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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 3.20 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 | - 5
Ramachandran outliers I | T 0.1%
Sidechain outliers IENT 0.1%
Worse Better

0 Percentile relative to all structures

[I Percentile relative to all EM structures

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

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

Mol | Chain | Length Quality of chain

1 A 740 90% 10%
1 Al 740 89% 11%
1 A2 740 87% 13%
1 AA 740 91% 9%
2 B 739 87% 13%
2 B1 739 86% 14%
2 B2 739 86% 14%
2 BB 739 85% 15%

Continued on next page...
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Mol | Chain | Length Quality of chain
3 C 80 = 86% 14%
5%

3 | C1 8 | 5 159

3 C2 80 = 88% 11%

3 CC 80 = 84% 16%

4 D 134 93% 7%
4 D1 134 n 94% 6%
4 D2 134 i 91% 9%
4 DD 134 94% 6%

5%

) El 60 92% 8%
5 E2 60 - 92% 8%
6 F 139 92% 8%
6 F1 139 n 90% 10%
6 FF 139 88% 12%

7 I 31 94% 6%
7 I1 31 97%

7 IT 31 97%

8 J 48 83% 6%  10%
8 J1 48 81% 8% | 10%
8 J2 48 79% 10%  10%
8 JJ 48 77% 12%  10%
9 K 74 - 68% 4% 1%
9 K1 74 - 96%

9 KK 74 - 72% 9% 19%
10 L1 166 = 89% 11%
11 M 31 84% 16%

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

11 M1 31 - 94% 6%
10%

11 M2 31 97%

11 MM 31 94% 6%

12 X 39 == 95% 5%
10%

12 X1 39 r— 92% 8%

12 X2 39 == 90% 10%

12 XX 39 = 97%

13 F2 137 n 85% 13%

14 12 33 - 94% 6%

15 K2 73 - 88% 12%

16 L2 167 n 89% 10% -

17 E 63 - 90% 10%

17 EE 63 - 87% 13%

18 L 154 = 95% 5%

18 LL 154 = 94% 6%

The following table lists non-polymeric compounds, carbohydrate monomers and non-standard
residues in protein, DNA, RNA chains that are outliers for geometric or electron-density-fit crite-

ria:

