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This is a wwPDB EM Validation Summary Report for a publicly released PDB entry.

We welcome your comments at validation@mail. wwpdb.org
A user guide is available at

https:/ /www.wwpdb.org/validation/2017/EM ValidationReportHelp
with specific help available everywhere you see the (1) symbol.

The types of validation reports are described at
http://www.wwpdb.org/validation /2017 /FAQs#types.

The following versions of software and data (see references (1)) were used in the production of this report:

EMDB validation analysis : 0.0.1.dev132
Mogul : 2022.3.0, CSD as543be (2022)
MolProbity : 4-5-2 with Phenix2.0
Buster-report : wwPDB partial adaption of 1.1.7 (2018)
Percentile statistics : 20250101.v01 (using entries in the PDB archive January 1st 2025)
EM percentile statistics : 202505.v01 (Using data in the EMDB archive up until May 2025)
MapQ : 1.9.13
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) : 2.49
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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 2.79 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 NN

Sidechain outliers NN

Worse

[

Percentile Ranks

Value
- 51
W 0.2%
N 1.83%

Better

0 Percentile relative to all structures

[I Percentile relative to all EM structures

Metric

Q-score N

Worse

Model-Map Fit Percentile Ranks

[

I Percentile relative to all EM structures

I Percentile relative to EM structures of similar resolution

Value
D (.465

Better

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 10811 ( 2.29 - 3.29 )

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
76%
e
1 1 266 30% 43% 24%
76%
e
1 3 266 30% 43% 24%
76%
e
1 5 266 30% 43% 24%
76%
e —
1 7 266 30% 43% 24%
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Mol | Chain | Length Quality of chain
84%
I
2 2 243 28% 56% 16%
84%
I
2 6 243 28% 56% 16%
92%
I —
3 4 212 40% 56% .
92%
— —
3 8 212 40% 56% .
4 A 352 - 47% 45% “T%
4 a 352 = 47% 45% “T%
5) B 508 . 48% 47% =
5 b 508 | ° e T o
6 C 459 . 48% 46% 6%
6 C 459 . 47% 47% 6%
7 D 352 = 49% 49% =
7 d 352 - 48% 49% =
5%
8 E 83 - 40% 40% 20%
5%
8 e 83 - 40% 40% 20%
5%
9 F 39 - 36% 38% 26%
9 f 39 - 36% 38% 26%
5%
10 H 72 — 39% 44% 17%
10 h 72 - 38% 46% 17%
6%
11 I 36 50% 47% =
6%
11 i 36 44% 53% =
12 K 37 - 41% 59%
12 k 37 - 41% 59%
8%
13 L 38 r— 42% 53% 5%
8%
13 | 38 r— 42% 53% 5%
14 M 34 29% 62% 7

Continued on next page...
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Mol | Chain | Length Quality of chain
=
14 34 29% 62% %
—
I
15 O 247 38% 42% 20%
5%
- I
15 0 247 39% 40% 20%
- ——
16 T 33 45% 42% 12%
= —
16 t 33 45% 42% 12%
17 W H4 56% 44%
17 w H4 57% 43%
10%
18 X 42 33% 52% 14%
10%
18 X 42 33% 52% 14%
=
56% 44%
19 Z 62
=
19 A 62 56% 44%
5%
I
20 S 232 41% 53% %
5%
20 S 232 40% 53% 7%
29%
I ——
21 G 232 27% 57% . 11%
8%
h I
21 N 232 27% 56% . 13%
= e —
21 Y 232 28% 59% . 8%
29%
. E—
28% 57% . 11%
21 232
8%
_ I
21 n 232 28% 55% . 13%
=
21 232 29% 59% BT
20%
e —
22 R 250 39% 55% 6%
20%
T —
22 T 250 40% 54% 6%
57%
I
23 U 28 29% 61% 11%
57%
I
23 u 28 29% 61% BT

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:
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Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
24 | CHL 1 301 X - - -
24 | CHL 1 302 X - - -
24 | CHL 2 601 X - - -
24 | CHL 2 603 X - X -
24 | CHL 5 301 X - - -
24 | CHL 5 302 X - - -
24 | CHL 6 601 X - - -
24 | CHL 6 603 X - - -
24 | CHL G 601 X - - -
24 | CHL G 605 X - - -
24 | CHL G 606 X - - -
24 | CHL G 607 X - - -
24 | CHL G 608 X - - -
24 | CHL G 609 X - - -
24 | CHL N 601 X - - -
24 | CHL N 605 X - - -
24 | CHL N 606 X - - -
24 | CHL N 607 X - X -
24 | CHL N 608 X - - -
24 | CHL N 609 X - X -
24 | CHL R 605 X - - -
24 | CHL R 606 X - - -
24 | CHL R 607 X - - -
24 | CHL R 613 X - - -
24 | CHL S 302 X - - -
24 | CHL S 306 X - - -
24 | CHL S 307 X - - -
24 | CHL S 308 X - - -
24 | CHL Y 302 X - X -
24 | CHL Y 306 X - - -
24 | CHL Y 307 X - - -
24 | CHL Y 308 X - - -
24 | CHL Y 309 X - - -
24 | CHL Y 310 X - - -
24 | CHL g 601 X - - -
24 | CHL g 605 X - - -
24 | CHL g 606 X - - -
24 | CHL g 607 X - - -
24 | CHL g 608 X - - -
24 | CHL g 609 X - - -
24 | CHL n 601 X - - -
24 | CHL n 605 X - - -
24 | CHL n 606 X - - -
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Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
24 | CHL n 607 X - X -
24 | CHL n 608 X - - -
24 | CHL n 609 X - X -
24 | CHL T 605 X - - -
24 | CHL r 606 X - - -
24 | CHL r 607 X - - -
24 | CHL T 613 X - - -
24 | CHL S 302 X - - -
24 | CHL S 306 X - - -
24 | CHL S 307 X - - -
24 | CHL S 308 X - - -
24 | CHL y 302 X - X -
24 | CHL y 306 X - - -
24 | CHL y 307 X - - -
24 | CHL y 308 X - - -
24 | CHL y 309 X - - -
24 | CHL y 310 X - - -
25 | CLA 2 602 X - - -
25 | CLA 2 604 X - - -
25 | CLA 2 605 X - - -
25 | CLA 6 602 X - - -
25 | CLA 6 604 X - - -
25 | CLA 6 605 X - - -
25 | CLA A 401 X - - -
25 | CLA A 402 X - - -
25 | CLA A 405 X - - -
25 | CLA B 601 X - - -
25 | CLA B 602 X - - -
25 | CLA B 603 X - - -
25 | CLA B 604 X - - -
25 | CLA B 605 X - - -
25 | CLA B 606 X - - -
25 | CLA B 607 X - - -
25 | CLA B 608 X - - -
25 | CLA B 609 X - - -
25 | CLA B 610 X - - -
25 | CLA B 611 X - - -
25 | CLA B 612 X - - -
25 | CLA B 613 X - - -
25 | CLA B 614 X - - -
25 | CLA B 615 X - - -
25 | CLA B 616 X - - -
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Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
25 | CLA C 501 X - - -
25 | CLA C 502 X - - -
25 | CLA C 503 X - - -
25 | CLA C 504 X - - -
25 | CLA C 505 X - - -
25 | CLA C 506 X - - -
25 | CLA C 507 X - - -
25 | CLA C 508 X - - -
25 | CLA C 509 X - - -
25 | CLA C 510 X - X -
25 | CLA C 511 X - - -
25 | CLA C 512 X - - -
25 | CLA C 513 X - - -
25 | CLA D 401 X - - -
25 | CLA D 402 X - - -
25 | CLA D 403 X - - -
25 | CLA G 602 X - - -
25 | CLA G 603 X - - -
25 | CLA G 604 X - - -
25 | CLA G 610 X - -
25 | CLA G 611 X - - -
25 | CLA G 612 X - - -
25 | CLA G 613 X - - -
25 | CLA G 614 X - - -
25 | CLA N 602 X - X -
25 | CLA N 603 X - X -
25 | CLA N 604 X - - -
25 | CLA N 610 X - X -
25 | CLA N 611 X - - -
25 | CLA N 612 X - - -
25 | CLA N 613 X - -
25 | CLA N 614 X - - -
25 | CLA R 601 X - - -
25 | CLA R 602 X - - -
25 | CLA R 603 X - - -
25 | CLA R 604 X - - -
25 | CLA R 608 X - - -
25 | CLA R 609 X - - -
25 | CLA R 610 X - - -
25 | CLA R 611 X - - -
25 | CLA R 612 X - - -
25 | CLA R 614 X - - -
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Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
25 | CLA S 303 X - - -
25 | CLA S 304 X - - -
25 | CLA S 305 X - - -
25 | CLA S 309 X - - -
25 | CLA S 310 X - - -
25 | CLA S 311 X - - -
25 | CLA S 312 X - - -
25 | CLA S 313 X - - -
25 | CLA S 314 X - - -
25 | CLA Y 303 X - X -
25 | CLA Y 304 X - X -
25 | CLA Y 305 X - - -
25 | CLA Y 311 X - X -
25 | CLA Y 312 X - - -
25 | CLA Y 313 X - - -
25 | CLA Y 314 X - - -
25 | CLA Y 315 X - - -
25 | CLA a 402 X - - -
25 | CLA a 403 X - - -
25 | CLA a 406 X - - -
25 | CLA b 601 X - - -
25 | CLA b 602 X - - -
25 | CLA b 603 X - - -
25 | CLA b 604 X - - -
25 | CLA b 605 X - - -
25 | CLA b 606 X - - -
25 | CLA b 607 X - - -
25 | CLA b 608 X - - -
25 | CLA b 609 X - - -
25 | CLA b 610 X - - -
25 | CLA b 611 X - - -
25 | CLA b 612 X - - -
25 | CLA b 613 X - - -
25 | CLA b 614 X - - -
25 | CLA b 615 X - - -
25 | CLA b 616 X - - -
25 | CLA ¢ 501 X - - -
25 | CLA ¢ 502 X - - -
25 | CLA ¢ 503 X - - -
25 | CLA ¢ 504 X - - -
25 | CLA ¢ 505 X - - -
25 | CLA ¢ 506 X - - -
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Continued from previous page...

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
25 | CLA ¢ 507 X - - -
25 | CLA ¢ 508 X - - -
25 | CLA ¢ 509 X - - -
25 | CLA ¢ 510 X - X -
25 | CLA ¢ 511 X - X -
25 | CLA ¢ 512 X - - -
25 | CLA ¢ 513 X - - -
25 | CLA d 401 X - - -
25 | CLA d 402 X - - -
25 | CLA d 403 X - - -
25 | CLA g 602 X - - -
25 | CLA g 603 X - - -
25 | CLA g 604 X - - -
25 | CLA g 610 X - -
25 | CLA g 611 X - - -
25 | CLA g 612 X - - -
25 | CLA g 613 X - - -
25 | CLA g 614 X - - -
25 | CLA n 602 X - X -
25 | CLA n 603 X - X -
25 | CLA n 604 X - - -
25 | CLA n 610 X - X -
25 | CLA n 611 X - - -
25 | CLA n 612 X - - -
25 | CLA n 613 X - -
25 | CLA n 614 X - - -
25 | CLA T 601 X - - -
25 | CLA T 602 X - - -
25 | CLA r 603 X - - -
25 | CLA T 604 X - - -
25 | CLA r 608 X - - -
25 | CLA r 609 X - - -
25 | CLA r 610 X - - -
25 | CLA T 611 X - - -
25 | CLA T 612 X - - -
25 | CLA T 614 X - - -
25 | CLA S 303 X - - -
25 | CLA S 304 X - - -
25 | CLA S 305 X - - -
25 | CLA S 309 X - - -
25 | CLA S 310 X - - -
25 | CLA S 311 X - - -
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Continued from previous page...

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
25 | CLA S 312 X - - -
25 | CLA S 313 X - - -
25 | CLA S 314 X - - -
25 | CLA y 303 X - X -
25 | CLA y 304 X - - -
25 | CLA y 305 X - - -
25 | CLA y 311 X - X -
25 | CLA y 312 X - - -
25 | CLA y 313 X - - -
25 | CLA y 314 X - - -
25 | CLA y 315 X - - -
28 | BCR t 101 - - X -
32 AJP A 412 X - - -
32 AJP B 624 X - - -
32 AJP G 618 X - - -
32 AJP N 619 X - - -
32 AJP N 620 X - - -
32 AJP S 319 X - - -
32 AJP Y 320 X - - -
32 AJP Y 321 X - - -
32 AJP Y 322 X - - -
32 AJP Y 323 X - - -
32 AJP Y 324 X - - -
32 AJP a 413 X - - -
32 AJP b 624 X - - -
32 AJP g 618 X - - -
32 AJP n 619 X - - -
32 AJP n 620 X - - -
32 AJP S 319 X - - -
32 AJP y 320 X - - -
32 AJP y 321 X - - -
32 AJP y 322 X - - -
32 AJP y 323 X - - -
32 AJP y 324 X - - -
33 | BCT A 413 - - X -
39 | LUT S 316 - - X -
41 | XAT T 616 - - X -
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2 Entry composition (i)

There are 42 unique types of molecules in this entry. The entry contains 85897 atoms, of which
1470 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 Chlorophyll a-b binding protein, chloroplastic.

Mol | Chain | Residues Atoms AltConf | Trace
1 1 202 ?gg;l 936 21;0 226 ? 0 0
1 3 202 ?ggé;l 936 21;0 226 ? 0 0
1 g 202 ?gg;l 936 21;0 226 ? 0 0
1 7 202 ?gg;l 936 2120 226 ? 0 0

e Molecule 2 is a protein called Chlorophyll a-b binding protein 3, chloroplastic.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
2 2 205 1593 1040 258 290 5 0 0
Total C N O S
2 6 205 1593 1040 258 290 5 0 0

e Molecule 3 is a protein called Chlorophyll a-b binding protein, chloroplastic.

Mol | Chain | Residues Atoms AltConf | Trace
IR Y HERE
IR FY Y HERE

e Molecule 4 is a protein called Photosystem II protein D1.

Mol | Chain | Residues Atoms AltConf | Trace
4 A 320 rggizl 16064 41119 4(;2 183 0 0
4 ¢ 320 ggffél 16%4 411]9 4(5)2 183 0 0
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e Molecule 5 is a protein called Photosystem II CP47 reaction center protein.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
g B 487 3810 2495 644 659 12 0
Total C N O S
o b 487 3810 2495 644 659 12 0

e Molecule 6 is a protein called Photosystem II CP43 reaction center protein.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
6 C 433 3373 2221 563 578 11 0
Total C N O S
6 ¢ 433 3373 2221 563 578 11 0

e Molecule 7 is a protein called Photosystem II D2 protein.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
7 D 342 2722 1800 445 465 12 0
Total C N O S
7 d 342 2722 1800 445 465 12 0

e Molecule 8 is a protein called Cytochrome b559 subunit alpha.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O
8 2 66 543 357 88 98 0 0
Total C N O
8 ¢ 66 543 357 88 98 0 0

e Molecule 9 is a protein called Cytochrome b559 subunit beta (PsbF).

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

) F 29 224 147 40 36 1 0 0
Total C N O S

) f 29 224 147 40 36 1 0 0

e Molecule 10 is a protein called Photosystem II reaction center protein H.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
10 H 60 446 293 70 81 2 0 0
Total C N O S
10 h 60 446 293 70 81 2 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
1 I 35 286 195 44 46 1 0 0
} Total C N O S
1 ! 35 286 195 44 46 1 0 0

e Molecule 12 is a protein called Photosystem II reaction center protein K.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
12 K 37 301 211 44 45 1 0 0
Total C N O S
12 k 37 301 211 44 45 1 0 0

e Molecule 13 is a protein called Photosystem II reaction center protein L.

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

13 L 30 302 200 47 55 0 0
Total C N O

13 1 36 302 200 47 55 0 0

e Molecule 14 is a protein called Photosystem II reaction center protein M.

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

4 M 32 250 173 35 41 1 0 0
Total C N O S

14 m 32 250 173 35 41 1 0 0

e Molecule 15 is a protein called Oxygen-evolving enhancer protein 1-1, chloroplastic.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
15 0 197 1516 969 241 302 4 0 0
Continued on next page...
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
15 © 197 1516 969 241 302 4 0 0

e Molecule 16 is a protein called Photosystem II reaction center protein T.

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

16 T 29 239 168 33 37 1 0 0
Total C N O S

16 k 29 230 168 33 37 1 0 0

e Molecule 17 is a protein called Photosystem II reaction center W protein, chloroplastic.

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

17 W o4 427 282 61 83 1 0 0
Total C N O S

17 W o4 427 282 61 83 1 0 0

e Molecule 18 is a protein called (thale cress) hypothetical protein.

EMD-13078, TOUI

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

18 X 30 248 162 39 47 0 0
Total C N O

181 x 36 248 162 39 47 0 0

e Molecule 19 is a protein called Photosystem II reaction center protein Z.

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

19 Z 62 464 313 69 81 1 0 0
Total C N O S

19 z 62 464 313 69 81 1 0 0

e Molecule 20 is a protein called Chlorophyll a-b binding protein CP26, chloroplastic.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
20 S 216 1670 1091 272 303 4 0 0
Total C N O S
20 S 216 1670 1091 272 303 4 0 0
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e Molecule 21 is a protein called Chlorophyll a-b binding protein 1, chloroplastic.

Mol | Chain | Residues Atoms AltConf | Trace
211 G 206 ?gga; 1(?10 21215 282 § 0 0
2l N 202 fggél 954 21;}1 2(836 i 0 0
2L Y 213 ?é;l 1(518 2126 3(0)2 g 0 0
2L e 206 fﬁ;?; 1(?10 2?5 2(9)2 g 0 0
2o 202 ?;;1 9(9;4 2211 2(8)6 i 0 0
2Ly 213 ?gtz?l 1(518 21(?56 3(82 g 0 0

e Molecule 22 is a protein called Chlorophyll a-b binding protein CP29.1, chloroplastic.

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

22 R 235 1827 1183 298 343 3 0 0
Total C N O S

22 ' 235 1827 1183 298 343 3 0 0

e Molecule 23 is a protein called Photosystem II 5 kDa protein, chloroplastic.

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

23 U 25 194 122 36 33 3 0 0
Total C N O S

23 " 25 194 122 36 33 3 0 0

e Molecule 24 is CHLOROPHYLL B (CCD ID: CHL) (formula: CssH7oMgN4Og).
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CHL

Mol | Chain | Residues Atoms AltConf
IR SHIE
w1 1 [Nl
w2 | o [ owrel
w2 | 1 [Nl
w5 | o [mowrel
w5 | 1 [mowrel
w5 | o [mowrel
w5 | o [mowrel
w o | 1 |y ol
wl o 1 [T emwrol
w o | 1 |y ol
w o | 1 [l
w o | 1 |y ol
wl o | 1 [ omy ol

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

Mol | Chain | Residues Atoms AltConf
v | 1 [T
IR R
RN R
RN L
RN R
w x| o e
w v | o [N
w v | o [N
w v | o [N ol
IS LI
w v | o ool
w v | 0 [N
w W | o [N
AN R
w W | o [Nl
AN R
RN R
RN R
RN
RN
IR

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

Mol | Chain | Residues Atoms AltConf
w1 [ OO
IR R
NN R
RN R
RN R
w w1 oo
w w0 oo
w w0 oo
IEEEEL R
IR LI
IR S I
wl o | 0 oo
wl o | 0 oo
w a1 ool
RN S LI
RN LR
IEEEEE R
RN LR
RN LR
RN LR
IR LR

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

Mol | Chain | Residues Atoms AltConf
w1 [T
RN R
RN
RN R

e Molecule 25 is CHLOROPHYLL A (CCD ID: CLA) (formula: Cs5HzsMgN,Os).

