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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 17.40 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

Clashscore

Ramachandran outliers

Sidechain outliers I

Worse

Percentile Ranks

0 Percentile relative to all structures

[I Percentile relative to all EM structures

Metric

Q-score

[

Worse

Better

Model-Map Fit Percentile Ranks

[

I Percentile relative to all EM structures

I Percentile relative to EM structures of similar resolution

Better

Value
25
2.3%

2.3%

Value

0.049

Metric

‘Whole archive

EM structures

Similar EM resolution

(#Entries) (#Entries) (#Entries, resolution range(A))
Clashscore 229148 23984 -
Ramachandran outliers 224038 23583 -
Sidechain outliers 223484 23102 -
Q-score - 25397 31 ( 16.90 - 17.60 )

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 431 = 48% 50%
1 BA 431 48% 49%
2 B 176 48% 50%
2 BB 176 47% 51%
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Mol | Chain | Length Quality of chain

3 BC 156 52% 47% .
3 C 156 48% 51% .
4 BE 113 - 46% 51% o
4 E 113 - 46% 51% o
5 BF 83 48% 52%
) F 83 53% 47%

26% -
6 BG 85 46% 52% .
6 BX 85 51% 46% o

8% -

6 G 85 46% 52% .
6 X 85 53% 45% B
7 BH 112 50% 46% o
7 H 112 51% 46% o
8 BI 110 45% 35% To%  14%
8 | 110 45% 35% To%  14%
9 BJ 337 A 45% 52% o
9 J 337 n 44% 53% o
10 BK 33 45% 45% To%
10 K 33 45% 52% o
11 BL 118 i 44% 54% N
11 L 118 i 44% 54% B
12 BM 687 i 46% 52% B
12 M 687 = 46% 52% B
13 BN 143 n 57% 39% o
13 N 143 - 59% 38% o
14 BO 212 40% 57% o

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

14 O 212 - 40% 57% o

15 | Bp | 208 | = = -

15 P 208 A 46% 49% 5%

16 | BQ | 430 |° — = =

16 Q 430 i 43% 54% o

17 BS 70 59% 39% -

17 S 70 59% 39% o

18 BT 95 k 48% 48% o

7%

18 T 95 53% 44% o

19 BU 83 76% 24%

19 U 83 77% 23%

20 BV 140 64% 35% .

20 \Y 140 64% 35% .

21 BW 138 64% 30% -

21 W 138 64% 30% o

22 BY 59 32% 44% 20%

22 Y 59 31% 46% 20%

23 BZ 80 70% 30%

23 y/ 80 74% 26%

24 Ba 138 60% 36% -

24 a 138 59% 36% -

25 Bb 124 43% 47% 0%

25 b 124 41% 48% 0%

2% | Be | 153 |° ™= % -

2% | o 155 | ™ ™= = -
Continued on next page...
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Mol | Chain | Length Quality of chain
27 Bd 171 - 63% 33% o
27 | d 171 | = ™ = -
28 Be 97 A 69% 31%
28 e 97 70% 30%
29 Bf 47 66% 30% o
29 f 47 66% 30% o
30 Bg 119 49% 49% o
30 g 119 47% 50% o
31 Bh 104 49% 47% -
31 h 104 48% 47% 5%
32 Bi 347 50% 47% B
32 i 347 52% 46% B
33 Bj 115 43% 54% o
33 j 115 43% 54% o
34 Bk 97 47% 47% o
34 k 97 47% 47% o
35 Bl 603 49% 45% 5% -
35 1 603 49% 45% 5% -
36 Bm 174 44% 52% o
36 m 174 45% 51% -
37 Bn 56 59% 39% B
37 n 56 59% 39% B
38 Bo 128 62% 37% B
38 0 128 i 62% 36% N
39 Bp 172 i 55% 40% 5%

Continued on next page...
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Mol | Chain | Length Quality of chain
39 p 172 " 58% 38% 5%
40 Br 459 60% 39% .
40 r 459 61% 39% .
41 Bs 318 48% 49% o
41 S 318 47% 49% e
42 Bu 169 60% 38% .
42 u 169 63% 35% .
43 Bv 122 . 45% 43% P
43 v 122 = 47% 42% T
44 Bw 320 56% 41% -
44 W 320 55% 42% -
45 Bx 514 68% 27% 5%
45 X 514 68% 26% “5%
46 | By 27 | ® 5o 5 m—
2%
46 y 227 — 60% 35% -
47 Bz 261 70% 24% 5%
47 A 261 70% 24% 5%
54%
T p—
48 0 144 71% 26% .
26%
T — p—
48 B0 144 72% 25% .
83%
N, —
49 1 109 74% 21% 5%
56%
e — -
49 B1 109 76% 22% .
14%
50 2 98 — 62% 29% o
50 B2 98 - 59% 32% o
8%
51 3 84 r—— 62% 26% 1% -
2%
51 B3 84 — 61% 27% e .

Continued on next page...
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Mol | Chain | Length Quality of chain
6%
52 4 75 63% 31% "%
1%
52 B4 75 61% 33% “5%
51%
e —
53 5 73 68% 26% 5%
25%
T — f—
53 B5 73 73% 23% .
54 6 56 - 62% 25% e .
9%
54 B6 56 62% 29% “T%
39%
T — -
55 7 49 65% 33% .
55 B7 49 - 65% 33% .
56 8 47 74% 23% .
56 Bg 47 74% 23% .
5%
57 9 43 67% 30% .
7%
57 B9 43 67% 30% .
58 AA 81 . 63% 31% 6%
58 AN 81 . 74% 25% .
59 AB 57 49% 47% o
59 AO 57 51% 44% “5%
60 AC 196 68% 30% o
60 AP 196 62% 37% .
61 AD 62 - 74% 26%
61 AQ 62 61% 37% B
62 AE 74 68% 30% -
62 AR 74 74% 22% -
63 AF 106 . 56% 30% v
63 | AS 06 | = 5T 38%
64 AG 51 73% 25% "

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

Mol | Chain | Length Quality of chain
64 AT 51 65% 29% 6%
65 AH 241 72% 27%
65 AU 241 70% 29%
66 AJ 378 65% 34%
66 AV 378 59% 38%
67 AK 419 60% 38%
67 AW 419 64% 34%
68 AL 446 61% 38%
68 AY 446 59% 38%

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
69 SF4 A 501 - -
69 SF4 B 302 - -
69 SkF4 BA 501 - -
69 SEF4 BB 302 - -
69 SF4 BM 801 - -

69 SF4 M 801 - -

70 | FMN A 502 - -

70 | FMN BA 502 - -

71 | PLX Bb 201 - -

71 | PLX b 201 - -

73 | NDP BJ 401 - -

73 | NDP J 401 - -

74 FES AC 301 - -

74 FES AP 301 - -

74 FES BO 301 - -

74 FES O 301 - -

75 | CDL AG 101 - -

75 | CDL AL 502 - -

76 | PEE AH 401 - -

76 | PEE AL 503 - -

76 | PEE AU 401 - -

76 | PEE AV 403 - -

slslialEii iRl Rt el R Rl Rt B st Read e R o] el el e

Continued on next page...
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Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
76 | PEE AY 502 - - X -
76 | PEE BV 202 - - X -
76 | PEE Bl 701 - - X -
76 | PEE \Y 202 - - X -
76 | PEE 1 701 - - X -
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2 Entry composition (i)

There are 82 unique types of molecules in this entry. The entry contains 196753 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 NADH dehydrogenase [ubiquinone| flavoprotein 1, mitochon-

drial.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
1 A 431 3322 2096 594 612 20 0 0
Total C N O S
1| BA 131 3322 2096 594 612 20 0 0

e Molecule 2 is a protein called NADH dehydrogenase [ubiquinone| iron-sulfur protein 8, mi-

tochondrial.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
2 B 176 1420 893 243 271 13 0 0
Total C N O S
2 BB 176 1420 893 243 271 13 0 0

e Molecule 3 is a protein called NADH dehydrogenase [ubiquinone| iron-sulfur protein 7, mi-

tochondrial.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
3 C 156 1249 794 227 214 14 0 0
Total C N O S
3 BC 156 1249 794 227 214 14 0 0

e Molecule 4 is a protein called NADH dehydrogenase [ubiquinone| 1 alpha subcomplex subunit

6.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
4 k 13 968 623 178 162 5 0 0
Total C N O S
4 BE 13 968 623 178 162 5 0 0

e Molecule 5 is a protein called NADH dehydrogenase [ubiquinone| 1 alpha subcomplex subunit

WO RLDWIDE
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2.

Mol | Chain | Residues Atoms AltConf | Trace
g K 83 1;30;3 l 4(232 11;4 1(2)2 3 0 0
g B 83 1;50;(? l 4(2]2 11;4 1(2)2 g 0 0
e Molecule 6 is a protein called Acyl carrier protein, mitochondrial.

Mol | Chain | Residues Atoms AltConf | Trace
0 G 85 T;SO;SI 4(334 El)\EI) 1(??4 g 0 0
o | X | 8 | e w5 | O |0
o 26 | 8 | i oam s | 0|0
o | | ® | o a5 | 0| O

e Molecule 7 is a protein called NADH dehydrogenase [ubiquinone| 1 alpha subcomplex subunit

5.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
7 H 12 922 593 157 169 3 0 0
Total C N O S
7 BH 112 922 593 157 169 3 0 0

e Molecule 8 is a protein called NADH dehydrogenase [ubiquinone]| 1 alpha subcomplex subunit

7.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
8 I % 769 483 146 138 2 0 0
Total C N O S
8 Bl % 769 483 146 138 2 0 0

e Molecule 9 is a protein called NADH dehydrogenase [ubiquinone| 1 alpha subcomplex subunit
9, mitochondrial.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
9 J 337 2712 1759 482 463 8 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
9 BJ 337 2712 1759 482 463 8 0 0

e Molecule 10 is a protein called NADH dehydrogenase [ubiquinone| flavoprotein 3, mitochon-

drial.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
10 K 33 274 173 AT 53 1 0 0
Total C N O S
10 BK 33 274 173 AT 53 1 0 0

e Molecule 11 is a protein called NADH dehydrogenase [ubiquinone| iron-sulfur protein 4,

mitochondrial.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
1 L 118 964 608 173 179 4 0 0
Total C N O S
1 BL 118 964 608 173 179 4 0 0

e Molecule 12 is a protein called NADH-ubiquinone oxidoreductase 75 kDa subunit, mitochon-

drial.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
12 M 687 5274 3310 917 1009 38 0 0
Total C N O S
12 BM 687 5274 3310 917 1009 38 0 0

e Molecule 13 is a protein called NADH dehydrogenase [ubiquinone| 1 alpha subcomplex sub-

unit 12.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
13 N 143 1195 770 210 212 3 0 0
Total C N O S
13 | BN 143 1195 770 210 212 3 0 0

e Molecule 14 is a protein called NADH dehydrogenase [ubiquinone| flavoprotein 2, mitochon-
drial.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
14 O 212 1643 1047 276 310 10 0 0
Total C N O S
14 BO 212 1643 1047 276 310 10 0 0

e Molecule 15 is a protein called NADH dehydrogenase |[ubiquinone| iron-sulfur protein 3,

mitochondrial.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
15 P 208 1730 1117 297 313 3 0 0
Total C N O S
15 | BP 208 1730 1117 297 313 3 0 0

e Molecule 16 is a protein called NADH dehydrogenase |[ubiquinone| iron-sulfur protein 2,

mitochondrial.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
16 Q 430 3460 2214 599 624 23 0 0
Total C N O S
16 BQ 430 3460 2214 599 624 23 ) )

e Molecule 17 is a protein called NADH dehydrogenase [ubiquinone| 1 alpha subcomplex sub-

unit 1.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
17 S 0 568 367 101 96 4 0 0
Total C N O S
17 BS 0 568 367 101 96 4 0 0

e Molecule 18 is a protein called NADH dehydrogenase [ubiquinone| iron-sulfur protein 6,

mitochondrial.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
18 T % 742 459 138 142 3 0 0
Total C N O S
18 BT % 742 459 138 142 3 0 0

e Molecule 19 is a protein called NADH dehydrogenase [ubiquinone| 1 alpha subcomplex sub-

unit 3.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
19 v 83 647 427 105 113 2 0 0
Total C N O S
19 BU 83 647 427 105 113 2 0 0

e Molecule 20 is a protein called NADH dehydrogenase [ubiquinone| 1 alpha subcomplex sub-

unit 11.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
20 v 140 1038 668 178 187 5 0 0
Total C N O S
20 | BV 140 1038 668 178 187 5 0 0

e Molecule 21 is a protein called NADH dehydrogenase [ubiquinone| 1 alpha subcomplex sub-

unit 13.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
21 W 138 1135 727 202 200 6 0 0
Total C N O S
21 i 138 1135 727 202 200 6 0 0

e Molecule 22 is a protein called NADH dehydrogenase [ubiquinone| 1 beta subcomplex subunit

2, mitochondrial.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
22 Y 59 533 354 &7 91 1 ) 0
Total C N O S
22 BY 59 533 354 &7 91 1 0 0

e Molecule 23 is a protein called NADH dehydrogenase [ubiquinone| 1 beta subcomplex subunit

3.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
23 Z 80 648 426 110 110 2 0 0
Total C N O S
23 BZ 80 648 426 110 110 2 0 0

e Molecule 24 is a protein called NADH dehydrogenase [ubiquinone| 1 beta subcomplex subunit

5, mitochondrial.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
24 2 138 1174 771 199 202 2 0 0
Total C N O S
24 Ba 138 1174 771 199 202 2 0 0

e Molecule 25 is a protein called NADH dehydrogenase [ubiquinone| 1 beta subcomplex subunit

6.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
25 b 124 1059 697 181 176 5 0 0
Total C N O S
25 | Bb 124 1059 697 181 176 5 0 0

e Molecule 26 is a protein called NADH dehydrogenase [ubiquinone| 1 beta subcomplex subunit

8, mitochondrial.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S

26| 153 1236 795 208 222 11 0 0
Total C N O S

26 | Be 153 1236 795 208 222 11 0 0

e Molecule 27 is a protein called NADH dehydrogenase [ubiquinone| 1 beta subcomplex subunit

10.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
21 d 17 1418 885 262 259 12 0 0
o7 Bd 171 Total C N O S 0 0

1418 885 262 259 12

e Molecule 28 is a protein called NADH dehydrogenase [ubiquinone| 1 beta subcomplex subunit

11, mitochondrial.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S

28 © 97 810 522 132 152 4 0 0
Total C N O S

28 Be a7 810 522 132 152 4 0 0

e Molecule 29 is a protein called NADH dehydrogenase [ubiquinone| 1 subunit C1, mitochon-

drial.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O
29 f 47 405 269 69 67 0 0
Total C N O
29 Bt 47 405 269 69 67 0 0

e Molecule 30 is a protein called NADH dehydrogenase [ubiquinone| 1 subunit C2.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S

30 & 119 1004 658 173 169 4 0 0
Total C N O S

30 | Be 119 1004 658 173 169 4 0 0

e Molecule 31 is a protein called NADH dehydrogenase [ubiquinone| iron-sulfur protein 5.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
31 h 104 863 546 161 150 6 0 0
Total C N O S
31 Bh 104 863 546 161 150 6 0 0

e Molecule 32 is a protein called NADH-ubiquinone oxidoreductase chain 2.

Mol | Chain | Residues Atoms AltConf | Trace
} Total C N O S

32 ! 347 2735 1819 421 470 25 0 0
: Total C N O S

32 Bi 347 2735 1819 421 470 25 0 0

e Molecule 33 is a protein called NADH-ubiquinone oxidoreductase chain 3.

Mol | Chain | Residues Atoms AltConf | Trace
) Total C N O S

33 ] 115 919 626 132 152 9 0 0
) Total C N O S

33 Bj 115 919 626 132 152 9 0 0

e Molecule 34 is a protein called NADH-ubiquinone oxidoreductase chain 4L.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
341k 7 740 487 113 127 13 0 0

Continued on next page...



Page 17

wwPDB EM Validation Summary Report

EMD-6776, 5XTI

Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
34 Bk 91 740 487 113 127 13 0 0

e Molecule 35 is a protein called NADH-ubiquinone oxidoreductase chain 5.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
35 1 603 4717 3119 742 823 33 0 0
Total C N O S
35 Bl 603 4717 3119 742 823 33 0 0

e Molecule 36 is a protein called NADH-ubiquinone oxidoreductase chain 6.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S

36 m 174 1313 879 194 229 11 0 0
Total C N O S

36 | Bm 174 1313 879 194 229 11 0 0

e Molecule 37 is a protein called NADH dehydrogenase [ubiquinone| 1 beta subcomplex subunit
1.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S

37 n 56 473 305 85 80 3 0 0
Total C N O S

37 Bn 56 473 305 85 80 3 0 0

e Molecule 38 is a protein called NADH dehydrogenase [ubiquinone| 1 beta subcomplex subunit

4.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
8| o 128 1063 684 191 186 2 0 0
Total C N O S
38 | Bo 128 1066 685 192 187 2 0 0

e Molecule 39 is a protein called NADH dehydrogenase [ubiquinone| 1 beta subcomplex subunit
9.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
39 P 172 1495 961 265 261 & 0 0
Total C N O S
39 Bp 172 1495 961 265 261 & 0 0

e Molecule 40 is a protein called NADH-ubiquinone oxidoreductase chain 4.