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
19 | CLA A 801 X - - -
19 | CLA A 804 X - - -
19 | CLA A 805 X - - -
19 | CLA A 806 X - - -
19 | CLA A 807 X - - -
19 | CLA A 808 X - - -
19 | CLA A 809 X - - -
19 | CLA A 810 X - - -
19 | CLA A 811 X - - -
19 | CLA A 812 X - - -
19 | CLA A 813 X - - -
19 CLA A 814 X - - -
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Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
19 | CLA A 815 X - - -
19 | CLA A 816 X - - -
19 | CLA A 817 X - - -
19 | CLA A 818 X - - -
19 | CLA A 819 X - - -
19 | CLA A 821 X - - -
19 | CLA A 822 X - - -
19 | CLA A 823 X - - -
19 | CLA A 824 X - - -
19 | CLA A 825 X - - -
19 | CLA A 826 X - - -
19 | CLA A 827 X - - -
19 | CLA A 828 X - - -
19 | CLA A 829 X - - -
19 | CLA A 830 X - - -
19 | CLA A 831 X - - -
19 | CLA A 832 X - - -
19 | CLA A 833 X - - -
19 | CLA A 834 X - - -
19 | CLA A 835 X - - -
19 | CLA A 836 X - - -
19 | CLA A 837 X - - -
19 | CLA A 838 X - - -
19 | CLA A 839 X - - -
19 | CLA A 840 X - - -
19 | CLA A 841 X - - -
19 | CLA A 842 X - - -
19 | CLA A 844 X - - -
19 | CLA A 852 X - - -
19 | CLA Al 801 X - - -
19 | CLA Al 803 X - - -
19 | CLA Al 804 X - - -
19 | CLA Al 806 X - - -
19 | CLA Al 807 X - - -
19 | CLA Al 808 X - - -
19 | CLA Al 809 X - - -
19 | CLA Al 810 X - - -
19 | CLA Al 811 X - - -
19 | CLA Al 812 X - - -
19 | CLA Al 813 X - - -
19 | CLA Al 814 X - - -
19 | CLA Al 815 X - - -
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Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
19 | CLA Al 816 X - - -
19 | CLA Al 817 X - - -
19 | CLA Al 818 X - - -
19 | CLA Al 820 X - - -
19 | CLA Al 821 X - - -
19 | CLA Al 822 X - - -
19 | CLA Al 823 X - - -
19 | CLA Al 824 X - - -
19 | CLA Al 825 X - - -
19 | CLA Al 826 X - - -
19 | CLA Al 827 X - - -
19 | CLA Al 828 X - - -
19 | CLA Al 829 X - - -
19 | CLA Al 830 X - - -
19 | CLA Al 831 X - - -
19 | CLA Al 832 X - - -
19 | CLA Al 833 X - - -
19 | CLA Al 834 X - - -
19 | CLA Al 835 X - - -
19 | CLA Al 836 X - - -
19 | CLA Al 837 X - - -
19 | CLA Al 838 X - - -
19 | CLA Al 839 X - - -
19 | CLA Al 840 X - - -
19 | CLA Al 841 X - - -
19 | CLA Al 842 X - - -
19 | CLA Al 844 X - - -
19 | CLA Al 852 X - - -
19 | CLA A2 801 X - - -
19 | CLA A2 802 X - - -
19 | CLA A2 804 X - - -
19 | CLA A2 805 X - - -
19 | CLA A2 806 X - - -
19 | CLA A2 807 X - - -
19 | CLA A2 808 X - - -
19 | CLA A2 809 X - - -
19 | CLA A2 810 X - - -
19 | CLA A2 811 X - - -
19 | CLA A2 812 X - - -
19 | CLA A2 813 X - - -
19 | CLA A2 814 X - - -
19 | CLA A2 815 X - - -
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Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
19 | CLA A2 816 X - - -
19 | CLA A2 817 X - - -
19 | CLA A2 818 X - - -
19 | CLA A2 819 X - - -
19 | CLA A2 820 X - - -
19 | CLA A2 821 X - - -
19 | CLA A2 822 X - - -
19 | CLA A2 823 X - - -
19 | CLA A2 824 X - - -
19 | CLA A2 825 X - - -
19 | CLA A2 826 X - - -
19 | CLA A2 827 X - - -
19 | CLA A2 828 X - - -
19 | CLA A2 829 X - - -
19 | CLA A2 830 X - - -
19 | CLA A2 831 X - - -
19 | CLA A2 832 X - - -
19 | CLA A2 833 X - - -
19 | CLA A2 834 X - - -
19 | CLA A2 835 X - - -
19 | CLA A2 837 X - - -
19 | CLA A2 838 X - - -
19 | CLA A2 839 X - - -
19 | CLA A2 840 X - - -
19 | CLA A2 841 X - - -
19 | CLA A2 842 X - - -
19 | CLA A2 844 X - - -
19 | CLA A2 852 X - - -
19 | CLA AA 801 X - - -
19 | CLA AA 804 X - - -
19 | CLA AA 805 X - - -
19 | CLA AA 806 X - - -
19 | CLA AA 807 X - - -
19 | CLA AA 808 X - - -
19 | CLA AA 809 X - - -
19 | CLA AA 810 X - - -
19 | CLA AA 811 X - - -
19 | CLA AA 812 X - - -
19 | CLA AA 813 X - - -
19 | CLA AA 814 X - - -
19 | CLA AA 815 X - - -
19 | CLA AA 816 X - - -
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Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
19 | CLA AA 817 X - - -
19 | CLA AA 818 X - - -
19 | CLA AA 819 X - - -
19 | CLA AA 820 X - - -
19 | CLA AA 821 X - - -
19 | CLA AA 823 X - - -
19 | CLA AA 824 X - - -
19 | CLA AA 825 X - - -
19 | CLA AA 826 X - - -
19 | CLA AA 827 X - - -
19 | CLA AA 828 X - - -
19 | CLA AA 829 X - - -
19 | CLA AA 830 X - - -
19 | CLA AA 831 X - - -
19 | CLA AA 832 X - - -
19 | CLA AA 833 X - - -
19 | CLA AA 834 X - - -
19 | CLA AA 835 X - - -
19 | CLA AA 836 X - - -
19 | CLA AA 837 X - - -
19 | CLA AA 838 X - - -
19 | CLA AA 839 X - - -
19 | CLA AA 840 X - - -
19 | CLA AA 841 X - - -
19 | CLA AA 842 X - - -
19 | CLA AA 843 X - - -
19 | CLA AA 845 X - - -
19 | CLA AA 853 X - - -
19 | CLA B 801 X - - -
19 | CLA B 802 X - - -
19 | CLA B 803 X - - -
19 | CLA B 804 X - - -
19 | CLA B 805 X - - -
19 | CLA B 806 X - - -
19 | CLA B 807 X - - -
19 | CLA B 808 X - - -
19 | CLA B 809 X - - -