CLA

B

\ 2xg .\I‘/';/" .

o WANY

_ Y I
Y N s
\\Y/‘\ N

N .
N

>

Mol

Chain

Residues

Atoms

AltConf

25

1

Total
60

50 1

0

25

Total
55

45 1

25

Total
48

38 1

25

Total
65

55 1

25

Total
65

55 1

25

o B B

Total
60

50 1

25

e

Total
65

55 1

N I I B P 7
g Qo Olot Olot Ot Olot Ol O

0

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

Mol | Chain | Residues Atoms AltConf
v | 1 [T
w0 | 4| OO
w0 | 4| oo
w0 | 4| OO
w0 | 4| OO
w0 | 0 WO
a0 | o [N
w0 | o [N
w0 | o [N O
a0 | o [T WO
w0 | o [N O
w0 | o [T WO
w0 | o [T WO
aw | 1 [ omy ol
w0 | o [ WO
o | 1 [Ty
o | 1 [Ty
o | 1 [Ty
o | 1 [
o | 1 Moo
o o WO

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

Mol | Chain | Residues Atoms AltConf
5o | 1 [ CWYT
AN R
AN RS
IEEEEL RN
s o | 4 [ Moo
s o | o oWy o
s o | o [T lwy o
5o | 1 [N O
a0 | o WO
a0 | o [N
5 s | 0 [ WO
a5 | o oWy O
a5 | o [T owy o
a5 | o oo
s s | o oWy o
5 | oo
a5 | oo
RN RS
a5 | [ oo
o | 1 Moo
o | 1 S

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

Mol | Chain | Residues Atoms AltConf
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e Molecule 26 is 1,2-DIPALMITOYL-PHOSPHATIDYL-GLYCEROLE (CCD ID: LHG)
(formula: 038H75010P).

LHG
b el
1: W
Mol | Chain | Residues Atoms AltConf
Total C O P
26| 2 1 A7 36 10 1 0
Total C O P
26| B I A7 36 10 1 0
Total C O P
26 | B 1 9 38 10 1 0

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

Mol | Chain | Residues Atoms AltConf
v | 1 [ TWCOT [
e | 1 [ oot [
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w x| 1 | oot |
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w v | 1 | wmooT |
w1 | S0t [
w0 | 1 | mooT |
v | o | mooT |
v | 1 | oo |
v | 1 | Mmoot
w1 | Moot
w1 | Mmoor
w1 [moror
o | 1 | tmoor
IR L
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf
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e Molecule 27 is PHEOPHYTIN A (CCD ID: PHO) (formula: Cs5H74N4O5).

PHO

Mol | Chain | Residues Atoms AltConf
s | 1 [T
RS
s [ o]
s et

e Molecule 28 is BETA-CAROTENE (CCD ID: BCR) (formula: CyoHsg).
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BCR
./;Jff.\
Y
3

Mol | Chain | Residues Atoms AltConf
28 A 1 ngal AS) 0
28 B 1 ngal Lﬁ) 0
28 B 1 ngal LE) 0
28 B 1 ngal LE) 0
28 C 1 ngal ﬁ) 0
28 D 1 ngal LE) 0
28 H 1 ngal 400 0
28 I 1 ngal 400 0
2% | K | ngal 400 0
28 T 1 ngal ﬁ) 0
% | 7 | ngal ﬁ) 0
2% | a 1 ngal ﬁ) 0
2% | b | ngal ﬁj 0
2% | b 1 ngal E) 0

Continued on next page...
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Mol | Chain | Residues Atoms AltConf
2% | b 1 ngal ﬁ) 0
2% | o 1 ngal 4% 0
2% | d | ng‘“ E) 0
28 h 1 ngal ﬁ] 0
28 i 1 ngal ﬁ] 0
28 k 1 ngal Afé 0
28 t 1 ngal Afé 0
28 2 1 ngal A% 0

e Molecule 29 is 1,2-DI-O-ACYL-3-O-[6-DEOXY-6-SULFO-ALPHA-D-GLUCOPYRANOSY
L]-SN-GLYCEROL (CCD ID: SQD) (formula: C41H78012S).

SQD
L.
1§
T
g
by
| pe
¢ r [,‘L-\
Y
U L
By
L
1
|
Mol | Chain | Residues Atoms AltConf
Total C O S
29 1 A ! 50 37 12 1 0
Total C O S
29 A 1 5 41 12 1 0
Total C O S
29 L 1 42 29 12 1 0

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

Mol | Chain | Residues Atoms AltConf

e Molecule 30 is 1,2-DISTEAROYL-MONOGALACTOSYL-DIGLYCERIDE (CCD ID:
LMG) (formula: C45H86010).

LMG
L
1
L
L
1
- - r'l‘] =
Pedhd
L
1.
1
Mol | Chain | Residues Atoms AltConf
Total C O
30 A 1 48 38 10 0
Total C O
30 A 1 40 30 10 0
Total C O
30 B 1 51 41 10 0
Total C O
01 B ! 55 45 10 0
Total C O
30 C 1 51 41 10 0
Total C O
30 b I 46 36 10 0

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

Mol | Chain | Residues Atoms AltConf
30 | a 1 ngal 308 1% 0
30 | a 1 ngal 3% 1% 0
30 | b 1 Tgtlal f1 3) 0
30 | b 1 T‘;t;l 405 3) 0
30 | e 1 Tgtlal fl 1% 0
30 d 1 ngal 3% 3) 0

e Molecule 31 is 2,3-DIMETHYL-5-(3,7,11,15,19,23,27,31,35-NONAMETHYL-2,6,10,14,18,22
126,30,34-HEXATRIACONTANONAENYL-2,5-CYCLOHEXADIENE-1,4-DIONE-2,3-DI
METHYL-5-SOLANESYL-1,4-BENZOQUINONE (CCD ID: PL9) (formula: Cs3HgoO5).

o
=|
o
3
m
Z

PL9
1T
A
H:T
r
T
5 I
J
T
]
Mol | Chain | Residues Atoms AltConf
Total C O
31 A 1 13 11 2 0
Total C O
31 D 1 55 53 9 0
Total C O
31 a 1 13 T 0
Total C O
31 d 1 55 53 9 0
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e Molecule 32 is Digitonin (CCD ID: AJP) (formula: Cs6HgaO29) (labeled as "Ligand of Inter-
est" by depositor).

AJP

Mol | Chain | Residues Atoms AltConf

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

Mol | Chain | Residues Atoms AltConf

e Molecule 33 is BICARBONATE ION (CCD ID: BCT) (formula: CHOj3).

BCT
O1
OHos
/G
o2
Mol | Chain | Residues Atoms AltConf
Total C O
33 A 1 4 1 3 0

Continued on next page...
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Mol | Chain | Residues Atoms AltConf
Total C O
33 a 1 4 1 3 0

e Molecule 34 is FE (II) ION (CCD ID: FE2) (formula: Fe).

Mol | Chain | Residues Atoms AltConf
a4 A 1 Total Fe 0
1 1
Total Fe
34 a 1 1 1 0

e Molecule 35 is DIGALACTOSYL DIACYL GLYCEROL (DGDG) (CCD ID: DGD) (formula:

Cs51HgsO15).
DGD
PR e _1:».‘ A . e
i
AN
':T;],‘_'J.
Mol | Chain | Residues Atoms AltConf
Total C O
35 A 1 59 44 15 0
Total C O
35 B I 62 47 15 0
Total C O
35 C 1 55 40 15 0
Total C O
35 C 1 62 47 15 0
Total C O
35 A I 59 44 15 0
Total C O
35 b 1 62 47 15 0
Continued on next page...
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Mol | Chain | Residues Atoms AltConf
Total C O
35 ¢ I 55 40 15 0
Total C O
35 ¢ I 62 47 15 0

e Molecule 36 is CALCIUM ION (CCD ID: CA) (formula: Ca).

Mol | Chain | Residues Atoms AltConf
36 A 1 Total Ca 0
1 1
36 B 1 Total Ca 0
1 1
Total Ca
36 a 1 1 1 0
Total Ca
36 b 1 1 1 0

e Molecule 37 is CHLORIDE ION (CCD ID: CL) (formula: CI).

Mol | Chain | Residues Atoms AltConf
37 D 1 Total Cl 0
1 1
Total Cl
37 d 1 1 1 0

e Molecule 38 is PROTOPORPHYRIN IX CONTAINING FE (CCD ID: HEM) (formula:

C34H32F€N404) .

EMD-13078, TOUI
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el

Mol | Chain | Residues Atoms AltConf
Total C Fe N O
38 F 1 43 34 1 4 4 0
Total C Fe N O
38 f 1 43 34 1 4 4 0

e Molecule 39 is (3R,3'R,65)-4,5-DIDEHYDRO-5,6-DIHYDRO-BETA ,BETA-CAROTENE-3
,3-DIOL (CCD ID: LUT) (formula: C4H3502).

LUT
ROy
[ | o -
I
L.
I
|
. |\
I}
Mol | Chain | Residues Atoms AltConf
Total C O
39 S 1 49 10 2 0

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

Mol | Chain | Residues Atoms AltConf
39 | s 1 ngal ﬁ) (2) 0
39 | @ 1 ngal 4% (2) 0
39 | @ | ngal E) (2) 0
39 | N | ngal ﬁ) (2) 0
39 | N | ngal ﬁ] (2,) 0
39 Y 1 ngal E] (2) 0
39 Y 1 ngal E] (2) 0
39 R 1 thzal E) (2) 0
39 s 1 ngal Zﬁ) (2) 0
39 s 1 ngal E) (2) 0
39 g 1 thzal E) c2) 0
39 g 1 ngal E] (2) 0
39 n 1 ngal ﬁ) (2) 0
39 n 1 ngal 5) (2) 0
39 y 1 ngal fo (2) 0
39 y 1 ngal LE) (2) 0
39 r 1 ngal ﬁ) (2) 0

Molecule 40 is (1R,3R)-6-{(3E,5E,7E,9E,11E,13E,15E,17E)-18-(1S,4R,6R )-4-HYDROX Y-2
,2,6-TRIMETHYL-7-OXABICYCLO|4.1.0HEPT-1-YL|-3,7,12,16-TETRAMETHYLOCTA
DECA-1,3,5,7,9,11,13,15,17-NONAENYLIDENE}-1,5,5- TRIMETHYLCY CLOHEX ANE-1,
3-DIOL (CCD ID: NEX) (formula: CyoHs50y4).
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NEX

T
Mol | Chain | Residues Atoms AltConf
40 S 1 TZTI ﬁj El) 0
0| G 1 TZTI Lﬁ) El) 0
0 | N 1 Tzzal LE) 2 0
0 | Y 1 TZTI LE) (i 0
40 R 1 TZTI ﬁ) 2 0
40 s 1 Tzzal ié 2 0
40 g 1 TZTI 400 2 0
40 n 1 TZTI 400 2 0
40 y 1 Tzzal 400 2 0
40 r 1 Tzzal ﬁ) 2 0

e Molecule 41 is (3S,5R,6S,3'S,5'R,6'S)-5,6,5",6-DIEPOXY-5,6,5",6- TETRAHYDRO-BETA

JBETA-CAROTENE-3,3-DIOL (CCD ID: XAT) (formula: CyHs0,).
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XAT
j A
_;i>x:f(f”
Mol | Chain | Residues Atoms AltConf
Total C O
41 R 1 A4 10 4 0
Total C O
41 r 1 A4 10 4 0
e Molecule 42 is water.
Mol | Chain | Residues Atoms AltConf
Total O
42 A 23 923 93 0
Total O
42 B 10 10 10 0
Total O
42 C 14 14 14 0
Total O
42 D 14 14 14 0
Total O
42 H 1 1 1 0
Total O
42 I 1 1 1 0
Total O
42 L 3 3 3 0
49 M 1 Total O 0
1 1
Total O
42 T 1 1 1 0
42 W 1 Toltal (1) 0

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

Mol | Chain | Residues Atoms AltConf
42 a 23 ngal % 0
2 b 10 T‘ig‘“ % 0
42 c 14 T‘if‘l 1(31 0
2 | d 14 T‘ffl 81 0
2| n | Toltal (1) 0
42 i 1 Toltal (1) 0
42 1 3 Toi,fal (;;) 0
42 m 2 TO;al (2) 0
42 t 1 Toltal (1) 0
42 W 1 Toltal (1) 0
$PrDE
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3 Residue-property plots (i)

These plots are drawn for all protein, RNA, DNA and oligosaccharide chains in the entry. The
first graphic for a chain summarises the proportions of the various outlier classes displayed in the
second graphic. The second graphic shows the sequence view annotated by issues in geometry and
atom inclusion in map density. Residues are color-coded according to the number of geometric
quality criteria for which they contain at least one outlier: green = 0, yellow = 1, orange = 2
and red = 3 or more. A red diamond above a residue indicates a poor fit to the EM map for
this residue (all-atom inclusion < 40%). Stretches of 2 or more consecutive residues without any
outlier are shown as a green connector. Residues present in the sample, but not in the model, are
shown in grey.

e Molecule 1: Chlorophyll a-b binding protein, chloroplastic
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e Molecule 1: Chlorophyll a-b binding protein, chloroplastic
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e Molecule 2: Chlorophyll a-b binding protein 3, chloroplastic
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e Molecule 2: Chlorophyll a-b binding protein 3, chloroplastic
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e Molecule 3: Chlorophyll a-b binding protein, chloroplastic
92%
. L —
Chain 4: 40% 56% .

OOV PPPPPPPPPPPP 0000000000009 909009009909909009090909099%9%9%% 90

© @ O I w ~ 0w o O N < O N~ 0 9 <
0 © I~ N~ N~ NN~ N © 0 o] 0 0 0 [}
[l a A = (3] s oA ToA S =] H 8 Ao 2

L95
wo7
Y98
L103
1104

WO RLDWIDE

er

PROTEIN DATA BANK



EMD-13078, 7OUI

wwPDB EM Validation Summary Report

Page 46

COPPPPPP VPP PPPPPPPPPPPPPPPVVPVIPG 9990999999999 99%99%99%9%9%9%9%9%929
5
S

COPPPPOO®O 000000 OOOS
5
P

S0TT

€021

OO0 PP P00 PP P00 0909000000000

feigacs
¥ved

@ o o
o < <
ISR
= a4 H

9ETN

o
o o
N
-

e Molecule 3: Chlorophyll a-b binding protein, chloroplastic

TECH
0€TH
6221
etaact
Leey

92%

56%

40%

Chain &:

COPPPPOO® 000000 OGOOS
B
b

v0TI
€0TT

©
o
>

LM

< w0
> 0
[

68D
881
18D
981

¥8a

o
0
o

6.0
8.d
LLT

0
N~
©

®
~
=

o o
© I~
a o

-]
)
H

OOV PPPPPPPPPPP0P 0909000990900 0090090909090 9090909099999 90909%9%9%99%9%990%990
8
a

COPPPPPP VPP PPPPPP PPV PPPPPPIPPIPG 9999999999999 9%99%99%9%9%9%9%9%929
5
S

S0TT

€021

COPPPPP P00 P00 PP PP PP P09 000G0OOO0

eizac
¥ved

[ I © o o
o o 2] [
[\ e} N [ S ]
- = = A H

e Molecule 4: Photosystem II protein D1

T€CH
0€TH
6221
8¢cd
Leey

—
7%

45%

47%

Chain A: -

LLI

6YTV

A4S

TYIvV

(47271
Tv1d
(A%
BETN

9€TY
SETA

€eT1
435
TETM

6214

LTTH

SC10

€CTA

01T

8TTH

YITT

CITA
T11d
0TTD

80TN

90TT
SOTM
7013

€€Ty
0 zeTs
0 1e2d
0 0€ZN
6zzd

laay
veeI
€221
eees
1ees
0zelL
61CA

SEEN

€E€ed
CEEH
TEEN
0EEA
62ed
8TEN
L2ed

veevy

15408

LTEM

D E

L DWI

SPDB

PROTEIN DATA BANK

W



EMD-13078, 7OUI

wwPDB EM Validation Summary Report

Page 47

Photosystem II protein D1

e Molecule 4

7%

45%

47%

Chain a

LLT
9LN
SLN

N oM
NN N
R SR

0Ls

99d

794

091

8SGA

98d
SSV
7SV

TSY
0SI
671

LYA
o%s
ShL

[re)
N
Iml

€28

6TIN

L14

1D

<
-
=

113

671V

LYTX

4424

{44758
Tv1d
(iax:
6ETH

9€TH
SETA

€eT1
zetd
TETM

62TY

LTTH

SC10

€CTA

0Z1T

8TTH

74298

CIIX
T11d

80TN

6.LS

€ETY
CETS

Teed
0€CZN
[Saac

¥ozs

a2 & 2 4

192b

6SCI
8GC1

982D
el
45108

8¥CI
PAZA\
9%Ck

1324)]

6€Cd

0 8eTy

LETA

feioacs

0 N O = NMm w0
NN MmO 0 ©
mmoMmomn 0
=Mm|E>=EnH =

e Molecule 5

L2eD

ey

Teel

L1EM

11

ter prote

101 cen

Photosystem II CP47 reacti

47%

48%

Chain B

S94

€91
(42

659D
850
LG4

vad
€48
291
TSA

Lvd
9%
Svd
42\

vl
3

@
™
)

o~
)
0 =

0EA

©
a
<

©
N
=]

498

{44\

0z1
611
814

91d

YIN

™
-
i)

L4

¥d
€1

™

091D
6GTL
89TA
LSTH

SSTY
%910
€STd
8¥TA
v1d

1911

6ETA

SETT

€ETT

TeTd
0€TH

8CTL
praxs

S¢1a

(4458
Terd

STTM

CITI

07TV

80Td

081
6LN
8LM

SLM

ELN
CTLL

0vzs

LETA
9€TL

€ETN

TETH

9CTA

jzéat

€614

161d

88Td

T8TA

791d

[4°199
1911

9T€D

ST oge
Y1€X S6EN

| ereq 7680
IR | eeed
- CTBEN
60€T 16€S
mﬁmx 06EA
Y0eN 88€S
- 18€3
00€d -
- 28ed
962h 18EA
S6CTN 08ea
y6cd 6.LEY
€6TY 8.Le4
¢6T1 LLEA
162D 9.€1
062V [ |

| eszs ziea
88TA TLEA
1824 [ |

| 9szy 89€A
G8TA \.mmm
€8¢ T9€Ll
z8zh ommm
0824 PACto S
6LZA 9GEA

|8z aged
L.2d ¥se1
9.2d e9ed

s zsed
520 [ |

ek Lyed
clLey oved
1421 [ |

| oL zveD
692D TPET
wmwm oﬂms
§9CI 9€EeT
[ | seen
852A | veea
LGZM €EED
9S8ZN CEEN
[ ] 1€€a
TSZA 0EEW
[ | 62€S
6%y | 8zen
kil LTEY

| wea 9zed
ovcd gzed
SvTA PTeT
hey [ |
evey 0CeY
(474N 6T€d
1928 [ |

L9%I
99%H

7ovd

29vd

0991

444

(4478
7%

LEVT
9EVL

CEVT
TEVE
0EY
6CV1

Et44s)

ech
e

LI¥A

€19

S0va

€0%D

111

ter prote

0on cen

Photosystem II CP47 reacti

e Molecule 5

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-13078, 7OUI

wwPDB EM Validation Summary Report

Page 48

47%

49%

Chain b

L 4

CTLL
TLI
0Ld
691

L91

S94

€91
(42

65D
8sb
LS4

vad
€8d
2Se1
TSA

Lvd
9%
Svd
42\

- o
< <
[ Rr]