Mol

Chain | Residues Atoms AltConf | Trace
Total C N O S
40 r 459 3629 2411 569 619 30 0 0
Total C N O S
40 Br 459 36290 2411 569 619 30 0 0

e Molecule 41 is a protein called NADH-ubiquinone oxidoreductase chain 1.

Mol

Chain | Residues Atoms AltConf | Trace
Total C N O S
4l > 318 2509 1678 380 435 16 0 0
Total C N O S
4l Bs 318 2509 1678 380 435 16 0 0

e Molecule 42 is a protein called NADH dehydrogenase [ubiquinone| 1 alpha subcomplex sub-

unit 8.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
42 v 169 1394 886 247 252 9 0 0
Total C N O S
42 Bu 169 1394 886 247 252 9 0 0

e Molecule 43 is a protein called NADH dehydrogenase [ubiquinone| 1 beta subcomplex subunit

7.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S

43 v 11 921 569 187 156 9 0 0
Total C N O S

48 | Bv 11 921 569 187 156 9 0 0

e Molecule 44 is a protein called NADH dehydrogenase [ubiquinone| 1 alpha subcomplex sub-

unit 10, mitochondrial.
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Mol | Chain | Residues Atoms AltConf | Trace
4 v 520 gitil 15?73 4219 4(6)4 2 0 0
4] Bw 320 52311 15C73 4219 4(6)4 2 0 0
e Molecule 45 is a protein called Cytochrome ¢ oxidase subunit 1.
Mol | Chain | Residues Atoms AltConf | Trace
4 * ol th;; 26%0 61;3 6(7)7 385 0 0
5] Bx ol th;)l 26%0 6153 6C7)7 3S5 0 0
e Molecule 46 is a protein called Cytochrome c oxidase subunit 2.
Mol | Chain | Residues Atoms AltConf | Trace
46 Y 227 ?g;l 11084 2?1 3(3?9 188 0 0
161 By 227 ?gga; 11%4 22]1 3(3?9 188 0 0
e Molecule 47 is a protein called Cytochrome ¢ oxidase subunit 3.
Mol | Chain | Residues Atoms AltConf | Trace
i)z 61| 3% 1m0 ms s 13 0 0
T be 60| 35 1m0 ms s 13 0 0

e Molecule 48 is a protein called Cytochrome ¢ oxidase subunit 4 isoform 1, mitochondrial.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S

81 0 144 1195 777 196 218 4 0 0
Total C N O S

8 | BO 144 1195 777 196 218 4 0 0

e Molecule 49 is a protein called Cytochrome ¢ oxidase subunit 5A, mitochondrial.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
49 1 109 878 558 150 168 2 0 0

Continued on next page...




Page 20

wwPDB EM Validation Summary Report

EMD-6776, 5XTI

Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
49 Bl 109 878 558 150 168 2 0 0

e Molecule 50 is a protein called Cytochrome ¢ oxidase subunit 5B, mitochondrial.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
50 2 93 748 464 134 145 5 0 0
Total C N O S
50 B2 93 748 464 134 145 5 0 0

e Molecule 51 is a protein called Cytochrome ¢ oxidase subunit 6A2, mitochondrial.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
ol 3 84 672 431 129 111 1 0 0
Total C N O S
51 B3 84 672 431 129 111 1 0 0

e Molecule 52 is a protein called Cytochrome ¢ oxidase subunit 6B1.

Mol | Chain | Residues Atoms AltConf | Trace
52 4 7 1250;; l 3(935 111]4 1(1)4 i 0 0
o2 B4 & 1;50553& l 3(935 111]4 1(1)4 § 0 0

e Molecule 53 is a protein called Cytochrome ¢ oxidase subunit 6C.

Mol | Chain | Residues Atoms AltConf | Trace
b E s ass 07 90 4 0 !

8 | BO E s ass 07 90 4 0 !

e Molecule 54 is a protein called Cytochrome ¢ oxidase subunit 7A1, mitochondrial.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S

41 6 o0 441 285 73 80 3 0 0
Total C N O S

54 | BG6 o0 441 285 73 80 3 0 0
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e Molecule 55 is a protein called Cytochrome ¢ oxidase subunit 7B, mitochondrial.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
%5 7 49 384 250 65 67 2 0 0
Total C N O S
%5 B7 49 384 250 65 67 2 0 0

e Molecule 56 is a protein called Cytochrome ¢ oxidase subunit 7C, mitochondrial.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
56 8 47 386 257 65 62 2 0 0
Total C N O S
56 B8 47 386 257 65 62 2 0 0

e Molecule 57 is a protein called Cytochrome ¢ oxidase subunit 8B, mitochondrial.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O
o7 ) 43 335 223 53 59 0 0
Total C N O
57 B9 43 335 223 53 59 0 0

e Molecule 58 is a protein called Cytochrome b-c1 complex subunit 8.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
o8 AA 8l 694 450 126 117 1 0 0
Total C N O S
58 AN 81 687 444 126 116 1 0 0

e Molecule 59 is a protein called Cytochrome b-c1 complex subunit Rieske, mitochondrial.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S

59 | AB o7 413 261 75 76 1 0 0
Total C N O S

59 AOQ o7 409 259 74 75 1 0 0

e Molecule 60 is a protein called Cytochrome b-c1 complex subunit Rieske, mitochondrial.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
60 AC 196 1521 960 264 290 7 0 0
Total C N O S
60 AP 196 1521 960 264 290 7 0 0

e Molecule 61 is a protein called Cytochrome b-c1 complex subunit 9.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
61 AD 62 509 332 87 89 1 0 0
Total C N O S
61 AQ 62 509 332 87 89 1 0 0

e Molecule 62 is a protein called Cytochrome b-c1 complex subunit 6, mitochondrial.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
62 AE & 580 351 108 116 5 0 0
Total C N O S
62 AR & 580 351 108 116 5 0 0

e Molecule 63 is a protein called Cytochrome b-cl complex subunit 7.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S

63 | AF 106 921 589 162 168 2 0 0
Total C N O S

63 | AS 106 921 589 162 168 2 0 0

e Molecule 64 is a protein called Cytochrome b-cl complex subunit 10.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O

64 | AG 2 425 287 T2 66 0 0
Total C N O

64 | AT 2 425 287 T2 66 0 0

e Molecule 65 is a protein called Cytochrome c1, heme protein, mitochondrial.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O
65 AH 241 1924 1231 329 349 15 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
65 AU 241 ?gt;jll 12%1 31;I9 329 1S5 0 0
e Molecule 66 is a protein called Cytochrome b.
Mol | Chain | Residues Atoms AltConf | Trace
66 A 378 gggzl 20017 41(\517 589 186 0 0
66 AV 378 gggaél 20017 41(\517 589 186 0 0

e Molecule 67 is a protein called Cytochrome b-c1 complex subunit 2, mitochondrial

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
67 AK 419 3159 1986 553 610 10 0 0
Total C N O S
67 AW 419 3162 1989 553 610 10 0 0

e Molecule 68 is a protein called Cytochrome b-c1 complex subunit 1, mitochondrial.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
68 AL 446 3442 2160 602 660 20 0 0
Total C N O S
68 A 446 3428 2147 601 660 20 0 0

e Molecule 69 is IRON/SULFUR CLUSTER (CCD ID: SF4) (formula: FesS,).
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SF4
S3 - FET1
e
FE4
F&2 F e S2
S4
Fe
ST FE3

Mol | Chain | Residues Atoms AltConf
69 A 1 Togtal ie i 0
69 B 1 Togal P;f i 0
69 B 1 TOStal ie i 0
69 C 1 TOStal ie i 0
60 | M 1 TOStal P;f i 0
69 M 1 Togtal P;f i 0
69 | BA 1 Togtal ie i 0
69 | BB 1 Togtal P:f i 0
69 | BB 1 Togtal ie i 0
69 | BC 1 Togtal P:f i 0
69 | BM 1 TOStal ie i 0
69 | BM 1 Togtal ie i 0

e Molecule 70 is FLAVIN MONONUCLEOTIDE (CCD ID: FMN) (formula: C;7H2;N4OgP).
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FMN

Mol | Chain | Residues Atoms AltConf
Total C N O P
70 A 1 31 17 4 9 1 0
Total C N O P
0 BA 1 31 17 4 9 1 0

e Molecule 71 is (9R,118)-9-({[(18)-1-HYDROXYHEXADECYL|OXY}METHYL)-2,2-DIME
THYL-5,7,10-TRIOXA-2LAMBDA 5 -AZA-6LAMBDA 5 -PHOSPHAOCTACOSANE-6,6,

11-TRIOL (CCD ID: PLX) (formula: Cy;HsoNOsP).

PLX
. N |
A i
Mol | Chain | Residues Atoms AltConf
Total C N O P
7 B 1 52 42 1 8 1 0

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

Mol | Chain | Residues Atoms AltConf
alu| 1 [moNeT
IR
e | 1 [T,
| 1 oy er
AEEEES S
| 1 [mover
[ 1 [mover
IS SR
W e | 1 [y
i | 1 [y or
IS
dm | 4 [y or
71 | BU 1 ngal fQ T gfl) 0
71 | BV 1 Tg;al fQ T gfl) 0
71 | Bb 1 ngal fQ T (;1; 0
im0 [ OOt
om0 [ OOt
w1 [ OOt
w1 [ OOt
o w | o [ oot

e Molecule 72 is S-[2-({N-[(2R)-2-hydroxy-3,3-dimethyl-4-(phosphonooxy)butanoyl]-beta-alan
yl}amino)ethyl| dodecanethioate (CCD ID: 8Q1) (formula: Co3HysN2OgPS).

WO RLDWIDE
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8Q1
0 — ﬂ:\_,\::
_ ﬁ
Mol | Chain | Residues Atoms AltConf

Total C N O P S

E k 1 35 23 2 &8 1 1 0
Total C N O P S

72 p 1 3 23 2 8 1 1 0
Total C N O P S

E BE 1 35 23 2 &8 1 1 0
Total C N O P S

2 Bp 1 3 23 2 8 1 1 0

e Molecule 73 is NADPH DIHYDRO-NICOTINAMIDE-ADENINE-DINUCLEOTIDE
PHOSPHATE (CCD 1D: NDP) (formula: 021H30N7017P3).

NDP
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Mol | Chain | Residues Atoms AltConf
Total C N O P
3 J 1 48 21 7 17 3 0
Total C N O P
3 Bl 1 48 21 7 17 3 0

e Molecule 74 is FE2/S2 (INORGANIC) CLUSTER (CCD ID: FES) (formula: FesSs).

FES

S1 FE2

Fe
Fe

FE1 S2
Mol | Chain | Residues Atoms AltConf
| M 1 Toial F2e 2 0
74 0 1 Toial F2e g 0
74 | AC 1 Toial P;e 2 0
74 | AP 1 Toial I;e 2 0
74 | BM 1 Toial P;e g 0
74 | BO 1 Toial P;e 2 0

e Molecule 75 is CARDIOLIPIN (CCD ID: CDL) (formula: Cg1H156017P3).
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CDL
¢

Mol | Chain | Residues Atoms AltConf
5| v 1 T‘égal ﬁ ?7 g 0
IS T
IS TR
] ] [meot]
]| 1 [meoT]
75 | AA | ngal 4(3.) 107 12) 0
75 | AG 1 ngal 405 ?7 12) 0
75 | AH 1 ngal 405 107 12) 0
75| AJ | Tgff’“l 405 107 12) 0
75| AJ 1 Tgial 405 ?7 12) 0
75| AL | T‘éf‘l 405 107 g 0
75 | AN 1 T‘éfl 405 107 g 0
75 | AU | T‘éﬁf‘l i 107 g 0
75| AY 1 ngal 405 ?7 g 0

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

Mol | Chain | Residues Atoms AltConf
75 | BV 1 ngal 4(;1 107 g 0
75| Bi 1 T‘éﬁf‘l i 107 g 0
75| B | T‘éfl 405 ?7 g 0
75| Bl | T‘éfl 405 ?7 g 0
75 | Bn 1 Tgial 405 107 g 0

e Molecule 76 is 1,2-dioleoyl-sn-glycero-3-phosphoethanolamine (CCD ID: PEE) (formula:

Cy1H7sNOgP).
PEE
) et

Mol | Chain | Residues Atoms AltConf
IR EEL R
w1 |mevor
RN R
RN R
AN SR
RN

Continued on next page...

WO RLDWIDE

£x

PROTEIN DATA BANK



Page 31

wwPDB EM Validation Summary Report

EMD-6776, 5XTI

Continued from previous page...

Mol | Chain | Residues Atoms AltConf
IR
76 | AU 1 thlal 301 T (; fl) 0
6 | AV 1 ng‘“ ?f; T (; fl) 0
RN
76 | BV 1 Tgtlal fl T S Pl) 0
76 | BW 1 Tgtlal Ai T S Pl) 0
e e
e e

e Molecule 77 is COPPER (II) ION (CCD ID: CU) (formula: Cu).

Mol | Chain | Residues Atoms AltConf

Total Cu

77 X 1 1 1 0
Total Cu

77 y 2 5 9 0

7 Bx 1 Total Cu 0

1 1

Total Cu

77 By 2 5 5 0

e Molecule 78 is MAGNESIUM ION (CCD ID: MG) (formula: Mg).

Mol | Chain | Residues Atoms AltConf
73 « 1 Total Mg 0
1 1
78 | Bx 1 Toltal l\gg 0

e Molecule 79 is HEME-A (CCD ID: HEA) (formula: CyHszsFeN4Og).
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Mol | Chain | Residues Atoms AltConf
IR ISR
IS S
IEEN LI
v | o]

e Molecule 80 is ZINC ION (CCD ID:

ZN) (formula: Zn).

Mol | Chain | Residues Atoms AltConf
Total Zn
80 2 1 1 1 0
80 | B2 1 Toltal Zln 0

e Molecule 81 is HEME C (CCD ID: HEC) (formula: C34Hg4FeN4Oy).
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Mol | Chain | Residues Atoms AltConf
Total C Fe N O
81 A 1 43 34 1 4 4 0
Total C Fe N O
81 AU 1 43 34 1 4 4 0

e Molecule 82 is PROTOPORPHYRIN IX CONTAINING FE (CCD ID: HEM) (formula:

C34H32F€N404).
HEM
oA ooA oiD 020
O0._ _OH 0. _OH
-~ GBA CAD _’/J CBD
c2A HA :zn[
CMA_ RSN T :4:-//’ :\x\ __EMD
Ny Y Ny
A\ C1A -.". 20
wp—N N—{om0
VAT WD
He (., Fe ,ycHD
Ny ome TS me
ciB} N' ‘N —{Ga
- I"-.II\
c28 \ .
g -{\‘\\\‘\:Q/,/"IC?E ~ ’:«c\ '/,f"’
CHE oz
/.,:j. “CAB CMG
Mol | Chain | Residues Atoms AltConf
29 AJ 1 Total C Fe N O 0
43 34 1 4 4

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

Mol | Chain | Residues Atoms AltConf

Total C Fe N O

82 Al 1 43 34 1 4 A4 0
Total C Fe N O

82 AV I 43 34 1 4 4 0
Total C Fe N O

82 AV 1 43 34 1 4 4 0
gPDB
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green = 0, yellow = 1, orange = 2

50%

wwPDB EM Validation Summary Report
A red diamond above a residue indicates a poor fit to the EM map for

this residue (all-atom inclusion < 40%). Stretches of 2 or more consecutive residues without any

48%

22%

atom inclusion in map density. Residues are color-coded according to the number of geometric

quality criteria for which they contain at least one outlier:
outlier are shown as a green connector. Residues present in the sample, but not in the model, are

second graphic. The second graphic shows the sequence view annotated by issues in geometry and
shown in grey.