19 | CLA B 810 X - - -
19 | CLA B 811 X - - -
19 | CLA B 812 X - - -
19 | CLA B 813 X - - -
19 | CLA B 814 X - - -
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Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
19 | CLA B 815 X - - -
19 | CLA B 816 X - - -
19 | CLA B 817 X - - -
19 | CLA B 818 X - - -
19 | CLA B 819 X - - -
19 | CLA B 820 X - - -
19 | CLA B 821 X - - -
19 | CLA B 822 X - - -
19 | CLA B 823 X - - -
19 | CLA B 824 X - - -
19 | CLA B 825 X - - -
19 | CLA B 826 X - - -
19 | CLA B 827 X - - -
19 | CLA B 828 X - - -
19 | CLA B 829 X - - -
19 | CLA B 830 X - - -
19 | CLA B 831 X - - -
19 | CLA B 832 X - - -
19 | CLA B 834 X - - -
19 | CLA B 835 X - - -
19 | CLA B 836 X - - -
19 | CLA B 837 X - - -
19 | CLA B 846 X - - -
19 | CLA B 854 X - - -
19 | CLA B 858 X - - -
19 | CLA B 859 X - - -
19 | CLA B 860 X - - -
19 | CLA B1 801 X - - -
19 | CLA B1 802 X - - -
19 | CLA B1 803 X - - -
19 | CLA B1 804 X - - -
19 | CLA B1 805 X - - -
19 | CLA B1 806 X - - -
19 | CLA B1 807 X - - -
19 | CLA B1 808 X - - -
19 | CLA B1 809 X - - -
19 | CLA B1 810 X - - -
19 | CLA B1 811 X - - -
19 | CLA B1 812 X - - -
19 | CLA B1 813 X - - -
19 | CLA B1 814 X - - -
19 | CLA B1 815 X - - -
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Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
19 | CLA B1 816 X - - -
19 | CLA B1 817 X - - -
19 | CLA B1 818 X - - -
19 | CLA B1 819 X - - -
19 | CLA B1 820 X - - -
19 | CLA B1 821 X - - -
19 | CLA B1 822 X - - -
19 | CLA B1 823 X - - -
19 | CLA B1 824 X - - -
19 | CLA B1 825 X - - -
19 | CLA B1 826 X - - -
19 | CLA B1 827 X - - -
19 | CLA B1 828 X - - -
19 | CLA B1 829 X - - -
19 | CLA B1 830 X - - -
19 | CLA B1 831 X - - -
19 | CLA B1 832 X - - -
19 | CLA B1 833 X - - -
19 | CLA B1 834 X - - -
19 | CLA B1 835 X - - -
19 | CLA B1 836 X - - -
19 | CLA B1 845 X - - -
19 | CLA B1 848 X - - -
19 | CLA B1 849 X - - -
19 | CLA B1 850 X - - -
19 | CLA B2 801 X - - -
19 | CLA B2 802 X - - -
19 | CLA B2 803 X - - -
19 | CLA B2 804 X - - -
19 | CLA B2 805 X - - -
19 | CLA B2 806 X - - -
19 | CLA B2 807 X - - -
19 | CLA B2 808 X - - -
19 | CLA B2 809 X - - -
19 | CLA B2 810 X - - -
19 | CLA B2 811 X - - -
19 | CLA B2 812 X - - -
19 | CLA B2 813 X - - -
19 | CLA B2 814 X - - -
19 | CLA B2 815 X - - -
19 | CLA B2 816 X - - -
19 | CLA B2 817 X - - -
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Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
19 | CLA B2 818 X - - -
19 | CLA B2 819 X - - -
19 | CLA B2 820 X - - -
19 | CLA B2 821 X - - -
19 | CLA B2 822 X - - -
19 | CLA B2 823 X - - -
19 | CLA B2 824 X - - -
19 | CLA B2 825 X - - -
19 | CLA B2 826 X - - -
19 | CLA B2 827 X - - -
19 | CLA B2 828 X - - -
19 | CLA B2 829 X - - -
19 | CLA B2 830 X - - -
19 | CLA B2 831 X - - -
19 | CLA B2 832 X - - -
19 | CLA B2 834 X - - -
19 | CLA B2 835 X - - -
19 | CLA B2 836 X - - -
19 | CLA B2 837 X - - -
19 | CLA B2 846 X - - -
19 | CLA B2 849 X - - -
19 | CLA B2 850 X - - -
19 | CLA B2 851 X - - -
19 | CLA B2 852 X - - -
19 | CLA BB 801 X - - -
19 | CLA BB 802 X - - -
19 | CLA BB 803 X - - -
19 | CLA BB 804 X - - -
19 | CLA BB 805 X - - -
19 | CLA BB 806 X - - -
19 | CLA BB 807 X - - -
19 | CLA BB 808 X - - -
19 | CLA BB 809 X - - -
19 | CLA BB 810 X - - -
19 | CLA BB 811 X - - -
19 | CLA BB 812 X - - -
19 | CLA BB 813 X - - -
19 | CLA BB 814 X - - -
19 | CLA BB 815 X - - -
19 | CLA BB 816 X - - -
19 | CLA BB 817 X - - -
19 | CLA BB 818 X - - -
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Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
19 | CLA BB 819 X - - -
19 | CLA BB 820 X - - -
19 | CLA BB 821 X - - -
19 | CLA BB 822 X - - -
19 | CLA BB 823 X - - -
19 | CLA BB 824 X - - -
19 | CLA BB 825 X - - -
19 | CLA BB 826 X - - -
19 | CLA BB 827 X - - -
19 | CLA BB 828 X - - -
19 | CLA BB 829 X - - -
19 | CLA BB 830 X - - -
19 | CLA BB 831 X - - -
19 | CLA BB 833 X - - -
19 | CLA BB 834 X - - -
19 | CLA BB 835 X - - -
19 | CLA BB 836 X - - -
19 | CLA BB 845 X - - -
19 | CLA BB 852 X - - -
19 | CLA BB 855 X - - -
19 | CLA BB 856 X - - -
19 | CLA F 301 X - - -
19 | CLA F 302 X - - -
19 | CLA F1 301 X - - -
19 | CLA F1 302 X - - -
19 | CLA F1 305 X - - -
19 | CLA F2 301 X - - -
19 | CLA F2 302 X - - -
19 | CLA FF 301 X - - -
19 | CLA FF 302 X - - -
19 | CLA FF 305 X - - -
19 | CLA J 101 X - - -
19 | CLA J1 101 X - - -
19 | CLA J1 103 X - - -
19 | CLA J2 101 X - - -
19 | CLA J2 103 X - - -
19 | CLA JJ 101 X - - -
19 | CLA JJ 103 X - - -
19 | CLA K 101 X - - -
19 | CLA K 102 X - - -
19 | CLA K1 102 X - - -
19 | CLA K1 103 X - - -
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Continued from previous page...

