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MolProbity : FAILED
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1 Overall quality at a glance (i)

The following experimental techniques were used to determine the structure:
X-RAY DIFFRACTION

The reported resolution of this entry is 2.90 A.
There are no percentiles available for this entry.

MolProbity failed to run properly; EDS was not executed - the sequence quality summary graphics
cannot be shown.

WORLDWIDE

sie

PROTEIN DATA BANK
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2  Entry composition (i)

There are 3 unique types of molecules in this entry. The entry contains 588120 atoms, of which 0
are hydrogens and 0 are deuteriums.

In the tables below, the ZeroOcc column contains the number of atoms modelled with zero occu-
pancy, 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 Capsid protein.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 AA 185 TZJ;?SI 9%1 2128 2(;3 ASI 0 0 0
1 AB 189 ngail 9?5 2@3 2(;8 ? 0 0 0
1 AC 217 ?22341 10C49 31(\)14 3C1)6 2 0 0 0
1 AF 185 ngaél 9%1 2128 2(;3 ASI 0 0 0
1 AG 189 ?Zt;l 9?5 21;3 2(;8 § 0 0 0
1 AH 217 ?2?41 1(319 31(\)14 3(1)6 § 0 0 0
1 AK 185 ?Zggl 9%1 2128 2(;3 ZSI 0 0 0
1 AL 189 ?Z;l 9?5 21;}3 2(;8 g 0 0 0
1 AM 217 T(f)it;ll 1(319 31(\)14 3(1)6 g 0 0 0
1 AP 185 1125251 9%1 2118 2(?3 ZSI 0 0 0
1 AQ 189 112;1 9(;5 21;13 2(?8 § 0 0 0
1 AR 217 111(€)it7&jll 10(319 31(\)14 3(1)6 § 0 0 0
! AU 185 ?Z);Zl 9%)]1 2118 2(?3 i 0 0 0
! AV 189 TZ;I 9(;5 212)13 2(?8 ?) 0 0 0
1 AW 217 111(€)it7&jll 10(319 31(\)14 3(1)6 § 0 0 0
1 AZ 185 ngaél 9%)]1 2128 2(?3 ésl 0 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
L Aa 189 ?Zgl 9?5 21;13 2(7)8 § 0 0 0
1 Ab 217 ??7&41 10C49 31(\)I4 3(1)6 § 0 0 0
L Ae 185 ?Zt;sl 951 2128 2(;3 2 0 0 0
1 Af 189 Tl‘zgail 9?5 2213 2(7)8 ? 0 0 0
1 Ag 217 ?ét?il 1(519 31§4 3C1)6 ? 0 0 0
1 Al 185 ?Z;sl 9%1 2128 2(;3 2 0 0 0
1 Ak 189 Tl‘zg?ll 9?5 21;)13 2(7)8 § 0 0 0
1 Al 217 ??:721 1(519 31(\)I4 3(1)6 § 0 0 0
L Ao 185 ?Z;%l 9%1 21:8 2(;3 i 0 0 0
L Ap 189 ?Z;l 9?5 2123 2(7)8 g 0 0 0
1 Ad 217 Tgt;ll 10(319 31814 3C1)6 § 0 0 0
1 At 185 112);%1 9%1 214\118 2(;3 ZSI 0 0 0
L Au 189 ?ZEI 9?5 2213 2(?8 g 0 0 0
! Av 217 ?221 10(319 31814 3(1)6 § 0 0 0
1 Ay 185 ?Z;Z’l 9%1 2118 2(?3 i 0 0 0
L Az 189 ?ZEI 9?5 21;]3 2(?8 g 0 0 0
1 Al 217 1112211 1(519 31(\)14 3(1)6 § 0 0 0
1 Ad 185 rjljzgzl 9%]1 2128 2(;3 i 0 0 0
1 A 189 rjljzgail 9(;5 215\')13 2(?8 ?) 0 0 0
1 AG 217 ?gt;ll 10(319 31(\)14 3(1)6 i 0 0 0
1 BA 185 F{Zgg 9%]1 2118 2(?3 i 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 BB 189 ?Z;l 9?5 21;]3 2(;8 § 0 y 0
1 BC 217 T??aéll 1()049 31(\)I4 3(1)6 § 0 0 0
1 BE 185 ?Z;aél 951 2128 2(;3 ASI 0 0 0
1 BG 189 ?Zgail 9?5 2213 2(;8 ? 0 0 0
1 BH 217 Tgt;ll 10C49 31(\)I4 3C1)6 2 0 0 0
1 BK 185 ?Z;?jl 9%1 2128 2(;3 ASL 0 0 0
1 BL 189 ?Z?Ll 9?5 21;3 2(;8 § 0 0 0
1 BM 217 Tgt;‘;l 1(319 31(\)I4 3(1)6 § 0 0 0
1 BP 185 ?Zt;sl 9%1 21:8 2(;3 ZSI 0 0 0
1 BQ 189 ?Z?Ll 9?5 21;)13 2(?8 g 0 0 0
1 BR 217 ?gt;ll 10(319 31(\;4 3C1)6 § 0 0 0
1 BU 185 112);&;51 9%1 2118 2(?3 i 0 0 0
1 BY 189 112;1 9(;5 21;)13 2(?8 g 0 0 0
1 BW 217 1;2;?11 10(319 31(\;4 3(1)6 g 0 0 0
! Bz 185 ?Z;Zl 9%1 2118 2(?3 i 0 0 0
! Ba 189 ?ZEI 9?5 21;]3 2(?8 g 0 0 0
1 Bb 217 1;2;11 1(519 31(\;4 3(1)6 § 0 0 0
! Be 185 ?Zt;él 931 2128 2(?3 i 0 0 0
1 B 189 ?Z;I 9(;5 215\')13 2(?8 g 0 0 0
! Beg 217 ?Zt;tl 10(319 31814 3(1)6 g 0 0 0
! Bi 185 jljzgaél 9%)31 2128 2(;3 i 0 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 Bk 189 ?Z;l 9?5 21;13 2(;8 § 0 y 0
1 Bl 217 ??7341 1(519 31(\)I4 3(1)6 2 0 0 0
L Bo 185 ?Zt;sl 951 2128 2(;3 2 0 0 0
L Bp 189 ?Zgail 9?5 22]3 2(7)8 ? 0 0 0
L Bq 217 ?ét?il 1(519 31§4 3C1)6 ? 0 0 0
1 Bt 185 Tl‘zgél 9%1 2128 2(;3 ZSI 0 0 0
L Bu 189 ?Z;l 9?5 21;3 2(7)8 § 0 0 0
! By 217 ?gt;jll 1(519 318]4 3(1)6 § 0 0 0
1 By 185 ?Z;%l 9%1 21:8 2(;3 i 0 0 0
L bz 189 ?Z;l 9?5 2123 2(7)8 g 0 0 0
1 Bl 217 %711 10(319 31(\;4 3C1)6 § 0 0 0
1 B4 185 1125251 9%1 2118 2(?3 ZSI 0 0 0
1 B5 189 ?Z;l 9(13’5 21;]3 2(?8 ?) 0 0 0
1 B6 217 ?2211 10(319 31(\;4 3(1)6 § 0 0 0
1 CA 185 ?Z;ZI 9%1 2118 2(?3 ZSI 0 0 0
! CB 189 1;223{1 9?5 212)13 2(?8 ?) 0 0 0
