86%) 26
1 AD 106,/106 (100%) 91 (86%) 26
1 AE 106,/106 (100%) 91 (86%) 26
1 AF 106,/106 (100%) 91 (86%) 26
1 AG 106,/106 (100%) 91 (86%) 26
1 AH 106,/106 (100%) 91 (86%) 26
1 Al 106,/106 (100%) 91 (86%) 26
1 AJ 106,/106 (100%) 91 (86%) 26
1 AK 106,/106 (100%) 91 (86%) 26
1 AL 106,/106 (100%) 91 (86%) 26
1 AM 106,/106 (100%) 91 (86%) 26
1 AN 106,/106 (100%) 91 (86%) 26
1 AO 106,/106 (100%) 91 (86%) 26
1 AP 106,/106 (100%) 91 (86%) 26

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 AQ 106,/106 (100%) 91 (86%) 26
1 AR 106,/106 (100%) 91 (86%) 26
1 AS 106,/106 (100%) 91 (86%) 26
1 AT 106,/106 (100%) 91 (86%) 26
1 AU 106,/106 (100%) 91 (86%) 26
1 AV 106,/106 (100%) 91 (86%) 26
1 AW 106,/106 (100%) 91 (86%) 26
1 AX 106,/106 (100%) 91 (86%) 26
1 AY 106,/106 (100%) 91 (86%) 26
1 A7Z 106,/106 (100%) 91 (86%) 26
1 Aa 106,/106 (100%) 91 (86%) 26
1 Ab 106,/106 (100%) 91 (86%) 26
1 Ac 106,/106 (100%) 91 (86%) 26
1 Ad 106,/106 (100%) 91 (86%) 26
1 Ae 106,/106 (100%) 91 (86%) 26
1 Af 106,/106 (100%) 91 (86%) 26
1 Ag 106,/106 (100%) 91 (86%) 26
1 Ah 106,/106 (100%) 91 (86%) 26
1 Ai 106,/106 (100%) 91 (86%) 26
1 Aj 106,/106 (100%) 91 (86%) 26
1 Ak 106,/106 (100%) 91 (86%) 26
1 Al 106,/106 (100%) 91 (86%) 26
1 Am 106,/106 (100%) 91 (86%) 26
1 An 106,/106 (100%) 91 (86%) 26
1 Ao 106,/106 (100%) 91 (86%) 26
1 Ap 106,/106 (100%) 91 (86%) 26
1 Aq 106,/106 (100%) 91 (86%) 26
1 Ar 106,/106 (100%) 91 (86%) 26
1 As 106,/106 (100%) 91 (86%) 26
1 At 106,/106 (100%) 91 (86%) 26
1 Au 106,/106 (100%) 91 (86%) 26

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 Av 106,/106 (100%) 91 (86%) 15 (14%) 26
1 Aw 106,/106 (100%) 91 (86%) 15 (14%) 26
1 Ax 106,/106 (100%) 91 (86%) 15 (14%) 26
1 B0 106,106 (100%) 97 (92%) 9 (8%) 13} 48
1 B1 106,106 (100%) 97 (92%) 9 (8%) 13} 48
1 B2 106,106 (100%) 97 (92%) 9 (8%) 13} 48
1 B3 106,106 (100%) 97 (92%) 9 (8%) 13} 48
1 B4 106,106 (100%) 96 (91%) 10 (9%) 11 42
1 B5 106,106 (100%) 96 (91%) 10 (9%) 11 42
1 B6 106,106 (100%) 97 (92%) 9 (8%) 13} 48
1 B7 106,106 (100%) 97 (92%) 9 (8%) 13} 48
1 BS 106,/106 (100%) 96 (91%) 10 (9%) 42
1 B9 106,106 (100%) 96 (91%) 10 (9%) 11 42
1 BA 106,106 (100%) 97 (92%) 9 (8%) 13} 48
1 BB 106,/106 (100%) 96 (91%) 10 (9%) 11 42
1 BC 106,106 (100%) 97 (92%) 9 (8%) 13} 48
1 BD 106,106 (100%) 97 (92%) 9 (8%) 13} 48
1 BE 106,106 (100%) 96 (91%) 10 (9%) [11] 42
1 BF 106,106 (100%) 97 (92%) 9 (8%) 13} 48
1 BG 106,/106 (100%) 96 (91%) 10 (9%) 111 42
1 BH 106,106 (100%) 97 (92%) 9 (8%) 13} 48
1 BI 106,106 (100%) 97 (92%) 9 (8%) 13} 48
1 BJ 106,106 (100%) 96 (91%) 10 (9%) [11] 42
1 BK 106,106 (100%) 97 (92%) 9 (8%) 13} 48
1 BL 106,106 (100%) 96 (91%) 10 (9%) [11] 42
1 BM 106,106 (100%) 97 (92%) 9 (8%) 13} 48
1 BN 106,106 (100%) 97 (92%) 9 (8%) 13} 48
1 | BO | 106/106 (100%) | 96 (91%) | 10 (9%) | |11| 42
1 BP 106,106 (100%) 97 (92%) 9 (8%) 13} 48
1 BQ 106,106 (100%) 97 (92%) 9 (8%) 13} 48
1 BR 106,106 (100%) 97 (92%) 9 (8%) 13} 48