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
19 | CLA K1 105 X - - -

19 | CLA K2 102 X - - -

19 | CLA K2 104
19 | CLA KK 101
19 | CLA KK 102
19 | CLA L 202
19 | CLA L 203
19 | CLA L 204
19 | CLA L1 205
19 | CLA L1 206
19 | CLA L1 207
19 | CLA L2 204
19 | CLA L2 205
19 | CLA L2 206
19 | CLA LL 201
19 | CLA LL 202
19 | CLA LL 203
19 | CLA X 101
19 | CLA X1 101
19 | CLA X2 101
19 | CLA XX 101
20 CLO A 803
20 CLO Al 802
20 CLO A2 803
20 CLO AA 803

o] Bl o] ot o] el e et e et e Bt e el e et e et e et e et e
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2 Entry composition (i)

There are 28 unique types of molecules in this entry. The entry contains 199181 atoms, of which
99577 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 Photosystem I P700 chlorophyll a apoprotein Al.

Mol | Chain | Residues Atoms AltConf | Trace
1 Al 740 ;Floélt?; 3&%9 5?7 2 18\(1)0 9(7)6 281 0 0
1 A2 740 ;Floéltg(li 35%9 56120 18\(1)0 9?6 281 0 0
1 A 740 ;rloi% 38009 5(?7 7 1(1)\(1)0 9?6 281 0 0
1 AA 740 ;Floigé 38009 5(?7 7 1(1)\(1)0 9?6 281 0 0

e Molecule 2 is a protein called Photosystem I P700 chlorophyll a apoprotein A2 1.

Mol | Chain | Residues Atoms AltConf | Trace
2 Bl 739 ;Flog% 39(5)5 5(1;50 91:)]0 1(%6 188 0 0
2 B2 739 ;Floggi 3(;)5 5252 91;)10 10%6 188 0 0
2 B 739 ;Fl‘);;é 39C05 5(257 9210 10%6 188 0 0
2 BB 739 ;Fl‘);;é 39005 5(?76 91S\JIO 1(%6 188 0 0
e Molecule 3 is a protein called Photosystem I iron-sulfur center.

Mol | Chain | Residues Atoms AltConf | Trace
3 ¢ 50 L85 367 s 103 118 1) 0
3 2 80 rl1ﬂ(it7a91 3(637 512—310 11(\)13 1(1)8 181 0
3 C 80 rf(igall 357 515—312 11(\313 1(1)8 lsl 0
3 cC 80 ?(igil 3g7 5132 11(\)13 1?8 181 0

e Molecule 4 is a protein called Photosystem I reaction center subunit II.
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Mol | Chain | Residues Atoms AltConf | Trace
4 b1 134 1;82331 6(634 1(1);7 11;18 183 ? 0 0
4 b2 134 ggt%l 6%4 1(512 11;18 183 ? 0 0
4 b 134 §8t7a81 6?4 1(512 11;18 1;)3 ? 0 0
4 bD 134 ggt%l 6g4 1(512 11;18 183 ? 0 0
e Molecule 5 is a protein called Photosystem I reaction center subunit IV.
Mol | Chain | Residues Atoms AltConf | Trace
s B0 e s am s | 0|
s B 0 | e s s 0|
e Molecule 6 is a protein called Photosystem I reaction center subunit III.
Mol | Chain | Residues Atoms AltConf | Trace
0 ki 139 rg(l)ia; 6?8 10H52 11;19 2(81 g 0 0
0 F 139 g‘itﬁl 6?8 10};1 11;19 2(81 g 0 0
0 FE 139 g(itlaQI 6?8 1(?52 1§9 281 2 0 0

e Molecule 7 is a protein called Photosystem I reaction center subunit VIII.

Mol | Chain | Residues Atoms AltConf | Trace
e S s o | 0|0
Tl W w0 |0
ARENEE -

e Molecule 8 is a protein called Photosystem I reaction center subunit IX.

Mol | Chain | Residues Atoms AltConf | Trace
Total C H N O
8 J1 43 701 237 355 52 57 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
8 12 43 T7OOt fl 2?7 31;15 ;)\IZ 507 0 0
8 J 43 T70()t fl 2?7 31;15 51\; 507 0 0
8 1] 43 T;)()tg l 2?7 3}514 51\; 507 0 0

e Molecule 9 is a protein called Photosystem I reaction center subunit PsaK 1.

Mol | Chain | Residues Atoms AltConf | Trace
) K1 & ?8;1 3?6 5}515 61%\; 55)2 ? 0 0
o | K | 0 | g s | 0 |0
o | KK |0 | o g a0 |0

e Molecule 10 is a protein called Photosystem I reaction center subunit XI.

Mol | Chain | Residues Atoms AltConf | Trace
Total C H N O S
10 L1 166 2483 810 1239 213 220 1 0 0

e Molecule 11 is a protein called Photosystem I reaction center subunit XII.

Mol | Chain | Residues Atoms AltConf | Trace
1 Mi 31 E)E;Cg 1 120 2136 ?1>\; 48’) 0 0
1 M2 31 E);g 1 120 2216 ?1>\; 23 0 0
1 M 31 rl;i)tg 1 lg() 2136 ?)N7 483 0 0
1 MM 31 r{ff)tg l 1%0 21—516 ?i\; 483 0 0

e Molecule 12 is a protein called Photosystem I 4.8 kDa protein.

Mol | Chain | Residues Atoms AltConf | Trace
12 Xl 39 1;50531 2(1]2 31518 éll\; 48% 0 0
12 X2 39 1;50;?1 2(1]2 31518 ZIL\EI) z% 0 0

Continued on next page...
$roe
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Mol | Chain | Residues Atoms AltConf | Trace
Total C H N O
12 X 39 628 212 319 49 48 0 0
Total C H N O
12 KX 39 628 212 319 49 48 0 0

e Molecule 13 is a protein called Photosystem I reaction center subunit III.

Mol | Chain | Residues Atoms AltConf | Trace
Total C H N O S
13 k2 137 2087 670 1040 177 198 2 0 0

e Molecule 14 is a protein called Photosystem I reaction center subunit VIII.

Mol | Chain | Residues Atoms AltConf | Trace
Total C H N O
14 12 33 536 186 268 37 45 0 0

e Molecule 15 is a protein called Photosystem I reaction center subunit PsaK 1.

Mol | Chain | Residues Atoms AltConf | Trace
Total C H N O S
15 K2 3 1081 353 550 & 91 1 0 0

e Molecule 16 is a protein called Photosystem I reaction center subunit XI.

Mol | Chain | Residues Atoms AltConf | Trace
Total C H N O S
16 L2 167 2498 K815 1245 215 222 1 0 0

e Molecule 17 is a protein called Photosystem I reaction center subunit IV.