@
™
-

~
s}
=

o o
[ [}
= (2

8Ty

©
N
IIm II

498

(44N

0z1
611
814

Ao
= =ala

oM w
20 A=

8YTA

P14

15429

6€Td

SETT

€ETT

T€Td
0ETH

8CTL
LeTd

10
. a
-~
a

(4458
1e1a

STTM

1Tl

OTTV

8074

€64

evey
vl
wes
0%vzs

LETA
9€TL

EETN

TE€TH

9CTA

i744°S
tadi]
ceed
Teed
(44

81CS
L1271

vie1
012I
pAAN

vocv
€021
COCH
TOCH
00zs

S61d
v61TA
€674

1610d

8874
L8TA

T8TA
08Td

8LTA

YL
€LTD
CLIX
TL1d
0L1a

89TA

791d

[4°193

]
ozev
61ed

9T€D

458

(A5

60€T
80e)1

voex

00€x

962
962N
v6ca
€62V

162D
062V

,82H

S8CA

£8cd
[4:14)]

0824
6LCA

2220
9.2d

.20

[Pk4S
T.21

692D
8924

9921
89CA
L9gM
9GCTH
CSCA

(G741
8¥Ty

9vcd
SveA
i4z4 4

29vd

09%1

8S¥d

i)
€574

TS7d
0S¥M

877

9¥¥S

44t

(4478
T9%0

LEVT
9EVL

CEVT
TEVE
0€vd
6271

SZHh

€The
oThe

L1%A

€1%a

Sovd

11

ter prote

101 cen

Photosystem II CP43 react

e Molecule 6

6%

46%

48%

Chain C

681
881
181
98171

T4

LOW
99V

oA
09I

LSV
9SH

7SA

sy
T80
08T
671

L%D

v

8€D

9EM

zed
TeL

0€L

820

9cy

2814

6LTY
8LIH

SLT1

8911
L9771

€971
291D
1911
09TI

LSTH

vSTY
€5TQ

TSTM

A4S
V14

9TTA

ETTA
eTTd
TTTA

60Td

L01a
90TI

L6M

S67T

T6H

1928
99TM
S92A
T92d

1524
95¢d

ST

€1CT

112D

6021
802A

%021
€021

T0ZN
00zL
6611

1674

68TM

1810

S8TA
781D

8EED
LEET

SeeL
veed

zeED

LLTV

§2X88
€.LTS
cLTT
TLTA

6923

00%d
66EV

96EW
€6EV
88ed
78e1

€8ed
T8EN

08€T
6.L€Y
8LES

9.ea

ELEN
cLed

69€T
89¢ed
L9¢€4

om0
© © © © ©
M mmmn
Hoe =

B69EM
89€d
LS€Y

SGEL

0S€T

8ved
LveD
9vel
£ved

0veX

11

ter prote

101 cen

Photosystem 11 CP43 reacti

e Molecule 6

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-13078, 7OUI

wwPDB EM Validation Summary Report

Page 49

6%

47%

47%

Chain ¢

881
181
981

€84

T8KH
08d
6.4

LLd
9LA
SL4

€LY

asy
178D
081
671

8LTH
SLTT
O0LTA
89TT
L9711
9971
€971
291D
1911
0971
LSTH

ST
€G1d

TSTM

LyTd
ovTd

L6M

S61

T6H

681

zeed
TEEV

00%d
66EV

96EN
£6EY
88¢ed
¥8eI

£8€d
28eN

08€T

8LES

9.eQ

€LEN
cLed

69€T
89¢ed
L9€4d

S9EM
v9ed
€9V

T9€T

6GEM
8Ged
LSEY

SGEL

0GET

8ved
L%€D
9veL
eved

(06498

8€ED
LEET

SEEL
veed

>

111

Photosystem II D2 prote

e Molecule 7

49%

49%

Chain D

oza
B6TW

ST1

€14
(45

€L1S
cL1d
TLIV

191D

6274

LTTH

verI
€211

1214

€¥ca

9zea

€2T1
ceeL
TZeN
(qacs
61CA
8T1¢L

0L24

89271

9924

792N

¢9cd

652D
8524
L8921
952d

€9cd

oSy
6¥CLl

LYTH

S¥Ck
vvel

0EEW

8CEY

9CeI

vced

e Molecule 7

aceT
T2e1
0zer

1n

Photosystem II D2 prote

49%

48%

Chain d

oza
6T

ST1

€T
{45

WO RLDWIDE
PROTEIN DATA BANK



EMD-13078, 7OUI

wwPDB EM Validation Summary Report

Page 50

L9714

SYTI

(47499
T71d
0%TH
6ETT
8ETH
LETA

SeTd
veTv
€ETT

T€T4

62TH

LCTH

j£49"
€CTT

1214

611D

Y14

CTTM
T1T1

80TT
L0Th

660

Led

0.24

89CT1

9924

792N

Cytochrome b559 subunit alpha

294

652D
8924
1821
952b

€5cd

0sey
6%CL

LYTH

17

€5€T

TSEN
0S€D

8%ed

9%eEA
Sved

€ved

TvEl
0%eT

8EEH

veea

Teey
0EEW

8CEY

9zeI

veed

e Molecule 8

eceT
Teel

20%

40%

40%

5%
L

Chain E

€L1
cLs
T.,Q

694

991

%9d
094
LSL
964
SSGA
0Gd
67s
8¥D

{4741

0oL

8EA

(428

0T
6cs
8¢d

€CH
[2an
TCA
oM
6TA
814

Cytochrome b559 subunit alpha

e Molecule 8

5%

20%

40%

40%

Chain e

€LT
cLs
T.Q

694

9L
991

¥9d

TCA
ozM
614
814

Cytochrome b559 subunit beta (PsbF)

e Molecule 9

26%

38%
L 2 4
|

36%

Cytochrome b559 subunit beta (PsbF)

5%
L

Chain F

6eY
8eb

< 0
M 0
= o

o
oM M
v =

[re)
N
=

YTl

{44\
ey
021

-
i
=

e Molecule 9

26%

38%

36%

Chain f

6€Y
8eh

seb

T€1
0gs

scA

<
N
B

ey
021

8TH
LIA
9TV

€14

TTL

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe



Page 51 wwPDB EM Validation Summary Report EMD-13078, 7TOUI

e Molecule 10: Photosystem II reaction center protein H

6%

. - I
Chain H: 39% 44% 17%
o oo
- 3a:alggglggg-glggg-ggg-g-g-slglgglg-sglglg 28 ,9.
@ 0N B T x4 XA A i3} T X > o =EO = << = — HH %3] =0 = H AU H

i

e Molecule 10: Photosystem II reaction center protein H

. - |
Chain h: 38% 46% 17%

e Molecule 11: Photosystem II reaction center protein I
6%
Chain I: 50% 47% =

’I

e Molecule 11: Photosystem II reaction center protein I

L4
LK
L6
|
Y9
ST
Vi1
Lz
I13
F14
|
L18
F19
|
F23
L24
|
D27
P28
|
N31
P32
G33
R34
E35

6%
Chain 1: 44% 53% e

| — o < o — o
< © ) hal — — o~ N
= = > = o = =) [

e Molecule 12: Photosystem II reaction center protein K

) 0 INE Bl o)
— NN om0 2]
I nEaQaa =A% ]

-
Chain K: 41% 59%
S
0 O I~ o o M
QENESEINRY Y Ee s S oEe sEa o Ime ol o
S-S pya W > o= A== H [T ¢y > = =0 "

e Molecule 12: Photosystem II reaction center protein K

=
Chain k: 41% 59%
w0 O N~
e LR LR E R E e R N e -
E-rs N > o= A A= H |27 ¢ > = =0 ~

WO RLDWIDE

er

PROTEIN DATA BANK



EMD-13078, 7OUI

5%
6%
6%

5%

20%

53%
53%

62%
62%
42%

wwPDB EM Validation Summary Report

42%
42%
38%

29%
29%

8%

Chain L: —

8%

Chain 1: —

e Molecule 15: Oxygen-evolving enhancer protein 1-1, chloroplastic

e Molecule 13: Photosystem II reaction center protein L
e Molecule 13: Photosystem II reaction center protein L
e Molecule 14: Photosystem II reaction center protein M
e Molecule 14: Photosystem II reaction center protein M

Page 52
Chain M:
Chain m:

8CEL

€eel
(4458
TCEA

6T€N

T1€L
orea
60€S

L0€b
90€1

T0€ED
00€T

e Molecule 15: Oxygen-evolving enhancer protein 1-1, chloroplastic

862d

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe



EMD-13078, 7TOUI
20%

40%

wwPDB EM Validation Summary Report

39%

5%

Chain o: -

Page 53

| gew
TLT1 9ETA | e6zn
oS pseen =
mm; = | 620
EETA 25ch
oo eeet 01
1824
WMH o€z 1603
- 6229 0621 L o
822l 682 BN 2 9 o
Cewms 151
95Td < <
0 szed 982l — —_
— 82T o8 N
¢ 2o ﬁ 2 R I
X X
omS dd MO w MO 2
e jes S S
8121 =l =)
R > > 8 3
Eidy! o +— +—
SPTA stea R= N R= N o s}
HYIL Ik ) < D) S — =
| eted | - = o o}
mmﬁ..._ Nmmq m m W €ETT W
| zers £eTT
e s0z = = g o s
8024 | ogTo 1671
i L073 Z Z 2 15 2 Coero
DS 902D = = = 8zTE = 621S
[eem | | sozo ) ) 5} Le1a ) sera
Ve $0zd © © © 9z1d © L2174
ESED €021 g = o) sz1d o) 9z1a
sz1d
| o) ) ) ) ] )
0ETH = = = =
1 = = = 0z1L e [ |
ez 96T % % % 6TTA % 0ZTL
8c1d T ¢ S > o [ ] o) (1299
f 611 = ¢ = ¢ = 9114 = [ ]
¢ LTTT ﬂ wmg = Imwg = Iwmx = X 4 = X ImeE
| ottl | te1E czel m 9zd m 9zd m I3 £TTM m a HITL
ST1d 0673 (445} ) | eza ) | seE ) [422% D €T
wdm 63T TZEN < m/” mﬁ* < = mNm < LT < (433
€TT 88T I < n OTTd I
e 1870 oTEN = 121 I ~ Te1 o eoram = o 0119
TTTV 98TA [] o (4 o ogy o 80TA e} | 60Td
[ | | ge1s oTEN B [ | B [ | B [ ] = 80TA
90T ¢ B l = 41T = LTT = 9011 = [ ]
SOTA — ¢ o [ | o | | o $0TT o $0TI
| 0 €7€1 mS mS | |
00T l .. .. T0TT 1071
zea © o . =
1 ¢ ¢ © TIA < TIA I~ | 5 |
961 08TA TTEL oT1 oTT 169 169
[ | 6,13 otea ) - [ ] [5) .- [ | ) [ ] ) [ ]
261 L et 60€S =) L1 = LL = . 181 =) 181
L.1d eegall O = s o B e o W | O = |
AL L0€b < o [T < o GA < o 8y < o 8y
sL1a 90€T =} R pEn o R o = [egan  © R | esd
$LIT | | M < ev M < £v M < z8a M < z8a
€13 70€D = za -~ za = 80 -~ 180
zL1d ¢ se 00€I ] O ™ [ ) O ™ ) O 081 [} O 081

14%

52%
RLDWIDE

O

erbDeBe

PROTEIN DATA BANK

W

33%

e Molecule 18: (thale cress) hypothetical protein
10%

Chain X:



EMD-13078, 7OUI

wwPDB EM Validation Summary Report

Page 54

b o d

e Molecule 18: (thale cress) hypothetical protein

LOTA

SOTA

o
o o
= o
- >

TOTI

0 00TI

66A

167
96A

€60
[435
Tev
061

881
181
984

78y
€81

T8d

6.1
81D

14%

52%

A o d

e Molecule 19: Photosystem II reaction center protein Z

33%

10%

Chain x:

LOTA

SOTA

o
o o
= o
I>>

TOTI

0 00TI

-
1)
=

L1671
96A

€60
[435
Tev
061

881
18T
984

ey
€81

18d

6.1
8.LD

44%

56%

Chain Z: -

T9I

081

e Molecule 19: Photosystem II reaction center protein Z

44%

56%

Chain z:

79I

0§71

e Molecule 20: Chlorophyll a-b binding protein CP26, chloroplastic

5%

Chain S: -

—
7%

53%

41%

81TV
L1TH

STT1
vi1a
ETTd

TTTD
OTTX
601X

SOoTd

00TT
66D

96a
S6A
76D

€610

T6TL

¢

19271
9921

e Molecule 20: Chlorophyll a-b binding protein CP26, chloroplastic
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4 Experimental information (i)

Property Value Source
EM reconstruction method SINGLE PARTICLE Depositor
Imposed symmetry POINT, Not provided

Number of particles used 100712 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) 1.49 Depositor
Minimum defocus (nm) Not provided

Maximum defocus (nm) Not provided

Magnification Not provided

Image detector GATAN K2 SUMMIT (4k x 4k) Depositor
Maximum map value 33.682 Depositor
Minimum map value -19.496 Depositor
Average map value -0.004 Depositor
Map value standard deviation 0.976 Depositor
Recommended contour level 4 Depositor
Map size (A) 410.0, 410.0, 410.0 wwPDB
Map dimensions 500, 500, 500 wwPDB
Map angles (°) 90.0, 90.0, 90.0 wwPDB
Pixel spacing (A) 0.82, 0.82, 0.82 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: CLA,
LHG, CL, BCR, AJP, SQD, NEX, CA, LUT, DGD, HEM, CHL, PL9, BCT, XAT, LMG, PHO,
FE2

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 | pyigy 1 417) 55 | RMSZ | #(7] >5
1 1 0.19 | 0/1582 | 0.45 | 0/2150
1 3 0.19 | 0/1582 | 0.45 | 0/2150
1 5 0.19 | 0/1582 | 0.45 | 0/2150
1 7 0.19 | 0/1582 | 0.45 | 0/2150
2 2 0.17 | 0/1640 | 0.42 | 0/2229
2 6 0.17 | 0/1640 | 0.42 | 0/2229
3 1 0.17 | 0/1652 | 0.43 | 0/2242
3 8 0.17 | 0/1652 | 0.43 | 0/2242
1 A 0.12 | 0/2626 | 0.34 | 0/3580
1 a 0.12 | 0/2626 | 0.34 | 0/3580
5 B 0.12 | 0/3940 | 0.29 | 0/5368
5 b 0.12 | 0/3940 | 0.29 | 0/5368
6 C 0.11 | 0/3487 | 0.26 | 0/4750
6 c 0.11 | 0/3487 | 0.26 | 0/4750
7 D 0.12 | 0/2815 | 0.28 | 0/3837
7 d 0.12 | 0/2815 | 0.28 | 0/3837
8 E 0.10 | 0/561 | 029 | 0/763
8 e 0.10 | 0/561 | 0.29 | 0/763
9 F 0.09 | 0/229 | 024 | 0/311
9 f 0.09 | 0/229 | 024 | 0/311
10 0 0.10 | 0/455 | 0.36 | 0/619
10 h 0.10 | 0/455 | 0.35 | 0/619
11 T 0.13 | 0/294 | 038 | 0/397
11 i 0.12 | 0/294 | 038 | 0/397
12 K 0.10 | 0/312 | 0.27 | 0/428
12 k 0.10 | 0/312 | 0.27 | 0/428
13 L 0.09 | 0/310 | 020 | 0/421
13 1 0.09 | 0/310 | 020 | 0/421
14 | M | 01l | 0/254 | 028 | 0/347
14 | m | 01l | 0/254 | 028 | 0/347
15 0 0.10 | 0/1548 | 0.31 | 0,201
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. Bond lengths Bond angles
Mol | Chain | py1a71 417 55 | RMSZ | #]2] 5
15 o 0.10 0/1548 0.31 0/2091
16 T 0.09 0/246 0.22 0/333
16 t 0.09 0/246 0.22 0/333
17 W 0.10 0/438 0.26 0/594
17 w 0.10 0/438 0.26 0/594
18 X 0.09 0/250 0.23 0/339
18 X 0.10 0/250 0.23 0/339
19 Z 0.15 0/474 0.30 0/649
19 z 0.15 0/474 0.30 0/649
20 S 0.12 0/1715 0.29 0/2328
20 s 0.12 0/1715 0.30 0/2328
21 G 0.19 0/1607 0.44 0/2184
21 N 0.19 0/1580 0.44 0/2146
21 Y 0.19 0/1669 0.44 0/2270
21 g 0.19 0/1607 0.44 0/2184
21 n 0.19 0/1580 0.44 0/2146
21 y 0.19 0/1669 0.44 0/2270
22 R 0.15 0/1878 0.34 0/2561
22 r 0.15 0/1878 0.34 0/2561
23 U 0.08 0/196 0.27 0/261
23 u 0.09 0/196 0.27 0/261
All All 0.14 | 0/66680 | 0.35 | 0/90696

There are no bond length outliers.

There are no bond angle outliers.

There are no chirality outliers.

There are no planarity outliers.