These plots are drawn for all protein, RNA, DNA and oligosaccharide chains in the entry. The
first graphic for a chain summarises the proportions of the various outlier classes displayed in the

e Molecule 1: NADH dehydrogenase [ubiquinone| flavoprotein 1, mitochondrial

3 Residue-property plots (i)

and red = 3 or more.
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e Molecule 6: Acyl carrier protein, mitochondrial
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e Molecule 7: NADH dehydrogenase [ubiquinone| 1 alpha subcomplex subunit 5
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23%

77%

Chain U:

781
8
B0

TLD
0Ld

e Molecule 19: NADH dehydrogenase [ubiquinone| 1 alpha subcomplex subunit 3

24%

76%

Chain BU:

781
83
.0
TL0

0Ld
69H

19d

CON

650
854

e Molecule 20: NADH dehydrogenase [ubiquinone| 1 alpha subcomplex subunit 11

9Gd

08d

35%

64%

Chain V:

2234

Yoty

0071

pxas]

TvIA
(0745}
6€Td
SETA
EETM
0ETT
LTI
9CTA
ST
211
15444

8114

e Molecule 20: NADH dehydrogenase [ubiquinone| 1 alpha subcomplex subunit 11

35%

64%

Chain BV:

4234

70Td

00TL

TPIA
ovTA
B6ETd
SETA
EETM
0€TT
LTTH
9T
SCTA
¥Zr1
T2V

8TTd

e Molecule 21: NADH dehydrogenase [ubiquinone| 1 alpha subcomplex subunit 13

30%

64%

Chain W:

1114
OTTA

8074

201d

8.4

8d

RLDWIDE

erpBe

0O
PROTEIN DATA BANK

W



Page 47 wwPDB EM Validation Summary Report EMD-6776, 5XTI
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drial

RLDWIDE

SPDB

PROTEIN DATA BANK

W



EMD-6776, 5XTI

wwPDB EM Validation Summary Report

Page 50

31%

69%

Chain Be:

L

6ETS
8€Td

9€TI
SETd

6214

Te1d
0z1Yd

8T1S

STIA

€TTY
(4298
1114

6071

LOTV

%01l

681

85d
pAsicy

e Molecule 29: NADH dehydrogenase [ubiquinone| 1 subunit C1, mitochondrial

¥8d

30%

66%

Chain f:

cLd

794

09X
6GI

SSM

TSL

8¥%1
LyL

3

8€X

Sed

{41
TEA
0EA

e Molecule 29: NADH dehydrogenase [ubiquinone| 1 subunit C1, mitochondrial

30%

66%

Chain Bf:

[\l
O
y vt
=
= N
2 7
n
—
O
S
o
=
or—
=
g
Q0
=
o]
n
Bl :
[5
] &0
Mwm m
093 1md
651 = o
| ) N
mmz e} <
161 s
| A
81
L¥L ANn
8eM S
] o
sed )
I
% o0
zed
TEA irs) m
0EA M <
| eed =
823 ® O

€LA

194

€94

914

€11

011

61TY
8T1TI

[aaxs
1111

80TA

901X
SOTY

0074
660

884
184

S84

¢8R
18T

8.4

9.4

e Molecule 30: NADH dehydrogenase [ubiquinone| 1 subunit C2

49%

49%

Chain Bg:

€LR

194

€94

61TY
81TI

TT1I

80TA

901X
SOTX

66
884
184
980
S84
(42N
8.4

9LN

e Molecule 31: NADH dehydrogenase [ubiquinone| iron-sulfur protein 5

—
5%

47%

48%

Chain h:

674

LYI

44l
€70
{47

ovM

© N~
gL m
[

LTA

{443

0ZI

o
=0

0
54

N < w0 ©
2% HAaH

SOTH

201D

RLDWIDE

SPDB

PROTEIN DATA BANK

W



EMD-6776, 5XTI

wwPDB EM Validation Summary Report

Page 51

n b

inone| iron-sulfur prote

iqu

NADH dehydrogenase [ub

e Molecule 31

47%

49%

Ll

Chain Bh

8SI

98D
isicy

sy
TS
0SL
674
8%d
LI

44l
€70
{47

ovM

Led
9€d

LCA

I
NADH-ub

{443

[
S
H

811

~
o < v © Q ..qq
[ - aH 4 =

SOTH
70Td

201D
TOTH

661

0 o~
o @ 0

(438

e Molecule 32

684
884

S8

2

111

idoreductase cha

1quinone ox

46%

52%

1mn 1

Cha

v8m
€8d

081
6L

9.4

€LY
CLN

691
89N

S9L

LY

cvd

€818

08TV
6.L11

9LTd

TLID
TLIN
0LTT

LOTM

¥STT

L%1d
9v1Ss
SYTI
a1l

6ETI
8ETd
LETV

SETH
8¢T1
¥Zr1
0ZTh

L1714

STTA

CITH

60TV
80TH

90TT

YOI

COTH

861

~
[
=

8L
98I

SeeT
beel
€eel
(43591

62€1

Leed
9CET

¥zed

zced

6TEH

91ed
STEM

TTEA

60EN

LOEW

S0€7T
¥0€T
€0€L

T0€S
00EL

86CA
L1621

9veI
SYEN

EVEN
cved
Tved

6EET

e Molecule 32

LEET
9€ET

in 2

idoreductase cha

NADH-ubiquinone ox

47%

50%

i

Chain B

v8M
€8b

081
6L

9.4

TN
TLT

691
89N

SOL

€90

cvd

08TV
6LTT

9,74
TLTD
TLIN
0LTT
L9TM

GSTT
%811

L¥1d
A
SP1I
Y710
6ETI
8E€Td
LETY
SETH
TETT
8211
ver1
0zZTh

L1743

STTA

CITH

60TV
80TH

90TT

YOTW

COTH

861

S6S

8L
98I

L5271
952d
SS82d

62€1

Leed
92e1

vzed

cced

6TEH
8T1€d

91€b
STEM

TTEA

60EN

LOEW

S0€T
¥0eT
€0EL

TOES
00€L

86CA
1621

621

1821

1,21

6924
8923

9921

|
652D
85CL

in 3

idoreductase cha

NADH-ubiquinone ox

e Molecule 33

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-6776, 5XTI

wwPDB EM Validation Summary Report

Page 52

54%

43%

1

in j

[l w0
e =}

Cha

894
191

S94
791

¢94
TOL

8GA
1891
9G4
9G4
vau
€S
2SS
154

8¥d
LYV

S¥S

€%d

Tvd
o¥d
6€D

LEX
9ed
SEL
ves
eex
ced
TEN
0€A

8CN
121
9Th
Se¢d

8T

911

211

O - N MW o NI
ENNNNNNSN
<A 4dada =

OTN

L1
91

idoreductase cha

14234
ETTM
{43108

601X
801D

1quinone ox

90TM
S0Td
Y0TX

861

NADH-ub

0sb

n 3

e Molecule 33

54%

43%

]

Chain B

197

S94

By
©
=

294
T9L

8SA
L8T
9G4
9G4
vau

(4]
194

8%y
LYY

S7S

€%d

Tvd
07D
6ED

LEX
9ed
SEL
es
€ex
ced
TEN
0EA

8N
Le1
9zb
Sed

1

8T

911

(458

OTN

LT

[l w ©
Iu.l’-l o

idoreductase chain 4L

14331
ETTM
(4510

60T
80T

1quinone ox

90TM
SoTd
¥0TA

NADH-ubi

e Molecule 34

47%

47%

Chain k

428

(4%
TV
011

61

LN
N
SA
I

160
961

BN

e Molecule 34

181

idoreductase chain 4L

NADH-ubiquinone ox

47%

47%

Chain Bk

SCH

€2d
(44N

S1s
428

a3
011

LN
O
SK
I

160
961

26N

e Molecule 35

181

78l

5

11

idoreductase cha

NADH-ubiquinone ox

5% «

o
©o
5]

45%

49%

Chain 1

L9H

TOA

84d
181
98D
SSGW
G4
€S
[4shn
TSL
04d
674

L%S
VI

Az
€Vl
s

6€1

LEX

o
I==I

6711

LYTA

TrIM

{4458

Ll

2014

00TI

83

9.1
S0

<
~
[

TLL
0LL

89M

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-6776, 5XTI

wwPDB EM Validation Summary Report

Page 53

veed
€ETT

82TH
L2271

vees

T6TN

1611
06TI
6814
88TM
6.1d

YLIA
€LTT

0LTh
9911

6STA
8STM

TGTS

seed

CEEH

61€I
8T€D

STEA
PTEN
ETEN

COoEA

8€cd

S9€L

€9€1
C9€1

£VES

TVEW

8EEN

9€EN

99¥%4

LS
96%Y
SGPA

€5%d

(47474

(04788
6EVL

LEVA
9EPY
SEVd
YEVD

ceVL
1€Y1

621
8¢¥'1
L2vI

(44723
6T¥L

8T¥1
L1¥S

€LSL

TLSI
0.8b
69SH

1988
99G1

Y9SM

0§51

9%5b
€%51

6ESA

c¢esd
915d

E€TSH
(455

mn b

idoreductase cha

NADH-ubiquinone ox

e Molecule 35

5%

45%

49%

Chain Bl

o =
I:::I

L9H

6%TI

LYIA

YN

{4458

LETT

Ll

2074

00TI

[
[}
(7]

0 oo - o ool N M wn ©o @
NN~ 0 0 © o0 o O (=)
=X a > = =< o> =

9.1
S0

N
¥
Il-‘

TLL
0LL

89M

€€TT

V6N

T611
06TI
6814
88TM
6.L1Q

VLIA
€LTT

0LTD
99TL

6STA
8GTM

7811

1S1S

81€D

STEN

162D
062/

9821
S§8CL
v8cl
€8¢C1
{4314 4

0821

S.TL

€21
LT

0LZN
9921
6SCT
952D
CTSTH
6%CS
8¥CH

LyCT
92T

vves

el
0¥cd

8€TH

veed

LO¥M
90%V
SOPN

€0VA
20vs

00%N

v.LEL

S9€L

€9€T
29€T

09€D
B6SEN

9S€T

$Sed

8%EH
LYET

£VES

TYER

8EEN

ogeN

96¥1
€67A
6871

L8%)

15128

€8%d

8L
08%.L

99%4
LSPT

95PY
SSPI

€5vd

(4748
8¥vd

9FIN
Svva
47478

(44748

(48
6EVL

LEV
9€PY
SEVd
YEVD

CEVL
TEVT

62Y1
8C¥1
Le¥1
(44728
6TVL
8T¥1
L1%8
1745728

125728

S.SI
27
€LSL

TLSI
0.50
69SH

L9SS
9951

Y99M

6994
8591
LSSM
95SL

0SST

9750

6ESA

125D
9281
SCSW
eTsd
9T4d

ETSH
CTSA

L

80SL

SOSN

TOSV
00SL

in 6

idoreductase cha

NADH-ubiquinone ox

e Molecule 36

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-6776, 5XTI

wwPDB EM Validation Summary Report

Page 54

51%

45%

Chain m:

TLL
0LL

194

YW

091

851

954

HSW

0S4

8¥%d

9%4

44!
EVI
(4729

o
Sy
(o)

~®
o o™
=

0STY

8¥TX
Lv1a
9VIX

78S
€80

ELW

TLIN

cLTd

89T1

e Molecule 36: NADH-ubiquinone oxidoreductase chain 6

99TI
S9TA

T9TA

6STL
8STM

9STL
SSTA

2STT

52%

44%

Chain Bm:

TLL
0LL

194

TIW

091

851

954

HSW

0SA

8¥%d
LvD
9%4

44!

(4728

o
Sy
(o)

8EA

0STY

8¥IX
L¥1a
9VIX
SPTT

6ETd
8€TQ
LETH

GETI
YETd

2eTs
TETD
0eTd

LTTA

=N oMW
AN
o
o0 ==

LTIN

€TTA
TITA
TTID
011a
60TX

90TA

2011

664

06A
6871

98A
8s
€80
z8M
8V

8LA

9.4
SLI

ELW

TLIN

cL1d

89T1

e Molecule 37: NADH dehydrogenase [ubiquinone| 1 beta subcomplex subunit 1

99TI
S9TX

T9TA

6STL
8STM

9STL
GSTA

€STA
C¢STT

39%

59%

Chain n:

e Molecule 37: NADH dehydrogenase [ubiquinone| 1 beta subcomplex subunit 1

39%

59%

Chain Bn:

e Molecule 38: NADH dehydrogenase [ubiquinone| 1 beta subcomplex subunit 4

36%

62%

Chain o:

L2171
9CTH
Se1d
1L
€2TY

0ZTA

9111

(4951

70TI

0074

D E

L DWI

SPDB

PROTEIN DATA BANK

W



EMD-6776, 5XTI

wwPDB EM Validation Summary Report

Page 55

inone| 1 beta subcomplex subunit 4

iqu

NADH dehydrogenase [ub

e Molecule 38

37%

62%

Chain Bo

S64

TON

-
©
155]

89D
L84
9G4

¥Sd

2SN

+

inone| 1 beta subcomplex subunit 9

iqu

NADH dehydrogenase [ub

e Molecule 39

—
5%

m

38%

58%

2 < = <
B = 23

Chain p

N
S
rm

T11d

S0Ta
7011

coTM

66A
8634

£64

T6A
068

98d

8.b
LLd

S0

894

< w o~ I
[Tt Y T}
Hx A=

TSH

67

9%
Sea

€D

0EM

121

1

(44

814

€10

LLTH
9.74

inone| 1 beta subcomplex subunit 9

¥L1d

L2TH

[24x:t
13428

6114
8TTA

911d

42308

e Molecule 39

(435}

iqu

NADH dehydrogenase [ub

—
5%

40%

55%

Chain Bp

2oTM

66A
8634

€64

T6&
06s

o
a2}
=

121

vl

LLTH
9.14

¥L1d

8¢T1
LeTH

[44x)
TCTH

NADH-ub

6114
8TTA

9T1d

PTTN

[495)
111d

S0t1a
7011

4

111

idoreductase cha

1quinone ox

e Molecule 40

39%

61%

Chain r

8y
180
088

8LW

€91

191

8SS

w O
—
n X

9TM
STL

|
SSTA
¥STT

8TTd
STT1

vi1a
€TTL

S0TS

90%A
SO¥%T
Yovy
€0%L

68€S
¥8el
SLET
vLEN

€LET
CTLEL

0Led
69€T

L9€1

S9eV

8GEM

SGEN

8YET

Sves

vveT

oveyd
6€ES

8T€D

Seel
vzes

L1€T

80€S
LOEM

SO0EL

68CS

98C1

¥8cs

182d

8.2d

S.2I

(kAN
TLZH

RLDWIDE

erpBe

0O
PROTEIN DATA BANK

W



EMD-6776, 5XTI

wwPDB EM Validation Summary Report

Page 56

6S¥%S

¥SvI

8¥¥s
LYV

13241
[0)747:1

LEVH

CEVY
TEVL

8¢¥%d
L2931
471
STYN

€TvI
[447:1
T¢¥H
0ZvL

9T¥M
STHD
14528

8071

in 4

idoreductase cha

NADH-ubiquinone ox

e Molecule 40

0o

39%

60%

Chain Br

SSTA
7ST1
€STL

TS814

6714

(44 %
T21d
0TI

8114

ST11
vi1a
€TTL
(4334

60TL
80TH

S0TS

62T

9TV

[444cs

0ZCH

¥1e1
€TCH

072X

S0ZA

96TM

BTN

06TM
681S

1818

28TL

6.1
8LTT

9LTI
SLIN

TLT1
0LTL

89TH
L9TL

7911

8STT
LSTS

Yoy
€0VL

68€S
v8el
SLET
vLEN

€LET
CLEL

0Led
69€T

LOET

S9eV

85eM

SGEN

8%€T

Sves

429"

0oved
6€€S

92eT
SeeT
vees
L1€T

80€S
LOEM

SO0€L

68CS

9821

¥8cs

182a

8.Lcd

S.21

LTl
TLZH

892D
L9TM

6S¥%S
¥S¥I

8v¥S
LYYT

1532748

j247:4
0TYL

9T¥M
STHD
14528
80%1

90%A
SO0

in 1l

idoreductase cha

1quinone ox

NADH-ubi

e Molecule 41

49%

47%

Chain s

(71
6EA

PLTT
ELTM
LT

691D
89TL
L9TL

0974

LOTYV
90711

2oTT
861
S6T
£6N
céd

T6N
06d

L1€b

C1es
TT€I

LOEW

98CH
S8271

1824

6,24
8.2d

9.2y
SLTL

€.21
cLTh

0,24

89CS
1,921

S921

€921
29T
1921

PAS{AN

SGTA

€524

1528

(G744
8%ca

¥¥ed

8TeL

in 1

idoreductase cha

1quinone ox

NADH-ubi

e Molecule 41

49%

48%

Chain Bs

(47

ovA
B6EA

021

45

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-6776, 5XTI

wwPDB EM Validation Summary Report

Page 57

PLTT
ELTM
LT

691D
89TL
L9TL

0974

8GTH

9GTH

¥STT

€6N
céd
T6N
06d

8T

081d
6LTM

LL1d
9LT1

8T€L
L1€0

SsTed
vier

80€d
LOEW

98TH
S8C1

1824

6.24
8.2d

9.2y
S.LTL

€.21
cLTh

NADH dehydrogenase [ub

inone| 1 alpha subcomplex subunit 8

iqu

e Molecule 42

35%

63%

Chain u

6%d
8¥M

9€0

TEH

TLIA
TLIL

inone| 1 alpha subcomplex subunit 8

6974
89TX
1974

+

8STT

981D

SPTY

(4428

O%IN
LETT
€ETL

CETA
TETA

NADH dehydrogenase [ub

6CTL
vera
Te1a

0ztd
61TY

LTTM

e Molecule 42

STTT

iqu

38%

60%

Chain Bu

801a

701d

[4015’}

007D

8%

seb

TLIA
TLIL

6974
891X
L974

+

8GT1

9G1D

0S8Td
671Q

SY1Y

(47428

0%IN
LETT
€ETL

CETA
TETA

NADH dehydrogenase [ub

62TL

2Tl
vera

1e1a
0z1d
6114

LTTM

e Molecule 43

STT1

TTIA

inone| 1 beta subcomplex subunit 7

iqu

9%

42%

47%

Chain v
2'

6LV

9LN

€LS

T4

893
197
991
S9Y4

3
©
=]