Mol | Chain | Residues Atoms AltConf | Trace
Total C H N O
17 2 63 994 321 492 86 95 0 0
Total C H N O
17 EE 63 994 321 492 86 95 0 0

e Molecule 18 is a protein called Photosystem I reaction center subunit XI.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C H N O S
18 L 154 2309 758 1153 196 201 1 0 0
Total C H N O S
18 LL 154 2310 758 1154 196 201 1 0 0

e Molecule 19 is CHLOROPHYLL A (three-letter code: CLA) (formula: Cs5H72MgN,Os).

CLA

Mol | Chain | Residues Atoms AltConf
19 | Al I Zgga; 19074 22H61 12143g 11;12 2(35 0
19 | Al 1 ZEEZI 19074 22HG1 12143% 11;12 285 0
19 | Al 1 3:22&51 19074 22HG1 T:),g 11;12 285 0
19 | Al 1 Té?? 19074 22H61 114; 11;12 2(85 0
19 | Al 1 Té??l 19074 2;{61 Te,g 11;12 2(85 0
19 | Al 1 Zgga; 1574 2;{61 124;; 11;12 2(85 0
19 | Al 1 Zgg 1574 2;{61 T:ag 11;12 2(85 0
19 | Al 1 Zgggl 1574 2;{61 12143g 11;12 2(85 0
19 1 Al 1 Zgga; 1574 2;{61 12143g 11;12 2(85 0
19 | Al 1 th;gl 1574 2;{61 ¥3g 11;12 2(85 0

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

Mol | Chain | Residues Atoms AltConf
19 | Al 1 Zgga; 1574 2;{61 1}44; 11;12 2(85 0
19 | Al 1 ZZ?ZI 19C74 2;{61 1>f3g 11;12 2(85 0
19 | Al 1 Zg’ga; 19C74 2;{61 1>f3g 11;12 2(85 0
19 | Al 1 ZZ;ZI 19C74 2;{61 1214?? 11;12 2(85 0
19 | Al 1 Zgga; 19C74 2;{61 id?)g 11;12 2(85 0
19 | Al I Z?,EZI 19C74 2;{61 ljf3g 11;12 2(0)5 ¥
19 | Al 1 ZZZ? 19C74 2;{61 1:143g 11;12 285 0
19 | Al I Zgg 19C74 2;{61 idrsg 11;12 2(35 ¥
19 | Al 1 th;;l 1574 2;{61 lfssg 11;12 2(35 ¥
19 | Al 1 th;)l 19074 22H61 lsz 11;12 285 0
19 | Al 1 Zgg 19074 22H61 idsg 11;12 2(35 ¥
19 | Al 1 Z(é;l 19074 22H61 idssg 11;12 2(85 0
19 | Al I ZEEZI 19074 22H61 1145 11;12 2(35 0
19 | Al 1 Zgga; 1574 22H61 12143g 11;12 2(35 0
19 | Al 1 Zgga; 19074 22H61 12143? 11;12 285 0
19 1 Al 1 Zggl 19074 22HG1 T:f 11;12 285 0
19 | Al 1 ZEZZI 19074 22H61 T:ag 11;12 285 0
19 | Al 1 Z(ét{%l 19074 2;{61 Te,g 11;12 2(85 0
19 | Al 1 Zggaél 19074 2;{61 Te,g 11;12 285 0
19 | Al 1 th%l 1574 2;{61 124;; 11;12 2(85 0
19 | Al I Zgga; 1574 2;{61 T:ag 11;12 2(85 0

Continued on next page...
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Mol | Chain | Residues Atoms AltConf
19 | Al 1 Zgga; 1574 2;{61 1}44; 11;12 2(85 0
19 | Al 1 ZZ?ZI 19C74 2;{61 1>f3g 11;12 2(85 0
19 | Al 1 Zg’ga; 19C74 2;{61 1>f3g 11;12 2(85 0
19 | Al 1 ZZ;ZI 19C74 2;{61 1214?? 11;12 2(85 0
19 | Al 1 Zgga; 19C74 2;{61 id?)g 11;12 2(85 0
19 | Al 1 Z?,EZI 19C74 2;{61 ljf3g 11;12 2(0)5 ¥
19 | Al 1 ZZZ? 19C74 2;{61 1:143g 11;12 285 0
19 | Al I Zgg 19C74 2;{61 idrsg 11;12 2(35 ¥
19 | Al 1 th;;l 1574 2;{61 lfssg 11;12 2(35 ¥
19 | Al 1 th;)l 19074 22H61 lsz 11;12 285 0
19 | Al 1 Zgg 19074 22H61 idsg 11;12 2(35 ¥
19 | Al 1 Z(é;l 19074 22H61 idssg 11;12 2(85 0
19 | Bl 1 Zgﬁl 15%5 2;{53 1214(% 1120 1(;6 0
19 | Bl 1 Zgﬁl 19%5 2;{53 12140g 1120 1(;6 0
19 | Bl 1 Zgﬁl 19005 2;{53 12146% 1120 126 0
19 | Bl 1 Zgﬁl 19%5 2;{53 T(;g 1120 1;)6 0
19 | Bl 1 ZEZZI 19%5 2;{53 T(;g 112310 126 0
19 | Bl 1 ZEZT 19%5 2;{53 11% 1120 1(;6 0
19 | Bl 1 ZEZT 19%5 2;{53 T(;g 12]0 126 0
19 | Bl 1 Zgﬁl 1;5)5 2;{53 T(;g 12]0 1(236 0
19 | Bl 1 ZEZZI 15)5 2;{53 Tog 112510 1(236 0