5.2 Too-close contacts (i)

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 1 1537 0 1480 181 0
1 3 1537 0 1480 182 0
1 5 1537 0 1480 179 0
1 7 1537 0 1480 183 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
2 2 1593 0 1543 287 0
2 6 1593 0 1543 292 0
3 4 1597 0 1534 197 0
3 8 1597 0 1534 200 0
4 A 2548 0 2460 229 0
4 a 2548 0 2460 233 0
5 B 3810 0 3688 326 0
5 b 3810 0 3688 327 0
6 C 3373 0 3302 277 0
6 ¢ 3373 0 3302 284 0
7 D 2722 0 2615 251 0
7 d 2722 0 2615 255 0
8 E 543 0 519 38 0
8 e 043 0 019 37 0
9 F 224 0 233 14 0
9 f 224 0 233 14 0
10 H 446 0 471 o8 0
10 h 446 0 471 60 0
11 I 286 0 295 32 0
11 i 286 0 295 32 0
12 K 301 0 313 28 0
12 k 301 0 313 28 0
13 L 302 0 291 29 0
13 1 302 0 291 30 0
14 M 250 0 279 41 0
14 m 250 0 279 41 0
15 O 1516 0 1494 133 0
15 0 1516 0 1494 131 0
16 T 239 0 255 19 0
16 t 239 0 255 20 0
17 W 427 0 405 33 0
17 w 427 0 405 34 0
18 X 248 0 266 43 0
18 X 248 0 266 43 0
19 Z 464 0 495 38 0
19 z 464 0 495 40 0
20 S 1670 0 1647 186 0
20 s 1670 0 1647 188 0
21 G 1562 0 1501 302 0
21 N 1536 0 1478 293 0
21 Y 1621 0 1546 306 0
21 g 1562 0 1501 300 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
21 n 1536 0 1478 295 0
21 y 1621 0 1546 307 0
22 R 1827 0 177 212 0
22 r 1827 0 1777 211 0
23 U 194 0 206 36 0
23 u 194 0 206 35 0
24 1 92 0 62 18 0
24 2 110 0 91 29 0
24 3 92 0 62 17 0
24 6 110 0 91 30 0
24 G 335 0 296 78 0
24 N 348 0 321 117 0
24 R 195 0 146 23 0
24 S 184 0 124 28 0
24 Y 344 0 308 94 0
24 g 335 0 296 77 0
24 n 348 0 321 116 0
24 r 195 0 146 24 0
24 s 184 0 124 33 0
24 y 344 0 308 93 0
25 2 163 0 142 33 0
25 6 163 0 142 37 0
25 A 190 0 203 39 0
25 B 1040 0 1150 147 0
25 C 840 0 923 145 0
25 D 180 0 183 41 0
25 G 472 0 464 110 0
25 N 473 0 468 139 0
25 R 043 0 490 113 0
25 S 465 0 393 90 0
25 Y 470 0 465 123 0
25 a 190 0 203 39 0
25 b 1040 0 1150 149 0
25 ¢ 840 0 923 157 0
25 d 180 0 183 42 0
25 g 472 0 464 115 0
25 n 473 0 468 136 0
25 r 543 0 490 121 0
25 s 465 0 393 92 0
25 y 470 0 465 120 0
26 2 47 0 67 14 0
26 6 47 0 67 14 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
26 B 142 0 206 18 0
26 C 147 74 222 10 0
26 D 49 0 74 10 0
26 L 49 0 74 5 0
26 N 49 0 74 11 0
26 R 42 0 o6 14 0
26 S 98 0 148 13 0
26 Y 98 0 146 20 0
26 b 142 0 206 18 0
26 C 147 74 222 10 0
26 d 49 0 74 10 0
26 1 49 0 74 5 0
26 n 49 0 74 10 0
26 r 42 0 o6 16 0
26 s 98 0 148 15 0
26 y 98 0 146 20 0
27 A 128 0 148 27 0
27 a 128 0 148 28 0
28 A 40 0 o6 4 0
28 B 120 0 168 18 0
28 C 40 0 o6 7 0
28 D 40 0 o6 3 0
28 H 40 0 o6 6 0
28 I 40 0 26 20 0
28 K 40 0 56 7 0
28 T 40 0 o4 20 0
28 Z 40 0 o6 5 0
28 a 40 0 o6 5 0
28 b 120 0 168 19 0
28 ¢ 40 0 o6 7 0
28 d 40 0 56 3 0
28 h 40 0 26 8 0
28 i 40 0 o6 20 0
28 k 40 0 o6 9 0
28 t 40 0 o4 21 0
28 z 40 0 o6 5 0
29 A 104 0 145 13 0
29 L 96 0 126 25 0
29 a 104 0 145 12 0
29 1 96 0 126 25 0
30 A 88 0 116 6 0
30 B 106 0 158 10 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
39 R 42 0 o6 6 0
39 S 84 0 112 27 0
39 Y 84 0 112 25 0
39 g 84 0 112 30 0
39 n 84 0 112 27 0
39 r 42 0 o6 8 0
39 s 84 0 112 29 0
39 v 84 0 112 %5 0
40 G 44 0 o6 15 0
40 N 44 0 o6 15 0
40 R 44 0 56 8 0
40 S 44 0 26 6 0
40 Y 44 0 o6 7 0
40 g 44 0 o6 15 0
40 n 44 0 o6 13 0
40 r 44 0 o6 10 0
40 s 44 0 26 5 0
40 v 14 0 56 10 0
41 R 44 0 o6 20 0
41 r 44 0 o6 22 0
42 A 23 0 0 0 0
42 B 10 0 0 3 0
42 C 14 0 0 1 0
42 D 14 0 0 0 0
42 H 1 0 0 0 0
42 I 1 0 0 0 0
42 L 3 0 0 2 0
42 M 1 0 0 0 0
42 T 1 0 0 0 0
42 W 1 0 0 0 0
42 a 23 0 0 1 0
42 b 10 0 0 3 0
42 c 14 0 0 1 0
42 d 14 0 0 0 0
42 h 1 0 0 0 0
42 1 1 0 0 0 0
42 1 3 0 0 2 0
42 m 2 0 0 0 0
42 t 1 0 0 0 0
42 w 1 0 0 0 0
All All 84427 1470 83152 8481 0

The all-atom clashscore is defined as the number of clashes found per 1000 atoms (including

WORLDWIDE
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hydrogen atoms). The all-atom clashscore for this structure is 51.

The worst 5 of 8481 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)
15:0:196:TYR:HB2 | 15:0:212:LEU:HD21 1.21 1.19
10:h:56:ILE:HD13 18:x:84:LYS:HE3 1.25 1.17
21:n:138:ILE:HG21 | 24:n:606:CHL:HBC1 1.23 1.17
22:1:144:GLY:HA3 22:1:246:ALA:HB1 1.28 1.16
22:R:144:GLY:HA3 | 22:R:246:ALA:HB1 1.28 1.14

EMD-13078, TOUI

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 1 200/266 (75%) | 188 (94%) | 12 (6%) 0 |
1 3 200/266 (75%) | 188 (94%) | 12 (6%) 0 |
1 5 200/266 (75%) | 188 (94%) | 12 (6%) 0 |
1 7 200/266 (75%) | 188 (94%) | 12 (6%) 0 |
2 2 203/243 (84%) | 181 (89%) | 20 (10%) | 2 (1%) 12] 38
2 6 203/243 (84%) | 181 (89%) | 20 (10%) | 2 (1%) 12] 38
3 4 202/212 (95%) | 183 (91%) | 18 (9%) | 1 (0%) 24 55
3 8 202/212 (95%) | 183 (91%) | 18 (9%) | 1 (0%) 24 55
4 A 324/352 (92%) | 309 (95%) | 14 (4%) | 1 (0%) 36 66
4 a 324/352 (92%) | 308 (95%) | 15 (5%) | 1 (0%) 36 66
5 B 485/508 (96%) | 466 (96%) | 18 (4%) | 1 (0%) 43 72
5 b 485/508 (96%) | 466 (96%) | 18 (4%) | 1 (0%) 43 72
6 C 429/459 (94%) | 417 (97%) | 11 (3%) | 1 (0%) 43 72

Continued on next page...
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
6 c 429/459 (94%) | 417 (97%) | 11 3%) | 1(0%) | 43 @72
7 D 340/352 (97%) | 330 (97%) | 10 (3%) 0 |
7 d 340/352 (97%) | 330 (97%) | 10 (3%) 0 |
8 E 64/83 (77%) | 61 (95%) | 3 (5%) 0 100 | 100]
8 e 64/83 (77%) 1(95%) | 3 (5%) 0 (100 [ 100]
9 F 27/39 (69%) | 27 (100%) 0 0 100 ] [100]
9 f 27/39 (69%) | 27 (100%) 0 0 100 | 100]
0| H 58/72 (81%) | 52 (90%) | 6 (10%) 0 100 ] [ 100]
10 | h 58/72 (81%) | 52 (90%) | 6 (10%) 0 100 | 100]
1 I 33/36 (92%) | 28 (85%) | 5 (15%) 0 [100] [ 100]
11 i 33/36 (92%) | 28 (85%) | 5 (15%) 0 100 ] [100]
12 | K 35/37 (95%) | 34 (97%) | 1 (3%) 0 100 | 100]
12 k 35/37 (95%) | 34 (97%) | 1 (3%) 0 100 ] [ 100]
13 | L 34/38 (90%) | 32 (94%) | 2 (6%) 0
13 1 34/38 (90%) | 32 (94%) | 2 (6%) 0
4 | M 30/34 (88%) | 28 (93%) | 1(3%) | 1 (3%)

14 | m 30/34 (88%) | 28 (93%) | 1(3%) | 1(3%)

5] O 191/247 (77%) | 183 (96%) | 8 (4%) 0 [100] [100]
15 0 191/247 (77%) | 183 (96%) | 8 (4%) 0 (100 [ 100]
6 | T 27/33 (82%) | 25 (93%) | 2 (7%) 0 100 ] [ 100]
16 ¢ 27/33 (82%) | 25 (93%) | 2 (7%) 0 100 | 100]
17 | w 52/54 (96%) | 50 (96%) | 2 (4%) 0 100 [ 100]
17 | w 52/54 (96%) | 50 (96%) | 2 (4%) 0 100 ] [ 100]
18 | X 34/42 (81%) | 33 (97%) | 1 (3%) 0 100 | 100}
18 x 34/42 (81%) | 33 (97%) | 1 (3%) 0 100 ] [ 100]
19 Z 60/62 (97%) 54 (90%) | 6 (10%) 0 |
19 z 60/62 (97%) | 54 (90%) | 6 (10%) 0 100 ] [ 100]
20 S 214/232 (92%) | 204 (95%) | 10 (5%) 0 |
20 s 214/232 (92%) | 203 (95%) | 11 (5%) 0 |
21 | G | 204/232 (88%) | 192 (94%) | 12 (6%) 0 100 ] [ 100]
21 | N | 200/232 (86%) | 189 (94%) | 11 (6%) 0

Continued on next page...
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
ol | Y | 211/232 (91%) | 200 (95%) | 11 (5%) 0 100 ] [100]
21 o 204/232 (88%) | 192 (94%) | 12 (6%) 0 100 [ 100]
21 n 200/232 (86%) | 189 (94%) | 11 (6%) 0 |
21 y 211/232 (91%) | 200 (95%) | 11 (5%) 0 100 | 100]
22 R 233/250 (93%) | 223 (96%) | 10 (4%) 0 |
22 r 233/250 (93%) | 223 (96%) | 10 (4%) 0 |
23 U 23/28 (82%) 19 (83%) | 4 (17%) 0 |
23 u 23/28 (82%) 19 (83%) | 4 (17%) 0 |
All | Al | 8226/9282 (89%) | 7790 (95%) | 422 (5%) | 14 (0%) 44 172

5 of 14 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
2 2 123 VAL
3 4 182 ALA
4 A 18 CYS
14 M 3 VAL
2 6 123 VAL

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 1 154/201 (77%) 142 (92%) 12 (8%)
1 3 154/201 (77%) 142 (92%) 12 (8%)
1 5 154/201 (77%) 142 (92%) 12 (8%)
1 7 154/201 (77%) 142 (92%) 12 (8%)
2 2 164/192 (85%) | 164 (100%) 0
2 6 164/192 (85%) | 164 (100%) 0
3 4 156/159 (98%) | 156 (100%) 0
3 8 156/159 (98%) | 156 (100%) 0

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
4 A 263/284 (93%) | 263 (100%) 0 |
4 a 263/284 (93%) | 263 (100%) 0 |
5 B 384/402 (96%) | 384 (100%) 0 |
5 b | 384/402 (96%) | 384 (100%) 0 [100] [100]
6 C 340/359 (95%) | 340 (100%) 0 |
6 c 340/359 (95%) | 340 (100%) 0 100 [ 100
7 D | 274/282 (97%) | 274 (100%) 0 [100] [100]
7 d 274/282 (97%) | 274 (100%) 0 [100] [ 100
8 E 59/73 (81%) | 59 (100%) 0 [100] [100]
8 e 59/73 (81%) | 59 (100%) 0 100 ] [100]
9 F 24/34 (T1%) | 24 (100%) 0 100 [ 100
9 f 24/34 (T1%) | 24 (100%) 0 [100] [100]
0| H 50/60 (83%) | 50 (100%) 0 [100] [ 100
10 | h 50/60 (83%) | 50 (100%) 0 100 ] [100]
11 I 32/33 (97%) | 32 (100%) 0 [100] [ 100
11 i 32/33 (97%) | 32 (100%) 0 [100] [100]
12 | K 32/32 (100%) | 32 (100%) 0 100 ] [100]
12 k 32/32 (100%) | 32 (100%) 0 [100] [ 100
13 | L 34/36 (94%) | 34 (100%) 0 100 ] [100]
13 1 34/36 (94%) | 34 (100%) 0 [100] [ 100
4 | M 28/30 (93%) | 28 (100%) 0 [100] [100]
14 | m 28/30 (93%) | 28 (100%) 0 100 [100]
15 0 167/204 (82%) | 167 (100%) 0 |
15 0 167/204 (82%) | 167 (100%) 0 100 ] [100]
6 | T 26/30 (87%) | 26 (100%) 0 [100] [ 100
16 ¢ 26/30 (87%) | 26 (100%) 0 100 ] [100]
17 | W | 47/47 (100%) | 47 (100%) 0 [100] [ 100
17 | w A7/47 (100%) | 47 (100%) 0 [100] [100]
18 | X 20/34 (85%) | 29 (100%) 0 [100] [100]
18 x 20/34 (85%) | 29 (100%) 0 [100] [ 100
19 | 7z 54/54 (100%) | 54 (100%) 0

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
19 2 54/54 (100%) | 54 (100%) 0 100 [ 100
20 S 167/180 (93%) | 167 (100%) 0 |
20 s 167/180 (93%) | 167 (100%) 0 |
21 G 157/177 (89%) | 145 (92%) | 12 (8%) 36
21 N 154/177 (87%) | 142 (92%) | 12 (8%) 35
21 Y 162/177 (92%) | 150 (93%) | 12 (7%) 13| 37
21 g 157/177 (89%) | 145 (92%) | 12 (8%) 36
21 n 154/177 (87%) | 142 (92%) | 12 (8%) 11| 35
21 y 162/177 (92%) | 150 (93%) | 12 (7%)

22 R 189/201 (94%) | 189 (100%) 0

22 r 189/201 (94%) | 189 (100%) 0 |
23 | U 20/23 (87%) | 20 (100%) 0 [100] [100]
23 u 20/23 (87%) | 20 (100%) 0 [100] [ 100
All | All | 6640/7364 (90%) | 6520 (98%) | 120 (2%) | 51 |82

5 of 120 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
21 Y 165 GLN
21 y 68 SER

1 5 206 GLU
21 y 56 VAL
21 y 199 LEU

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes.

such sidechains are listed below:

Mol | Chain | Res | Type
2 6 150 ASN
6 c 237 HIS
20 s 135 ASN
5 b 73 ASN

5 b 296 GLN

5.3.3 RNA (D

There are no RNA molecules in this entry.

5 of 54
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5.4 Non-standard residues in protein, DNA, RNA chains (i)

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

5.5 Carbohydrates (i)

There are no oligosaccharides in this entry.

5.6 Ligand geometry (i)

Of 374 ligands modelled in this entry, 8 are monoatomic - leaving 366 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 CountsBOIPI{(ll\/IgEZn gt:ES\Z | > 2 CountsBonlf-lil\Zg%les#w | > 2
24 | CHL | g | 605 | 21 |40,54,74| 2.32 | 13 (32%) | 34,90,114 | 320 | 16 (47%)
30 | LMG a 409 - 48,4855 | 0.44 0 56,56,63 1.19 4 (7%)
28 BCR D 404 - 41,4141 | 1.17 2 (4%) 56,56,56 1.24 5 (8%)
30 | LMG B 620 - 51,561,555 | 0.44 0 99,59,63 1.20 4 (6%)
28 | BCR | t | 101 | - |414141| 117 | 3 (%) | 565656 | 1.29 | 9 (16%)
26 LHG 2 606 25 | 46,46,48 | 0.44 0 49,52,54 1.20 4 (8%)
24 | CHL | Y | 308 | - |5266,74| 2.0 | 12 (23%) | 48,104,114 | 2.75 | 18 (37%)
2% | LHG | y | 319 | 25 | 484848 | 0.42 0 51,5454 | 120 | 4 (7%)
32 AJP B 624 - 95,95,95 | 0.62 0 144,149,149 | 3.58 58 (40%)
24 | CHL | 1 | 302 | 1 |40,54,74| 2.34 | 14 (35%) | 34,90,114 | 3.28 | 15 (44%)
98 | BCR | &L | 101 | - |414141| 1.14 | 2(4%) | 565656 | 1.33 | 9 (16%)
24 CHL R 606 - 40,54,74 | 2.32 12 (30%) 34,90,114 3.22 16 (47%)
26 LHG n 618 25 | 48,48,48 | 0.43 0 51,04,54 1.16 4 (7%)
95 | CLA | b | 614 | 5 |69,73,73| 135 | 11 (15%) | 82,113,113 | L.72 | 14 (17%)
26 LHG S 318 25 | 48,48,48 | 0.42 0 51,54,54 1.20 4 (7%)
28 | BCR | k | 101 | - |414141| 120 | 3 (%) | 565656 | 1.32 | 9 (16%)
25 | CLA b 613 5 69,73,73 | 1.36 11 (15%) | 82,113,113 1.55 15 (18%)
24 | CHL | s | 307 | - |40,54,74| 231 | 12 (30%) | 34,90,114 | 3.7 | 17 (50%)

WO RLDWIDE
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Mol | Type | Chain | Res| Link | (oo RSt | 412152 | Couts | RMSE | £12]5 2
24 | CHL S 306 - 40,54,74 | 2.31 12 (30%) 34,90,114 3.15 18 (52%)
24 | CHL S 308 - 40,54,74 | 2.32 13 (32%) 34,90,114 3.17 16 (47%)
25 | CLA n 614 21 | 52,56,73 | 1.60 8 (15%) 61,92,113 1.98 16 (26%)
25 | CLA B 609 5 69,73,73 | 1.37 11 (15%) | 82,113,113 1.71 17 (20%)
39 | LUT Y 316 - 42,4343 | 0.82 2 (4%) 51,60,60 1.55 7 (13%)
25 | CLA S 313 20 | 59,63,73 | 1.50 9 (15%) 70,101,113 | 2.19 16 (22%)
25 | CLA S 310 20 | 59,63,73 | 1.49 10 (16%) | 70,101,113 1.61 12 (17%)
25 | CLA B 602 5 69,73,73 | 1.35 11 (15%) | 82,113,113 1.62 17 (20%)
25 | CLA S 314 20 | 53,57,73 | 1.55 12 (22%) 61,93,113 1.66 13 (21%)
25 | CLA b 602 5 69,73,73 | 1.36 10 (14%) | 82,113,113 1.62 18 (21%)
24 | CHL N 607 - 60,74,74 | 1.92 12 (20%) | 58,114,114 | 2.46 17 (29%)
25 | CLA d 403 - 69,73,73 | 1.54 8 (11%) 82,113,113 | 2.61 21 (25%)
28 | BCR b 619 - 414141 | 1.17 2 (4%) 56,56,56 1.26 8 (14%)
32 AJP G 618 - 48,48,95 | 0.90 0 72,78,149 5.61 37 (51%)
24 | CHL n 605 21 | 42,56,74 | 2.22 11 (26%) 36,92,114 3.11 16 (44%)
26 | LHG ¢ 517 - 48,48,48 | 0.43 0 51,54,54 1.19 4 (7%)
25 | CLA n 612 21 | 64,68,73 | 1.44 12 (18%) | 76,107,113 1.72 14 (18%)
25 | CLA T 612 22 | 64,68,73 | 1.45 9 (14%) 76,107,113 1.91 17 (22%)
24 | CHL N 606 - 40,54,74 | 2.29 12 (30%) 34,90,114 3.25 17 (50%)
24 | CHL g 609 21 | 55,69,74 | 2.02 12 (21%) | 52,108,114 | 2.78 18 (34%)
32 AJP n 619 - 48,48,95 | 0.73 0 72,78,149 433 | 34 (47%)
30 | LMG C 520 - 51,561,565 | 0.45 0 99,59,63 1.22 4 (6%)
25 | CLA N 603 - 69,73,73 | 1.37 11 (15%) | 82,113,113 1.64 15 (18%)
25 | CLA C 501 - 69,73,73 | 1.50 7 (10%) 82,113,113 | 2.42 21 (25%)
31 PL9 A 409 - 13,13,55 | 0.89 0 17,17,69 0.76 0
25 | CLA B 612 5 69,73,73 | 1.37 11 (15%) | 82,113,113 1.66 16 (19%)
24 | CHL 5 301 1 40,54,74 | 2.33 13 (32%) 34,90,114 3.11 17 (50%)
26 | LHG ¢ 519 - 48,48,48 | 0.44 0 51,54,54 1.19 4 (7%)
26 | LHG S 301 - 48,48,48 | 0.44 0 51,564,564 1.17 4 (7%)
25 | CLA R 612 22 | 64,68,73 | 1.45 9 (14%) 76,107,113 1.91 17 (22%)
25 | CLA D 402 7 69,73,73 | 1.39 11 (15%) | 82,113,113 1.69 18 (21%)
25 | CLA S 311 26 | 60,64,73 | 1.46 10 (16%) | 71,102,113 | 2.04 13 (18%)
30 | LMG A 408 - 48,48,55 | 0.44 0 56,56,63 1.19 4 (7%)
24 | CHL y 310 21 | 50,64,74 | 2.10 13 (26%) | 46,102,114 | 2.83 18 (39%)
25 | CLA C 507 - 69,73,73 | 1.39 11 (15%) | 82,113,113 1.55 15 (18%)
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Mol | Type | Chain | Res | Link | (oo RSz | 412152 | Couts | RMSE| £12]5 2
26 | LHG b 622 - 48,48,48 | 0.44 0 51,54,54 1.16 4 (7%)
24 | CHL 1 301 1 40,54,74 | 2.33 13 (32%) 34,90,114 3.08 17 (50%)
26 | LHG 6 606 25 | 46,4648 | 0.44 0 49,5254 1.20 4 (8%)
31 PL9 a 410 - 13,13,55 | 0.89 0 17,17,69 0.75 0