1 cC 217 ?2211 1(519 31(\;4 3(1)6 i 0 0 0
1 CF 185 rjljzgzil 9%)}1 2128 2(?3 i 0 0 0
1 cG 189 ?Z;l 9(;5 215\313 2(?8 ? 0 0 0
! CH 217 lljgt;ll 10(319 31(\;4 3(1)6 i 0 0 0
1 CK 185 ?Zgaél 9%}1 2128 2(?3 ZSI 0 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 CL 189 ?Z;l 9?5 21;]3 2(;8 § 0 y 0
1 CM 217 ??7&41 1(519 31(\)14 3(1)6 g 0 0 0
1 cp 185 Tl‘zgaél 9%1 2128 2(;3 ZSI 0 0 0
1 cQ 189 ngail 9?5 2213 2(;8 ? 0 0 0
1 CR 217 ??7&41 1(519 31(\)14 3(1)6 g 0 0 0
1 cu 185 Tl‘zgél 9%1 2128 2(;3 ZSI 0 0 0
1 Cv 189 ?Z?Ll 9?5 21;3 2(;8 g 0 0 0
1 oW 217 ?6)?41 1(519 31(\)14 3(1)6 § 0 0 0
1 ¢z 185 Tl‘Z;%l 9%1 2128 2(;3 ZSI 0 0 0
! Ca 189 ?Z;l 9?5 2123 2(7)8 g 0 0 0
1 b 217 111(€)it7éjll 10(319 31(\)14 3C1)6 § 0 0 0
L Ce 185 ?Z;Z’l 9%11 2118 2(;3 i 0 0 0
1 cf 189 ?Z;l 9(;5 21;]3 2(?8 ?) 0 0 0
L Ce 217 ?221 10(319 31814 3(1)6 § 0 0 0
1 Ci 185 ?Z;Z’l 9%1 2118 2(?3 i 0 0 0
! Ck 189 1112);1 9(;5 212)13 2(?8 ?) 0 0 0
1 cl 217 ?2211 I(SLQ 31(\)14 3(1)6 g 0 0 0
! Co 185 ?Zt;él 931 2128 2(?3 i 0 0 0
1 Cp 189 ?Z;I 9?5 21;]3 2(?8 ? 0 0 0
! Ca 217 ?Zt;tl 10(319 31814 3(1)6 g 0 0 0
1 Ct 185 F{Z;aél 9%}1 2128 2(?3 i 0 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
L Cu 189 ?Zgl 9?5 21;13 2(7)8 § 0 0 0
L v 217 ?ét?il 10049 31§4 3(1)6 g 0 0 0
1 Cy 185 ?Zt;sl 951 2128 2(;3 2 0 0 0
L Cz 189 ?Zgail 9?5 22]3 2(7)8 ? 0 0 0
1 Cl 217 ??7&41 10049 31(\)14 3C1)6 ? 0 0 0
1 Cl 185 Tl‘zgél 9%1 214\118 2(;3 ASI 0 0 0
1 5 189 ?Z?Ll 9?5 21;13 2(;8 § 0 0 0
1 6 217 ?(f)it;‘;l 1(519 31(\)14 3(1)6 § 0 0 0
1 DA 185 ?Z;Z‘l 9%1 21:8 2(;3 ZSI 0 0 0
1 bB 189 ?Z?Ll 9?5 21;}3 2(;8 g 0 0 0
1 pe 217 Tgt%l 10(319 31(\)14 3C1)6 § 0 0 0
1 DF 185 112);21 9%1 214\1]8 2(?3 i 0 0 0
1 bG 189 112;1 9(;5 21;]3 2(?8 g 0 0 0
1 bH 217 ?2211 10(319 31(\)14 3(1)6 § 0 0 0
1 DK 185 ?Zt;g 9%)]1 2118 2(?3 i 0 0 0
! bL 189 1112);1 9(;5 21;13 2(?8 ?) 0 0 0
1 bM 217 ?2211 1(?319 31(\)14 3(1)6 § 0 0 0
1 bP 185 rjljzgzl 9%)]1 2128 2(?3 i 0 0 0
1 bQ 189 ?Z;l 9(;5 215\313 2(?8 g 0 0 0
! DR 217 1112211 10(319 31(\)14 3(1)6 g 0 0 0
1 bu 185 rfzgaél 9%]1 214\118 2(?3 i 0 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 bV 189 ?ZJ;I 9?5 21;]3 2(7)8 § 0 0 0
1 bW 217 ?2?41 10C49 31(\)I4 3(1)6 ? 0 0 0
1 bz 185 Tl‘zgaél 951 2128 2(;3 ZSI 0 0 0
L Da 189 ?Zgail 9?5 22]3 2(7)8 ? 0 0 0
1 bb 217 ??7&41 10C49 31(\)I4 3C1)6 ? 0 0 0
L De 185 ?Z;sl 9%1 2128 2(;3 2 0 0 0
1 D 189 Tl‘zg?ll 9?5 21;}3 2(7)8 § 0 0 0
1 Dg 217 ?gt;jll 1(519 318]4 3(1)6 § 0 0 0
1 D] 185 ?Z;%l 9%1 21:8 2(;3 i 0 0 0
1 Dk 189 ?Z?ll 9?5 21;13 2(7)8 g 0 0 0
1 bl 217 T(f)it;jll 1(519 31(\)14 3C1)6 § 0 0 0
L Do 185 ?Z;Z’l 9%11 2118 2(;3 i 0 0 0
1 Dp 189 ?ZEI 9?5 2213 2(?8 g 0 0 0
1 Dy 217 ?221 10(319 31814 3(1)6 § 0 0 0
1 bt 185 F{Zgg 9%)]1 2118 2(?3 i 0 0 0
L Du 189 ?ZEI 9?5 21;]3 2(?8 g 0 0 0
! Dy 217 ?221 1(519 31814 3(1)6 § 0 0 0
1 Dy 185 ?Zt;él 931 2128 2(?3 i 0 0 0
! bz 189 ?Z;I 9?5 21;]3 2(?8 ? 0 0 0
1 b1 217 ?gt;ll 10(319 31(\)14 3(1)6 g 0 0 0
1 b4 185 ?Zgaél 9%]1 2118 2(?3 ZSI 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 D5 189 ?Z;l 9?5 21;13 2(7)8 ? 0 y 0
1 D6 217 ??7341 1(519 31(\)I4 3(1)6 § 0 0 0
1 EA 185 ?Z;aél 951 2128 2(7)3 ASI 0 0 0
1 EB 189 ?Zgail 9?5 22]3 2(7)8 ? 0 0 0
1 EC 217 ??7341 1(519 31(\)I4 3C1)6 § 0 0 0
1 Bl 185 ?Z;jl 9%1 2128 2(7)3 ASL 0 0 0
1 EG 189 ?Z?Ll 9?5 21;13 2(7)8 § 0 0 0
1 EH 217 T(f)it;il 1(519 31(\)I4 3(1)6 § 0 0 0
1 B 185 ?Zg%l 9%1 21:8 2(7)3 ZSI 0 0 0
1 EL 189 TZ?LI 9?5 21§3 2(7)8 g 0 0 0
1 EM 217 ?gt;ll 1029 31(\;4 3C1)6 § 0 0 0
1 kP 185 ?Z;&;il 9%1 2118 2(?3 i 0 0 0
1 EQ 189 ?Z;l 9(;5 21;13 2(?8 ?) 0 0 0
1 ER 217 111(€)it7&jll 10(319 31(\;4 3(1)6 § 0 0 0
! EU 185 ?Z);Zl 9%1 2118 2(?3 i 0 0 0
! BV 189 ?Z;l 9(;5 212)13 2(?8 ?) 0 0 0
1 EW 217 ?2211 1(519 31(\;4 3(1)6 § 0 0 0
1 kz 185 ?Zt;él 9%1 2128 2(?3 i 0 0 0
! Fa 189 ?Z;I 9?5 21;]3 2(?8 ? 0 0 0
! kb 217 1112211 10(319 31(\;4 3(1)6 g 0 0 0
L te 185 ?Zgaél 931 2118 2(?3 i 0 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 Bt 189 TZJ;I 9?5 21;13 2(;8 § 0 y 0
1 kg 217 ?ét?il 10049 31§4 3(1)6 g 0 0 0
1 Ej 185 ?Zt;sl 951 2128 2(;3 2 0 0 0
1 Ek 189 ngail 9?5 2213 2(;8 ? 0 0 0
1 El 217 Tgt;i 10049 31(\)I4 3(1)6 2 0 0 0
L £o 185 ?Z;sl 9%1 2128 2(;3 2 0 0 0