TOH
() 4
63D
854

sy
181

o
0
=4

67V
8%a

3

R
=5 <

~
o0
Iml

[}
0
x

o™ 2
~ o A A~

w ©
'-1>I

LTTH
9114

€T
8071

L0748
9074

NADH dehydrogenase [ub

70Td
€073

001X
661
864
L6KW

76a
€64
C6H
684
880
L8M
784

8%

inone| 1 beta subcomplex subunit 7

iqu

e Molecule 43

9%

43%

0 o o
0 o ©
.l+||||| meF

45%

Chain Bv

6LV

9LN

iZx

™
~
wn

191

DO -
< 1 1 W©
<OoO4adm

8¥%a

3

Y
ovA
6EN

Lg¥

SEX

o ™, B8 O Il
e ~Aala Ao

w ©
‘_1>I

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe



EMD-6776, 5XTI

wwPDB EM Validation Summary Report

Page 58

01
LITH
9114

€TTH

8011
L0748
90TY

NADH dehydrogenase [ub

70Td
€073

007X

83

inone| 1 alpha subcomplex subunit 10, mitochon-

iqu

e Molecule 44

drial

42%

-
)
=1

55%

Chain w

60TN
80TA

€0Td

T0TD
00Ta

© o
o O
O

©
[}
(7]

o)
o)
[=}

€64
C6H

68V

18d
984

18T

6.4

LLT

S

<
~
<

N~ O oo N
© O O~ ~
IU[“Q’:‘I:‘I

88TN
¥8TA
8LT4
9.LTD
ELTH
0LTT

6974
89TA

991a

€971
2918
1974

6GTT

LSTA

SSTH
¥STD
€STL

NADH dehydrogenase [ub

8CTS

92T

YZIN

8TTA
PAYS

STTd

TTIN

28td
6.2a
S.LTX
0.LzZA
L9TH
92b
8GCA

SGCA

€920
{4218}

67CH
8¥cd
LvTd
921

(474}
192k

8€CH

9€ea

LT
eaac
SCCH

TTey
0TTH

81CI
L12H

S1eh
4598

Z1ed

60CA

90Tk

€021
COCH

6611
861X

T6TY

E€GEM

LYEA

[472°0)

inone| 1 alpha subcomplex subunit 10, mitochon-

oves

80€L

90€EN
S0€T
70EA
2oed
86CA

7621

e Molecule 44

drial

C6TA
6824
88N
182a

S8¢TH

iqu

41%

o]
2]
IH

56%

Chain Bw

8TTA
L1714

ST1d

TTIN

60TN
80TA

€0Td

TO0TD

[=3
D O
D
(L=}

w ©
D O
an

N M
QO
=

-~
o
=

YSL

TSH

COCH
86TA
1614
88TN
781A
8L14
9.LT0
ELIN
0LTT
6974
89TA
991a
€971

2¢91s
1914

6STT

LSTA

SST0
31D
€STL

67 TH

682Y
88CN
1.82a
S8TY
¢8td
6,20
SLTK
0LzA
L9y
%920

85T

SSTA

€520
esea

6%CH
8¥ca
Lyed
9%2T

cyeN
15498

8€CH

9€Ta

LTTH
felaacs
SCCH

TeeH
(44’8

81¢I
L1284

Ejtdi]
YICA

c¢1ed

60T/

90Tk

€021

£GEM

LveN

cved
Tved

B6EEX

LEEY

Seed

ceeyd
Teed

LTEA
9zed

€zed
CTEH

Cytochrome c oxidase subunit 1

e Molecule 45

—
5%

26%

68%

Chain x

L07d
90Td
S0T1

964
S6d

i

S2TH

€124

60271

6671

861S
L6171

S6TT
v6T11

3

88TA

+

814
T8TL
9LTN
€L1d
TLIA

TLIW
0LIN

89TI
1971

2911

LSTS

SSTA

TSTH
0ST1

LYTI

SY1T

8ETH

o - wn 0 N O ©
~ 3]

SRS mimE S
m (3] (3] A =

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-6776, 5XTI

wwPDB EM Validation Summary Report

Page 59

8CZEH

vze1

6TEN
8T€EA

STed
vier

TI€I

3

S0ed

c0ogyd

66CA
862a

S6CZA

26TH

0821

LLTH
9.2y

Ll
+

89¢4
L9td
9924

79T

292s

9GCH

¥se1

0§2H

LyCI
9T

147498
€¥TA

0%CH

8€Td

zeed

4148
1978

0S¥M
67V

Yvvd

[47%44¢

LE%d

TEYT

LTVH

135728

L0%a

i40A%

T0%S

86€d
L6€4d

veen

08€A
6.LEX
8LEH

E€LEN
CTLEX

69€d

Ll

63EY

LEEV

CEET

0€ED

CISN

60G.L

Cytochrome ¢ oxidase subunit 1

9054

(4008
T0S8d

86%0

26%1

L8%1

7871

[4:578

08%Y

9.L¥d
SLYY

*

e Molecule 45

L9¥%T
99¥H

—
5%

27%

68%

+<}'mw+
0 0 0
=5

Chain Bx

6113

Ll

L0Td
90Td
SOT1T

©
Q
o

S6d

T6d

181

¥8d

281
6.0
SLI
YLK
€L1

0LA

194

ova

SET
veS

(434

8T1

v1a
121

TIN
OT.L
68

LSTS

SSTA

TGTH
0ST1T

LYTI

SPT1

8ETH

9ETT
T€Td
0€Td
6CTA
8CTTA
SC1D

121D

CEET

*

0EED

8CEH

vze1

6TEN

9T

14298
£VCA

0%CH

8€cCd

zeeh

SLYY

89V
L9¥T
99¥H

+

[4ci)
T9%s

0S¥M
677

Y¥vd

cvva

LEYd

€71
0EYd

LIVH

195728

€157
CISN

60SL

Cytochrome ¢ oxidase subunit 2

9054

CO0SA
T0S8d

867D

9671

(43574t

V8¥L

28¥A

e Molecule 46

08%4

9.Lv4

12%

35%

60%

Chain y

+

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

8911

YoTY

2918

8S1a

CCTIN
TCTA
0zTs
TT1L

807X

I

€0Th

© I~
N N
o o
= 4

9121

e s A A o

€121

1121

80¢d

9024
S02S

e Molecule 46

£0CN
20zs

8674
LBTS
9610

€6TA

Cytochrome ¢ oxidase subunit 2

35%

60%

Chain By

00TH

863

26N

061

8.1

R LDWIDE

PROTEIN DATA BANK

¢9d
TOA

650
85V

9SG

+

Lyl

ST

15728

TEA

o N .
R = =

[ S
A=

w_ 0



EMD-6776, 5XTI

wwPDB EM Validation Summary Report

Page 60

0 22T1

9TTN

9121
S12d

€121

1121

80¢d
L0TW
9024
S0CS

e Molecule 47: Cytochrome ¢ oxidase subunit 3
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e Molecule 47: Cytochrome ¢ oxidase subunit 3
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e Molecule 48: Cytochrome ¢ oxidase subunit 4 isoform 1, mitochondrial
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e Molecule 48: Cytochrome ¢ oxidase subunit 4 isoform 1, mitochondrial
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e Molecule 49: Cytochrome ¢ oxidase subunit 5A, mitochondrial
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e Molecule 49: Cytochrome ¢ oxidase subunit 5A, mitochondrial
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e Molecule 50: Cytochrome ¢ oxidase subunit 5B, mitochondrial
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e Molecule 51: Cytochrome ¢ oxidase subunit 6A2, mitochondrial
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e Molecule 51: Cytochrome ¢ oxidase subunit 6A2, mitochondrial
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e Molecule 58: Cytochrome b-c1 complex subunit 8
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e Molecule 60: Cytochrome b-c1 complex subunit Rieske, mitochondrial

00CH

37%

62%

Chain AP:

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-6776, 5XTI

wwPDB EM Validation Summary Report

Page 65

|
PLTT
€LTd

1,974

SOTH

€9TA

091d
6STI

SGTH

€gTd
CSTI

0STV

9VTA
sv1a

(4441

07T

8ETS

9ETd
SETD

TEIN
8TTV
LTTA
9TTV
STTA
iZ45]
€TTA
TITY
voTd

TOTH
00TL

z6d

884

98d
S8A

€81
z8a

08H
6.Ls

€LTA

S9z24d

LGN
9621
SGed

[4c4]
1821
0G2H

8vcd

e Molecule 61: Cytochrome b-cl complex subunit 9
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e Molecule 63: Cytochrome b-c1 complex subunit 7
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e Molecule 64: Cytochrome b-c1 complex subunit 10
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e Molecule 65: Cytochrome c1, heme protein, mitochondrial
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e Molecule 67: Cytochrome b-c1 complex subunit 2, mitochondrial
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4 Experimental information (i)

Property Value Source
EM reconstruction method SINGLE PARTICLE Depositor
Imposed symmetry POINT, C1 Depositor
Number of particles used 8600 Depositor
Resolution determination method | FSC 0.143 CUT-OFF Depositor
CTF correction method NONE Depositor
Microscope FEI TITAN KRIOS Depositor
Voltage (kV) 300 Depositor
Electron dose (e~ /A2) 1.25 Depositor
Minimum defocus (nm) Not provided

Maximum defocus (nm) Not provided

Magnification Not provided

Image detector FEI FALCON II (4k x 4k) Depositor
Maximum map value 0.054 Depositor
Minimum map value -0.029 Depositor
Average map value 0.000 Depositor
Map value standard deviation 0.006 Depositor
Recommended contour level 0.0056 Depositor
Map size (A) 519.83997, 519.83997, 519.83997 wwPDB
Map dimensions 480, 480, 480 wwPDB
Map angles (°) 90.0, 90.0, 90.0 wwPDB
Pixel spacing (A) 1.083, 1.083, 1.083 Depositor
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5 Model quality (i)

5.1 Standard geometry (i)

Bond lengths and bond angles in the following residue types are not validated in this section: FES,
CDL, HEM, ZN, HEC, PEE, MG, SF4, CU, 8Q1, FMN, PLX, HEA, NDP

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

angles).
. Bond lengths Bond angles
Mol | Chain | py/q7 #|Z| >5 RMSZ 47| >5

1 A 0.39 0/3398 0.87 6,/4590 (0.1%)
1 BA 0.39 0/3398 0.87 6,/4590 (0.1%)
2 B 0.59 0/1452 0.96 10/1964 (0.5%)
2 BB 0.59 0/1452 0.96 9/1964 (0.5%)
3 BC 0.74 0/1280 0.93 3/1732 (0.2%)
3 C 0.74 0/1280 0.93 3/1732 (0.2%)
4 BE 0.44 0/993 0.92 3/1335 (0.2%)
4 E 0.44 0/993 0.92 3/1335 (0.2%)
5 BF 0.37 0/682 0.87 0/922
5 F 0.37 0/682 0.87 0/922
6 BG 0.40 0/684 0.83 0/926
6 BX 0.71 0/698 0.89 0/942
6 G 0.40 0/684 0.83 0/926
6 X 0.71 0/698 0.89 0/942
7 BH 0.45 0/941 0.87 2/1275 (0.2%)
7 H 0.45 0/941 0.86 2/1275 (0.2%)
8 BI 0.45 0/788 1.10 7/1066 (0.7%)
8 I 0.45 0/788 1.10 7/1066 (0.7%)
9 BJ 0.44 0/2785 0.91 13/3771 (0.3%)
9 J 0.44 0/2785 0.91 13/3771 (0.3%)
10 BK 0.30 0/282 0.74 0/381
10 K 0.30 0/282 0.74 0/381
11 BL 0.42 0/987 0.83 1/1331 (0.1%)
11 L 0.42 0/987 0.83 1/1331 (0.1%)
12 BM 0.43 0/5362 0.87 11/7266 (0.2%)
12 M 0.43 0/5362 0.87 9/7266 (0.1%)
13 | BN | 044 0/1236 0.91 7/1681 (0.4%)
13 N 0.44 0/1236 0.91 6,/1681 (0.4%)
14 BO 0.40 0/1682 0.87 4/2289 (0.2%)
14 ) 0.40 0/1682 0.87 4/2289 (0.2%)
15 BP 0.48 0/1780 0.94 5/2424 (0.2%)
15 p 0.48 0/1780 0.94 5/2424 (0.2%)

EMD-6776, 5XTI
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. Bond lengths Bond angles

Mol | Chain | ¢\ g7 #|Z| >5 RMSZ #|Z| >5
16 BQ 0.55 0/3552 1.01 14/4815 (0.3%)
16 Q 0.55 0/3552 1.01 14/4815 (0.3%)
17 BS 0.81 0/583 0.94 1/785 (0.1%)
17 S 0.81 0/583 0.94 1/785 (0.1%)
18 BT 0.38 0/755 0.79 0/1017
18 T 0.37 0/755 0.79 0/1017
19 BU 0.69 0/670 1.05 4/920 (0.4%)
19 U 0.69 0/670 1.05 4/920 (0.4%)
20 BV 0.64 0/1065 0.89 4/1450 (0.3%)
20 \Y 0.64 0/1065 0.89 4/1450 (0.3%)
21 BW 0.74 1/1166 (0.1%) 1.12 8/1579 (0.5%)
21 W 0.74 1/1166 (0.1%) 1.12 8/1579 (0.5%)
22 BY 0.61 0/559 1.16 7/763 (0.9%)
22 Y 0.62 0/559 1.16 7/763 (0.9%)
23 BZ 0.56 0/669 0.82 0/899
23 Z 0.56 0/669 0.81 0/899
24 Ba 0.85 0/1209 0.98 6/1639 (0.4%)
24 a 0.85 0/1209 0.98 6/1639 (0.4%)
25 Bb 0.71 4/1095 (0.4%) 1.08 6,/1480 (0.4%)
25 b 0.71 4/1095 (0.4%) 1.08 6,/1480 (0.4%)
26 Be 0.69 0/1287 0.99 10/1761 (0.6%)
26 c 0.69 0/1287 0.99 10/1761 (0.6%)
27 Bd 0.79 0/1445 0.97 3/1945 (0.2%)
27 d 0.79 0/1445 0.97 3/1945 (0.2%)
28 Be 0.76 0/835 0.95 2/1134 (0.2%)
28 e 0.76 0/835 0.95 2/1134 (0.2%)
29 Bf 0.66 0/418 0.87 1/566 (0.2%)
29 f 0.66 0/418 0.87 1/566 (0.2%)
30 Bg 0.78 0/1035 0.97 4/1398 (0.3%)
30 g 0.78 0/1035 0.97 4/1398 (0.3%)
31 Bh 0.79 0/884 0.98 3/1182 (0.3%)
31 h 0.79 0/884 0.98 3/1182 (0.3%)
32 Bi 0.92 1,/2808 (0.0%) 1.08 11/3843 (0.3%)
32 i 0.92 1,/2808 (0.0%) 1.08 11/3843 (0.3%)
33 Bj 0.76 0/945 1.01 3/1292 (0.2%)
33 j 0.76 0/945 1.01 3/1292 (0.2%)
34 Bk 0.95 1/751 (0.1%) 1.04 3/1019 (0.3%)
34 k 0.95 1/751 (0.1%) 1.04 3/1019 (0.3%)
35 Bl 0.84 6,/4840 (0.1%) 1.04 29/6611 (0.4%)
35 1 0.84 6,/4840 (0.1%) 1.04 29/6611 (0.4%)
36 Bm 0.82 0/1346 0.99 6/1832 (0.3%)
36 m 0.82 0/1346 0.99 6/1832 (0.3%)
37 Bn 0.63 0/484 0.99 0/652
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. Bond lengths Bond angles
Mol | Chain | ¢\ g7 #|Z| >5 RMSZ #|Z| >5
37 n 0.63 0/484 0.99 0/652
38 Bo 0.71 0/1093 0.89 0/1479
38 0 0.71 0/1090 0.89 0/1475
39 Bp 0.70 0/1549 1.01 11,/2098 (0.5%)
39 p 0.70 0/1549 1.00 11,/2098 (0.5%)
40 Br 0.96 1/3723 (0.0%) 1.02 2/5089 (0.0%)
40 r 0.96 1/3723 (0.0%) 1.02 2/5089 (0.0%)
41 Bs 0.83 0/2580 1.09 15/3539 (0.4%)
41 S 0.83 0/2580 1.09 15/3539 (0.4%)
42 Bu 0.70 0/1433 0.96 2/1937 (0.1%)
42 u 0.70 0/1433 0.96 2/1937 (0.1%)
43 Bv 0.64 0/934 1.00 4/1241 (0.3%)
43 4 0.64 0/934 1.00 4/1241 (0.3%)
44 Bw 0.54 1/2533 (0.0%) 0.91 7/3440 (0.2%)
44 w 0.54 1/2533 (0.0%) 0.91 9/3440 (0.3%)
45 Bx 0.86 7/4164 (0.2%) 1.16 36/5688 (0.6%)
45 X 0.86 7/4164 (0.2%) 1.16 36/5688 (0.6%)
46 By 0.78 0/1868 1.12 11/2544 (0.4%)
46 y 0.78 0/1868 1.12 11/2544 (0.4%)
47 Bz 0.75 0/2211 1.02 7/3023 (0.2%)
47 z 0.75 0/2211 1.02 7/3023 (0.2%)
48 0 0.68 0/1229 0.96 3/1658 (0.2%)
48 BO 0.68 0/1229 0.96 3/1658 (0.2%)
49 1 0.64 0/898 1.03 6/1218 (0.5%)
49 B1 0.64 0/898 1.02 6/1218 (0.5%)
50 2 0.72 0/765 1.13 3/1038 (0.3%)
50 B2 0.72 0/765 1.14 3/1038 (0.3%)
51 3 0.69 0/699 1.10 6/950 (0.6%)
51 B3 0.69 0/699 1.10 6/950 (0.6%)
52 4 0.67 0/648 1.17 5/877 (0.6%)
52 B4 0.67 0/648 1.17 5/877 (0.6%)
53 5 0.71 0/611 0.94 2/810 (0.2%)
53 B5 0.71 0/611 0.94 2/810 (0.2%)
54 6 0.70 0/451 1.04 3/610 (0.5%)
54 B6 0.70 0/451 1.04 3/610 (0.5%)
55 7 0.76 0/398 1.01 1/546 (0.2%)
5%} B7 0.76 0/398 1.01 1/546 (0.2%)
56 8 0.78 0/399 0.97 2/534 (0.4%)
56 B8 0.78 0/399 0.97 2/534 (0.4%)
57 9 0.69 0/345 0.99 1/470 (0.2%)
57 B9 0.69 0/345 0.99 1/470 (0.2%)
58 AA 0.44 0/715 0.83 1/964 (0.1%)
58 AN 0.37 0/707 0.86 2/953 (0.2%)
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. Bond lengths Bond angles
Mol | Chain | ¢\ g7 #|Z| >5 RMSZ #|Z| >5
50 | AB | 0.37 0/421 0.91 0/574
50 | AO | 0.40 0/417 0.98 0,/569
60 | AC | 0.32 0,/1554 0.81 6,2104 (0.3%)
60 | AP | 0.30 0/1554 084 | 6/2104 (0.3%)
61 | AD | 0.30 0/521 0.63 0/699
61 | AQ | 0.31 0/521 0.68 0/699
62 | AE | 048 1/587 (0.2%) 0.84 2/789 (0.3%)
62 | AR | 0.37 0/587 0.77 2/789 (0.3%)
63 | AF | 0.6l 2/942 (0.2%) 085 | 3/1263 (0.2%)
63 | AS | 034 0,942 0.66 0,/1263
64 | AG | 0.38 0,/442 0.82 1/608 (0.7%)
64 | AT | 0.40 0/442 0.80 1/608 (0.2%)
65 | AH | 0.35 0,/1983 0.84 | 6/2601 (0.2%)
65 | AU | 0.35 0/1983 0.79 | 4/2691 (0.1%)
66 | AJ | 042 | 2/3108 (0.1%) | 0.82 | 7/4254 (0.2%)
66 | AV | 0.46 | 4/3108 (0.1%) | 0.86 | 11/4254 (0.3%)
67 | AK | 037 0/3217 0.79 0,/4361
67 | AW | 0.39 | 2/3220 (0.1%) | 0.81 474365 (0.1%)
68 | AL | 0.37 0/3514 0.82 | 8/4769 (0.2%)
68 | AY | 040 | 2/3499 (0.1%) | 0.83 | 6/4750 (0.1%)
Al | Al | 065 |57/197905 (0.0%) | 0.96 | 719/268649 (0.3%)