Continued on next page...
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Mol | Chain | Residues Atoms AltConf
19| Bl 1 ZEZT 1&)5 2;{53 zdog 116\310 126 0
19| Bl 1 Zgﬁl 19C05 2;{53 idog 116\310 1(536 0
191 Bl 1 ZEZT 19%5 2;{53 idog 116\310 1(5?6 0
191 Bl 1 Z(;Zl 19%5 2;{53 12146% 11(\310 1(8)6 0
191 Bl I ZEZT 19%5 2;{53 idog 11(\310 1(8)6 0
19 Bl ! ZEZT 19Co5 22H53 idog 11(\5]0 1(8)6 0
19 Bl 1 ZEZT 19Co5 22H53 idog 116\310 1(536 0
19 Bl 1 ZEZT 19%5 22H53 idog 11(\5]0 1(5?6 0
19 Bl 1 ZEZT 15%5 22%3 lfog 11(\5]0 1(536 0
19 Bl 1 ZEZT 19005 22}23 1214(% 11(\5]0 126 0
19 Bl 1 ZEZT 19005 22%3 1145 1120 1(536 0
19 Bl 1 Zgﬁl 19005 2;{53 1\4% 1120 1(636 0
19 Bl 1 Zgﬁl 15)5 2;{53 1\4% 1120 1(;6 0
19 Bl 1 Zgﬁl 19%5 2;{53 12146% 1120 1(;6 0
19 Bl 1 Zgﬁl 19%5 2;{53 12146% 1120 126 0
19 Bl 1 Zgﬁl 19%5 2;{53 T(;g 1120 126 0
19 Bl 1 ZEZT 19%5 2;{53 T(;g 1120 126 0
19 Bl ! ZEZT 19%5 2;{53 T(;g 1120 126 0
19 Bl 1 Zgﬁl 19%5 2;{53 T(;g 12]0 126 0
19 Bl 1 Zgﬁl 19%5 2;{53 lf(;g 12]0 1(236 0
19 Bl 1 Zgﬁl 1;(335 2;{53 lzfog 116\510 1(236 0

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

Mol | Chain | Residues Atoms AltConf
19 | Bl 1 ZEZT 152)5 2;{53 idog 116\310 1(;6 0
19 | Bl I ZEZT 19%5 2;{53 lfog 116\310 1(536 0
19 | Bl 1 Zgﬁl 19%5 2;{53 lfog 116\310 1(5?6 0
19 | Bl I ZEZT 19%5 2;{53 lzfog 11(\310 1(8)6 0
19 | Bl 1 ZEZT 19%5 2;{53 lzfog 11(\310 1(536 0
19 | Bl 1 ZEZT 19Co5 22H53 idog 11(\5]0 1(8)6 0
19 | Bl 1 ZEZT 19Co5 22H53 idog 116\310 1(536 0
19 | Bl 1 ZEZT 19%5 22H53 idog 11(\5]0 1(5?6 ’
19 | Bl 1 ZEZT 15%5 22%3 lfog 11(\5]0 1(536 0
19 | Bl 1 ZEZT 19005 22}23 1214(% 11(\5]0 126 0
19 | F1 1 1“20531 1(139 1132 hgg 11\; 1% 0
19 | Fl 1 1“20;31 1(139 1}212 hg,g Fz Ss 0
19 | Fl 1 T206t§,1 1(139 1}212 hg,g i\; g 0
o | oo R 0
o | R 0
19 | Ki 1 1‘20;;1 133 ;{2 hgg 11\; g ’
19 | Ki 1 gozt;l 1%3 ;{2 hgg 11\; 8, ’
19 | K1 1 gozt;l 1%3 ;{2 hgg 11\; 1(?% ’
19 | 11 1 205??1 121 2132 hgg i\; 1?3 0
19 | 11 1 T:aogt??l 1%1 2132 hgg g 1?3 0
19 | 11 1 T:aogt;l 131 2132 l\:dag g P5 0

Continued on next page...
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Mol | Chain | Residues Atoms AltConf
I <1 ) Total 3C5 3% N{g 1} (5) 0
19 | A2 1 ZZBZI 19C55 2;{27 lf?)g 11;12 2(85 0
19 | A2 1 ZZ’E)ZI 19C55 2;{27 lfzag 11;12 2(85 0
19 | A2 1 Zgga; 19055 2;{27 1145 11;12 2(85 0
19 | A2 1 52531 19C55 2;{27 idzag 11;12 2(85 0
19 | A2 1 Zgg;l 19C55 2;{27 ¥§ 11;12 285 ¥
19 | A2 1 Z(éff%l 19C55 2;{27 id?)g 11;12 285 0
19 | A2 I ZEBZI 19C55 2;{27 ljf3g 11;12 2(35 ¥
19 A2 1 Zgg;l 1555 2;{27 lfssg 11;12 2(35 ¥
19 A2 1 ZEBZI 19055 2;{27 lsz 11;12 285 0
19 A2 1 ZEBZI 19055 2;{27 114?? 11;12 2(35 ¥
19 | A2 1 Z(éf)agl 19055 2;{27 idssg 11;12 2(85 0
19 | A2 I Zgga; 19055 2;{27 1145 11;12 2(35 0
19 | A2 1 Zgga; 1555 2;{27 idsg 11;12 2(35 0
19 | A2 1 52831 19055 2;{27 12143? 11;12 285 0
19 | A2 1 52831 19055 2;{27 T?% 11;12 285 0
19 | A2 1 Z(e)sga; 19055 2;{27 T:ag 11;12 2(35 0
19 | A2 1 Z‘éff;l 19055 2;{27 T:ag 11;12 2(85 0
19 | A2 1 Zggaél 19055 2;{27 T:ag 11;12 285 0
19 | A2 1 Zggazl 1555 2;{27 124;; 11;12 2(85 0
19 | A2 I Zggazl 1555 2;{27 T?)g 11;12 2(85 0

Continued on next page...
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EMD-10461, 6TCL

Continued from previous page...