L Ep 189 ?Z;l 9?5 21;3 2(7)8 § 0 0 0
! Ea 217 ?gt;jll 1(519 318]4 3(1)6 § 0 0 0
1 kit 185 ?Zt;)‘l 9%1 2128 2(?3 ZSI 0 0 0
L Eu 189 ?Z;l 9?5 2123 2(7)8 g 0 0 0
! B 217 Tgt;ll 10(319 31814 3C1)6 § 0 0 0
1 Ey 185 ?Z;Z’l 9%11 2118 2(;3 i 0 0 0
L bz 189 ?ZEI 9?5 2213 2(?8 g 0 0 0
1 k1 217 ?2211 10(319 31(\)14 3(1)6 § 0 0 0
1 k4 185 1112);21 9%)}1 2118 2(?3 i 0 0 0
! E5 189 1112);1 9(;5 21;]3 2(?8 ?) 0 0 0
1 k6 217 ?2211 1(519 31(\)14 3(1)6 g 0 0 0
1 FA 185 rjljzgél 9%)}1 2128 2(?3 i 0 0 0
1 FB 189 ?Z;l 9(;5 215\313 2(?8 g 0 0 0
! FC 217 1112211 10(319 31(\)14 3(1)6 i 0 0 0
1 FE 185 F{Zgg 9%]1 2128 2(?3 ZSI 0 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 Fa 189 ?Z;l 9?5 21;13 2(;8 ? 0 y 0
1 FH 217 ??7&41 1()049 31(\)14 3(1)6 2 0 0 0
1 FK 185 Tl‘Zgaél 951 2128 2(;3 ASI 0 0 0
1 KL 189 ?Zgail 9?5 22]3 2(;8 ? 0 0 0
1 M 217 ??7&41 10049 31(\)14 3C1)6 2 0 0 0
1 P 185 TI‘ZZZI le 2128 2(;3 ASI 0 0 0
1 FQ 189 ?Z?Ll 9?5 2123 2(;8 § 0 0 0
1 FR 217 ?2?41 1(319 31(\)14 3(1)6 § 0 0 0
1 kU 185 ?Z;Z‘l 9%1 2128 2(;3 ZSI 0 0 0
1 v 189 TZ?LI 9?5 21;}3 2(;8 g 0 0 0
1 W 217 ?ggil 10(319 31(\)14 3C1)6 § 0 0 0
1 Fz 185 112);21 9%1 214\118 2(?3 i 0 0 0
! Fa 189 ?ZEI 9?5 2213 2(?8 g 0 0 0
1 Fb 217 ?égzl 10(319 31(\)14 3(1)6 § 0 0 0
L Fe 185 ?Z;Z’l 9%1 2118 2(?3 i 0 0 0
! Ff 189 1112);1 9(;5 21;13 2(?8 ?) 0 0 0
! g 217 ?221 1(519 31814 3(1)6 § 0 0 0
1 F 185 ?Zt;él 931 2128 2(?3 i 0 0 0
1 Fk 189 ?Z;l 9(;5 215\313 2(?8 g 0 0 0
! F 217 111((2)t7il11 10(319 31(\)14 3(1)6 § 0 0 0
L Fo 185 ?Zgaél 931 2118 2(?3 i 0 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
L tp 189 ?Zgl 9?5 21;13 2(7)8 § 0 0 0
L Fa 217 ?ét?il 10049 31§4 3(1)6 g 0 0 0
1 ke 185 Tl‘zgaél 951 2128 2(;3 ZSI 0 0 0
L tu 189 ?Zgail 9?5 22]3 2(7)8 ? 0 0 0
L by 217 ?ét?il 1(519 31§4 3C1)6 ? 0 0 0
1 Fy 185 ?Z;sl 9%1 2128 2(;3 2 0 0 0
L bz 189 ?Z;l 9?5 21;3 2(7)8 § 0 0 0
1 Fl 217 ?6)?41 1(519 31(\)I4 3(1)6 § 0 0 0
1 b 185 Tl‘Z;%l 9%1 2128 2(;3 ZSI 0 0 0
1 e 189 TZ?LI 9?5 21;)13 2(?8 g 0 0 0
1 F6 217 T(E)it;ll 10(319 31(\)14 3C1)6 § 0 0 0
1 GA 185 F{Zgg 9%1 214\118 2(?3 ZSI 0 0 0
1 GB 189 112;1 9(;5 21;)13 2(?8 ?) 0 0 0
1 GC 217 1;2;&;11 10(319 31(\)14 3(1)6 § 0 0 0
1 GF 185 F{Zgg 9%1 2118 2(?3 i 0 0 0
! GG 189 1112;1 9(;5 21;13 2(?8 ?) 0 0 0
1 GH 217 1;2;&;11 1&9 31(\)14 3(1)6 i 0 0 0
1 GK 185 rjljzgzl 951 2128 2(?3 i 0 0 0
1 GL 189 ?Z;I 9(;5 215\313 2(;8 ? 0 0 0
! GM 217 1112211 10(319 31(\;4 3(1)6 i 0 0 0
1 GP 185 ?Zgaél 9%}1 2128 2(?3 ZSI 0 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 GQ 189 ?Z;l 9?5 22]3 2(;8 ? 0 y 0
1 GR 217 T??aéll 1()049 31(\)I4 3(1)6 ? 0 0 0
1 GU 185 Tl‘Zgaél 951 2128 2(;3 ZSI 0 0 0
1 GV 189 ngail 9?5 2213 2(;8 ? 0 0 0
1 GW 217 Tgt;j 10049 31(\)I4 3(1)6 ? 0 0 0
1 GZ 185 Tl‘Zgél 9%1 2128 2(;3 ZSI 0 0 0
L Ga 189 ?Z;l 9?5 21;3 2(7)8 § 0 0 0
1 Gb 217 T(f)it;‘;l 1(319 31(\)I4 3(1)6 § 0 0 0
L Ge 185 ?Z;%l 9%1 21:8 2(;3 i 0 0 0
1 G 189 ?Z?Ll 9?5 21;)13 2(7)8 g 0 0 0
L G 217 Tgt;ll 10(319 31814 3C1)6 § 0 0 0
1 G 185 ?Z;Z’l 9%11 2118 2(;3 i 0 0 0
1 Gk 189 112;1 9(;5 21;13 2(?8 g 0 0 0
1 Gl 217 1lj(f)it;jll 10(319 31(\;4 3(1)6 § 0 0 0
L Go 185 ?Z;Z’l 9%1 2118 2(?3 i 0 0 0
1 Gp 189 ?ZEI 9?5 21;]3 2(?8 g 0 0 0
1 Gq 217 ?221 1(519 31814 3(1)6 § 0 0 0
1 Gt 185 rjljzgél 9%)}1 2128 2(?3 i 0 0 0
! Gu 189 ?Z;I 9?5 21;]3 2(?8 ? 0 0 0
! Gv 217 ?Zt;tl 10(319 31814 3(1)6 g 0 0 0
1 Gy 185 ?Zgaél 931 2118 2(?3 i 0 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
L Gz 189 ?Zgl 9?5 21;13 2(7)8 § 0 0 0
1 Gl 217 T??Zl 1(519 31(\)I4 3(1)6 § 0 0 0
1 G4 185 ?Zgaél 9%1 2128 2(7)3 ASL 0 0 0
1 G3 189 ?Zgail 9?5 22]3 2(7)8 ? 0 0 0
1 G6 217 Tgt;i 1(519 31(\)I4 3C1)6 2 0 0 0
1 HA 185 ?Z;%l 9%1 21:1]8 2(7)3 ASL 0 0 0
1 HB 189 ?Z?Ll 9?5 2123 2(7)8 § 0 0 0
1 HC 217 T?:?Zl 1(519 31(\)I4 3(1)6 § 0 0 0
1 HE 185 ?Zggl 9%1 2128 2(7)3 ZSI 0 0 0
1 HG 189 TZ?LI 9?5 21;3 2(7)8 g 0 0 0
1 HH 217 111(6)5211 10(319 31(\;4 3C1)6 § 0 0 0
1 HK 185 F{Z;&g 9%1 2118 2(?3 i 0 0 0
1 HL 189 ?Zgjl 9?5 21;13 2(?8 g 0 0 0
1 HM 217 111(€)it7éjll 10(319 31(\;4 3(1)6 § 0 0 0
! Hp 185 ?Z);Zl 9%1 2118 2(?3 i 0 0 0
! HQ 189 12;2;1 9?5 212)13 2(?8 ?) 0 0 0
1 HR 217 111(€)it7illl 1(?319 31(\;4 3(1)6 § 0 0 0
1 Hu 185 jljzgaél 9%}1 2128 2(?3 i 0 0 0