Chiral center outliers are detected by calculating the chiral volume of a chiral center and verifying if
the center is modelled as a planar moiety or with the opposite hand.A planarity outlier is detected
by checking planarity of atoms in a peptide group, atoms in a mainchain group or atoms of a
sidechain that are expected to be planar.

Mol | Chain | #Chirality outliers | #Planarity outliers
44 Bw 0 1

44 W 0 1

All All 0 2

The worst 5 of 57 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
32 1 278 | ILE CA-CB | -7.62 1.50 1.54
32 Bi 278 | ILE CA-CB | -7.56 1.50 1.54
45 X 61 HIS | CG-CD2 | 7.46 1.44 1.35
45 Bx 61 HIS | CG-CD2 | 7.45 1.44 1.35
45 Bx 378 | HIS | ND1-CE1 | 7.40 1.40 1.32

The worst 5 of 719 bond angle outliers are listed below:
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Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(°)
21 BW 31 SER | N-CA-C | -16.81 92.08 112.59
21 W 31 SER | N-CA-C | -16.81 92.09 112.59
21 W 10 | MET | CA-C-N | -10.86 109.20 120.38
21 W 10 | MET | C-N-CA | -10.86 109.20 120.38
21 BW 10 | MET | CA-C-N | -10.85 109.21 120.38

There are no chirality outliers.

All (2) planarity outliers are listed below:

Mol | Chain | Res | Type | Group
44 Bw 338 | LYS | Peptide
44 w 338 | LYS | Peptide

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 A 3322 0 3289 214 0
1 BA 3322 0 3289 207 0
2 B 1420 0 1371 118 0
2 BB 1420 0 1371 123 0
3 BC 1249 0 1253 84 0
3 C 1249 0 1253 88 0
4 BE 968 0 982 64 0
4 E 968 0 982 64 0
5 BF 670 0 679 38 0
5 F 670 0 679 37 0
6 BG 672 0 650 31 0
6 BX 686 0 676 36 0
6 G 672 0 650 31 0
6 X 686 0 676 33 0
7 BH 922 0 950 o8 0
7 H 922 0 950 98 0
8 BI 769 0 788 47 0
8 I 769 0 788 47 0
9 BJ 2712 0 2757 234 0
9 J 2712 0 2757 234 0

10 BK 274 0 257 23 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
10 K 274 0 257 22 0
11 BL 964 0 962 63 0
11 L 964 0 962 63 0
12 BM 5274 0 5312 338 0
12 M 9274 0 5312 334 0
13 BN 1195 0 1155 50 0
13 N 1195 0 1155 49 0
14 BO 1643 0 1646 110 0
14 O 1643 0 1646 113 0
15 BP 1730 0 1685 116 0
15 P 1730 0 1685 115 0
16 BQ 3460 0 3419 309 0
16 Q 3460 0 3419 309 0
17 BS 568 0 067 43 0
17 S 568 0 267 44 0
18 BT 742 0 723 43 0
18 T 742 0 723 42 0
19 BU 647 0 653 16 0
19 U 647 0 653 15 0
20 BV 1038 0 1027 36 0
20 \% 1038 0 1027 36 0
21 BW 1135 0 1129 62 0
21 W 1135 0 1129 62 0
22 BY 933 0 475 102 0
22 Y 933 0 475 99 0
23 BZ 648 0 627 19 0
23 Z 648 0 627 18 0
24 Ba 1174 0 1177 103 0
24 a 1174 0 1177 102 0
25 Bb 1059 0 1079 123 0
25 b 1059 0 1079 126 0
26 Be 1236 0 1092 87 0
26 ¢ 1236 0 1092 82 0
27 Bd 1418 0 1375 119 0
27 d 1418 0 1375 118 0
28 Be 810 0 772 34 0
28 e 810 0 772 36 0
29 Bf 405 0 407 18 0
29 f 405 0 407 18 0
30 Bg 1004 0 1008 66 0
30 g 1004 0 1008 68 0
31 Bh 863 0 861 64 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
31 h 863 0 861 66 0
32 Bi 2735 0 2893 194 0
32 1 2735 0 2893 186 0
33 Bj 919 0 968 87 0
33 j 919 0 968 84 0
34 Bk 740 0 792 92 0
34 k 740 0 792 92 0
35 Bl 4717 0 4893 410 0
35 1 4717 0 4893 409 0
36 Bm 1313 0 1330 129 0
36 m 1313 0 1330 129 0
37 Bn 473 0 480 29 0
37 n 473 0 480 29 0
38 Bo 1066 0 1086 66 0
38 0 1063 0 1082 62 0
39 Bp 1495 0 1440 118 0
39 p 1495 0 1440 106 0
40 Br 3629 0 3825 162 0
40 r 3629 0 3825 161 0
41 Bs 2509 0 2617 168 0
41 s 2509 0 2617 168 0
42 Bu 1394 0 1367 64 0
42 u 1394 0 1367 60 0
43 Bv 921 0 892 91 0
43 v 921 0 892 89 0
44 Bw 2474 0 2304 120 0
44 W 24774 0 2304 119 0
45 Bx 4025 0 4003 88 0
45 X 4025 0 4003 87 0
46 By 1822 0 1834 73 0
46 y 1822 0 1834 72 0
47 Bz 2124 0 2042 52 0
47 v/ 2124 0 2042 52 0
48 0 1195 0 1183 33 0
48 BO 1195 0 1183 31 0
49 1 878 0 868 22 0
49 B1 878 0 868 23 0
20 2 748 0 728 23 0
20 B2 748 0 728 27 0
51 3 672 0 645 29 0
51 B3 672 0 645 29 0
92 4 628 0 082 21 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
52 B4 628 0 082 21 0
93 d 598 0 612 17 0
93 B5 598 0 612 14 0
o4 6 441 0 439 28 0
o4 B6 441 0 439 27 0
95 7 384 0 366 12 0
95 B7 384 0 366 12 0
o6 8 386 0 388 8 0
o6 B8 386 0 388 8 0
o7 9 335 0 352 14 0
o7 B9 335 0 352 13 0
98 AA 694 0 683 47 0
o8 AN 687 0 676 30 0
59 AB 413 0 438 25 0
59 AO 409 0 432 24 0
60 AC 1521 0 1505 56 0
60 AP 1521 0 1505 64 0
61 AD 509 0 511 15 0
61 AQ 509 0 511 23 0
62 AE 580 0 026 54 0
62 AR 580 0 026 33 0
63 AF 921 0 909 74 0
63 AS 921 0 910 30 0
64 AG 425 0 422 13 0
64 AT 425 0 422 30 0
65 AH 1924 0 1874 62 0
65 AU 1924 0 1874 80 0
66 AlJ 3009 0 3065 114 0
66 AV 3009 0 3065 178 0
67 AK 3159 0 3130 160 0
67 AW 3162 0 3139 124 0
68 AL 3442 0 3357 174 0
68 AY 3428 0 3326 206 0
69 A 8 0 0 6 0
69 B 16 0 0 3 0
69 BA 8 0 0 6 0
69 BB 16 0 0 3 0
69 BC 8 0 0 0 0
69 BM 16 0 0 3 0
69 C 8 0 0 0 0
69 M 16 0 0 4 0
70 A 31 0 19 17 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
70 BA 31 0 19 16 0
71 AL 52 0 88 4 0
71 AN o2 0 88 10 0
71 AQ 52 0 88 9 0
71 AT 52 0 88 2 0
71 B 52 0 88 4 0
71 BB 52 0 88 4 0
71 BU 52 0 88 2 0
71 BV 52 0 88 4 0
71 Bb 52 0 88 35 0
71 Bg 156 0 264 14 0
71 Br 104 0 176 24 0
71 U 52 0 88 2 0
71 b 52 0 88 36 0
71 g 156 0 264 13 0
71 r 104 0 176 23 0
72 BE 35 0 0 4 0
72 Bp 35 0 0 13 0
72 E 35 0 0 4 0
72 p 35 0 0 12 0
73 BJ 48 0 26 26 0
73 J 48 0 26 26 0
4 AC 4 0 0 3 0
4 AP 4 0 0 2 0
74 BM 4 0 0 1 0
74 BO 4 0 0 2 0
74 M 4 0 0 1 0
74 O 4 0 0 2 0
75 AA 64 0 72 3 0
75 AG 64 0 72 29 0
75 AH 64 0 72 8 0
75 AJ 128 0 144 23 0
75 AL 64 0 72 24 0
75 AN 64 0 72 9 0
75 AU 64 0 72 11 0
75 AY 64 0 72 6 0
75 BV 63 0 68 6 0
75 Bi 64 0 72 2 0
75 Bl 128 0 144 5 0
75 Bn 64 0 72 10 0
75 \Y 63 0 68 8 0
75 1 64 0 72 2 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
75 1 128 0 144 4 0
75 n 64 0 72 10 0
76 AH 49 0 75 32 0
76 AJ 49 0 I6) 8 0
76 AL 49 0 1) 39 0
76 AU 41 0 o6 24 0
76 AV 49 0 75 23 0
76 AY 49 0 75 21 0
76 BV ol 0 82 21 0
76 BW 51 0 82 20 0
76 Bl 100 0 157 67 0
76 \Y 51 0 82 22 0
76 W o1 0 82 20 0
76 1 100 0 157 66 0
7 Bx 1 0 0 0 0
77 | By 2 0 0 0 0
7 X 1 0 0 0 0
77 y 2 0 0 0 0
78 Bx 1 0 0 0 0
78 X 1 0 0 0 0
79 Bx 120 0 108 4 0
79 X 120 0 108 4 0
80 2 1 0 0 0 0
80 B2 1 0 0 0 0
81 AH 43 0 32 5 0
81 AU 43 0 32 7 0
82 AJ 86 0 60 8 0
82 AV 86 0 60 13 0
All All 196753 0 197037 9753 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 25.

The worst 5 of 9753 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)
35:BL:533:MET:CE | 76:Bl:702:PEE:H36 1.25 1.65
24:a:55:PHE:CE2 39:p:118:TYR:CE2 1.82 1.64
35:1:533:MET:CE 76:1:702:PEE:H36 1.25 1.64
24:Ba:55:PHE:CE2 | 39:Bp:118:TYR:CE2 1.82 1.64
63:AF:29:LYS:CG | 63:AF:75:ILE:HD11 1.16 1.63
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There are no symmetry-related clashes.

5.3 Torsion angles (i)

5.3.1 Protein backbone (3)

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

entries.

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

analysed, and the total number of residues.

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 A 429/431 (100%) 396 (92%) 24 (6%) 9 (2%) 30
1 BA 429/431 (100%) 396 (92%) 24 (6%) 9 (2%) 30
2 B 174/176 (99%) 163 (94%) 10 (6%) 1 (1%) 21 59
2 BB 174/176 (99%) 163 (94%) 10 (6%) 1 (1%) 21 59
3 BC 154/156 (99%) 136 (88%) 13 (8%) 5 (3%) 21
3 C 154/156 (99%) 136 (88%) 13 (8%) 5 (3%) 21
4 BE 111/113 (98%) 101 (91%) 8 (7%) 2 (2%) 34
4 E 111/113 (98%) 101 (91%) 8 (7%) 2 (2%)