Mol | Chain | Residues Atoms AltConf
19 | A2 1 ZZE)ZI 1555 2;{27 1}f3g 11;12 2(85 0
19 | A2 1 ZZBZI 19C55 2;{27 lf?)g 11;12 2(85 0
19 | A2 1 ZZ’E)ZI 19C55 2;{27 lfzag 11;12 2(85 0
19 | A2 1 Zgga; 19055 2;{27 1145 11;12 2(85 0
19 | A2 1 52531 19C55 2;{27 idzag 11;12 2(85 0
19 | A2 1 Zgg;l 19C55 2;{27 ¥§ 11;12 285 ¥
19 | A2 1 Z(éff%l 19C55 2;{27 id?)g 11;12 285 0
19 | A2 I ZEBZI 19C55 2;{27 ljf3g 11;12 2(35 ¥
19 A2 1 Zgg;l 1555 2;{27 lfssg 11;12 2(35 ¥
19 A2 1 ZEBZI 19055 2;{27 lsz 11;12 285 0
19 A2 1 ZEBZI 19055 2;{27 114?? 11;12 2(35 ¥
19 | A2 1 Z(éf)agl 19055 2;{27 idssg 11;12 2(85 0
19 | A2 I Zgga; 19055 2;{27 1145 11;12 2(35 0
19 | A2 1 Zgga; 1555 2;{27 idsg 11;12 2(35 0
19 | A2 1 52831 19055 2;{27 12143? 11;12 285 0
19 | A2 1 52831 19055 2;{27 T?% 11;12 285 0
19 | A2 1 Z(e)sga; 19055 2;{27 T:ag 11;12 2(35 0
19 | A2 1 Z‘éff;l 19055 2;{27 T:ag 11;12 2(85 0
19 | A2 1 Zggaél 19055 2;{27 T:ag 11;12 285 0
19 | A2 1 Zggazl 1555 2;{27 124;; 11;12 2(85 0
19 | A2 I Zggazl 1555 2;{27 T?)g 11;12 2(85 0

Continued on next page...
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Mol | Chain | Residues Atoms AltConf
19 | A2 1 ZZE)ZI 1555 2;{27 1}f3g 11;12 2(85 0
19 | A2 1 ZZBZI 19C55 2;{27 lf?)g 11;12 2(85 0
19 | B2 1 Z(;gl 19095 2?I>{58 ¥2g 116\318 1(9)6 0
19 | B2 1 Z(;gl 19095 2?I>{58 lzfzg 11(\318 1(9)6 0
19 | B2 1 Z(;gl 19095 2?I>{58 idzg 11(\318 1(9)6 0
19 | B2 1 Z%a; 19095 23H58 ljf2g 116\318 1(9)6 ¥
19 | B2 1 Z%{;l 19C95 2?I>{58 1>f2g 11(\318 1(9)6 ¥
19 | B2 I Z(;t;)l 1595 2?{{58 1?5 11(\5]8 186 ¥
19 | B2 1 Z(;t;;l 1595 2?1558 Ing 11(\5]8 186 ¥
19 | B2 1 Z(;t;;l 19095 2?%8 IYQg 11(\;8 186 ¥
19 | B2 1 Z(;g;l 19095 2?%8 12142g 1128 1(;6 ¥
19 | B2 1 Z(;g;l 19095 2?I>{58 12142g 1128 1(36 0
19 | B2 I Z?ggl 19095 2?I>{58 12142g 1128 1(36 0
19 | B2 1 Z%Zl 19C95 2?I>{58 12142g 1128 1(36 0
19 | B2 1 Z?EZI 19095 2:558 12142g 1128 186 0
19 | B2 1 Z(;gl 19095 2:558 Tf 1128 186 0
19 | B2 1 1‘%21 19095 2??’)8 Tég 1128 186 0
19 | B2 1 Zggl 19095 22?58 Tf 1128 1(36 0
19 | B2 1 Z(;gaél 19095 22?58 TQg 1128 186 0
19 | B2 1 Z(;gaél 1595 2??58 TQg 12]8 1(;6 0
19 | B2 I Z(;g;l 1595 2??58 TQg 116\518 1(;6 0

Continued on next page...
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Mol | Chain | Residues Atoms AltConf
19 B2 L Z(;gl 19%5 25?58 1}1[2‘5 116\318 186 0
19 B2 1 Z(;gl 19095 25?58 1>f2g 116\318 1(9)6 0
19 B2 L Z(;t;;l 19(295 2;){58 1>f2g 116\318 1(9)6 0
19 B2 1 Z(;g?)l 19%5 2?I>{58 121/[2g 11(\318 1(9)6 0
19 B2 1 Z(;g?)l 19%5 2?I>{58 121/[2g 11(\318 1(9)6 0
19 B2 ! 10 1005 23 ds 08 106 0
19 B2 L Z(;t;:)l 19C95 2?I>{58 1}4/[2% 116\318 1(9)6 0
19 B2 L Z(;t;)l 19%5 2?{{58 ZIZg 116\318 1(36 0
19 B2 L Z(;t;;l 1&%5 2?1558 ZIQg 11§8 1(36 0
19 B2 L Z(;t;)l 19095 2?%8 121/[2g 11(\518 186 0
19 B2 L Z?gzl 19095 2?%8 121/12g 1128 1(36 0
19 B2 L Z(;gzl 19C95 2?%8 121/12g 1128 1(36 0
19 B2 L Z?g;l 12%5 2?%8 121/12g 112518 1(36 0
19 B2 L Z(;g;l 12%5 2??58 121/12‘3 1128 1(36 0
19 B2 L Z(;g;l 19095 2??58 121/12g 1128 186 0
19 B2 : Z(;t;;l 19(395 2??’)8 TQg 1128 186 0
19 B2 L Z%Zl 19%5 2??’)8 TQg 112518 186 0
19 B2 : :l;g;l 19%5 2?2{58 TQg 1128 186 0
19 B2 : Z??Ql 19(5395 2?3158 TQg 112518 186 0
19 B2 ! Z(;t;;l 1;5])5 2??58 121/[; 116\318 1(56 0
19 B2 ! Z(;t;;l 1;53)5 2?58 121/[2‘3 11(\)’18 1((36 0