26 | LHG ¢ 518 - 48,48,48 | 0.43 0 51,54,54 1.20 4 (7%)
24 | CHL G 605 21 | 40,54,74 | 2.32 13 (32%) 34,90,114 3.21 16 (47%)
24 | CHL y 308 - 52,66,74 | 2.10 12 (23%) | 48,104,114 | 2.76 18 (37%)
25 | CLA S 304 - 49,53,73 | 1.60 11 (22%) 58,89,113 1.91 10 (17%)
25 | CLA S 311 26 | 60,64,73 | 1.46 10 (16%) | 71,102,113 | 2.04 13 (18%)
38 | HEM F 101 9 50,50,50 | 2.51 9 (18%) 67,82,82 1.65 11 (16%)
40 | NEX y 318 - 40,46,46 | 1.36 8 (20%) 50,70,70 2.11 17 (34%)
32 AJP N 620 - 48,48,95 | 0.73 0 72,78,149 4.40 | 31 (43%)
25 | CLA y 312 26 | 64,68,73 | 1.43 12 (18%) | 76,107,113 1.63 15 (19%)
31 PL9 D 405 - 55,565,556 | 0.47 0 68,69,69 0.75 0

24 | CHL y 306 21 | 42,56,74 | 2.23 11 (26%) 36,92,114 3.14 17 (47%)
25 | CLA b 605 5 69,73,73 | 1.36 9 (13%) 82,113,113 1.78 14 (17%)
24 | CHL N 605 21 | 42,56,74 | 2.22 11 (26%) 36,92,114 3.11 16 (44%)
25 | CLA B 608 5 69,73,73 | 1.35 12 (17%) | 82,113,113 1.68 15 (18%)
40 | NEX S 317 - 40,46,46 | 1.33 6 (15%) 50,70,70 2.05 14 (28%)
39 | LUT y 316 - 42,4343 | 0.82 2 (4%) 51,60,60 1.55 7 (13%)
39 | LUT S 316 - 42,43,43 | 0.90 3 (7%) 51,60,60 1.54 8 (15%)
24 | CHL y 302 21 | 60,74,74 | 1.91 12 (20%) | 58,114,114 | 2.51 19 (32%)
24 | CHL Y 302 21 | 60,74,74 | 191 12 (20%) | 58,114,114 | 2.51 19 (32%)
25 | CLA B 605 5 69,73,73 | 1.36 11 (15%) | 82,113,113 1.78 14 (17%)
25 | CLA C 510 - 69,73,73 | 1.35 11 (15%) | 82,113,113 1.64 14 (17%)
25 | CLA N 611 26 | 64,68,73 | 1.43 11 (17%) | 76,107,113 1.62 16 (21%)
25 | CLA g 613 21 | 69,73,73 | 141 10 (14%) | 82,113,113 1.83 16 (19%)
25 | CLA b 612 5 69,73,73 | 1.37 11 (15%) | 82,113,113 1.66 16 (19%)
25 | CLA N 610 21 | 69,73,73 | 1.37 10 (14%) | 82,113,113 1.63 15 (18%)
25 | CLA ¢ 504 - 64,68,73 | 1.59 7 (10%) 76,107,113 | 2.60 | 20 (26%)
26 | LHG R 618 25 | 41,4148 | 0.45 0 44,47 54 1.24 4 (9%)
26 | LHG C 519 - 48,48,48 | 0.44 0 51,54,54 1.19 4 (7%)
25 | CLA R 608 22 | 62,66,73 | 1.42 11 (17%) | 73,104,113 1.71 16 (21%)
28 | BCR K 101 - 41,4141 | 1.19 3 (7%) 56,56,56 1.32 9 (16%)
25 | CLA b 607 - 69,73,73 | 1.35 11 (15%) | 82,113,113 1.67 15 (18%)
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Mol | Type | Chain | Res| Link | (oo RSt | 412152 | Couts | RMSE | £12]5 2
25 | CLA R 602 22 | 64,68,73 | 1.42 10 (15%) | 76,107,113 1.76 17 (22%)
35 | DGD ¢ 515 - 56,56,67 | 0.49 0 70,70,81 1.21 6 (8%)
25 | CLA 2 604 26 | 59,63,73 | 1.60 8 (13%) 70,101,113 | 2.11 20 (28%)
25 | CLA C 503 6 69,73,73 | 1.35 12 (17%) | 82,113,113 1.72 15 (18%)
24 | CHL N 608 - 60,74,74 | 1.92 12 (20%) | 58,114,114 | 2.44 17 (29%)
26 | LHG D 406 - 48,48,48 | 0.43 0 51,54,54 1.19 4 (7%)
25 | CLA r 609 22 | 69,73,73 | 1.39 10 (14%) | 82,113,113 1.60 15 (18%)
40 | NEX S 317 - 40,46,46 | 1.33 6 (15%) 50,70,70 2.05 14 (28%)
25 | CLA B 607 - 69,73,73 | 1.35 11 (15%) | 82,113,113 1.66 15 (18%)
40 | NEX n 617 - 40,46,46 | 1.32 6 (15%) 50,70,70 2.25 17 (34%)
25 | CLA g 603 - 64,68,73 | 1.43 10 (15%) | 76,107,113 1.72 16 (21%)
39 | LUT G 615 - 42,4343 | 0.87 2 (4%) 51,60,60 1.48 7 (13%)
40 | NEX T 617 - 40,46,46 | 1.34 6 (15%) 50,70,70 2.95 17 (34%)
25 | CLA a 406 4 64,68,73 | 1.41 12 (18%) | 76,107,113 1.72 16 (21%)
26 | LHG B 625 - 45,4548 | 0.44 0 48,51,54 1.19 4 (8%)
25 | CLA G 603 - 64,68,73 | 1.43 10 (15%) | 76,107,113 1.72 16 (21%)
38 | HEM f 101 9 50,50,50 | 2.51 9 (18%) 67,82,82 1.64 11 (16%)
26 | LHG y 301 - 48,48,48 | 0.44 0 51,54,54 1.19 4 (7%)
25 | CLA ¢ 506 6 69,73,73 | 1.37 11 (15%) | 82,113,113 1.58 16 (19%)
28 | BCR d 404 - 41,4141 | 1.17 2 (4%) 56,56,56 1.24 5 (8%)
24 | CHL 2 603 - 40,54,74 | 2.67 16 (40%) 34,90,114 3.67 | 21 (61%)
26 | LHG N 618 25 | 48,48,48 | 0.43 0 51,54,54 1.16 4 (7%)
25 | CLA S 313 20 | 59,63,73 | 1.49 9 (15%) 70,101,113 | 2.19 16 (22%)
28 | BCR z 101 - 41,4141 | 1.15 2 (4%) 56,56,56 1.30 7 (12%)
35 | DGD A 415 - 60,60,67 | 0.49 0 74,74,81 1.20 6 (8%)
40 | NEX R 617 - 40,46,46 | 1.33 6 (15%) 50,70,70 2.95 17 (34%)
25 | CLA b 608 5 69,73,73 | 1.35 12 (17%) | 82,113,113 1.68 15 (18%)
25 | CLA B 601 - 69,73,73 | 1.38 7 (10%) 82,113,113 1.80 16 (19%)
32 AJP Y 322 - 48,48,95 | 0.73 0 72,78,149 434 | 33 (45%)
24 | CHL n 607 - 60,74,74 | 1.92 12 (20%) | 58,114,114 | 2.46 17 (29%)
25 | CLA 2 605 - 52,56,73 | 1.57 11 (21%) 61,92,113 1.81 12 (19%)
29 | SQD a 412 - 52,54,54 | 0.79 1 (1%) 62,65,65 0.90 2 (3%)
27 | PHO A 403 - 58,69,69 | 0.52 0 55,99,99 1.76 6 (10%)
25 | CLA ¢ 508 6 69,73,73 | 1.37 10 (14%) | 82,113,113 1.77 17 (20%)
26 | LHG Y 301 - 48,48,48 | 0.44 0 51,54,54 1.20 4 (7%)
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Mol | Type | Chain | Res | Link | (oo RSz | 412152 | Couts | RMSE| £12]5 2
30 | LMG b 623 - 55,55,55 | 0.43 0 63,63,63 1.22 4 (6%)
30 | LMG A 410 - 40,40,55 | 0.48 0 48.,48,63 1.27 4 (8%)
25 | CLA a 403 - 69,73,73 | 1.37 (14%) | 82,113,113 1.70 15 (18%)
35 | DGD b 626 - 63,63,67 | 0.49 0 77,77,81 1.27 6 (7%)
26 | LHG C 518 - 48,48,48 | 0.43 0 51,54,54 1.20 4 (7%)
25 | CLA S 305 - 54,58,73 | 1.74 7 (12%) 64,95,113 3.16 19 (29%)
25 | CLA b 616 5 69,73,73 | 1.35 1 (15%) | 82,113,113 1.60 14 (17%)
25 | CLA y 314 21 | 69,73,73 | 1.36 9 (13%) 82,113,113 1.80 14 (17%)
26 | LHG B 622 - 48,4848 | 0.44 0 51,54,54 1.16 4 (7%)
25 | CLA r 603 22 | 64,68,73 | 1.59 7 (10%) 76,107,113 | 2.65 20 (26%)
24 | CHL g 601 21 | 60,74,74 | 1.92 13 (21%) | 58,114,114 | 2.52 19 (32%)
25 | CLA C 511 6 69,73,73 | 1.38 9 (13%) 82,113,113 | 2.05 16 (19%)
25 | CLA Y 311 21 | 64,68,73 | 1.42 0 (15%) | 76,107,113 1.68 16 (21%)
25 | CLA ¢ 510 - 69,73,73 | 1.35 1 (15%) | 82,113,113 1.64 14 (17%)
25 | CLA g 611 - 64,68,73 | 1.49 8 (12%) 76,107,113 1.74 | 21 (27%)
25 | CLA R 603 22 | 64,68,73 | 1.60 7 (10%) 76,107,113 | 2.64 | 20 (26%)
32 AJP Y 320 - 48,48,95 | 0.82 1 (2%) 72,78,149 4.36 | 32 (44%)
25 | CLA G 613 21 | 69,73,73 | 141 9 (13%) 82,113,113 1.82 17 (20%)
25 | CLA G 614 21 | 52,56,73 | 1.54 11 (21%) 61,92,113 1.67 14 (22%)
25 | CLA Y 313 21 | 64,68,73 | 1.44 12 (18%) | 76,107,113 1.65 13 (17%)
28 | BCR 7 101 - 41,4141 | 1.14 2 (4%) 56,56,56 1.30 7 (12%)
24 | CHL r 607 - 55,69,74 | 2.01 13 (23%) | 52,108,114 | 2.72 19 (36%)
39 | LUT n 615 - 42,4343 | 0.89 2 (4%) 51,60,60 1.59 8 (15%)
39 | LUT r 615 - 42,4343 | 0.96 5 (11%) 51,60,60 1.54 8 (15%)
25 | CLA C 504 - 64,68,73 | 1.59 7 (10%) 76,107,113 | 2.60 | 20 (26%)
25 | CLA ¢ 503 6 69,73,73 | 1.35 12 (17%) | 82,113,113 1.73 15 (18%)
25 | CLA n 603 - 69,73,73 | 1.37 11 (15%) | 82,113,113 1.64 15 (18%)
25 | CLA b 603 - 69,73,73 | 1.36 11 (15%) | 82,113,113 1.61 16 (19%)
25 | CLA ¢ 513 6 69,73,73 | 1.36 12 (17%) | 82,113,113 1.69 17 (20%)
25 | CLA b 604 5 69,73,73 | 1.37 11 (15%) | 82,113,113 1.68 15 (18%)
28 | BCR A 406 - 41,4141 | 1.18 2 (4%) 56,56,56 1.36 10 (17%)
28 | BCR C 514 - 41,4141 | 1.19 2 (4%) 56,56,56 1.25 7 (12%)
25 | CLA Y 303 21 | 69,73,73 | 1.34 11 (15%) | 82,113,113 1.65 14 (17%)
25 | CLA N 602 21 | 69,73,73 | 1.34 11 (15%) | 82,113,113 1.65 16 (19%)
33 | BCT a 414 | 34 3,3,3 1.08 0 2,3,3 437 | 2 (100%)
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Mol | Type | Chain | Res | Link | ooue RIS | 412152 | Couts | RMSE| £12]5 2
28 | BCR B 618 - 41,4141 | 1.17 2 (4%) 56,56,56 1.29 11 (19%)
27 | PHO a 404 - 58,69,69 | 0.52 0 55,99,99 1.76 6 (10%)
25 | CLA S 310 20 | 59,63,73 | 1.49 10 (16%) | 70,101,113 1.62 12 (17%)
25 | CLA ¢ 507 - 69,73,73 | 1.39 11 (15%) | 82,113,113 1.56 15 (18%)
25 | CLA n 613 21 | 64,68,73 | 1.44 9 (14%) 76,107,113 1.82 17 (22%)
25 | CLA r 614 22 1 49,53,73 | 1.61 9 (18%) 58,89,113 1.59 13 (22%)
24 | CHL S 306 - 40,54,74 | 2.31 12 (30%) 34,90,114 3.15 18 (52%)
29 | SQD A 411 - 52,5454 | 0.79 1 (1%) 62,65,65 0.90 2 (3%)
25 | CLA Y 305 - 54,58,73 | 1.53 11 (20%) 64,95,113 1.70 15 (23%)
24 | CHL Y 306 21 | 42,56,74 | 2.23 11 (26%) 36,92,114 3.14 17 (47%)
28 | BCR a 407 - 41,4141 | 1.18 2 (4%) 56,56,56 1.36 10 (17%)
25 | CLA B 611 5 69,73,73 | 1.35 10 (14%) | 82,113,113 1.71 15 (18%)
25 | CLA R 614 22 | 49,53,73 | 1.60 9 (18%) 58,89,113 1.59 13 (22%)
25 | CLA C 506 6 69,73,73 | 1.37 11 (15%) | 82,113,113 1.58 16 (19%)
25 | CLA B 614 69,73,73 | 1.35 11 (15%) | 82,113,113 1.72 14 (17%)
25 | CLA b 606 69,73,73 | 1.35 8 (11%) 82,113,113 1.66 16 (19%)
40 | NEX G 617 25 | 40,46,46 | 1.31 5 (12%) 50,70,70 2.61 13 (26%)
32 AJP n 620 - 48,48,95 | 0.74 0 72,78,149 4.40 | 31 (43%)
29 | SQD 1 101 - 52,54,54 | 0.80 1 (1%) 62,65,65 0.92 3 (4%)
28 | BCR i 101 - 41,4141 | 1.22 2 (4%) 56,56,56 1.29 9 (16%)
24 | CHL R 613 22 | 36,00,74 | 2.37 11 (30%) 29,85,114 3.47 15 (51%)
33 | BCT A 413 34 3,3,3 1.08 0 2,3,3 437 | 2 (100%)
39 | LUT g 616 - 42,4343 | 0.91 3 (7%) 51,60,60 1.39 3 (5%)
25 | CLA S 303 20 | 65,69,73 | 1.40 11 (16%) | 77,108,113 1.62 15 (19%)
32 AJP y 324 - 48,48,95 | 0.73 0 72,78,149 4.51 32 (44%)
40 | NEX g 617 25 | 40,46,46 | 1.32 7 (17%) 50,70,70 2.62 15 (30%)
25 | CLA N 612 21 | 64,68,73 | 1.43 12 (18%) | 76,107,113 1.72 14 (18%)
39 | LUT G 616 - 42,43,43 | 0.92 3 (7%) 51,60,60 1.39 3 (5%)
25 | CLA Y 304 - 69,73,73 | 1.38 12 (17%) | 82,113,113 1.67 15 (18%)
32 AJP N 619 - 48,48,95 | 0.72 0 72,78,149 433 | 34 (47%)
32 AJP y 322 - 48,48,95 | 0.73 0 72,78,149 434 | 33 (45%)
25 | CLA ¢ 512 - 69,73,73 | 1.36 11 (15%) | 82,113,113 1.64 16 (19%)
32 AJP g 618 - 48,48,95 | 0.90 0 72,78,149 5.61 37 (51%)
24 | CHL G 606 - 44 58,74 | 2.21 11 (25%) 37,94,114 3.13 17 (45%)
41 | XAT R 616 - 41,4747 | 1.09 4 (9%) 54,7474 2.23 15 (27%)
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Mol | Type | Chain | Res | Link | (oo RIS | 412152 | Couts | RMSE | £12]5 2
32 AJP Y 324 - 48,48,95 | 0.72 0 72,78,149 4.51 32 (44%)
24 | CHL T 613 22 | 36,50,74 | 2.35 11 (30%) 29,85,114 3.47 15 (51%)
40 | NEX Y 318 - 40,46,46 | 1.36 8 (20%) 50,70,70 2.12 17 (34%)
24 | CHL T 606 - 40,54,74 | 2.32 12 (30%) 34,90,114 3.22 16 (47%)
39 | LUT g 615 - 42,4343 | 0.86 2 (4%) 51,60,60 1.48 7 (13%)
25 | CLA S 314 20 | 53,57,73 | 1.55 12 (22%) 61,93,113 1.66 13 (21%)
25 | CLA D 401 42 | 54,5873 | 1.54 10 (18%) 64,95,113 1.92 14 (21%)
27 | PHO A 404 - 58,69,69 | 0.52 0 55,99,99 1.75 6 (10%)
25 | CLA C 513 6 69,73,73 | 1.36 12 (17%) | 82,113,113 1.69 17 (20%)
25 | CLA S 303 20 | 65,69,73 | 1.40 12 (18%) | 77,108,113 1.63 15 (19%)
24 | CHL g 607 - 40,54,74 | 2.29 12 (30%) 34,90,114 3.22 18 (52%)
32 AJP A 412 - 95,95,95 | 0.64 0 144,149,149 | 3.81 66 (45%)
25 | CLA S 309 20 | 49,53,73 | 1.64 10 (20%) 58,89,113 1.90 13 (22%)
25 | CLA y 311 21 | 64,68,73 | 1.43 10 (15%) | 76,107,113 1.68 15 (19%)
24 | CHL G 607 - 40,54,74 | 2.30 12 (30%) 34,90,114 3.22 18 (52%)
25 | CLA Y 315 21 | 49,53,73 | 1.61 11 (22%) 58,89,113 1.66 12 (20%)
25 | CLA S 304 - 49,53,73 | 1.60 10 (20%) 58,89,113 1.92 10 (17%)
31 PL9 d 405 - 55,565,556 | 0.47 0 68,69,69 0.75 0