5 BF 81/83 (98%) 74 (91%) 7 (9%) 0

5 F 81/83 (98%) 74 (91%) 7 (9%) 0

6 BG 83/85 (98%) 78 (94%) 3 (4%) 2 (2%)
6 BX 83/85 (98%) 73 (88%) 6 (7%) 4 (5%)
6 G 83/85 (98%) 78 (94%) 3 (4%) 2 (2%)
6 X 83/85 (98%) 73 (88%) 6 (7%) 4 (5%)
7 BH 110/112 (98%) 100 (91%) 5 (4%) 5 (4%)
7 H 110/112 (98%) 100 (91%) 5 (4%) 5 (4%)
8 BI 91/110 (83%) 79 (87%) 6 (7%) 6 (7%)
8 | 91/110 (83%) 79 (87%) 6 (7%) 6 (7%)
9 BJ 335/337 (99%) 314 (94%) 14 (4%) 7 (2%)
9 J 335/337 (99%) 314 (94%) 14 (4%) 7 (2%)
10 BK 31/33 (94%) 27 (87%) 1 (3%) 3 (10%)
10 K 31/33 (94%) 27 (87%) 1 (3%) 3 (10%)
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
11 BL 116/118 (98%) 104 (90%) 8 (7%) 4 (3%) 21
11 L 116/118 (98%) 104 (90%) 8 (7%) 4 (3%) 21
12 | BM 685/687 (100%) 608 (89%) | 54 (8%) | 23 (3%) 21
12 M 685/687 (100%) 608 (89%) | 54 (8%) | 23 (3%) 21
13 BN 141/143 (99%) 119 (84%) | 15 (11%) | 7 (5%) 16
13 N 141/143 (99%) 119 (84%) | 15 (11%) | 7 (5%) 16
14 | BO 210/212 (99%) 188 (90%) | 15 (7%) | 7 (3%) 21
14 0 210/212 (99%) 188 (90%) | 15 (7%) | 7 (3%) 21
15 BP 206/208 (99%) 173 (84%) | 22 (11%) | 11 (5%) 15
15 P 206,/208 (99%) 173 (84%) | 22 (11%) | 11 (5%) 15
16 | BQ 428 /430 (100%) 398 (93%) | 23 (5%) | 7 (2%) 38
16 Q 428 /430 (100%) 398 (93%) | 23 (5%) | 7 (2%) 38
17 BS 68/70 (97%) 61 (90%) 5 (7%) 2 (3%) 23
17 S 68/70 (97%) 61 (90%) 5 (7%) 2 (3%) 23
18 BT 93/95 (98%) 87 (94%) 2 (2%) 4 (4%) 17
18 T 93/95 (98%) 87 (94%) 2 (2%) 4 (4%) 17
19 | BU 81/83 (98%) 76 (94%) 4 (5%) 1 (1%) 44
19 U 81/83 (98%) 76 (94%) 4 (5%) 1 (1%) 44
20 | BV 138/140 (99%) 129 (94%) 6 (4%) 3 (2%) 29
20 V 138/140 (99%) 129 (94%) 6 (4%) 3 (2%) 29
21 | BW 136,/138 (99%) 127 (93%) 4 (3%) 5 (4%) 20
21 W 136,138 (99%) 127 (93%) 4 (3%) 5 (4%) 20
22 BY 57/59 (97%) 50 (88%) 1(2%) | 6 (10%) ﬂlE
22 Y 57/59 (97%) 50 (88%) 1 (2%) | 6 (10%) ﬂlﬂ
23 | BZ 78/80 (98%) 73 (94%) | 5 (6%) 0 100 ] [100]
23 Z 78/80 (98%) 73 (94%) 5 (6%) 0 | 100
24 Ba 136,138 (99%) 121 (89%) | 12 (9%) | 3 (2%) 29
24 a 136,/138 (99%) 121 (89%) | 12 (9%) | 3 (2%) 29
25 Bb 122/124 (98%) 107 (88%) | 10 (8%) | 5 (4%) 18
25 b 122/124 (98%) 107 (88%) | 10 (8%) | 5 (4%) 18
26 Be 151/153 (99%) 129 (85%) | 15 (10%) | 7 (5%) 17
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
26 c 151/153 (99%) 129 (85%) 15 (10%) 7 (5%) 17
27 Bd 169/171 (99%) 165 (98%) 3 (2%) 1 (1%) 21 59
27 d 169/171 (99%) 165 (98%) (2%) 1 (1%) 59
28 Be 95/97 (98%) 83 (87%) 9 (10%) 3 (3%) 21
28 e 95/97 (98%) 83 (87%) 9 (10%) 3 (3%) 21
29 Bf 45/47 (96%) 43 (96%) 1 (2%) 1 (2%) 29
29 f 45 /47 (96%) 43 (96%) 1 (2%) 1 (2%) 29
30 Bg 117/119 (98%) 105 (90%) 6 (5%) 6 (5%) 15
30 g 117/119 (98%) 105 (90%) 6 (5%) 6 (5%) 15
31 Bh 102/104 (98%) 86 (84%) 10 (10%) 6 (6%) I
31 | n 102/104 (98%) 87 (85%) | 9 (9%) | 6 (6%) 13!
32 Bi 345/347 (99%) 324 (94%) 15 (4%) 6 (2%) 36
32 i 345/347 (99%) 324 (94%) 15 (4%) 6 (2%) 36
33 Bj 113/115 (98%) 103 (91%) 7 (6%) 3 (3%) 25
33 j 113/115 (98%) 103 (91%) 7 (6%) 3 (3%) 25
34 Bk 95/97 (98%) 88 (93%) 4 (4%) 3 (3%) 21
34 k 95/97 (98%) 88 (93%) 4 (4%) 3 (3%) 21
35 Bl 601/603 (100%) 553 (92%) 38 (6%) 10 (2%) 36
35 1 601/603 (100%) 553 (92%) 38 (6%) 10 (2%) 36
36 Bm 172/174 (99%) 150 (87%) 12 (7%) 10 (6%) 14
36 m 172/174 (99%) 150 (87%) 12 (7%) 10 (6%) 14
37 Bn 54/56 (96%) 50 (93%) 2 (4%) 2 (4%) 20
37 n 54/56 (96%) 50 (93%) 2 (4%) 2 (4%) 20
38 Bo 126/128 (98%) 113 (90%) 9 (7%) 4 (3%) 21
38 0 126/128 (98%) 113 (90%) 9 (7%) 4 (3%) 3] 21
39 Bp 170/172 (99%) 158 (93%) 9 (5%) 3 (2%) 34
39 p 170/172 (99%) 158 (93%) 9 (5%) 3 (2%) 6] 34
40 Br 457/459 (100%) 420 (92%) 28 (6%) 9 (2%) 31
40 r 457/459 (100%) 420 (92%) 28 (6%) 9 (2%) 6] 31
41 Bs 316/318 (99%) 285 (90%) 22 (™%) 9 (3%) 24
41 s 316/318 (99%) 285 (90%) 22 (7%) 9 (3%) 24
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
42 Bu 167/169 (99%) 152 (91%) | 10 (6%) | 5 (3%) 23
42 u 167/169 (99%) 152 (91%) | 10 (6%) | 5 (3%) 23
43 Bv 107/122 (88%) 90 (84%) | 14 (13%) | 3 (3%) 24
43 v 107/122 (88%) 90 (84%) | 14 (13%) | 3 (3%) 24
44 | Bw 318/320 (99%) 281 (88%) | 28 (9%) | 9 (3%) 24
44 W 318/320 (99%) 281 (88%) | 28 (9%) | 9 (3%) 24
45 Bx 512/514 (100%) 479 (94%) | 29 (6%) | 4 (1%) 54
45 X 512/514 (100%) 479 (94%) | 29 (6%) | 4 (1%) 16| 54
46 By 225/227 (99%) 203 (90%) | 19 (8%) | 3 (1%) 42
46 y 225/227 (99%) 203 (90%) | 19 8%) | 3 (1%) 9 42
47 Bz 259/261 (99%) 249 (96%) | 10 (4%) 0 |
47 z 259/261 (99%) 249 (96%) | 10 (4%) 0 |
48 0 142/144 (99%) | 135 (95%) | 7 (5%) 0 100 [100]
48 | BO 142/144 (99%) | 135 (95%) | 7 (5%) 0 100 ] [ 100}
49 1 107/109 (98%) | 104 (97%) | 3 (3%) 0 100 [100]
49 Bl 107/109 (98%) 104 (97%) 3 (3%) 0 |
50 2 96,/98 (98%) 86 (90%) 6 (6%) 4 (4%)

50 B2 96,98 (98%) 86 (90%) 6 (6%) 4 (4%)

51 3 82/84 (98%) 67 (82%) | 10 (12%) | 5 (6%)

51 B3 82/84 (98%) 67 (82%) | 10 (12%) | 5 (6%)

52 4 73/75 (97%) 64 (88%) 8 (11%) | 1(1%)

52 B4 73/75 (97%) 64 (88%) 8 (11%) | 1(1%)

53 5 71)73 (97%) 65 (92%) 6 (8%) 0

53 B5 71/73 (97%) 65 (92%) 6 (8%) 0

54 6 54/56 (96%) AT (87%) 5 (9%) 2 (4%)
54 B6 54/56 (96%) 47 (87%) 5 (9%) 2 (4%)
55 7 47/49 (96%) 41 (87%) 6 (13%) 0
55 B7 47/49 (96%) 41 (87%) 6 (13%) 0

56 8 45 /47 (96%) 42 (93%) 3 (7%) 0

56 BS 45 /47 (96%) 42 (93%) 3 (7%) 0

57 9 41/43 (95%) 39 (95%) 2 (5%) 0

Continued on next page...
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
57 B9 41/43 (95%) 39 (95%) 2 (5%) 0 |
58 AA 79/81 (98%) 71 (90%) 6 (8%) 2 (2%)

58 AN 79/81 (98%) 74 (94%) 4 (5%) 1 (1%)

59 AB 55/57 (96%) 41 (74%) 1 (20%) 3 (6%)

59 AO 55/57 (96%) 43 (78%) 6 (11%) 6 (11%)

60 AC 194/196 (99%) 179 (92%) 10 (5%) 5 (3%)

60 AP 194/196 (99%) 178 (92%) 13 (7%) 3 (2%)

61 AD 60/62 (97%) 7 (95%) 3 (5%) 0

61 AQ 60/62 (97%) 5 (92%) 5 (8%) 0

62 AE 72/74 (97%) 5 (90%) 5 (7%) 2 (3%)

62 AR 72/74 (97%) 9 (96%) 2 (3%) 1 (1%)

63 AF 104/106 (98%) 100 (96%) 3 (3%) 1 (1%)

63 AS 104/106 (98%) 102 (98%) 2 (2%) 0

64 AG 49/51 (96%) 48 (98%) 1 (2%) 0

64 AT 49/51 (96%) 47 (96%) 2 (4%) 0

65 AH 239/241 (99%) 225 (94%) 12 (5%) 2 (1%)

65 AU 239/241 (99%) 230 (96%) 7 (3%) 2 (1%) 16| 54
66 AlJ 376/378 (100%) 363 (96%) 10 (3%) 3 (1%) 16| H4
66 AV 376/378 (100%) 359 (96%) 14 (4%) 3 (1%) 16| 54
67 AK 417/419 (100%) 390 (94%) 22 (5%) 5 (1%) 101 44
67 AW 417/419 (100%) 397 (95%) 15 (4%) 5 (1%) 44
68 AL 444 /446 (100%) 403 (91%) 35 (8%) 6 (1%) 9} 40
68 AY 444 /446 (100%) 414 (93%) 22 (5%) 8 (2%) 6] 34
All All 23880/24216 (99%) | 21833 (91%) | 1487 (6%) | 560 (2%) 28

5 of 560 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 63 TYR
A 73 PRO
1 A 379 CYS
2 B 62 THR
12 M 37 ASP
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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 A 346/346 (100%) | 346 (100%) 0 |
1 BA 346/346 (100%) | 346 (100%) 0 |
2 B 151/151 (100%) | 151 (100%) 0 100 ] [100]
2 | BB | 151/151 (100%) | 151 (100%) 0 [100] [ 100
3 | BC | 132/132 (100%) | 132 (100%) 0 100 ] [100]
3 C 132/132 (100%) | 132 (100%) 0 100 ] [100]
4 BE 106/106 (100%) | 106 (100%) 0 |
4 E 106/106 (100%) | 106 (100%) 0 100 ] [100]
5 BF 74/74 (100%) 74 (100%) 0 |
5 F 74/74 (100%) 74 (100%) 0 100 ] [100]
6 | BG 74/79 (94%) 74 (100%) 0 |
6 | BX 78/79 (99%) TT(99%) | 1(1%) | 61 74
6 G 74/79 (94%) 74 (100%) 0 100] [100
6 X 78/79 (99%) 78 (100%) 0 [100] [ 100
7 | BH | 100/100 (100%) | 99 (99%) | 1(1%) | 68 78
7 1 100/100 (100%) | 99 (99%) | 1(1%) | 68 |78
8 BI 87/96 (91%) 87 (100%) 0 100 [100]
8 I 87/96 (91%) 87 (100%) 0
o | BJ | 202/202 (100%) | 288 (99%) | 4 (1%) | 59 72
9 J 202/202 (100%) | 288 (99%) | 4 (1%) | 59 72
10 | BK 32/32 (100%) 32 (100%) 0
10 | K 32/32 (100%) 32 (100%) 0 100 ] [100]
11 BL 107/107 (100%) | 107 (100%) 0 |
1 L 107/107 (100%) | 107 (100%) 0 [100] [ 100
12 | BM | 576/577 (100%) | 574 (100%) | 2 (0%)

12 | M 576/577 (100%) | 574 (100%) | 2 (0%)

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
13 | BN | 120/129 (100%) | 129 (100%) 0 [100] [ 100
13| N 129/129 (100%) | 129 (100%) 0 100 ] [100]
14 | BO | 181/181 (100%) | 181 (100%) 0 [100] [ 100
4 | o0 181/181 (100%) | 181 (100%) 0 100 ] [100]
15 BP 190/190 (100%) | 190 (100%) 0 |
15| P 190/190 (100%) | 190 (100%) 0 [100] [ 100
16 | BQ | 371/371 (100%) | 368 (99%) | 3 (1%)

6 | Q 371/371 (100%) | 368 (99%) | 3 (1%)

17 | BS 59/59 (100%) 59 (100%) 0 100 [100]
17 | s 59/59 (100%) 59 (100%) 0 100 ] [100]
18 | BT 79/79 (100%) 79 (100%) 0 [100] [ 100
18| T 79/79 (100%) 79 (100%) 0 100 ] [100]
19 | BU 72/72 (100%) 72 (100%) 0 [100] [ 100
9| U 72/72 (100%) 72 (100%) 0 100 [100]
20 | BV | 102/102 (100%) | 102 (100%) 0 [100] [ 100
20 | Vv 102/102 (100%) | 102 (100%) 0 100 [100]
21 | BW | 119/119 (100%) | 119 (100%) 0 100 ] [100]
21 | W 119/119 (100%) | 119 (100%) 0 [100] [ 100
22 | BY 57/57 (100%) 50 (88%) | 7 (12%)

2 | v 57/57 (100%) 50 (88%) | 7 (12%)

23 | BZ 62/63 (98%) 2 (100%) 0

23 |z 62/63 (98%) 2 (100%) 0

24 | Ba | 124/124 (100%) | 123 (99%) | 1 (1%)

24 a 124/124 (100%) | 123 (99%) | 1(1%) | 73 80
25 | Bb | 118/118 (100%) | 113 (96%) | 5 (4%) | 26 48
2%5 | b 118/118 (100%) | 113 (96%) | 5 (4%) | 26 48
2% | Be 124/137 (90%) | 124 (100%) 0 100 100
26 c 124/137 (90%) | 124 (100%) 0 100 ] [ 100}
27 | Bd 145/154 (94%) | 137 (94%) | 8 (6%) | (19 41
o7 | d 145/154 (94%) | 137 (94%) | 8 (6%) | |19 41
28 | Be 90/90 (100%) 0 (100%) 0 100 [z00

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
28 e 90/90 (100%) 90 (100%) 0 [100] [ 100
29 Bf 43/43 (100%) 43 (100%) 0 |
29 f 43/43 (100%) 43 (100%) 0 [100] [ 100
30 | Bg | 105/105 (100%) | 105 (100%) 0 100 ] [100]
30 g 105/105 (100%) | 105 (100%) 0 |
31 Bh 90,/90 (100%) 90 (100%) 0 |
31 h 90,/90 (100%) 90 (100%) 0 |
32 Bi 314/314 (100%) | 313 (100%) | 1 (0%)

32 i 314/314 (100%) | 313 (100%) | 1 (0%)

33 Bj 102/103 (99%) 101 (99%) | 1 (1%)

33 j 102/103 (99%) 101 (99%) | 1 (1%)

34 Bk 85/85 (100%) 81 (95%) 4 (5%)

34 k 85/85 (100%) 81 (95%) 4 (5%)

35 Bl 531/532 (100%) 511 (96%) | 20 (4%)

35 1 531/532 (100%) 511 (96%) | 20 (4%)

36 Bm 137/137 (100%) | 137 (100%) 0 |
36 m 137/137 (100%) | 137 (100%) 0 |
37 Bn 53/53 (100%) 53 (100%) 0 |
37 n 53/53 (100%) 53 (100%) 0 |
38 | Bo 114/114 (100%) | 114 (100%) 0 [100] [ 100
38 0 113/114 (99%) | 113 (100%) 0 100 ] [100]
39 Bp 157/157 (100%) 155 (99%) | 2 (1%)

39 p 157/157 (100%) 155 (99%) | 2 (1%) 61 74
40 | Br | 416/416 (100%) | 416 (100%) 0 [100] [100]
40 r 416/416 (100%) | 416 (100%) 0 [100] [ 100
41 | Bs | 278/278 (100%) | 278 (100%) 0 100 ] [100]
41 s 278/278 (100%) | 278 (100%) 0 [100] [ 200
42 Bu 153/153 (100%) | 153 (100%) 0 |
42 u 153/153 (100%) | 153 (100%) 0 100 ] [100]
43 | Bv 89/111 (80%) 89 (100%) 0 [100] [ 100
43 v 89/111 (80%) 89 (100%) 0

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
44 Bw 249/288 (86%) 249 (100%) 0

44 w 249/288 (86%) 249 (100%) 0

45 Bx 427/427 (100%) 387 (91%) 40 (9%)
45 X 427/427 (100%) 387 (91%) 40 (9%)
46 By 211/211 (100%) 191 (90%) | 20 (10%)
46 y 211/211 (100%) 192 (91%) 19 (9%)
47 Bz 226/226 (100%) 199 (88%) | 27 (12%)
47 zZ 226/226 (100%) 199 (88%) | 27 (12%)
48 0 128/128 (100%) 118 (92%) 10 (8%)
48 BO 128/128 (100%) 118 (92%) 10 (8%)
49 1 95/95 (100%) 89 (94%) 6 (6%)
49 B1 95/95 (100%) 94 (99%) 1 (1%)
50 2 81/81 (100%) 73 (90%) 8 (10%)
50 B2 81/81 (100%) 73 (90%) 8 (10%)
51 3 68/68 (100%) 52 (76%) 16 (24%)
51 B3 68/68 (100%) 55 (81%) 13 (19%)
52 4 67/67 (100%) 58 (87%) 9 (13%)
52 B4 67/67 (100%) 58 (87%) 9 (13%)
93 5 58/58 (100%) 51 (88%)

53 B5 58/58 (100%) 54 (93%)

o4 6 47/47 (100%) 41 (87%)

54 B6 47/47 (100%) 44 (94%)

95 7 39/39 (100%) 36 (92%)

55 B7 39/39 (100%) 36 (92%)

56 8 40/40 (100%) 37 (92%)

56 B8 40/40 (100%) 37 (92%)

o7 9 37/37 (100%) 34 (92%)

o7 B9 37/37 (100%) 34 (92%)

58 AA 74/74 (100%) 68 (92%)

58 AN 73/74 (99%) 73 (100%)

59 AB 46/46 (100%) 46 (100%)
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
5 | AO 4546 (98%) 45 (100%) |
60 | AC 166/166 (100%) | 166 (100%) |
60 | AP 166,166 (100%) | 166 (100%) |
61 | AD 52/52 (100%) 52 (100%) 100 ] [100]
61 | AQ 52/52 (100%) 51 (98%)

62 | AE 61/71 (86%) 59 (97%)

62 | AR 61/71 (86%) 58 (95%)

63 AF 95/95 (100%) 82 (86%)

63 AS 95/95 (100%) 95 (100%)

64 | AG 42 /42 (100%) 42 (100%)

64 | AT 42 /42 (100%) 40 (95%)

65 | AH 207/207 (100%) | 207 (100%)

65 | AU 207/207 (100%) | 206 (100%)

66 AJ 330/330 (100%) 326 (99%)

66 AV 330/330 (100%) 321 (97%)

67 | AK 334/335 (100%) 330 (99%)

67 | AW 335/335 (100%) 331 (99%)

68 AL 365/367 (100%) | 365 (100%) 0 100 | § 100
68 AY 362/367 (99%) 356 (98%) | 6 (2%) 53 69
All | ALl | 20773/21008 (99%) | 20298 (98%) | 475 (2%) | 44 64

5 of 475 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
63 AF 41 ASP
51 B3 42 ARG
22 BY 87 PRO
51 B3 17 ARG
57 B9 24 LEU

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 482
such sidechains are listed below:

Mol

Chain

Res | Type

67

AK

290 GLN

Continued on next page...
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Mol | Chain | Res | Type
45 Bx 256 HIS
1 BA 313 ASN
45 Bx 12 HIS
52 B4 37 HIS

5.3.3 RNA (D

There are no RNA molecules in this entry.