1 Hy 189 jljzga{l 9(;5 215\')13 2(?8 g 0 0 0
! HwW 217 1112211 10(319 31(\)I4 3(1)6 i 0 0 0
! Hz 185 ?Zgaél 9%}1 21:1]8 2(;3 ZSL 0 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
L Ha 189 ?Zgl 9?5 21;13 2(7)8 § 0 0 0
1 Hb 217 ??7&41 10C49 31(\)I4 3(1)6 § 0 0 0
L He 185 ?Zt;sl 951 2128 2(;3 2 0 0 0
1 Hi 189 Tl‘zgail 9?5 2213 2(7)8 ? 0 0 0
1 He 217 ?ét?il 1(519 31§4 3C1)6 ? 0 0 0
1 H] 185 ?Z;sl 9%1 2128 2(;3 2 0 0 0
1 Hk 189 Tl‘zg?ll 9?5 21;)13 2(7)8 § 0 0 0
1 HI 217 ??:721 1(519 31(\)I4 3(1)6 § 0 0 0
L Ho 185 ?Z;%l 9%1 21:8 2(;3 i 0 0 0
L Hp 189 ?Z;l 9?5 2123 2(7)8 g 0 0 0
1 Ha 217 Tgt;ll 10(319 31814 3C1)6 § 0 0 0
1 H 185 112);%1 9%1 214\118 2(;3 ZSI 0 0 0
L Hu 189 ?ZEI 9?5 2213 2(?8 g 0 0 0
! fv 217 ?221 10(319 31814 3(1)6 § 0 0 0
1 Hy 185 ?Z;Z’l 9%1 2118 2(?3 i 0 0 0
L Hz 189 ?ZEI 9?5 21;]3 2(?8 g 0 0 0
1 i 217 1112211 1(519 31(\)14 3(1)6 § 0 0 0
1 14 185 rjljzgzl 9%]1 2128 2(;3 i 0 0 0
1 H5 189 rjljzgail 9(;5 215\')13 2(?8 ?) 0 0 0
1 H6 217 ?gt;ll 10(319 31(\)14 3(1)6 i 0 0 0
1 1A 185 F{Zgg 9%]1 2118 2(?3 i 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 1B 189 ?Z;l 9?5 21;]3 2(;8 § 0 y 0
1 1C 217 T??aéll 1()049 31(\)I4 3(1)6 § 0 0 0
1 1 185 ?Z;aél 951 2128 2(;3 ASI 0 0 0
1 1G 189 ?Zgail 9?5 2213 2(;8 ? 0 0 0
1 IH 217 Tgt;ll 10C49 31(\)I4 3C1)6 2 0 0 0
1 IK 185 ?Z;?jl 9%1 2128 2(;3 ASL 0 0 0
1 1L 189 ?Z?Ll 9?5 21;3 2(;8 § 0 0 0
1 M 217 Tgt;‘;l 1(319 31(\)I4 3(1)6 § 0 0 0
1 1P 185 ?Zt;sl 9%1 21:8 2(;3 ZSI 0 0 0
1 1Q 189 ?Z?Ll 9?5 21;)13 2(?8 g 0 0 0
1 IR 217 ?gt;ll 10(319 31(\;4 3C1)6 § 0 0 0
1 U 185 112);&;51 9%1 2118 2(?3 i 0 0 0
1 v 189 112;1 9(;5 21;)13 2(?8 g 0 0 0
1 W 217 1;2;?11 10(319 31(\;4 3(1)6 g 0 0 0
! 1z 185 ?Z;Zl 9%1 2118 2(?3 i 0 0 0
! la 189 ?ZEI 9?5 21;]3 2(?8 g 0 0 0
1 b 217 1;2;11 1(519 31(\;4 3(1)6 § 0 0 0
! e 185 ?Zt;él 931 2128 2(?3 i 0 0 0
1 it 189 ?Z;I 9(;5 215\')13 2(?8 g 0 0 0
! Ig 217 ?Zt;tl 10(319 31814 3(1)6 g 0 0 0
! 1 185 jljzgaél 9%)31 2128 2(;3 i 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 Ik 189 ?Z;l 9?5 21;13 2(;8 § 0 y 0
1 1 217 ??7341 1(519 31(\)I4 3(1)6 2 0 0 0
L o 185 ?Zt;sl 951 2128 2(;3 2 0 0 0
L tp 189 ?Zgail 9?5 22]3 2(7)8 ? 0 0 0
L lq 217 ?ét?il 1(519 31§4 3C1)6 ? 0 0 0
1 It 185 Tl‘zgél 9%1 2128 2(;3 ZSI 0 0 0
L fu 189 ?Z;l 9?5 21;3 2(7)8 § 0 0 0
! v 217 ?gt;jll 1(519 318]4 3(1)6 § 0 0 0
1 ly 185 ?Z;%l 9%1 21:8 2(;3 i 0 0 0
L 1z 189 ?Z;l 9?5 2123 2(7)8 g 0 0 0
1 1 217 %711 10(319 31(\;4 3C1)6 § 0 0 0
1 14 185 1125251 9%1 2118 2(?3 ZSI 0 0 0
1 15 189 ?Z;l 9(13’5 21;]3 2(?8 ?) 0 0 0
1 16 217 ?2211 10(319 31(\;4 3(1)6 § 0 0 0
1 JA 185 ?Z;ZI 9%1 2118 2(?3 ZSI 0 0 0
! B 189 1;223{1 9?5 212)13 2(?8 ?) 0 0 0
1 G 217 ?2211 1(519 31(\;4 3(1)6 i 0 0 0
1 ¥ 185 rjljzgzil 9%)}1 2128 2(?3 i 0 0 0
1 1G 189 ?Z;l 9(;5 215\313 2(?8 ? 0 0 0
! JH 217 lljgt;ll 10(319 31(\;4 3(1)6 i 0 0 0
1 K 185 ?Zgaél 9%}1 2128 2(?3 ZSI 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 JL 189 ?Z;l 9?5 21;]3 2(;8 § 0 y 0
1 M 217 ??7&41 1(519 31(\)14 3(1)6 g 0 0 0
1 P 185 Tl‘zgaél 9%1 2128 2(;3 ZSI 0 0 0
1 1Q 189 ngail 9?5 2213 2(;8 ? 0 0 0
1 IR 217 ??7&41 1(519 31(\)14 3(1)6 g 0 0 0
1 JU 185 Tl‘zgél 9%1 2128 2(;3 ZSI 0 0 0
1 IV 189 ?Z?Ll 9?5 21;3 2(;8 g 0 0 0
1 W 217 ?6)?41 1(519 31(\)14 3(1)6 § 0 0 0
1 1z 185 Tl‘Z;%l 9%1 2128 2(;3 ZSI 0 0 0
! Ja 189 ?Z;l 9?5 2123 2(7)8 g 0 0 0
1 Ib 217 111(€)it7éjll 10(319 31(\)14 3C1)6 § 0 0 0
L Je 185 ?Z;Z’l 9%11 2118 2(;3 i 0 0 0
1 It 189 ?Z;l 9(;5 21;]3 2(?8 ?) 0 0 0
L T 217 ?221 10(319 31814 3(1)6 § 0 0 0
1 1 185 ?Z;Z’l 9%1 2118 2(?3 i 0 0 0
! Ik 189 1112);1 9(;5 212)13 2(?8 ?) 0 0 0
1 Il 217 ?2211 I(SLQ 31(\)14 3(1)6 g 0 0 0
! Jo 185 ?Zt;él 931 2128 2(?3 i 0 0 0
1 P 189 ?Z;I 9?5 21;]3 2(?8 ? 0 0 0
! 14 217 ?Zt;tl 10(319 31814 3(1)6 g 0 0 0
1 It 185 F{Z;aél 9%}1 2128 2(?3 i 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
L Ju 189 ?Zgl 9?5 21;13 2(7)8 § 0 0 0
L v 217 ?ét?il 10049 31§4 3(1)6 g 0 0 0
1 Iy 185 ?Zt;sl 951 2128 2(;3 2 0 0 0
L )z 189 ?Zgail 9?5 22]3 2(7)8 ? 0 0 0
1 I 217 ??7&41 10049 31(\)14 3C1)6 ? 0 0 0
1 4 185 Tl‘zgél 9%1 214\118 2(;3 ASI 0 0 0
1 15 189 ?Z?Ll 9?5 21;13 2(;8 § 0 0 0
1 16 217 ?(f)it;‘;l 1(519 31(\)14 3(1)6 § 0 0 0