25 | CLA 502 6 69,73,73 | 1.37 10 (14%) | 82,113,113 1.73 14 (17%)
41 | XAT T 616 - 41,4747 | 1.08 4 (9%) 54,7474 2.23 15 (27%)
26 | LHG 1 103 - 48,48,48 | 0.44 0 51,54,54 1.18 4 (7%)
24 | CHL 2 601 2 58,72,74 | 2.02 13 (22%) | 55,111,114 | 2.48 18 (32%)
25 | CLA G 610 - 68,72,73 | 1.43 8 (11%) 80,111,113 1.94 16 (20%)
25 | CLA y 313 21 | 64,68,73 | 1.44 12 (18%) | 76,107,113 1.65 13 (17%)
26 | LHG C 517 - 48,48,48 | 0.43 0 51,54,54 1.19 4 (7%)
32 AJP y 321 - 48,4895 | 0.77 0 72,78,149 4.39 | 30 (41%)
30 | LMG D 407 - 46,46,55 | 0.44 0 54,54,63 1.20 4 (7%)
25 | CLA S 309 20 | 49,53,73 | 1.64 10 (20%) 58,89,113 1.90 13 (22%)
30 | LMG d 407 - 46,46,55 | 0.44 0 54,54,63 1.20 4 (7%)
26 | LHG d 406 - 48,48,48 | 0.43 0 51,54,54 1.19 4 (7%)
24 | CHL n 606 - 40,54,74 | 2.29 13 (32%) 34,90,114 3.26 17 (50%)
25 | CLA N 613 21 | 64,68,73 | 1.44 9 (14%) 76,107,113 1.82 17 (22%)
25 | CLA 2 602 2 64,68,73 | 1.64 7 (10%) 76,107,113 | 2.54 | 27 (35%)
25 | CLA S 312 20 | 53,57,73 | 1.59 10 (18%) 61,93,113 1.70 15 (24%)
29 | SQD L 103 - 52,564,564 | 0.80 1 (1%) 62,65,65 0.92 3 (4%)
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29 | SQD a 408 - 48,50,54 | 0.81 1 (2%) 58,61,65 0.88 2 (3%)
24 | CHL T 605 - 40,54,74 | 2.31 13 (32%) 34,90,114 3.22 18 (52%)
25 | CLA G 611 - 64,68,73 | 1.49 8 (12%) 76,107,113 1.74 | 21 (27%)
25 | CLA R 609 22 | 69,73,73 | 1.39 10 (14%) | 82,113,113 1.60 15 (18%)
24 | CHL Y 309 - 60,74,74 | 1.92 12 (20%) | 58,114,114 | 2.43 19 (32%)
32 AJP b 624 - 95,95,95 | 0.62 0 144,149,149 | 3.58 | 58 (40%)
26 | LHG S 318 25 | 48,48,48 | 0.42 0 51,54,54 1.20 4 (7%)
32 AJP y 320 - 48,48,95 | 0.82 1 (2%) 72,78,149 436 | 32 (44%)
25 | CLA B 616 5 69,73,73 | 1.35 11 (15%) | 82,113,113 1.60 14 (17%)
25 | CLA Y 314 21 | 69,73,73 | 1.35 9 (13%) 82,113,113 1.79 14 (17%)
26 | LHG S 301 - 48,48,48 | 0.44 0 51,54,54 1.17 4 (7%)
25 | CLA B 613 5 69,73,73 | 1.36 11 (15%) | 82,113,113 1.55 15 (18%)
24 | CHL R 607 - 55,69,74 | 2.01 13 (23%) | 52,108,114 | 2.72 19 (36%)
24 | CHL G 608 - 60,74,74 | 1.93 13 (21%) | 58,114,114 | 2.43 18 (31%)
39 | LUT N 616 - 42,43,43 | 0.92 3 (7%) 51,60,60 1.45 5 (9%)
24 | CHL N 609 21 | 60,74,74 | 1.93 12 (20%) | 58,114,114 | 2.64 18 (31%)
25 | CLA g 614 21 | 52,56,73 | 1.54 11 (21%) 61,92,113 1.67 14 (22%)
35 | DGD C 516 - 63,63,67 | 0.52 0 77,77,81 1.23 6 (7%)
40 | NEX N 617 - 40,46,46 | 1.33 6 (15%) 50,70,70 2.25 17 (34%)
25 | CLA A 405 4 64,68,73 | 1.41 12 (18%) | 76,107,113 1.72 16 (21%)
25 | CLA n 611 26 | 64,68,73 | 1.43 11 (17%) | 76,107,113 1.62 16 (21%)
39 | LUT S 315 - 424343 | 0.94 4 (9%) 51,60,60 1.47 7 (13%)
25 | CLA D 403 - 69,73,73 | 1.54 8 (11%) 82,113,113 | 2.61 21 (25%)
35 | DGD B 626 - 63,63,67 | 0.49 0 77,77,81 1.27 6 (7%)
39 | LUT Y 317 - 42,4343 | 0.93 3 (7%) 51,60,60 1.42 5 (9%)
32 AJP S 319 - 48,48,95 | 0.79 0 72,78,149 4.40 | 30 (41%)
28 | BCR ¢ 514 - 41,4141 | 1.19 2 (4%) 56,56,56 1.25 7 (12%)
29 | SQD 1 102 - 40,4254 | 0.88 1 (2%) 50,53,65 1.05 3 (6%)
24 | CHL n 601 21 | 50,64,74 | 2.12 12 (24%) | 46,102,114 | 2.84 17 (36%)
24 | CHL 6 603 - 40,54,74 | 2.67 16 (40%) 34,90,114 3.67 | 21 (61%)
25 | CLA r 601 - 53,57,73 | 1.76 8 (15%) 61,93,113 3.04 17 (27%)
24 | CHL g 608 - 60,74,74 | 1.94 13 (21%) | 58,114,114 | 2.43 18 (31%)
25 | CLA y 303 21 | 69,73,73 | 1.34 11 (15%) | 82,113,113 1.65 14 (17%)
25 | CLA r 610 26 | 53,57,73 | 1.80 7 (13%) 61,93,113 2.95 16 (26%)
25 | CLA N 604 - 54,58,73 | 1.52 11 (20%) 64,95,113 1.96 15 (23%)
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25 | CLA y 305 - 54,58,73 | 1.53 11 (20%) 64,95,113 1.71 15 (23%)
30 | LMG ¢ 520 - 51,51,55 | 0.45 0 59,59,63 1.22 4 (6%)
25 | CLA R 611 - 53,57,73 | 1.85 8 (15%) 61,93,113 G 22 (36%)
25 | CLA B 606 5 69,73,73 | 1.35 8 (11%) 82,113,113 1.66 16 (19%)
26 | LHG b 621 - 46,46,48 | 0.45 0 49,52 54 1.19 4 (8%)
25 | CLA ¢ 505 6 69,73,73 | 1.35 11 (15%) | 82,113,113 1.64 15 (18%)
30 | LMG B 623 - 55,565,556 | 0.43 0 63,63,63 1.22 4 (6%)
25 | CLA R 610 26 | 53,57,73 | 1.80 7 (13%) 61,93,113 2.95 16 (26%)
32 AJP S 319 - 48,48,95 | 0.79 0 72,78,149 4.40 | 30 (41%)
25 | CLA B 603 - 69,73,73 | 1.36 11 (15%) | 82,113,113 1.60 16 (19%)
32 AJP a 413 - 95,95,95 | 0.64 0 144,149,149 | 3.81 66 (45%)
25 | CLA G 604 | 40 | 54,58,73 | 1.54 11 (20%) 64,95,113 1.84 15 (23%)
39 | LUT R 615 - 42,4343 | 0.97 5 (11%) 51,60,60 1.53 8 (15%)
26 | LHG Y 319 25 | 48,48,48 | 0.42 0 51,54,54 1.20 4 (7%)
28 | BCR b 618 - 41,4141 | 1.17 2 (4%) 56,56,56 1.29 11 (19%)
24 | CHL N 601 21 | 50,64,74 | 2.12 12 (24%) | 46,102,114 | 2.85 17 (36%)
25 | CLA 6 602 2 64,68,73 | 1.64 7 (10%) 76,107,113 | 2.54 | 27 (35%)
25 | CLA A 401 4 69,73,73 | 1.36 11 (15%) | 82,113,113 1.63 17 (20%)
28 | BCR B 619 - 414141 | 1.17 2 (4%) 56,56,56 1.26 8 (14%)
24 | CHL S 302 20 | 40,54,74 | 2.32 12 (30%) 34,90,114 3.33 16 (47%)
24 | CHL y 307 21 | 44,58,74 | 2.15 10 (22%) 37,94,114 2.69 17 (45%)
30 | LMG a 411 - 40,40,55 | 0.48 0 48,48,63 1.27 4 (8%)
25 | CLA b 611 5 69,73,73 | 1.35 10 (14%) | 82,113,113 1.71 15 (18%)
25 | CLA T 611 - 53,57,73 | 1.85 7 (13%) 61,93,113 Sl 22 (36%)
25 | CLA y 304 - 69,73,73 | 1.38 12 (17%) | 82,113,113 1.67 15 (18%)
25 | CLA B 615 5 69,73,73 | 1.39 10 (14%) | 82,113,113 1.61 16 (19%)
25 | CLA b 610 - 69,73,73 | 1.39 10 (14%) | 82,113,113 1.55 13 (15%)
25 | CLA C 512 - 69,73,73 | 1.36 11 (15%) | 82,113,113 1.64 16 (19%)
25 | CLA ¢ 509 6 69,73,73 | 1.37 12 (17%) | 82,113,113 1.67 12 (14%)
25 | CLA d 401 42 | 54,5873 | 1.54 10 (18%) 64,95,113 1.93 14 (21%)
24 | CHL G 609 21 | 55,69,74 | 2.03 13 (23%) | 52,108,114 | 2.78 18 (34%)
25 | CLA 6 604 26 | 59,63,73 | 1.60 8 (13%) 70,101,113 | 2.11 20 (28%)
25 | CLA g 604 | 40 | 54,58,73 | 1.54 11 (20%) 64,95,113 1.84 15 (23%)
30 | LMG b 620 - 51,51,55 | 0.44 0 59,59,63 1.20 4 (6%)
25 | CLA ¢ 511 6 69,73,73 | 1.38 9 (13%) 82,113,113 | 2.04 16 (19%)
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Mol | Type | Chain | Res | Link | (oo RISt | 412152 | Couts | RMSE | £12]5 2
25 | CLA S 305 - 54,58,73 | 1.74 7 (12%) 64,95,113 3.16 19 (29%)
25 | CLA B 610 - 69,73,73 | 1.39 10 (14%) | 82,113,113 1.55 13 (15%)
28 | BCR B 617 - 41,4141 | 1.19 2 (4%) 56,56,56 1.31 7 (12%)
32 AJP Y 321 - 48,48,95 | 0.77 0 72,78,149 4.39 | 30 (41%)
24 | CHL S 307 - 40,54,74 | 2.31 12 (30%) 34,90,114 3.19 17 (50%)
39 | LUT N 615 - 42,4343 | 0.89 2 (4%) 51,60,60 1.59 9 (17%)
25 | CLA n 604 - 54,58,73 | 1.53 11 (20%) 64,95,113 1.96 15 (23%)
24 | CHL 6 601 2 58,72,74 | 2.02 13 (22%) | 55,111,114 | 2.48 17 (30%)
24 | CHL n 608 - 60,74,74 | 1.92 12 (20%) | 58,114,114 | 2.44 17 (29%)
25 | CLA 6 605 - 52,56,73 | 1.56 10 (19%) 61,92,113 1.81 11 (18%)
29 | SQD L 101 - 40,42,54 | 0.87 1 (2%) 50,53,65 1.05 3 (6%)
25 | CLA b 609 5 69,73,73 | 1.37 11 (15%) | 82,113,113 1.71 17 (20%)
25 | CLA y 315 21 | 49,53,73 | 1.62 11 (22%) 58,89,113 1.66 12 (20%)
25 | CLA C 502 6 69,73,73 | 1.37 10 (14%) | 82,113,113 1.73 15 (18%)
39 | LUT y 317 - 42,4343 | 0.93 3 (7%) 51,60,60 1.42 5 (9%)
25 | CLA ¢ 501 - 69,73,73 | 1.50 7 (10%) 82,113,113 | 2.43 | 21 (25%)
25 | CLA r 608 22 | 62,66,73 | 1.43 11 (17%) | 73,104,113 1.72 16 (21%)
25 | CLA S 312 20 | 53,57,73 | 1.59 10 (18%) 61,93,113 1.70 15 (24%)
25 | CLA B 604 5 69,73,73 | 1.37 12 (17%) | 82,113,113 1.67 15 (18%)
39 | LUT n 616 - 42,43,43 | 0.92 2 (4%) 51,60,60 1.45 5 (9%)
24 | CHL n 609 21 | 60,74,74 | 1.92 12 (20%) | 58,114,114 | 2.64 19 (32%)
24 | CHL S 308 - 40,54,74 | 2.32 13 (32%) 34,90,114 3.18 16 (47%)
25 | CLA a 402 4 69,73,73 | 1.36 11 (15%) | 82,113,113 1.63 17 (20%)
24 | CHL Y 310 21 | 50,64,74 | 2.10 12 (24%) | 46,102,114 | 2.83 18 (39%)
24 | CHL y 309 - 60,74,74 | 1.92 12 (20%) | 58,114,114 | 2.43 19 (32%)
25 | CLA A 402 - 69,73,73 | 1.38 10 (14%) | 82,113,113 1.70 16 (19%)
32 AJP y 323 - 48,48,95 | 0.76 0 72,78,149 459 | 32 (44%)
25 | CLA d 402 7 69,73,73 | 1.39 11 (15%) | 82,113,113 1.69 18 (21%)
25 | CLA n 602 21 | 69,73,73 | 1.34 11 (15%) | 82,113,113 1.65 16 (19%)
25 | CLA N 614 21 | 52,56,73 | 1.60 8 (15%) 61,92,113 1.99 16 (26%)
28 | BCR T 101 - 41,4141 | 1.17 3 (7%) 56,56,56 1.29 9 (16%)
25 | CLA r 604 - 52,56,73 | 1.58 8 (15%) 61,92,113 1.81 16 (26%)
24 | CHL G 601 21 | 60,74,74 | 191 13 (21%) | 58,114,114 | 2.52 19 (32%)
39 | LUT S 316 - 42,43,43 | 0.89 3 (7%) 51,60,60 1.54 8 (15%)
26 | LHG B 621 - 46,46,48 | 0.45 0 49,52 54 1.19 4 (8%)
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32 AJP Y 323 - 48,48,95 | 0.76 0 72,78,149 459 | 32 (44%)
25 | CLA Y 312 26 | 64,68,73 | 1.43 12 (18%) | 76,107,113 1.62 15 (19%)
28 | BCR b 617 - 41,4141 | 1.19 2 (4%) 56,56,56 1.31 7 (12%)
24 | CHL g 606 - 44 58,74 | 2.20 11 (25%) 37,94,114 3.13 17 (45%)
29 | SQD A 407 - 48,50,54 | 0.81 1 (2%) 58,61,65 0.88 2 (3%)
25 | CLA R 601 - 593,07, 73 | 1.76 8 (15%) 61,93,113 3.02 17 (27%)
25 | CLA R 604 - 52,56,73 | 1.59 9 (17%) 61,92,113 1.81 16 (26%)
25 | CLA C 508 6 69,73,73 | 1.37 10 (14%) | 82,113,113 1.76 17 (20%)
35 | DGD a 401 - 60,60,67 | 0.49 0 74,74,81 1.20 6 (8%)
24 | CHL S 302 20 | 40,04,74 | 2.31 12 (30%) 34,90,114 3.33 16 (47%)
26 | LHG T 618 25 | 41,41,48 | 045 0 44,47 54 1.23 4 (9%)
28 | BCR H 101 - 41,4141 | 1.14 2 (4%) 56,56,56 1.33 9 (16%)
27 | PHO a 405 - 58,69,69 | 0.52 0 55,99,99 1.74 6 (10%)
25 | CLA C 505 6 69,73,73 | 1.35 11 (15%) | 82,113,113 1.64 15 (18%)
39 | LUT S 315 - 42,4343 | 0.94 4 (9%) 51,60,60 1.47 7 (13%)
26 | LHG L 102 - 48,48,48 | 0.44 0 51,54,54 1.18 4 (7%)
25 | CLA G 602 21 | 69,73,73 | 1.35 12 (17%) | 82,113,113 1.70 16 (19%)
25 | CLA b 601 - 69,73,73 | 1.38 7 (10%) 82,113,113 1.79 16 (19%)
26 | LHG b 625 - 454548 | 0.44 0 48.51,54 1.19 4 (8%)
25 | CLA G 612 21 | 64,68,73 | 141 10 (15%) | 76,107,113 1.57 12 (15%)
35 | DGD C 515 - 56,56,67 | 0.49 0 70,70,81 1.21 6 (8%)
25 | CLA r 602 22 | 64,68,73 | 1.42 11 (17%) | 76,107,113 1.76 17 (22%)
25 | CLA g 610 - 68,72,73 | 1.44 8 (11%) 80,111,113 1.94 16 (20%)
28 | BCR I 101 - 41,4141 | 1.21 3 (7%) 56,56,56 1.30 9 (16%)
25 | CLA C 509 6 69,73,73 | 1.37 12 (17%) | 82,113,113 1.67 12 (14%)
24 | CHL Y 307 21 | 44,58,74 | 2.15 10 (22%) 37,94,114 2.69 17 (45%)
35 | DGD ¢ 516 - 63,63,67 | 0.52 0 77,77,81 1.22 6 (7%)
24 | CHL R 605 - 40,54,74 | 2.31 13 (32%) 34,90,114 3.23 18 (52%)
25 | CLA b 615 5 69,73,73 | 1.39 9 (13%) 82,113,113 1.61 16 (19%)
25 | CLA g 602 21 | 69,73,73 | 1.35 12 (17%) | 82,113,113 1.70 16 (19%)
24 | CHL 5 302 1 40,54,74 | 2.35 14 (35%) 34,90,114 3.27 16 (47%)
25 | CLA n 610 21 | 69,73,73 | 1.38 10 (14%) | 82,113,113 1.63 15 (18%)
25 | CLA g 612 21 | 64,68,73 | 1.42 10 (15%) | 76,107,113 1.58 12 (15%)
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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