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

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

5.5 Carbohydrates (i)

There are no oligosaccharides in this entry.

5.6 Ligand geometry (i)

Of 100 ligands modelled in this entry, 10 are monoatomic - leaving 90 for Mogul analysis.

In the following table, the Counts columns list the number of bonds (or angles) for which Mogul
statistics could be retrieved, the number of bonds (or angles) that are observed in the model and
the number of bonds (or angles) that are defined in the Chemical Component Dictionary. The
Link column lists molecule types, if any, to which the group is linked. The Z score for a bond
length (or angle) is the number of standard deviations the observed value is removed from the
expected value. A bond length (or angle) with |Z| > 2 is considered an outlier worth inspection.
RMSZ is the root-mean-square of all Z scores of the bond lengths (or angles).

Mol | Type | Chain | Res | Link Bond lengths Bond angles

Counts | RMSZ | #|Z| >2 | Counts | RMSZ | #|Z] > 2
72 | 8Ql | p | 201 | - |32:3434] 160 | 5(15%) | 394343 | 159 | 6 (15%)
74 | FES | AP | 301 | 60 | 044 - - -
75 | CDL | AA | 101 | - |63,6399| 126 | 5 (7%) | 69,75,111 | 1.08 | 5 (7%)
72 | 8Q1 | BE | 201 | - 323434 158 | 6(18%) | 394343 | 1.42 | 7 (17%)
71 PLX b 201 - 51,501,561 | 0.55 0 93,99,59 0.64 0
71 | PLX | Bg | 202 | - |515151| 076 | 1(1%) | 53,5959 | 0.62 | 1(1%)
75 | CDL | Bn | 101 | - |636399| 125 | 5(%) | 69,75,111 | 1.08 | 4 (5%)
71 | PLX | AN | 101 | - |515151| 080 | 1(1%) | 53,5959 | 0.61 | 1 (1%)
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Mol | Type | Chain | Res | Link | (o0 RAISZ| 112> 2| Couts | RMSE| £12] 52
79 | HEA Bx 603 | 45 | 67,67,67 | 1.20 4 (5%) | 81,103,103 | 1.33 10 (12%)
71 | PLX AQ 101 - 51,561,561 | 0.79 1 (1%) 53,59,59 0.63 2 (3%)
71 | PLX BU 101 - 51,561,561 | 0.77 1 (1%) 53,99,59 0.71 2 (3%)
69 SkF4 BM 802 12 0,12,12 - - -
71 PLX U 101 - 51,561,561 | 0.77 1 (1%) 53,59,59 0.71 2 (3%)
74 FES M 803 - 0,4,4 - - -
69 SF4 C 301 3 0,12,12 - - -
69 SF4 M 802 12 0,12,12 - - -
69 SkF4 BC 301 3 0,12,12 - - -
69 SkF4 BB 302 2 0,12,12 - - -
75 | CDL Bl 703 - 63,63,99 | 1.22 5 (7%) 69,75,111 1.09 4 (5%)
76 | PEE 1 701 - 48,48,50 | 1.36 4 (8%) 51,53,55 0.98 2 (3%)
70 | FMN BA 502 - 33,33,33 | 1.42 5 (15%) 48,50,50 1.35 9 (18%)
74 FES BM 803 - 0,4,4 - - -
75 | CDL AH 403 - 63,63,99 | 1.27 5 (7%) 69,75,111 1.05 4 (5%)
69 SkF4 M 801 12 0,12,12 - - -
75 | CDL AJ 405 - 63,63,99 | 1.13 4 (6%) 69,75,111 1.24 5 (7%)
75 | CDL n 101 - 63,63,99 | 1.25 5 (7%) 69,75,111 1.08 4 (5%)
71 | PLX Br 502 - 51,51,51 | 0.62 0 53,59,59 0.67 1 (1%)
82 | HEM AJ 401 66 | 50,50,50 | 1.81 9 (18%) 67,82,82 1.19 2 (2%)
69 SF4 B 301 2 0,12,12 - - -
75 | CDL AJ 404 - 63,63,99 | 1.26 5 (7%) 69,75,111 1.04 4 (5%)
79 | HEA X 604 | 45 | 67,67,67 | 1.20 7 (10%) | 81,103,103 | 1.35 11 (13%)
76 | PEE W 201 - 50,50,50 | 1.16 6 (12%) 93,995,55 0.99 2 (3%)
69 SF4 BM 801 12 0,12,12 - - -
72 8Q1 E 201 - 32,3434 | 1.57 | 6 (18%) 39,43,43 1.42 7 (17%)
75 | CDL 1 704 - 63,63,99 | 1.27 5 (7%) 69,75,111 1.02 4 (5%)
76 | PEE \Y 202 - 50,50,50 | 1.18 6 (12%) 53,995,55 0.92 2 (3%)
75 | CDL AU 403 - 63,63,99 | 1.26 6 (9%) 69,75,111 1.06 4 (5%)
73 | NDP BJ 401 - 51,562,562 | 1.15 6 (11%) 71,80,80 1.57 10 (14%)
71 | PLX g 201 - 51,61,51 | 0.84 1 (1%) 53,99,59 0.70 1 (1%)
75 | CDL AN 102 - 63,63,99 | 1.25 5 (7%) 69,75,111 1.04 4 (5%)
76 | PEE AH 401 - 48,48,50 | 1.37 4 (8%) 51,53,55 0.97 2 (3%)
76 | PEE Bl 701 - 48,48,50 | 1.36 4 (8%) 51,53,55 0.98 2 (3%)
74 FES BO 301 14 0,4,4 - - -
82 | HEM AV 402 66 | 50,50,50 | 1.79 8 (16%) 67,82,82 1.25 6 (8%)
76 | PEE AU 401 - 40,40,50 | 1.47 | 4 (10%) 43,45,55 0.95 2 (4%)
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Mol | Type | Chain | Res | Link | oo | RSz | 412152 | Couts | RMSZ| £12]> 2
75 | CDL 1 703 - 63,63,99 | 1.22 5 (7%) 69,75,111 1.09 4 (5%)
71 | PLX g 202 - 51,1,51 | 0.76 1 (1%) 53,59,59 0.62 1 (1%)
75 | CDL \Y% 201 - 61,61,99 | 1.23 5 (8%) 64,71,111 0.96 3 (4%)
71 | PLX T 501 - 51,5151 | 0.77 1 (1%) 93,59,59 0.67 1 (1%)
76 | PEE 1 702 - 50,50,50 | 1.18 6 (12%) 53,595,595 1.00 2 (3%)

74 FES AC 301 60 0,4,4 - - -

79 | HEA X 603 | 45 | 67,67,67 | 1.20 4 (5%) | 81,103,103 | 1.34 11 (13%)
75 | CDL i 401 - 63,63,99 | 1.23 5 (7%) 69,75,111 1.06 5 (7%)
71 | PLX AL 501 - 51,51,51 | 0.80 1 (1%) 53,59,59 0.64 1 (1%)
74 FES O 301 14 0,4,4 - - -

71 | PLX g 203 - 51,561,561 | 0.81 1 (1%) 53,59,59 0.59 1 (1%)
71 | PLX Bb 201 - 51,1,51 | 0.55 0 53,59,59 0.64 0
82 | HEM AV 401 66 | 50,50,50 | 1.82 9 (18%) 67,82,82 1.21 3 (4%)
71 | PLX Bg 201 - 51,561,561 | 0.84 1 (1%) 53,59,59 0.70 1 (1%)
76 | PEE AJ 403 - 48,48,50 | 1.34 4 (8%) 51,53,55 1.00 2 (3%)
75 | CDL AY 501 - 63,63,99 | 1.26 5 (7%) 69,75,111 1.03 4 (5%)
76 | PEE AY 502 - 48,48,50 | 1.41 4 (8%) 51,53,55 0.97 2 (3%)
76 | PEE AV 403 - 48,48 50 | 1.36 4 (8%) 51,53,55 1.05 2 (3%)
75 | CDL Bl 704 - 63,63,99 | 1.28 5 (7%) 69,75,111 1.02 4 (5%)
71 | PLX Bg 203 - 51,561,561 | 0.81 1 (1%) 53,59,59 0.60 1 (1%)
76 | PEE BV 202 - 50,50,50 | 1.18 6 (12%) 53,995,55 0.92 2 (3%)
73 | NDP J 401 - 51,562,562 | 1.15 5 (9%) 71,80,80 1.56 10 (14%)
70 | FMN A 502 - 33,33,33 | 1.42 5 (15%) 48,50,50 1.35 8 (16%)
71 PLX r 502 - 51,561,561 | 0.62 0 53,59,59 0.66 1 (1%)
71 | PLX BB 303 - 51,5151 | 0.80 1 (1%) 53,59,59 0.69 1 (1%)
82 | HEM AlJ 402 66 | 50,50,50 | 1.82 8 (16%) 67,82,82 1.23 6 (8%)
69 SF4 BA 501 1 0,12,12 - - -

69 SkF4 A 501 1 0,12,12 - - -

76 | PEE Bl 702 - 50,50,50 | 1.18 6 (12%) 93,995,55 1.00 2 (3%)
75 | CDL AL 502 - 63,63,99 | 1.26 5 (7%) 69,75,111 1.07 4 (5%)
75 | CDL BV 201 - 61,61,99 | 1.23 5 (8%) 64,71,111 0.96 3 (4%)
81 | HEC AU 402 65 | 46,50,60 | 1.84 5 (10%) 08,82,82 1.84 4 (6%)
69 SkF4 BB 301 2 0,12,12 - - -

71 PLX B 303 - 51,51,561 | 0.80 1 (1%) 93,59,59 0.69 1 (1%)
76 | PEE BW | 201 - 50,50,50 | 1.16 6 (12%) 53,595,595 0.99 2 (3%)
71 | PLX AT 101 - 51,561,561 | 0.78 1 (1%) 53,99,59 0.61 1 (1%)
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Mol | Type | Chain | Res | Link | o PRS2 20 | coms | RMSE| £12] 52
79 | HEA | Bx | 604 | 45 [67,67,67] 1.20 | 7 (10%) | 81,103,103 | 1.35 | 11 (13%)
75 | CDL | Bi | 401 | - [63,6399] 123 | 5(7%) | 69,75,111 | 1.06 | 5 (7%)
81 | HEC | AH [ 402 | 65 [4650,50| 1.82 | 5 (10%) | 53,8282 | 1.86 | 5 (8%)
75 | CDL | AG [ 101 | - [63,6399] 1.15 | 4(6%) | 69,75,111 | 1.18 | 6 (3%)
71 | PLX | Br | 501 | - |515151] 077 | 1 (%) | 53,5959 | 0.67 | 1(1%)
76 | PEE | AL [ 503 | - |484850| 139 | 4(8%) | 51,5355 | 094 | 2(3%)
72 | 8Q1 | Bp | 201 | - [323434] 160 | 5(15%) | 39,4343 | 1.59 | 6 (15%)
69 | SF4 B | 302 | 2 | 01212 | - - -

71 | PLX | BV [203| - |515151] 080 | 1(1%) | 53,5959 | 0.61 | 1(1%)

In the following table, the Chirals column lists the number of chiral outliers, the number of chiral
centers analysed, the number of these observed in the model and the number defined in the
Chemical Component Dictionary. Similar counts are reported in the Torsion and Rings columns.
’-> means no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals Torsions Rings
72 8Q1 p 201 - - 21/41/41/41 -
74 FES AP 301 60 - - 0/1/1/1
75 | CDL AA 101 - - 35/74/74/110 -
72 8Q1 BE 201 - - 18/41/41/41 -
71 | PLX b 201 - - 26/55/55/55 -
71 | PLX Bg 202 - - 26/55/55/55 -
75 | CDL Bn 101 - - 32/74/74/110 -
71 | PLX AN 101 - - 26/55/55/55 -
71 | PLX BV 203 - - 26/55/55/55 -
79 | HEA Bx 603 | 45 - 7/36/76/76 -
71 | PLX AQ 101 - - 24/55/55/55 -
71 PLX BU 101 - - 22/55/55/55 -
69 SF4 BM 802 12 - - 0/6/5/5
71 | PLX U 101 - - 22/55/55/55 -
74 FES M 803 - - - 0/1/1/1
69 SF4 C 301 3 - - 0/6/5/5
69 SF4 M 802 12 - - 0/6/5/5
69 SF4 BC 301 3 - - 0/6/5/5
69 SF4 BB 302 2 - - 0/6/5/5
75 | CDL Bl 703 - - 36/74/74/110 -
76 | PEE 1 701 - - 31/52/52/54 -

Continued on next page...




Page 95

wwPDB EM Validation Summary Report

EMD-6776, 5XTI

Continued from previous page...

Mol | Type | Chain | Res | Link | Chirals Torsions Rings
70 | FMN BA 502 - - 7/18/18/18 | 0/3/3/3
74 FES BM 803 - - - 0/1/1/1
75 | CDL AH 403 - - 41/74/74/110 -

69 SF4 M 801 12 - - 0/6/5/5
75 | CDL AJ 405 - - 25/74/74/110 -
75 | CDL n 101 - - 32/74/74/110 -
71 | PLX Br 502 - - 36/55/55/55 -
82 | HEM AlJ 401 66 - 1/14/54/54 -
69 SF4 B 301 2 - - 0/6/5/5
75 | CDL AJ 404 - - 31/74/74/110 -
79 | HEA X 604 | 45 - 7/36/76/76 -
76 | PEE W 201 - - 29/54/54/54 -
69 SF4 BM 801 12 - - 0/6/5/5
72 8Q1 E 201 - - 18/41/41/41 -
75 | CDL 1 704 - - 42/74/74/110 -
76 | PEE \Y 202 - - 26/54/54/54 -
75 | CDL AU 403 - - 46/74/74/110 -
73 | NDP BJ 401 - - 15/34/77/77 | 0/5/5/5
71 PLX g 201 - - 24/55/55/55 -
75 | CDL AN 102 - - 39/74/74/110 -
76 | PEE AH 401 - - 25/52/52/54 -
76 | PEE Bl 701 - - 31/52/52/54 -
74 FES BO 301 14 - - 0/1/1/1
82 | HEM AV 402 66 - 4/14/54/54 -
76 | PEE AU 401 - - 17/44/44/54 -
75 | CDL 1 703 - - 36/74/74/110 -
71 | PLX g 202 - - 26/55/55/55 -
75 | CDL \Y 201 - - 40/69/69/110 -
71 | PLX T 501 - - 27/55/55/55 -
76 | PEE 1 702 - - 26/54/54/54 -
74 FES AC 301 60 - - 0/1/1/1
79 | HEA X 603 | 45 - 7/36/76/76 -
75 | CDL i 401 - - 39/74/74/110 -
71 | PLX AL 501 - - 23/55/55/55 -
74 FES O 301 14 - - 0/1/1/1
71 | PLX g 203 - - 22/55/55/55 -

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

Mol | Type | Chain | Res | Link | Chirals Torsions Rings
71 PLX Bb 201 - - 26/55/55/55 -
82 | HEM AV 401 66 - 5/14/54/54 -
71 | PLX Bg 201 - - 24/55/55/55 -
76 | PEE AJ 403 - - 18/52/52/54 -
75 | CDL AY 501 - - 35/74/74/110 -
76 | PEE AY 502 - - 18/52/52/54 -
76 | PEE AV 403 - - 29/52/52/54 -
75 | CDL Bl 704 - - 42/74/74/110 -
71 PLX Bg 203 - - 22/55/55/55 -
76 | PEE BV 202 - - 26/54/54/54 -
73 | NDP J 401 - - 15/34/77/77 | 0/5/5/5
70 | FMN 502 - - 7/18/18/18 | 0/3/3/3
71 | PLX T 502 - - 36/55/55/55 -
71 | PLX BB 303 - - 22/55/55/55 -
82 | HEM AJ 402 66 - 2/14/54/54 -
69 SF4 BA 501 1 - - 0/6/5/5
76 | PEE Bl 702 - - 27/54/54/54 -
69 SkF4 A 501 1 - - 0/6/5/5
75 | CDL AL 502 - - 42/74/74/110 -
75 | CDL BV 201 - - 40/69/69/110 -
81 | HEC AU 402 65 - 4/14/54/54 -
69 SF4 BB 301 2 - - 0/6/5/5
71 | PLX B 303 - - 22/55/55/55 -
71 PLX AT 101 - - 22/55/55/55 -
79 | HEA Bx 604 | 45 - 7/36/76/76 -
75 | CDL Bi 401 - - 39/74/74/110 -
81 | HEC AH 402 65 - 6/14/54/54 -
75 | CDL AG 101 - - 37/74/74/110 -
71 | PLX Br 501 - - 27/55/55/55 -
76 | PEE AL 503 - - 21/52/52/54 -
72 8Q1 Bp 201 - - 19/41/41/41 -
69 SkF4 B 302 2 - - 0/6/5/5
76 | PEE BW | 201 - - 29/54/54/54 -

The worst 5 of 288 bond length outliers are listed below:
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Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)

82 AV 402 | HEM | C3D-C2D | 7.74 1.53 1.36

82 AlJ 401 | HEM | C3D-C2D | 7.74 1.53 1.36

82 AlJ 402 | HEM | C3D-C2D | 7.69 1.53 1.36

82 AV 401 | HEM | C3D-C2D | 7.61 1.53 1.36

81 AU 402 | HEC | CAB-C3B | 6.22 1.55 1.35
The worst 5 of 262 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(?)
81 AU 402 | HEC | CBC-CAC-C3C | -8.69 110.07 127.43
81 AH 402 | HEC | CBC-CAC-C3C | -7.92 111.60 127.43
81 AH 402 | HEC | CBB-CAB-C3B | -7.83 111.78 127.43
81 AU 402 | HEC | CBB-CAB-C3B | -7.08 113.28 127.43
72 p 201 | 8Q1 C6-C1-544 5.92 120.45 113.40

There are no chirality outliers.