e Molecule 2 is a RNA chain called 5’-R(P*UP*UP*AP*AP*UP*AP*UP*UP*UP*UP*UP*
AP*UP*UP*UP*UP*U)-3".

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 AD 17 TZ’)OéLtgl 1?7 éll\(IS 1(2)9 11.; 0 0 0
2 Al 17 Tf’)oéltgl 1?7 411\(2 1(2)9 11.; 0 0 0
2 AN 17 T?)Oéltgl 1?7 ﬁll\EIS 1(2)9 11.; 0 0 0
2 AS 17 goigl 1?7 ﬁll\é 1(2)9 11.; 0 0 0
IIEEF ST EEEEE
2 Ac 17 1;)0;3 | 1?7 411\(2 1(2)9 112 0 0 0
IR T EEEEE
2| Am 17 1;)0531 1(;7 zll\é 1(2)9 112 0 0 0
2 Ar 17 1;0531 1(5]7 zll\é 1(2)9 112 0 0 0
2| Aw 17 goig | 1(5J7 zll\é 1(2)9 112 0 0 0
e | v [N [ o |

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 AT 17 Tfioéltgl 1?7 élL\EIS 1(2)9 11.; 0 0 0
2 BD 17 Tfioéltgl 1?7 élL\EIS 1(2)9 11.; 0 0 0
2 Bl 17 TZ’)Oéltgl 1?7 élL\EIS 1(2)9 11.; 0 0 0
2 BN 17 TZ’)Oéltgl 1?7 le\EIS 1(2)9 11.; 0 0 0
2 B3 17 TBOZESI 1?7 le\é 1(2)9 11.; 0 0 0
2 BX 17 Ti)?éltgl 1?7 411\;5 1(2)9 E 0 0 0
2 Be 17 gozfgl 1?7 411\(2‘ 1(2)9 112 0 0 0
IR HEEEEE
2| Bm 17 1;)0531 1(;7 zll\é 1(2)9 112 0 0 0
2 Br 17 gozfgl 1(537 zll\é 1(2)9 11.; 0 0 0
2| Bw 17 gozfgl 1(5J7 zll\é 1(2)9 112 0 0 0
IEEEN T K
| v [T S X OoFT 0 [ o [
o v [T SN OoET 0 [ o |
o | v [T XoFT 0 [ o [
IR T HEEEE
IR HEEEEE
o | v [T oSO 0 [ o [
2 Ce 17 1;)0531 1?7 zlx\is 1(;9 1P; 0 0 0
2 Ch 17 1;30531 1?7 élL\EIS 1(;9 1P; 0 0 0
2| Cm 17 gozfgl 1?7 411\23 1(;9 1P; 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 Cr 17 20531 1?7 zll\is 1(2)9 11.; 0 0 0
2| Cw 17 20531 1?7 zll\is 1(2)9 1P7 0 0 0
2 2 17 TZ’)Oéltgl 1?7 élL\EIS 1(2)9 11.; 0 0 0
2 cr 17 TZ’)Oéltgl 1?7 le\EIS 1(2)9 11.; 0 0 0
2 bb 17 TBOZESI 1?7 le\é 1(2)9 11.; 0 0 0
2 bl 17 Ti)?éltgl 1?7 411\;5 1(2)9 E 0 0 0
IR HEEREEE
IR ST HEEREEE
IR ST HEEREE
2| De 17 gozfgl 1(537 zll\é 1(2)9 11.; 0 0 0
IR K
2| Dm 17 gozfgl 1(537 zll\é 1(2)9 12 0 0 0
2 br 17 gozfgl 1(537 zll\é 1(;9 12 0 0 0
2| Dw 17 gozfgl 1(537 zll\é 1(;9 12 0 0 0
IR K
AR K
IR K
[ m | v [T oS OoF 0 [ o [
2 EN 17 goélt;l 1?7 élL\EIS 1(;9 1P; 0 0 0
2 ES 17 1;30531 1?7 élL\EIS 1(;9 1P; 0 0 0
2 EX 17 1;30531 1?7 élL\EIS 1(;9 1P; 0 0 0