24 | CHL g 605 21 3/3/16/26 7/15/113/137 -

30 | LMG a 409 - - 18/43/63/70 0/1/1/1
28 | BCR D 404 - - 5/29/63/63 0/2/2/2
30 | LMG B 620 - - 15/46/66/70 0/1/1/1
28 | BCR t 101 - - 17/29/63/63 0/2/2/2
26 | LHG 2 606 25 - 25/51/51/53 -

24 | CHL Y 308 - 2/2/18/26 7/30/128 /137 -

26 | LHG y 319 25 - 23/53/53/53 -

32 AJP B 624 - 34/34/38/38 | 13/28/220/220 | 0/11/11/11
24 | CHL 1 302 1 3/3/16/26 6/15/113/137 -

28 | BCR h 101 - - 6/29/63/63 0/2/2/2
24 | CHL R 606 - 3/3/16/26 9/15/113/137 -

26 | LHG n 618 25 - 28/53/53/53 -

25 | CLA b 614 5 1/1/15/20 13/39/115/115 -

26 | LHG S 318 25 - 20/53/53/53 -

28 | BCR k 101 - - 4/29/63/63 0/2/2/2
25 | CLA b 613 5 1/1/15/20 13/39/115/115 -

24 | CHL S 307 - 3/3/16/26 7/15/113/137 -

24 | CHL S 306 - 3/3/16/26 6/15/113/137 -

24 | CHL S 308 - 3/3/16/26 3/15/113/137 -

25 | CLA n 614 21 1/1/11/20 3/19/95/115 -

25 | CLA B 609 5 1/1/15/20 11/39/115/115 -

39 | LUT Y 316 - - 4/29/67/67 0/2/2/2
25 | CLA S 313 20 1/1/13/20 11/27/103/115 -

25 | CLA S 310 20 1/1/13/20 11/27/103/115 -

25 | CLA B 602 5 1/1/15/20 13/39/115/115 -

25 | CLA S 314 20 1/1/11/20 2/20/96/115 -

25 | CLA b 602 5 1/1/15/20 13/39/115/115 -

24 | CHL N 607 - 2/2/20/26 17/39/137/137 -

25 | CLA d 403 - 1/1/15/20 11/39/115/115 -

32 AJP G 618 - 15/15/19/38 3/6/117/220 0/7/7/11
28 | BCR b 619 - - 3/29/63/63 0/2/2/2

Continued on next page...
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Mol | Type | Chain | Res | Link Chirals Torsions Rings
24 | CHL n 605 21 3/3/16/26 9/18/116/137 -
26 | LHG ¢ 517 - - 15/53/53/53 -
25 | CLA n 612 21 1/1/14/20 18/33/109/115 -
25 | CLA T 612 22 1/1/14/20 11/33/109/115 -
24 | CHL N 606 - 2/2/16/26 5/15/113/137 -
24 | CHL g 609 21 3/3/19/26 10/33/131/137 -
32 AJP n 619 - 15/15/19/38 1/6/117/220 0/7/7/11
30 | LMG C 520 - - 18/46/66/70 0/1/1/1
25 | CLA N 603 - 1/1/15/20 20/39/115/115 -
25 | CLA C 501 - 1/1/15/20 7/39/115/115 -
31 PL9 A 409 - - 2/5/18/73 0/1/1/1
25 | CLA B 612 5 1/1/15/20 10/39/115/115 -
24 | CHL 5 301 1 3/3/16/26 3/15/113/137 -
26 | LHG ¢ 519 - - 21/53/53/53 -
26 | LHG S 301 - - 21/53/53/53 -
25 | CLA R 612 22 1/1/14/20 11/33/109/115 -
25 | CLA D 402 7 1/1/15/20 10/39/115/115 -
25 | CLA S 311 26 1/1/13/20 10/29/105/115 -
30 | LMG A 408 - - 18/43/63/70 0/1/1/1
24 | CHL y 310 21 3/3/18/26 9/27/125/137 -
25 | CLA C 507 - 1/1/15/20 17/39/115/115 -
26 | LHG b 622 - - 17/53/53/53 -
24 | CHL 1 301 1 3/3/16/26 3/15/113/137 -
26 | LHG 6 606 25 - 25/51/51/53 -
31 PL9 a 410 - - 2/5/18/73 0/1/1/1
26 | LHG ¢ 518 - - 12/53/53/53 -
24 | CHL G 605 21 3/3/16/26 7/15/113/137 -
24 | CHL y 308 - 2/2/18/26 7/30/128 /137 -
25 | CLA S 304 - 1/1/11/20 4/15/91/115 -
25 | CLA S 311 26 1/1/13/20 10/29/105/115 -
38 | HEM F 101 9 - 3/14/54/54 -
40 | NEX y 318 - - 7/27/83/83 1/3/3/3
32 AJP N 620 - 16/16/19/38 4/6/117/220 0/7/7/11
25 | CLA y 312 26 1/1/14/20 12/33/109/115 -

Continued on next page...
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Mol | Type | Chain | Res | Link Chirals Torsions Rings
31 PL9 D 405 - - 5/53/73/73 0/1/1/1
24 | CHL y 306 21 3/3/16/26 9/18/116/137 -

25 | CLA b 605 5 1/1/15/20 8/39/115/115 -
24 | CHL N 605 21 3/3/16/26 9/18/116/137 -
25 | CLA B 608 5 1/1/15/20 13/39/115/115 -
40 | NEX S 317 - - 6/27/83/83 0/3/3/3
39 | LUT y 316 - - 4/29/67/67 0/2/2/2
39 | LUT S 316 - - 4/29/67/67 0/2/2/2
24 | CHL y 302 21 2/2/20/26 22/39/137/137 -
24 | CHL Y 302 21 2/2/20/26 22/39/137/137 -
25 | CLA B 605 5 1/1/15/20 8/39/115/115 -
25 | CLA C 510 - 1/1/15/20 13/39/115/115 -
25 | CLA N 611 26 1/1/14/20 14/33/109/115 -
25 | CLA g 613 21 1/1/15/20 15/39/115/115 -
25 | CLA b 612 5 1/1/15/20 10/39/115/115 -
25 | CLA N 610 21 1/1/15/20 16/39/115/115 -
25 | CLA ¢ 504 - 1/1/14/20 13/33/109/115 -
26 | LHG R 618 25 - 11/46/46/53 -
26 | LHG C 519 - - 21/53/53/53 -
25 | CLA R 608 22 1/1/13/20 16/31/107/115 -
28 | BCR K 101 - - 4/29/63/63 0/2/2/2
25 | CLA b 607 - 1/1/15/20 16/39/115/115 -
25 | CLA R 602 22 1/1/14/20 8/33/109/115 -
35 | DGD ¢ 515 - - 17/44/84/95 0/2/2/2
25 | CLA 2 604 26 1/1/13/20 11/27/103/115 -
25 | CLA C 503 6 1/1/15/20 11/39/115/115 -
24 | CHL N 608 - 3/3/20/26 14/39/137/137 -
26 | LHG D 406 - - 17/53/53/53 -
25 | CLA T 609 22 1/1/15/20 15/39/115/115 -
40 | NEX S 317 - - 6/27/83/83 0/3/3/3
25 | CLA B 607 - 1/1/15/20 16/39/115/115 -
40 | NEX n 617 - - 10/27/83/83 0/3/3/3
25 | CLA g 603 - 1/1/14/20 12/33/109/115 -
39 | LUT G 615 - - 4/29/67/67 0/2/2/2
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Mol | Type | Chain | Res | Link Chirals Torsions Rings
40 | NEX T 617 - - 6/27/83/83 0/3/3/3
25 | CLA a 406 4 1/1/14/20 11/33/109/115 -

26 | LHG B 625 - - 14/50/50/53 -
25 | CLA G 603 - 1/1/14/20 13/33/109/115 -
38 | HEM f 101 9 - 3/14/54/54 -
26 | LHG y 301 - - 14/53/53/53 -
25 | CLA ¢ 506 6 1/1/15/20 11/39/115/115 -
28 | BCR d 404 - - 5/29/63/63 0/2/2/2
24 | CHL 2 603 - 3/3/16/26 10/15/113/137 -
26 | LHG N 618 25 - 28/53/53/53 -
25 | CLA S 313 20 1/1/13/20 11/27/103/115 -
28 | BCR z 101 - - 8/29/63/63 0/2/2/2
35 | DGD A 415 - - 26,/48/88/95 0/2/2/2
40 | NEX R 617 - - 6/27/83/83 0/3/3/3
25 | CLA b 608 5 1/1/15/20 13/39/115/115 -
25 | CLA B 601 - 1/1/15/20 15/39/115/115 -
32 AJP Y 322 - 15/15/19/38 3/6/117/220 0/7/7/11
24 | CHL n 607 - 2/2/20/26 17/39/137/137 -
25 | CLA 2 605 - 1/1/11/20 10/19/95/115 -
29 | SQD a 412 - - 22/49/69/69 0/1/1/1
27 | PHO A 403 - - 11/37/103/103 0/5/6/6
25 | CLA ¢ 508 6 1/1/15/20 12/39/115/115 -
26 | LHG Y 301 - - 14/53/53/53 -
30 | LMG b 623 - - 28/50/70/70 0/1/1/1
30 | LMG A 410 - - 14/35/55/70 0/1/1/1
25 | CLA a 403 - 1/1/15/20 8/39/115/115 -
35 | DGD b 626 - - 22/51/91/95 0/2/2/2
26 | LHG C 518 - - 12/53/53/53 -
25 | CLA S 305 - 1/1/12/20 8/21/97/115 -
25 | CLA b 616 5 1/1/15/20 18/39/115/115 -
25 | CLA y 314 21 1/1/15/20 13/39/115/115 -
26 | LHG B 622 - - 17/53/53/53 -
25 | CLA r 603 22 1/1/14/20 12/33/109/115 -
24 | CHL g 601 21 2/2/20/26 23/39/137/137 -
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Mol | Type | Chain | Res | Link Chirals Torsions Rings

25 | CLA C 511 6 1/1/15/20 9/39/115/115 -

25 | CLA Y 311 21 1/1/14/20 11/33/109/115 -

25 | CLA ¢ 510 - 1/1/15/20 13/39/115/115 -

25 | CLA g 611 - 1/1/14/20 15/33/109/115 -

25 | CLA R 603 22 1/1/14/20 12/33/109/115 -

32 AJP Y 320 - 15/15/19/38 2/6/117/220 0/7/7/11
25 | CLA G 613 21 1/1/15/20 15/39/115/115 -

25 | CLA G 614 21 1/1/11/20 10/19/95/115 -

25 | CLA Y 313 21 1/1/14/20 12/33/109/115 -

28 | BCR Z 101 - - 8/29/63/63 0/2/2/2
24 | CHL r 607 - 3/3/19/26 12/33/131/137 -

39 | LUT n 615 - - 7/29/67/67 0/2/2/2
39 | LUT r 615 - - 4/29/67/67 0/2/2/2
25 | CLA C 504 - 1/1/14/20 13/33/109/115 -

25 | CLA ¢ 503 6 1/1/15/20 11/39/115/115 -

25 | CLA n 603 - 1/1/15/20 20/39/115/115 -

25 | CLA b 603 - 1/1/15/20 12/39/115/115 -

25 | CLA ¢ 513 6 1/1/15/20 10/39/115/115 -

25 | CLA b 604 5 1/1/15/20 16/39/115/115 -

28 | BCR A 406 - - 5/29/63/63 0/2/2/2
28 | BCR C 514 - - 0/29/63/63 0/2/2/2
25 | CLA Y 303 21 1/1/15/20 12/39/115/115 -

25 | CLA N 602 21 1/1/15/20 15/39/115/115 -

28 | BCR B 618 - - 2/29/63/63 0/2/2/2
27 | PHO a 404 - - 11/37/103/103 0/5/6/6
25 | CLA S 310 20 1/1/13/20 11/27/103/115 -

25 | CLA ¢ 507 - 1/1/15/20 17/39/115/115 -

25 | CLA n 613 21 1/1/14/20 20/33/109/115 -

25 | CLA r 614 22 1/1/11/20 8/15/91/115 -

24 | CHL S 306 - 3/3/16/26 6/15/113/137 -

29 | SQD A 411 - - 22/49/69/69 0/1/1/1
25 | CLA Y 305 - 1/1/12/20 6/21/97/115 -

24 | CHL Y 306 21 3/3/16/26 9/18/116/137 -

28 | BCR a 407 - - 5/29/63/63 0/2/2/2
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Mol | Type | Chain | Res | Link Chirals Torsions Rings
25 | CLA B 611 5 1/1/15/20 11/39/115/115 -

25 | CLA R 614 22 1/1/11/20 8/15/91/115 -

25 | CLA C 506 1/1/15/20 11/39/115/115 -

25 | CLA B 614 1/1/15/20 13/39/115/115 -

25 | CLA b 606 1/1/15/20 13/39/115/115 -

40 | NEX G 617 25 - 11/27/83/83 0/3/3/3
32 AJP n 620 - 16/16/19/38 4/6/117/220 0/7/7/11
29 | SQD 1 101 - - 27/49/69/69 0/1/1/1
28 | BCR i 101 - - 3/29/63/63 0/2/2/2
24 | CHL R 613 22 3/3/15/26 5/10/108/137 -

39 | LUT g 616 - - 0/29/67/67 0/2/2/2
25 | CLA S 303 20 1/1/14/20 20/35/111/115 -

32 AJP y 324 - 15/15/19/38 3/6/117/220 0/7/7/11
40 | NEX g 617 25 - 11/27/83/83 0/3/3/3
25 | CLA N 612 21 1/1/14/20 18/33/109/115 -

39 | LUT G 616 - - 0/29/67/67 0/2/2/2
25 | CLA Y 304 - 1/1/15/20 22/39/115/115 -

32 AJP N 619 - 15/15/19/38 1/6/117/220 0/7/7/11
32 AJP y 322 - 15/15/19/38 3/6/117/220 0/7/7/11
25 | CLA ¢ 512 - 1/1/15/20 13/39/115/115 -

32 AJP g 618 - 15/15/19/38 3/6/117/220 0/7/7/11
24 | CHL G 606 - 3/3/16/26 3/20/118/137 -

41 | XAT R 616 - - 2/31/93/93 0/4/4/4
32 AJP Y 324 - 15/15/19/38 3/6/117/220 0/7/7/11
24 | CHL r 613 22 3/3/15/26 5/10/108 /137 -

40 | NEX Y 318 - - 7/27/83/83 1/3/3/3
24 | CHL T 606 - 3/3/16/26 9/15/113/137 -

39 | LUT g 615 - - 4/29/67/67 0/2/2/2
25 | CLA S 314 20 1/1/11/20 2/20/96/115 -

25 | CLA D 401 42 1/1/12/20 2/21/97/115 -

27 | PHO A 404 - - 2/37/103/103 0/5/6/6
25 | CLA C 513 6 1/1/15/20 10/39/115/115 -

25 | CLA S 303 20 1/1/14/20 20/35/111/115 -

24 | CHL g 607 - 2/2/16/26 5/15/113/137 -
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Mol | Type | Chain | Res | Link Chirals Torsions Rings
32 AJP A 412 - 34/34/38/38 | 9/28/220/220 | 0/11/11/11
25 | CLA S 309 20 1/1/11/20 6/15/91/115 -

25 | CLA y 311 21 1/1/14/20 11/33/109/115 -

24 | CHL G 607 - 2/2/16/26 5/15/113/137 -

25 | CLA Y 315 21 1/1/11/20 9/15/91/115 -

25 | CLA S 304 - 1/1/11/20 4/15/91/115 -

31 PL9 d 405 - - 5/53/73/73 0/1/1/1
25 | CLA ¢ 502 6 1/1/15/20 6/39/115/115 -

41 | XAT T 616 - - 2/31/93/93 0/4/4/4
26 | LHG 1 103 - - 28/53/53/53 -

24 | CHL 2 601 2 3/3/19/26 14/37/135/137 -

25 | CLA G 610 - 1/1/14/20 14/38/114/115 -

25 | CLA y 313 21 1/1/14/20 12/33/109/115 -

26 | LHG C 017 - - 15/53/53/53 -

32 AJP y 321 - 16/16/19/38 4/6/117/220 0/7/7/11
25 | CLA S 309 20 1/1/11/20 6/15/91/115 -

30 | LMG D 407 - - 16/41/61/70 0/1/1/1
30 | LMG d 407 - - 16/41/61/70 0/1/1/1
26 | LHG d 406 - - 17/53/53/53 -

24 | CHL n 606 - 2/2/16/26 5/15/113/137 -

25 | CLA N 613 21 1/1/14/20 20/33/109/115 -

25 | CLA 2 602 2 1/1/14/20 14/33/109/115 -

25 | CLA S 312 20 1/1/11/20 8/20/96/115 -

29 | SQD L 103 - - 27/49/69/69 0/1/1/1
29 | SQD a 408 - - 21/45/65/69 0/1/1/1
24 | CHL T 605 - 3/3/16/26 3/15/113/137 -

25 | CLA G 611 - 1/1/14/20 15/33/109/115 -

25 | CLA R 609 22 1/1/15/20 15/39/115/115 -

24 | CHL Y 309 - 3/3/20/26 19/39/137/137 -

32 AJP b 624 - 34/34/38/38 | 13/28/220/220 | 0/11/11/11
26 | LHG S 318 25 - 20/53/53/53 -

32 AJP y 320 - 15/15/19/38 2/6/117/220 0/7/7/11
25 | CLA B 616 5 1/1/15/20 18/39/115/115 -

25 | CLA Y 314 21 1/1/15/20 13/39/115/115 -
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Mol | Type | Chain | Res | Link Chirals Torsions Rings
26 | LHG S 301 - - 21/53/53/53 -
25 | CLA B 613 5 1/1/15/20 13/39/115/115 -
24 | CHL R 607 - 3/3/19/26 12/33/131/137 -
24 | CHL G 608 - 3/3/20/26 23/39/137/137 -
39 | LUT N 616 - - 4/29/67/67 0/2/2/2
24 | CHL N 609 21 2/2/20/26 13/39/137/137 -
25 | CLA g 614 21 1/1/11/20 10/19/95/115 -
35 | DGD C 516 - - 27/51/91/95 0/2/2/2
40 | NEX N 617 - - 10/27/83/83 0/3/3/3
25 | CLA A 405 4 1/1/14/20 11/33/109/115 -
25 | CLA n 611 26 1/1/14/20 14/33/109/115 -
39 | LUT S 315 - - 3/29/67/67 0/2/2/2
25 | CLA D 403 - 1/1/15/20 11/39/115/115 -
35 | DGD B 626 - - 22/51/91/95 0/2/2/2
39 | LUT Y 317 - - 3/29/67/67 0/2/2/2
32 AJP S 319 - 15/15/19/38 3/6/117/220 0/7/7/11
28 | BCR ¢ 514 - - 0/29/63/63 0/2/2/2
29 | SQD 1 102 - - 13/37/57/69 0/1/1/1
24 | CHL n 601 21 2/2/18/26 11/27/125/137 -
24 | CHL 6 603 - 3/3/16/26 10/15/113/137 -
25 | CLA r 601 - 1/1/11/20 11/20/96/115 -
24 | CHL g 608 - 3/3/20/26 23/39/137/137 -
25 | CLA y 303 21 1/1/15/20 12/39/115/115 -
25 | CLA T 610 26 1/1/11/20 10/20/96/115 -
25 | CLA N 604 - 1/1/12/20 5/21/97/115 -
25 | CLA y 305 - 1/1/12/20 6/21/97/115 -
30 | LMG ¢ 520 - - 18/46,/66/70 0/1/1/1
25 | CLA R 611 - 1/1/11/20 11/20/96/115 -
25 | CLA B 606 5 1/1/15/20 13/39/115/115 -
26 | LHG b 621 - - 17/51/51/53 -
25 | CLA ¢ 505 6 1/1/15/20 9/39/115/115 -
30 | LMG B 623 - - 28/50/70/70 0/1/1/1
25 | CLA R 610 26 1/1/11/20 10/20/96/115 -
32 AJP S 319 - 15/15/19/38 3/6/117/220 0/7/7/11
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Mol | Type | Chain | Res | Link Chirals Torsions Rings