Continued on next page...
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Mol | Chain | Residues Atoms AltConf
19 | B2 ! Z(;gl 1595 25?58 ¥2g 116\318 1(9)6 0
19 | B2 I Z%Zl 19Cg5 25?58 lfzg 116\318 1(9)6 0
v or | Wi s 2 88 | O
v ow | i s 2 88 | O
w2 | T s o s 6 0
o o2 T s 2 s 0
19 | K2 1 Y A ’
ook T a0 s s 0
19 | L2 1 1;50;??1 1(5}6 11;17 l\g,g 11\; 1?3 0
19 | L2 1 1;50;;1 1(536 115_317 l\gg 11\; 105 0
19 | L2 1 1;,0;??1 1(;6 115_317 l\gg 11\; Ss 0
19 | X2 1 T(;t;ﬂ 3?5 3}; h?g 12 (5) !
9] A 1 ngfél 19027 2;%)7 12142g 1128 2(32 0
19 1 A 1 ZEZ%I 19(327 2;%)7 12142g 1128 2(32 0
19 | A 1 ZEZ%I 19027 25)7 12142g 1128 282 0
190 A 1 ZEZ%I 19027 25)7 Tf 1128 282 0
19 | A 1 Z?ffél 19027 25)7 Tﬁg 1128 282 0
19 | A 1 ZEZZI 19027 2;{07 TQg 1128 2(82 0
19 | A 1 ZEZZI 19027 2;%)7 TQg 112518 282 0
19 | A 1 ZEZZI 1527 25)7 TQg 12]8 2(82 0
19 | A 1 ZEZZI 1527 2;%)7 TQg 116\518 2(82 0

Continued on next page...
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EMD-10461, 6TCL
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Mol | Chain | Residues Atoms AltConf
190 A I ZEZZI 1527 2;%)7 ¥2g 11(\318 2(82 0
19 0 A I Z‘;ZZI 19Cz7 25)7 idzg 116\318 2(82 0
190 A 1 Z?ffél 19027 25)7 ¥2g 116\318 2(82 0
19 A I Z?ZZI 19C27 25)7 idzg 11(\318 2(82 0
19 A I ZEZZI 19C27 25)7 idzg 11(\318 2(82 0
19 A I ZEZZI 19027 25)7 ljf2g 11(\5]8 2(0)2 ¥
19| A 1 2251361 19027 25)7 1:145 11(\318 282 0
19| A I Zgﬁsl 19Cz7 25)7 1?5 11(\5]8 2(32 0
19| A 1 };(5)?1%1 1527 25)7 Ing 11(\5]8 2(32 0
19 A 1 2(5)51%1 19027 2;{07 12142g 11(\;8 282 ¥
19 A 1 2(5)51%1 19027 2;{07 1142g 1128 2(32 ¥
19 1 A 1 2(5)51%1 19027 2;{07 12142g 1128 2(82 0
19 1 A I ngfg 19027 2;%)7 1145 1128 2(32 0
19 1 A 1 ZEZ%I 19(327 2;%)7 12142g 1128 2(32 0
19 1 A 1 ZEZ%I 19027 25)7 12142g 1128 282 0
19 1 A 1 ngfél 19027 25)7 Tf 1128 282 0
19 1 A 1 Z?ffél 19027 25)7 Tﬁg 1128 282 0
19 1 A 1 Z?ZZI 19027 2;{07 114; 1128 2(82 0
19 1 A 1 ZEZZI 19027 2;%)7 TQg 112518 282 0
19 1 A 1 ZEZZI 1527 2;%)7 TQg 1218 2(82 0
19 1 A 1 ZEZZI 1527 2;%)7 TQg 116\518 2(82 0

Continued on next page...
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Mol | Chain | Residues Atoms AltConf
190 A I ZEZZI 1527 2;%)7 ¥2g 11(\318 2(82 0
19 0 A I Z‘;ZZI 19Cz7 25)7 idzg 116\318 2(82 0
190 A 1 Z?ffél 19027 25)7 ¥2g 116\318 2(82 0
19 A I Z?ZZI 19C27 25)7 idzg 11(\318 2(82 0
19 A I ZEZZI 19C27 25)7 idzg 11(\318 2(82 0
19 A I ZEZZI 19027 25)7 ljf2g 11(\5]8 2(0)2 ¥
19| A 1 2251361 19027 25)7 1:145 11(\318 282 0
19| A I Zgﬁsl 19Cz7 25)7 1?5 11(\5]8 2(32 0
19| A 1 };(5)?1%1 1527 25)7 Ing 11(\5]8 2(32 0
19 A 1 2(5)51%1 19027 2;{07 12142g 11(\;8 282 ¥
19 A 1 2(5)51%1 19027 2;{07 1142g 1128 2(32 ¥
19 1 A 1 2(5)51%1 19027 2;{07 12142g 1128 2(82 0
19 | B I Z?gasl 19095 23I>{57 12142g 1128 1(36 0
19 | B 1 Z%asl 19C95 231557 12142g 1128 1(36 0
19 | B 1 Z?gasl 19095 2:557 12142g 1128 186 0
9| B 1 Z(;g;l 19095 2:557 Tf 1128 186 0
19 | B 1 Z?gasl 19095 2?1557 Tég 1128 186 0
19 | B 1 Z%asl 19095 22?57 Tf 1128 1(36 0
v B 1 Z(;gasl 19095 22?57 TQg 1128 186 0
19 | B 1 Z(;gasl 15