WO RLDWIDE

AAAAAAAAAAAAAAA
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 | BS 106/106 (100%) | 96 (91%) | 10 (9%) | |11] 42
1 BT 106,/106 (100%) 97 (92%) 9 (8%) 13} 48
1 BU 106,/106 (100%) 96 (91%) 10 (9%) 111 42
1 BV 106,/106 (100%) 97 (92%) 9 (8%) 13} 48
1 BW 106,/106 (100%) 97 (92%) 9 (8%) 13} 48
1 BX 106,/106 (100%) 96 (91%) 10 (9%) 111 42
1 BY 106,/106 (100%) 97 (92%) 9 (8%) 13} 48
1 BZ 106,/106 (100%) 97 (92%) 9 (8%) 13} 48
1 Ba 106,/106 (100%) 97 (92%) 9 (8%) 13} 48
1 Bb 106,/106 (100%) 96 (91%) 10 (9%) M 42
1 Be 106,/106 (100%) 97 (92%) 9 (8%) 13} 48
1 Bd 106,/106 (100%) 96 (91%) 10 (9%) 42
1 Be 106,/106 (100%) 96 (91%) 10 (9%) 11 42
1 Bf 106,/106 (100%) 97 (92%) 9 (8%) 13} 48
1 Bg 106,/106 (100%) 96 (91%) 10 (9%) 11 42
1 Bh 106,/106 (100%) 96 (91%) 10 (9%) 42
1 Bi 106,/106 (100%) 96 (91%) 10 (9%) 42
1 Bj 106,/106 (100%) 96 (91%) 10 (9%) 11 42
1 Bk 106,/106 (100%) 97 (92%) 9 (8%) 13} 48
1 Bl 106,/106 (100%) 97 (92%) 9 (8%) 13} 48
1 | Bm | 106/106 (100%) | 96 (91%) | 10 (9%) | |11| 42
1 Bn 106,/106 (100%) 97 (92%) 9 (8%) 13} 48
1 Bo 106,/106 (100%) 97 (92%) 9 (8%) 13} 48
1 Bp 106,/106 (100%) 97 (92%) 9 (8%) 13} 48
1 Bq 106,/106 (100%) 96 (91%) 10 (9%) 11 42
1 Br 106,/106 (100%) 96 (91%) 10 (9%) 42
1 Bs 106,/106 (100%) 96 (91%) 10 (9%) 42
1 Bt 106,/106 (100%) 97 (92%) 9 (8%) 13} 48
1 Bu 106,/106 (100%) 97 (92%) 9 (8%) 13} 48
1 By 106,/106 (100%) 97 (92%) 9 (8%) 13} 48
1 Bw 106,/106 (100%) 97 (92%) 9 (8%) 13} 48
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 CU 106,106 (100%) 94 (89%) 12 (11%) 33
1 CV 106,/106 (100%) 94 (89%) 12 (11%) 33
1 CW 106,106 (100%) 94 (89%) 12 (11%) 33
1 CX 106,/106 (100%) 94 (89%) 12 (11%) 33
1 CY 106,/106 (100%) 94 (89%) 12 (11%) 33
1 CZ 106,/106 (100%) 94 (89%) 12 (11%) 33
1 Ca 106,/106 (100%) 94 (89%) 12 (11%) 33
1 Cb 106,106 (100%) 94 (89%) 12 (11%) 33
1 Ce 106,/106 (100%) 94 (89%) 12 (11%) 33
1 Cd 106,106 (100%) 94 (89%) 12 (11%) 33
1 Ce 106,106 (100%) 94 (89%) 12 (11%) 33
1 Cf 106,/106 (100%) 94 (89%) 12 (11%) 33
1 Cg 106,106 (100%) 94 (89%) 12 (11%) 33
1 Ch 106,/106 (100%) 94 (89%) 12 (11%) 33
1 Ci 106,106 (100%) 94 (89%) 12 (11%) 33
1 Cj 106,/106 (100%) 94 (89%) 12 (11%) 33
1 Ck 106,/106 (100%) 94 (89%) 12 (11%) 33
1 Cl 106,106 (100%) 94 (89%) 12 (11%) 33
1 Cm 106,/106 (100%) 94 (89%) 12 (11%) 33
1 Cn 106,106 (100%) 94 (89%) 12 (11%) 33
1 Co 106,/106 (100%) 94 (89%) 12 (11%) 33
1 Cp 106,/106 (100%) 94 (89%) 12 (11%) 33
1 Cq 106,/106 (100%) 94 (89%) 12 (11%) 33
1 Cr 106,/106 (100%) 94 (89%) 12 (11%) 33
1 Cs 106,106 (100%) 94 (89%) 12 (11%) 33
1 Ct 106,/106 (100%) 94 (89%) 12 (11%) 33
1 Cu 106,106 (100%) 94 (89%) 12 (11%) 33
1 Cy 106,/106 (100%) 94 (89%) 12 (11%) 33
1 Cw 106,/106 (100%) 94 (89%) 12 (11%) 33
1 Cx 106,106 (100%) 94 (89%) 12 (11%) 33
All | All | 19080/19080 (100%) | 16895 (88%) | 2185 (12%) 32
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5 of 2185 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
B9 38 ARG
BY 48 VAL
Ck 23 SER
BC 48 VAL
BM 35 SER

—| = = =] =

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 229 such
sidechains are listed below:

Mol | Chain | Res | Type
Av 40 GLN
B9 36 ASN
Bp 3 ASN
Aw 109 GLN
B3 36 ASN

| = = =] =

5.3.3 RNA (D

There are no RNA molecules in this entry.

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

There are no non-standard protein/DNA/RNA residues in this entry.

5.5 Carbohydrates (i)

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

There are no ligands in this entry.

5.7 Other polymers (i)

There are no such residues in this entry.
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5.8 Polymer linkage issues (i)

There are no chain breaks in this entry.
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