Continued on next page...

sPrpe
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 te 17 20531 1?7 zll\is 1(2)9 11.; 0 0 0
2 Eh 17 T304t9al 1?7 éll\(IS 1(2)9 11.; 0 0 0
2 | bm 17 l;)ozfgl 1?7 zll\is 1(2)9 1P7 0 0 0
2 Er 17 l;)ozfgl 1?7 is 1(;9 1P7 0 0 0
2 Ew k7 1;)0531 1(;7 is 1(2)9 1P7 0 0 0
2 E2 17 T?)OLESI 1?7 411\;3 1(2)9 E 0 0 0
IR ST HEEEEE
IOEENF ST HEEEEE
IR ST HEEREEE
IR T HEEEEE
IR EEEEE
ITEEF ST EEEEE
2 Fe 17 goig | 1(537 zll\é 1(;9 12 0 0 0
IR ST REEEE
2| bm 17 T?)og | 1(5]7 zll\é 1(;9 12 0 0 0
2 Fr 17 T?)og | 1(5]7 zli\é 1(;9 E 0 0 0
2 Fw 17 Tﬁ; | 1(537 zli\é 1C2)9 E 0 0 0
IR ST EEEEE
2 k7 17 goélt;l 1?7 411\613 1(;9 1P; 0 0 0
2 GD 17 goéltgl 1?7 LIL\EIS 1(;9 1P; 0 0 0
2 GI 17 goéltgl 1?7 éll\(IS 1(;9 1P; 0 0 0

Continued on next page...

sPrpe
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 GN 17 T304t9al 1?7 éll\(IS 1(2)9 11.; 0 0 0
2 G 17 T304t9al 1?7 éll\(IS 1(2)9 11.; 0 0 0
2 GX 17 Tf’)oéltgl 1?7 éll\EIS 1(2)9 11.; 0 0 0
2 Ge 17 l;)ozfgl 1?7 is 1(;9 1P7 0 0 0
2 Gh 17 TBOéfgl 1?7 ﬁll\é 1(2)9 11.; 0 0 0
2| Gm L7 20531 1(;7 411\(2 1(2)9 12 0 0 0
2 Gr 17 gozfgl 1?7 411\(2‘ 1(2)9 112 0 0 0
2| Gw 17 1;)0531 1?7 411\(2 1(2)9 112 0 0 0
ICEEF ST HEEEEE
ICAEEN-F ST HEEREEE
IR ST EEEEE
IR ST REEEE
| v [T [ o |
IR ST REEEE
IR ST EEEEE
2 He 17 gozfgl 1(5]7 zli\é 1(;9 E 0 0 0
m | v [T [ o |
2| Hm 17 1;)0;;1 1(5j7 zlx\f; 1(;9 1P; 0 0 0
2 Hr 17 1;)0531 1?7 zlx\is 1(;9 1P; 0 0 0
2| Hw 17 gozfgl 1?7 411\23 1(;9 1P; 0 0 0
2 H2 17 goéltgl 1?7 éll\(IS 1(;9 1P; 0 0 0