5 of 1763 torsion outliers are listed below:

Mol | Chain | Res | Type Atoms
70 A 502 | FMN | C1’-C2-C3’-03’
70 A 502 | FMN | C1’-C2’-C3’-C4’
70 A 502 | FMN | C3-C4’-C5-0O5’
70 A 502 | FMN | O4-C4’-C5-05’
70 BA 502 | FMN | C1’-C2-C3’-03’

There are no ring outliers.

86 monomers are involved in 860 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
72 p 201 | 8Q1 12 0
74 AP 301 | FES 2 0
75 AA 101 | CDL 3 0
72 BE 201 | 8Q1 4 0
71 b 201 | PLX 36 0
71 Bg 202 | PLX 3 0
75 Bn 101 | CDL 10 0
71 AN 101 | PLX 10 0
79 Bx 603 | HEA 1 0
71 AQ 101 | PLX 9 0
71 BU 101 | PLX 2 0
71 U 101 | PLX 2 0
74 M 803 | FES 1 0

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

Mol | Chain | Res | Type | Clashes | Symm-Clashes
69 BB 302 | SF4 2 0
75 Bl 703 | CDL 2 0
76 1 701 | PEE 48 0
70 BA 502 | FMN 16 0
74 BM 803 | FES 1 0
75 AH 403 | CDL 8 0
69 M 801 | SF4 4 0
75 AlJ 405 | CDL 17 0
5 n 101 | CDL 10 0
71 Br 502 | PLX 16 0
82 AJ 401 | HEM 4 0
69 B 301 | SF4 1 0
75 AJ 404 | CDL 6 0
79 X 604 | HEA 3 0
76 W 201 | PEE 20 0
69 BM 801 | SF4 3 0
72 E 201 | 8Q1 4 0
75 1 704 | CDL 2 0
76 \Y 202 | PEE 22 0
75 AU 403 | CDL 11 0
73 BJ 401 | NDP 26 0
71 g 201 | PLX 2 0
75 AN 102 | CDL 9 0
76 AH 401 | PEE 32 0
76 Bl 701 | PEE 49 0
74 BO 301 | FES 2 0
82 AV 402 | HEM 6 0
76 AU 401 | PEE 24 0
75 1 703 | CDL 2 0
71 g 202 | PLX 3 0
75 \Y 201 | CDL 8 0
71 r 501 | PLX 7 0
76 1 702 | PEE 18 0
74 AC 301 | FES 3 0
79 X 603 | HEA 1 0
75 i 401 | CDL 2 0
71 AL 501 | PLX 4 0
74 O 301 | FES 2 0
71 g 203 | PLX 8 0
71 Bb 201 | PLX 35 0
82 AV 401 | HEM 7 0
71 Bg 201 | PLX 2 0

Continued on next page...
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Continued from previous page...
Mol | Chain | Res | Type | Clashes | Symm-Clashes
76 AJ 403 | PEE 8
75 AY 501 | CDL 6
76 AY 502 | PEE 21
76 AV 403 | PEE 23

75 Bl | 704 | CDL 3
71 Bg | 203 | PLX 9
76 | BV | 202 | PEE 21
73 J [ 401 | NDP 26
70 A | 502 | FMN 17
71 r 502 | PLX 16
71 | BB | 303 | PLX 4
82 | AJ | 402 | HEM 4
69 | BA | 501 | SF4 6
69 A [ 501 | SF4 6

76 Bl 702 | PEE 18
5 AL 502 | CDL 24

[en) Rew) Hew) Hev) Hev] Hev] Hev] Heo] Hev] Hev] Hev] Hen) Jen) Hen) Be) Jen) fen) Heo) Heo) Heo] Heo] ool ool ool Jev] Hev] Hen) Hen) Hen)] Ren) Ran)

75 | BV | 201 | CDL 6
81 | AU | 402 | HEC 7
69 | BB | 301 | SF4 1
71 B | 303 | PLX 4
76 | BW | 201 | PEE 20
71 | AT | 101 | PLX 2
79 Bx | 604 | HEA 3
75 Bi | 401 | CDL 2
81 | AH | 402 | HEC 5
75 | AG | 101 | CDL 29
71 Br | 501 | PLX 8
76 | AL | 503 | PEE 39
72 Bp | 201 | 8Q1 13
69 B | 302 | SF4 2
71 | BV | 203 | PLX 1

The following is a two-dimensional graphical depiction of Mogul quality analysis of bond lengths,
bond angles, torsion angles, and ring geometry for all instances of the Ligand of Interest. In
addition, ligands with molecular weight > 250 and outliers as shown on the validation Tables will
also be included. For torsion angles, if less then 5% of the Mogul distribution of torsion angles is
within 10 degrees of the torsion angle in question, then that torsion angle is considered an outlier.
Any bond that is central to one or more torsion angles identified as an outlier by Mogul will be
highlighted in the graph. For rings, the root-mean-square deviation (RMSD) between the ring
in question and similar rings identified by Mogul is calculated over all ring torsion angles. If the
average RMSD is greater than 60 degrees and the minimal RMSD between the ring in question and
any Mogul-identified rings is also greater than 60 degrees, then that ring is considered an outlier.
The outliers are highlighted in purple. The color gray indicates Mogul did not find sufficient
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equivalents in the CSD to analyse the geometry.
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Ligand 8Q1 BE 201
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Ligand CDL Bn 101
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Ligand PEE 1 701
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Ligand HEM AJ 401
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Ligand CDL AU 403
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Ligand PLX g 201
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Ligand HEA x 603
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Ligand PLX g 203
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Ligand CDL AG 101

Bond lengths Bond angles

Torsions Rings

Ligand PLX Br 501

Bond lengths Bond angles
Torsions Rings

Ligand PEE AL 503

\J\/\/\ff\ l

{ 1
Bond lengths Bond angles
("\._-
Torsions Rings
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Ligand 8Q1 Bp 201

Bond lengths Bond angles
“ / l “~
. . laﬁ

| f e
. L] e o
o ] o 1
l o
® ®
Torsions Rings

Ligand PLX BV 203

Bond lengths Bond angles
Torsions Rings

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

There are no chain breaks in this entry.


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

This section contains visualisations of the EMDB entry EMD-6776. These allow visual inspection
of the internal detail of the map and identification of artifacts.

No raw map or half-maps were deposited for this entry and therefore no images, graphs, etc.
pertaining to the raw map can be shown.

6.1 Orthogonal projections (i)

6.1.1 Primary map

X Y

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

6.2 Central slices (i)

6.2.1 Primary map

X Index: 240 Y Index: 240 7 Index: 240



https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_visualisation
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#orthogonal_projections
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#central_slices
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The images above show central slices of the map in three orthogonal directions.

6.3 Largest variance slices (i)

6.3.1 Primary map

.
-

X Index: 266 Y Index: 204 7 Index: 202

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

6.4 Orthogonal standard-deviation projections (False-color) (i)

6.4.1 Primary map

-
L
X % Z

The images above show the map standard deviation projections with false color in three orthogonal
directions. Minimum values are shown in green, max in blue, and dark to light orange shades
represent small to large values respectively.

(3)
‘c
U-
L


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#largest_variance_slices
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#orthogonal_glow_std
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6.5 Orthogonal surface views (i)

6.5.1 Primary map

The images above show the 3D surface view of the map at the recommended contour level 0.0056.
These images, in conjunction with the slice images, may facilitate assessment of whether an ap-
propriate contour level has been provided.

6.6 Mask visualisation (i)

This section was not generated. No masks/segmentation were deposited.


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

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

7.1 Map-value distribution (i)

Map-value distribution

— Voxel count

Recommended contour
level 0.0056

Voxel count (logl0)
s
i

T T T T
—=0.02 0.00 0.02 0.04
Map value

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


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

Volume estimate

140000 ~

120000 ~

100000 ~

80000 — \olume
Recommended contour

level 0.0056
60000

Vvolume (nm?3)

40000

20000

T T T I
—-0.02 0.00 0.02 0.04
Contour level

The volume at the recommended contour level is 7506 nm?; this corresponds to an approximate
mass of 6780 kDa.

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


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

Rotationally averaged power spectrum

5.0 -

2.5 1

0.0

—— Primary map RAPS
—2.5 1 Reported resolution
17.40 A*

Intensity (log10)

_E.D -

_?-5 -

—10.0 ~

T T
0.0 0.1 0.2 0.3 0.4
Spatial frequency (4-1)

*Reported resolution corresponds to spatial frequency of 0.057 A1


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

This section was not generated. No FSC curve or half-maps provided.


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

This section contains information regarding the fit between EMDB map EMD-6776 and PDB
model 5XTI. Per-residue inclusion information can be found in section 3 on page 35.

9.1 Map-model overlay (i)

The images above show the 3D surface view of the map at the recommended contour level 0.0056
at 50% transparency in yellow overlaid with a ribbon representation of the model coloured in blue.
These images allow for the visual assessment of the quality of fit between the atomic model and
the map.


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

1.0

0.0
M <0.0

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

many entries.

9.3 Atom inclusion mapped to coordinate model (i)

1.0

0.0

The images above show the model with each residue coloured according to its atom inclusion. This
shows to what extent they are inside the map at the recommended contour level (0.0056).


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#qscore_mapped_model
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#ai_mapped_model
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9.4 Atom inclusion (i)

Atom inclusion

1.0 4 —~——
o
e 0.8 A
W
=
e}
W
E 0.6 4 —— Backbone atoms
£ All non-hydrogen
E atoms
=] Recommended contour
= level 0.0056
v 0.4
c
i=]
e}
(]
o
E 0.2 1

0.0 . . . |

—-0.02 0.00 0.02 0.04

Contour level

At the recommended contour level, 97% of all backbone atoms, 96% of all non-hydrogen atoms,
are inside the map.


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

The table lists the average atom inclusion at the recommended contour level (0.0056) and Q-score

for the entire model and for each chain.

Chain Atom inclusion Q-score
All 0.9640 . (0.0490
0 . 0.4390 I 0.0310
1 . 0.1490 . 0.0480
2 0.8350 . 0.0570
3 0.8150 . 0.0140
4 0.8660 I 0.0570
5 . 0.4740 I 0.0160
6 0.9610 . 0.0080
7 B 0.5870 . 0.0110
8 1.0000 . 0.0130
9 0.8980 . 0.0270
A 0.7550 . (0.0440
AA 0.9860 I (0.0800
AB 1.0000 . -0.0640
AC 0.9950 I 0.0580
AD 0.9660 . 0.1020
AE 0.9980 . 0.0910
AF 0.9830 . 0.0910
AG 0.9940 I 0.0930
AH 0.9960 I 0.0670
AJ 0.9990 . 0.0520
AK 0.9990 . 0.0770
AL 0.9960 . 0.0590
AN 0.9950 . 0.0710
AO 1.0000 . -0.0730
AP 0.9900 I 0.0620
AQ 0.9860 I (0.0800
AR 1.0000 . 0.0990
AS 0.9460 . 0.0730
AT 1.0000 . (0.0850
AU 0.9960 . 0.0700
AV 0.9980 . (0.0540
AW 0.9990 I 0.0750
AY 0.9980 I 0.0610
B 1.0000 I 0.0610

Continued on next page...

1.0

0.0
M <0.0
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Continued from previous page...

Chain Atom inclusion Q-score
BO 0.7250 . 0.0280
B1 B 0.4010 I 0.0380
B2 0.9040 I 0.0640
B3 0.8590 . (0.0230
B4 0.8980 I (0.0540
B5 0.7100 I (0.0380
B6 0.8980 . 0.0250
B7 0.9280 I 0.0540
B8 0.9920 I 0.0530
B9 0.9370 I 0.0260
BA 0.9940 I (0.0540
BB 1.0000 I (0.0520
BC 1.0000 . 0.0320
BE 0.9470 . 0.0410
BF 0.9970 . 0.0800
BG 0.7100 I 0.0790
BH 0.9990 I 0.0570
BI 0.9930 I (0.0470
BJ 0.9800 I 0.0510
BK 1.0000 . 0.0830
BL 0.9860 . 0.0100
BM 0.9860 I 0.0460
BN 0.9850 I 0.0570
BO 0.9960 I (0.0580
BP 0.9890 I 0.0530
BQ 0.9890 I (0.0240
BS 1.0000 . 0.0600
BT 0.9780 I 0.0630
BU 0.9990 I 0.0510
BV 0.9990 I 0.0900
BW 0.9950 I (0.0800
BX 0.9880 I (0.0580
BY 1.0000 I (0.1000
BZ 1.0000 . 0.0880
Ba 0.9970 . 0.0780
Bb 1.0000 I 0.0850
Be 0.9750 I 0.0800
Bd 0.9720 I (0.1000
Be 0.9850 . (0.0430
Bf 0.9980 I 0.0650
Bg 0.9950 I 0.0640
Bh 0.9980 . 0.0780

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

Chain Atom inclusion Q-score
Bi 1.0000 . 0.0420
Bj 1.0000 I -0.0070
Bk 1.0000 I 0.0160
Bl 1.0000 I 0.0250
Bm 1.0000 . (0.0300
Bn 0.9910 I 0.0680
Bo 0.9890 I 0.0680
Bp 0.9900 I 0.0740
Br 0.9990 . 0.0200
Bs 1.0000 I (0.0340
Bu 0.9930 I 0.0710
Bv 0.9880 I (0.1100
Bw 0.9960 I 0.0650
Bx 1.0000 . 0.0300
By 0.9770 I 0.0100
Bz 1.0000 I 0.0450
C 1.0000 I (0.0540
E 0.9510 I (0.0410
F 0.9710 . 0.0720
G m 0.4850 I 0.0550
H 0.9990 . 0.0500

I 0.9870 I 0.0350
J 0.9730 I (0.0400
K 0.9780 I (0.0470
L 0.9840 . -0.0060
M 0.9240 . 0.0390
N 0.9740 . 0.0270
O 0.8670 I 0.0510
P 0.9880 I 0.0530
Q 0.9920 I (0.0310
S 1.0000 I (0.0550
T 0.9060 I (0.0120
U 1.0000 I 0.0630
\Y 0.9990 . 0.0830
W 0.9990 I 0.0710
X 1.0000 I 0.0630
Y 1.0000 I 0.0930
7 1.0000 I (0.0890
a 0.9970 I (0.0830
b 1.0000 I 0.0860
¢ 0.9760 . 0.0760
d 0.9880 I 0.1000

Continued on next page...

WO RLDWIDE

PROTEIN DATA BANK
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Continued from previous page...

Chain Atom inclusion Q-score
e 1.0000 . 0.0470
f 1.0000 I 0.0610
g 0.9970 I (0.0540
h 1.0000 I 0.0700
i 1.0000 . (0.0490
j 1.0000 m -0.0020
k 1.0000 I 0.0210
1 1.0000 . 0.0240
m 1.0000 I 0.0370
n 0.9870 . 0.0570
0 0.9870 I (0.0480
p 0.9950 . 0.0570
T 0.9990 . 0.0240
S 1.0000 . 0.0240
u 0.9970 I 0.0630
v 0.9850 I 0.1040
w 0.9990 I 0.0660
X 0.9990 . (0.0280
y 0.8650 . 0.0330
Z 1.0000 I 0.0310
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