Continued on next page...

sPrpe
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 HT 17 Tfioéltgl 1?7 élL\EIS 1(2)9 11.; 0 0 0
2 1D 17 Tfioéltgl 1?7 élL\EIS 1(2)9 11.; 0 0 0
2 1l 17 TZ’)Oéltgl 1?7 élL\EIS 1(2)9 11.; 0 0 0
2 IN 17 TZ’)Oéltgl 1?7 le\EIS 1(2)9 11.; 0 0 0
2 15 17 TBOZESI 1?7 le\é 1(2)9 11.; 0 0 0
2 X 17 Ti)?éltgl 1?7 411\;5 1(2)9 E 0 0 0
2 e 17 gozfgl 1?7 411\(2‘ 1(2)9 112 0 0 0
IDEEFF ST HEEEEE
2 tm 17 1;)0531 1(;7 zll\é 1(2)9 112 0 0 0
2 Ir 17 gozfgl 1(537 zll\é 1(2)9 11.; 0 0 0
2 tw 17 gozfgl 1(5J7 zll\é 1(2)9 112 0 0 0
IR K
v | v [T oY OoF 0 [ o [
IR HREEEE
IR T HEEEEE
IR HEEEEE
[ w | v [T oY OoFT 0 [ o [
IR HEEEEE
2 Je 17 1;)0531 1?7 zlx\is 1(;9 1P; 0 0 0
2 Ih 17 1;30531 1?7 élL\EIS 1(;9 1P; 0 0 0
2| Jm 17 gozfgl 1?7 411\23 1(;9 1P; 0 0 0

Continued on next page...

sPrpe
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 . 17 20531 1?7 zll\is 1(2)9 11.; 0 0 0
2 w 17 20531 1?7 zll\is 1(2)9 1P7 0 0 0
2 12 17 T?)Oéltgl 1?7 éll\EIS 1(2)9 11.; 0 0 0
2 ol 17 T?)Oéltgl 1?7 ﬁll\EIS 1(2)9 11.; 0 0 0

e Molecule 3 is CALCIUM ION (three-letter code: CA) (formula: Ca).

Mol | Chain | Residues Atoms ZeroOcc | AltConf

3 It 1 Total Ca 0 0
1 1

3 U 1 Total Ca 0 0
1 1

3 CA 1 Total Ca 0 0
1 1

3 17 1 Total Ca 0 0
1 1

3 o 1 Total Ca 0 0
1 1

5 FK 1 Total Ca 0 0
1 1

5 D7 1 Total Ca 0 0
1 1

5 Clo 1 Total Ca 0 0
1 1

5 Af 1 Total Ca 0 0
1 1

5 BF 1 Total Ca 0 0
1 1

5 IL 1 Total Ca 0 0
1 1

5 c4 1 Total Ca 0 0
1 1

5 Gt 1 Total Ca 0 0
1 1

5 Df 1 Total Ca 0 0
1 1

3 HF 1 Toltal Cla 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf

5 Be 1 Total Ca 0 0
1 1

5 AA 1 Total Ca 0 0
1 1

i Total Ca

3 Hj 1 1 1 0 0

5 JA 1 Total Ca 0 0
1 1

5 Al 1 Total Ca 0 0
1 1

5 D4 1 Total Ca 0 0
1 1

5 AL 1 Total Ca 0 0
1 1

5 37 1 Total Ca 0 0
1 1

5 DP 1 Total Ca 0 0
1 1

5 He 1 Total Ca 0 0
1 1

3 GK 1 Total Ca 0 0
1 1

3 7 1 Total Ca 0 0
1 1

3 P 1 Total Ca 0 0
1 1

3 EU 1 Total Ca 0 0
1 1

3 AT 1 Total Ca 0 0
1 1

3 7 1 Total Ca 0 0
1 1

3 o 1 Total Ca 0 0
1 1

3 Bo 1 Total Ca 0 0
1 1

3 DK 1 Total Ca 0 0
1 1

3 DF 1 Total Ca 0 0
1 1

3 GA 1 Toltal Cia 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 DU 1 Total Ca 0 0
1 1
5 Ao 1 Total Ca 0 0
1 1
Total Ca
3 Jy 1 1 1 0 0
5 U 1 Total Ca 0 0
1 1
5 Co 1 Total Ca 0 0
1 1
. Total Ca
3 Gj 1 1 1 0 0
5 o 1 Total Ca 0 0
1 1
Total Ca
3 Cy 1 1 1 0 0
5 BU 1 Total Ca 0 0
1 1
i Total Ca
3 Aj 1 1 1 0 0
3 1P 1 Total Ca 0 0
1 1
3 o 1 Total Ca 0 0
1 1
3 Cp 1 Total Ca 0 0
1 1
3 DA 1 Total Ca 0 0
1 1
3 AT 1 Total Ca 0 0
1 1
3 Mt 1 Total Ca 0 0
1 1
3 a7 1 Total Ca 0 0
1 1
3 BK 1 Total Ca 0 0
1 1
3 To 1 Total Ca 0 0
1 1
3 Ct 1 Total Ca 0 0
1 1
3 BZ 1 Toltal Cia 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf

5 rp 1 Total Ca 0 0
1 1

5 Bk 1 Total Ca 0 0
1 1

5 ap 1 Total Ca 0 0
1 1

5 AP 1 Total Ca 0 0
1 1

Total Ca

3 11 1 1 1 0 0

5 Tt 1 Total Ca 0 0
1 1

5 At 1 Total Ca 0 0
1 1

5 B5 1 Total Ca 0 0
1 1

5 R 1 Total Ca 0 0
1 1

5 BF 1 Total Ca 0 0
1 1

3 BQ 1 Total Ca 0 0
1 1

3 I 1 Total Ca 0 0
1 1

3 e 1 Total Ca 0 0
1 1

3 K 1 Total Ca 0 0
1 1

3 a1 1 Total Ca 0 0
1 1

3 Al 1 Total Ca 0 0
1 1

3 F7 1 Total Ca 0 0
1 1

3 A7 1 Total Ca 0 0
1 1

3 o 1 Total Ca 0 0
1 1

3 BK 1 Total Ca 0 0
1 1

3 If 1 Toltal Cia 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 a4 1 Total Ca 0 0
1 1
5 14 1 Total Ca 0 0
1 1
. Total Ca
3 Jj 1 1 1 0 0
Total Ca
3 Ey 1 1 1 0 0
Total Ca
3 Je 1 1 1 0 0
5 IA 1 Total Ca 0 0
1 1
5 Ip 1 Total Ca 0 0
1 1
5 aF 1 Total Ca 0 0
1 1
. Total Ca
3 Dj 1 1 1 0 0
5 Ep 1 Total Ca 0 0
1 1
3 Dy 1 Total Ca 0 0
1 1
3 HA 1 Total Ca 0 0
1 1
3 Dt 1 Total Ca 0 0
1 1
3 4 1 Total Ca 0 0
1 1
3 Jo 1 Total Ca 0 0
1 1
3 Go 1 Total Ca 0 0
1 1
3 K 1 Total Ca 0 0
1 1
3 BB 1 Total Ca 0 0
1 1
3 U 1 Total Ca 0 0
1 1
3 17 1 Total Ca 0 0
1 1
3 Do 1 Toltal Cia 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Ca
3 Io 1 1 1 0 0
5 Fle 1 Total Ca 0 0
1 1
5 CK 1 Total Ca 0 0
1 1
5 Geo 1 Total Ca 0 0
1 1
5 U 1 Total Ca 0 0
1 1
5 FA 1 Total Ca 0 0
1 1
5 Bt 1 Total Ca 0 0
1 1
5 P 1 Total Ca 0 0
1 1
5 4 1 Total Ca 0 0
1 1
5 Fo 1 Total Ca 0 0
1 1
3 HU 1 Total Ca 0 0
1 1
. Total Ca
3 Ij 1 1 1 0 0
) Total Ca
3 Cj 1 1 1 0 0
3 Hy 1 Total Ca 0 0
1 1
3 o 1 Total Ca 0 0
1 1
Total Ca
3 By 1 1 1 0 0
3 QU 1 Total Ca 0 0
1 1
3 r1 1 Total Ca 0 0
1 1
3 on] 1 Total Ca 0 0
1 1
3 EC 1 Total Ca 0 0
1 1
Total Ca
3 It 1 1 1 0 0
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MolProbity failed to run properly; EDS was not executed - this setion will therefore be empty.
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3 Data and refinement statistics (i)
EDS was not executed - this section will therefore be incomplete.
Property Value Source
Space group P1211 Depositor
Cell constants 411.74A  403.90A 412.46A .
Depositor
a, b, c,a, 8,7 90.00° 89.65° 90.00°
Resolution (A) 50.01 — 2.90 Depositor
/0 Data completencss 74.9 (50.01-2.90) Depositor
(in resolution range)
Rinerge 0.14 Depositor
Raym (Not available) Depositor
<I/o(l)>"1 2.99 (at 2.91A) Xtriage
Refinement program CNS 1.3 Depositor
R, Ryree 0.251 , 0.285 Depositor
Wilson B-factor (A?) 45.5 Xtriage
Anisotropy 0.138 Xtriage
0.025 for -1,k,h
0.034 for -h,-1-k
0.024 for -h,Lk
0.044 for -k,-h,-1
0.024 for k,h -1
Estimated twinning fraction 0.017 for -1,-h,k Xtriage
0.030 for -k,1-h
0.038 for 1,h k
0.027 for k,-1-h
0.035 for h,-k,-1
0.030 for -1,-k,-h
L-test for twinning? <|L|>=0.39, < L? > =10.22 Xtriage
Outliers 0 of 2217465 reflections Xtriage
Total number of atoms 588120 wwPDB-VP
Average B, all atoms (A?) 73.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 1.47% of the height of the origin peak. No significant pseudotranslation is detected.

Intensities estimated from amplitudes.

2Theoretical values of < |L| >, < L? > for acentric reflections are 0.5, 0.375 respectively for untwinned datasets,

and 0.333, 0.2 for perfectly twinned datasets.

WO RLDWIDE

PROTEIN DATA BANK


http://wwpdb.org/validation/2016/XrayValidationReportHelp#data_stats
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4 Model quality (i)

4.1 Standard geometry (i)

MolProbity failed to run properly - this section will therefore be empty.

4.2 Too-close contacts (i)

MolProbity failed to run properly - this section will therefore be empty.

4.3 Torsion angles (i)
4.3.1 Protein backbone (1)

MolProbity failed to run properly - this section will therefore be empty.

4.3.2 Protein sidechains (1)

MolProbity failed to run properly - this section will therefore be empty.

4.3.3 RNA (D

MolProbity failed to run properly - this section will therefore be empty.

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

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

4.5 Carbohydrates (i)

There are no carbohydrates in this entry.

4.6 Ligand geometry (i)

Of 120 ligands modelled in this entry, 120 are monoatomic - leaving 0 for Mogul analysis.
There are no bond length outliers.
There are no bond angle outliers.

There are no chirality outliers.


http://wwpdb.org/validation/2016/XrayValidationReportHelp#model_quality
http://wwpdb.org/validation/2016/XrayValidationReportHelp#standard_geometry
http://wwpdb.org/validation/2016/XrayValidationReportHelp#close_contacts
http://wwpdb.org/validation/2016/XrayValidationReportHelp#torsion_angles
http://wwpdb.org/validation/2016/XrayValidationReportHelp#protein_backbone
http://wwpdb.org/validation/2016/XrayValidationReportHelp#protein_sidechains
http://wwpdb.org/validation/2016/XrayValidationReportHelp#rna
http://wwpdb.org/validation/2016/XrayValidationReportHelp#nonstandard_residues_and_ligands
http://wwpdb.org/validation/2016/XrayValidationReportHelp#nonstandard_residues_and_ligands
http://wwpdb.org/validation/2016/XrayValidationReportHelp#nonstandard_residues_and_ligands
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There are no torsion outliers.
There are no ring outliers.

No monomer is involved in short contacts.

4.7 Other polymers (i)

There are no such residues in this entry.

4.8 Polymer linkage issues (i)

There are no chain breaks in this entry.


http://wwpdb.org/validation/2016/XrayValidationReportHelp#nonstandard_residues_and_ligands
http://wwpdb.org/validation/2016/XrayValidationReportHelp#polymer_linkage
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5 Fit of model and data (i)

5.1 Protein, DNA and RNA chains (i)

EDS was not executed - this section will therefore be empty.

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

EDS was not executed - this section will therefore be empty.

5.3 Carbohydrates (i)

EDS was not executed - this section will therefore be empty.

5.4 Ligands (i)

EDS was not executed - this section will therefore be empty.

5.5 Other polymers (i)

EDS was not executed - this section will therefore be empty.
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