25 | CLA B 603 - 1/1/15/20 12/39/115/115 -

32 AJP a 413 - 34/34/38/38 | 9/28/220/220 | 0/11/11/11
25 | CLA G 604 | 40 1/1/12/20 10/21/97/115 -

39 | LUT R 615 - - 4/29/67/67 0/2/2/2
26 | LHG Y 319 25 - 23/53/53/53 -

28 | BCR b 618 - - 2/29/63/63 0/2/2/2
24 | CHL N 601 21 2/2/18/26 11/27/125/137 -

25 | CLA 6 602 2 1/1/14/20 14/33/109/115 -

25 | CLA A 401 4 1/1/15/20 7/39/115/115 -

28 | BCR B 619 - - 3/29/63/63 0/2/2/2
24 | CHL S 302 20 2/2/16/26 3/15/113/137 -

24 | CHL y 307 21 3/3/16/26 4/20/118/137 -

30 | LMG a 411 - - 14/35/55/70 0/1/1/1
25 | CLA b 611 5 1/1/15/20 11/39/115/115 -

25 | CLA T 611 - 1/1/11/20 11/20/96/115 -

25 | CLA y 304 - 1/1/15/20 22/39/115/115 -

25 | CLA B 615 5 1/1/15/20 10/39/115/115 -

25 | CLA b 610 - 1/1/15/20 7/39/115/115 -

25 | CLA C 512 - 1/1/15/20 13/39/115/115 -

25 | CLA ¢ 509 6 1/1/15/20 10/39/115/115 -

25 | CLA d 401 42 1/1/12/20 2/21/97/115 -

24 | CHL G 609 21 3/3/19/26 10/33/131/137 -

25 | CLA 6 604 26 1/1/13/20 11/27/103/115 -

25 | CLA g 604 | 40 1/1/12/20 10/21/97/115 -

30 | LMG b 620 - - 15/46/66 /70 0/1/1/1
25 | CLA ¢ 511 6 1/1/15/20 9/39/115/115 -

25 | CLA S 305 - 1/1/12/20 8/21/97/115 -

25 | CLA B 610 - 1/1/15/20 7/39/115/115 -

28 | BCR B 617 - - 3/29/63/63 0/2/2/2
32 AJP Y 321 - 16/16/19/38 4/6/117/220 0/7/7/11
24 | CHL S 307 - 3/3/16/26 7/15/113/137 -

39 | LUT N 615 - - 7/29/67/67 0/2/2/2
25 | CLA n 604 - 1/1/12/20 5/21/97/115 -

24 | CHL 6 601 2 3/3/19/26 14/37/135/137 -

Continued on next page...




Page 92

wwPDB EM Validation Summary Report

EMD-13078, TOUI

Continued from previous page...

Mol | Type | Chain | Res | Link Chirals Torsions Rings
24 | CHL n 608 - 3/3/20/26 15/39/137/137 -
25 | CLA 6 605 - 1/1/11/20 10/19/95/115 -
29 | SQD L 101 - - 13/37/57/69 0/1/1/1
25 | CLA b 609 5 1/1/15/20 11/39/115/115 -
25 | CLA y 315 21 1/1/11/20 9/15/91/115 -
25 | CLA C 502 6 1/1/15/20 6/39/115/115 -
39 | LUT y 317 - - 4/29/67/67 0/2/2/2
25 | CLA ¢ 501 - 1/1/15/20 7/39/115/115 -
25 | CLA T 608 22 1/1/13/20 16/31/107/115 -
25 | CLA S 312 20 1/1/11/20 8/20/96/115 -
25 | CLA B 604 5 1/1/15/20 16/39/115/115 -
39 | LUT n 616 - - 4/29/67/67 0/2/2/2
24 | CHL n 609 21 2/2/20/26 13/39/137/137 -
24 | CHL S 308 - 3/3/16/26 3/15/113/137 -
25 | CLA a 402 4 1/1/15/20 7/39/115/115 -
24 | CHL Y 310 21 3/3/18/26 9/27/125/137 -
24 | CHL y 309 - 3/3/20/26 19/39/137/137 -
25 | CLA A 402 - 1/1/15/20 8/39/115/115 -
32 AJP y 323 - 15/15/19/38 3/6/117/220 0/7/7/11
25 | CLA d 402 7 1/1/15/20 10/39/115/115 -
25 | CLA n 602 21 1/1/15/20 15/39/115/115 -
25 | CLA N 614 21 1/1/11/20 3/19/95/115 -
28 | BCR T 101 - - 17/29/63/63 0/2/2/2
25 | CLA T 604 - 1/1/11/20 7/19/95/115 -
24 | CHL G 601 21 2/2/20/26 23/39/137/137 -
39 | LUT S 316 - - 4/29/67/67 0/2/2/2
26 | LHG B 621 - - 17/51/51/53 -
32 AJP Y 323 - 15/15/19/38 3/6/117/220 0/7/7/11
25 | CLA Y 312 26 1/1/14/20 12/33/109/115 -
28 | BCR b 617 - - 3/29/63/63 0/2/2/2
24 | CHL g 606 - 3/3/16/26 3/20/118/137 -
29 | SQD A 407 - - 21/45/65/69 0/1/1/1
25 | CLA R 601 - 1/1/11/20 11/20/96/115 -
25 | CLA R 604 - 1/1/11/20 7/19/95/115 -
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Mol | Type | Chain | Res | Link Chirals Torsions Rings
25 | CLA C 508 6 1/1/15/20 12/39/115/115 -
35 | DGD a 401 - - 26,/48/88/95 0/2/2/2
24 | CHL S 302 20 2/2/16/26 3/15/113/137 -
26 | LHG T 618 25 - 11/46/46/53 -
28 | BCR H 101 - - 6/29/63/63 0/2/2/2
27 | PHO a 405 - - 2/37/103/103 0/5/6/6
25 | CLA C 505 6 1/1/15/20 9/39/115/115 -
39 | LUT S 315 - - 3/29/67/67 0/2/2/2
26 | LHG L 102 - - 28/53/53/53 -
25 | CLA G 602 21 1/1/15/20 14/39/115/115 -
25 | CLA b 601 - 1/1/15/20 15/39/115/115 -
26 | LHG b 625 - - 14/50/50/53 -
25 | CLA G 612 21 1/1/14/20 12/33/109/115 -
35 | DGD C 515 - - 17/44/84/95 0/2/2/2
25 | CLA T 602 22 1/1/14/20 8/33/109/115 -
25 | CLA g 610 - 1/1/14/20 14/38/114/115 -
28 | BCR I 101 - - 4/29/63/63 0/2/2/2
25 | CLA C 509 6 1/1/15/20 10/39/115/115 -
24 | CHL Y 307 21 3/3/16/26 4/20/118/137 -
35 | DGD ¢ 516 - - 27/51/91/95 0/2/2/2
24 | CHL R 605 - 3/3/16/26 3/15/113/137 -
25 | CLA b 615 5 1/1/15/20 10/39/115/115 -
25 | CLA g 602 21 1/1/15/20 14/39/115/115 -
24 | CHL 5 302 1 3/3/16/26 6/15/113/137 -
25 | CLA n 610 21 1/1/15/20 16/39/115/115 -
25 | CLA g 612 21 1/1/14/20 12/33/109/115 -

The worst 5 of 2571 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
38 F 101 | HEM | FE-NB | 14.55 2.39 1.94
38 f 101 | HEM | FE-NB | 14.55 2.39 1.94
24 2 603 | CHL | C1D-C2D | 7.93 1.48 1.39
24 6 603 | CHL | C1D-C2D | 7.93 1.48 1.39
25 R 611 | CLA | MG-ND | -6.76 1.92 2.05
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The worst 5 of 5192 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(®)
25 s 305 | CLA | C4A-NA-C1A | -18.47 98.25 106.68
25 S 305 | CLA | C4A-NA-C1A | -1841 98.28 106.68
32 Y 320 | AJP | O09-C08-C10 | 17.50 145.62 110.20
32 y 320 | AJP | O09-C08-C10 | 17.50 145.62 110.20
25 r 601 | CLA | C4A-NA-C1A | -16.99 98.93 106.68

5 of 734 chirality outliers are listed below:

Mol | Chain | Res | Type | Atom
24 1 301 | CHL ND
24 1 301 | CHL NA
24 1 301 | CHL NC
24 1 302 | CHL ND
24 1 302 | CHL NA

5 of 3970 torsion outliers are listed below:

Mol | Chain | Res | Type Atoms
24 1 302 | CHL | C3A-C2A-CAA-CBA
24 2 601 | CHL | C1C-C2C-CMC-OMC
24 2 601 | CHL | C3C-C2C-CMC-OMC
24 2 601 | CHL | CBD-CGD-O2D-CED
24 2 601 | CHL C6-C7-C8-C10

All (2) ring outliers are listed below:

Mol | Chain | Res | Type Atoms
40 Y 318 | NEX | C1-C2-C3-C4-C5-C6
40 y 318 | NEX | C1-C2-C3-C4-C5-C6

356 monomers are involved in 3261 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
24 g 605 | CHL 4 0
30 a 409 | LMG 3 0
28 D 404 | BCR 3 0
30 B 620 | LMG 5 0
28 t 101 | BCR 21 0
26 2 606 | LHG 14 0
24 Y 308 | CHL 17 0
26 y 319 | LHG 8 0

Continued on next page...
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Mol | Chain | Res | Type | Clashes | Symm-Clashes
24 1 302 | CHL 9 0
28 h 101 | BCR 8 0
24 R 606 | CHL 2 0
26 n 618 | LHG 10 0
25 b 614 | CLA 10 0
26 S 318 | LHG 5 0
28 k 101 | BCR 9 0
25 b 613 | CLA 14 0
24 s 307 | CHL 7 0
24 S 306 | CHL 10 0
24 s 308 | CHL 9 0
25 n 614 | CLA 6 0
25 B 609 | CLA 11 0
39 Y 316 | LUT 12 0
25 S 313 | CLA 12 0
25 s 310 | CLA 15 0
25 B 602 | CLA 8 0
25 S 314 | CLA 10 0
25 b 602 | CLA 9 0
24 N 607 | CHL 48 0
25 d 403 | CLA 15 0
28 b 619 | BCR 4 0
24 n 605 | CHL 5 0
26 c 517 | LHG 3 0
25 n 612 | CLA 10 0
25 r 612 | CLA 19 0
24 N 606 | CHL 18 0
24 g 609 | CHL 10 0
32 n 619 | AJP 2 0
30 C 520 | LMG 4 0
25 N 603 | CLA 33 0
25 C 501 | CLA 18 0
31 A 409 | PL9 2 0
25 B 612 | CLA 6 0
24 5 301 | CHL 9 0
26 c 519 | LHG 4 0
26 S 301 | LHG 8 0
25 R 612 | CLA 19 0
25 D 402 | CLA 19 0
25 s 311 | CLA 9 0
30 A 408 | LMG 3 0
24 y 310 | CHL 18 0

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

Mol | Chain | Res | Type | Clashes | Symm-Clashes
25 C 507 | CLA 6 0
26 b 622 | LHG 8 0
24 1 301 | CHL 9 0
26 6 606 | LHG 14 0
31 a 410 | PL9 2 0
26 c 518 | LHG 3 0
24 G 605 | CHL 4 0
24 y 308 | CHL 14 0
25 S 304 | CLA 12 0
25 S 311 | CLA 8 0
38 F 101 | HEM 7 0
40 y 318 | NEX 10 0
32 N 620 | AJP 1 0
25 y 312 | CLA 11 0
31 D 405 | PL9 6 0
24 y 306 | CHL 5 0
25 b 605 | CLA 9 0
24 N 605 | CHL 5 0
25 B 608 | CLA 8 0
40 S 317 | NEX 6 0
39 y 316 | LUT 13 0
39 s 316 | LUT 22 0
24 y 302 | CHL 31 0
24 Y 302 | CHL 30 0
25 B 605 | CLA 7 0
25 C 510 | CLA 23 0
25 N 611 | CLA 7 0
25 g 613 | CLA 17 0
25 b 612 | CLA 7 0
25 N 610 | CLA 34 0
25 c 504 | CLA 15 0
26 R 618 | LHG 14 0
26 C 519 | LHG 4 0
25 R 608 | CLA 18 0
28 K 101 | BCR 7 0
25 b 607 | CLA 14 0
25 R 602 | CLA 15 0
35 c 515 | DGD 7 0
25 2 604 | CLA 19 0
25 C 503 | CLA 4 0
24 N 608 | CHL 11 0
26 D 406 | LHG 10 0

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

Mol | Chain | Res | Type | Clashes | Symm-Clashes
25 r 609 | CLA 7 0
40 s 317 | NEX 5 0
25 B 607 | CLA 15 0
40 n 617 | NEX 13 0
25 g 603 | CLA 14 0
39 G 615 | LUT 15 0
40 r 617 | NEX 10 0
25 a 406 | CLA 9 0
26 B 625 | LHG 7 0
25 G 603 | CLA 12 0
38 f 101 | HEM 8 0
26 y 301 | LHG 12 0
25 c 506 | CLA 10 0
28 d 404 | BCR 3 0
24 2 603 | CHL 21 0
26 N 618 | LHG 11 0
25 s 313 | CLA 9 0
28 z 101 | BCR 5 0
35 A 415 | DGD 3 0
40 R 617 | NEX 8 0
25 b 608 | CLA 9 0
25 B 601 | CLA 10 0
32 Y 322 | AJP 2 0
24 n 607 | CHL 50 0
25 2 605 | CLA 6 0
29 a 412 | SQD 6 0
27 A 403 | PHO 13 0
25 c 508 | CLA 12 0
26 Y 301 | LHG 13 0
30 b 623 | LMG 5 0
30 A 410 | LMG 3 0
25 a 403 | CLA 13 0
35 b 626 | DGD 6 0
26 C 518 | LHG 3 0
25 s 305 | CLA 15 0
25 b 616 | CLA 15 0
25 y 314 | CLA 17 0
26 B 622 | LHG 8 0
25 r 603 | CLA 17 0
24 g 601 | CHL 15 0
25 C 511 | CLA 20 0
25 Y 311 | CLA 25 0

Continued on next page...

WO RLDWIDE

PROTEIN DATA BANK



Page 98

wwPDB EM Validation Summary Report

EMD-13078, TOUI

Continued from previous page...

Mol | Chain | Res | Type | Clashes | Symm-Clashes
25 c 510 | CLA 24 0
25 g 611 | CLA 14 0
25 R 603 | CLA 17 0
32 Y 320 | AJP 3 0
25 G 613 | CLA 18 0
25 G 614 | CLA 5 0
25 Y 313 | CLA 9 0
28 Z 101 | BCR 5 0
24 r 607 | CHL 9 0
39 n 615 | LUT 12 0
39 r 615 | LUT 8 0
25 C 504 | CLA 14 0
25 c 503 | CLA 5 0
25 n 603 | CLA 33 0
25 b 603 | CLA 6 0
25 c 513 | CLA 17 0
25 b 604 | CLA 14 0
28 A 406 | BCR 4 0
28 C 514 | BCR 7 0
25 Y 303 | CLA 26 0
25 N 602 | CLA 22 0
33 a 414 | BCT 1 0
28 B 618 | BCR 7 0
27 a 404 | PHO 14 0
25 S 310 | CLA 14 0
25 c 507 | CLA 7 0
25 n 613 | CLA 28 0
25 r 614 | CLA 13 0
24 s 306 | CHL 11 0
29 A 411 | SQD 5 0
25 Y 305 | CLA 4 0
24 Y 306 | CHL 6 0
28 a 407 | BCR 5 0
25 B 611 | CLA 7 0
25 R 614 | CLA 11 0
25 C 506 | CLA 8 0
25 B 614 | CLA 12 0
25 b 606 | CLA 16 0
40 G 617 | NEX 15 0
32 n 620 | AJP 1 0
29 1 101 | SQD 5 0
28 i 101 | BCR 20 0

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

Mol | Chain | Res | Type | Clashes | Symm-Clashes
24 R 613 | CHL 4 0
33 A 413 | BCT 2 0
39 g 616 | LUT 15 0
25 s 303 | CLA 15 0
40 g 617 | NEX 15 0
25 N 612 | CLA 10 0
39 G 616 | LUT 15 0
25 Y 304 | CLA 23 0
32 N 619 | AJP 2 0
32 y 322 | AJP 2 0
25 c 512 | CLA 12 0
24 G 606 | CHL 19 0
41 R 616 | XAT 20 0
24 r 613 | CHL 4 0
40 Y 318 | NEX 7 0
24 r 606 | CHL 2 0
39 g 615 | LUT 15 0
25 s 314 | CLA 10 0
25 D 401 | CLA 8 0
27 A 404 | PHO 14 0
25 C 513 | CLA 15 0
25 S 303 | CLA 14 0
24 g 607 | CHL 11 0
25 s 309 | CLA 3 0
25 y 311 | CLA 24 0
24 G 607 | CHL 11 0
25 Y 315 | CLA 17 0
25 s 304 | CLA 12 0
31 d 405 | PL9 6 0
25 c 502 | CLA 12 0
41 r 616 | XAT 22 0
26 1 103 | LHG 5 0
24 2 601 | CHL 8 0
25 G 610 | CLA 37 0
25 y 313 | CLA 9 0
26 C 517 | LHG 3 0
32 y 321 | AJP 2 0
30 D 407 | LMG 3 0
25 S 309 | CLA 3 0
30 d 407 | LMG 3 0
26 d 406 | LHG 10 0
24 n 606 | CHL 17 0

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

Mol | Chain | Res | Type | Clashes | Symm-Clashes
25 N 613 | CLA 30 0
25 2 602 | CLA 8 0
25 S 312 | CLA 9 0
29 L 103 | SQD 6 0
29 a 408 | SQD 6 0
24 r 605 | CHL 9 0
25 G 611 | CLA 12 0
25 R 609 | CLA 5 0
24 Y 309 | CHL 14 0
26 s 318 | LHG 6 0
32 y 320 | AJP 3 0
25 B 616 | CLA 14 0
25 Y 314 | CLA 15 0
26 s 301 | LHG 9 0
25 B 613 | CLA 16 0
24 R 607 | CHL 9 0
24 G 608 | CHL 19 0
39 N 616 | LUT 15 0
24 N 609 | CHL 26 0
25 g 614 | CLA 4 0
35 C 516 | DGD 10 0
40 N 617 | NEX 15 0
25 A 405 | CLA 9 0
25 n 611 | CLA 7 0
39 S 315 | LUT 7 0
25 D 403 | CLA 15 0
35 B 626 | DGD 5 0
39 Y 317 | LUT 13 0
32 s 319 | AJP 2 0
28 c 514 | BCR 7 0
29 1 102 | SQD 20 0
24 n 601 | CHL 16 0
24 6 603 | CHL 20 0
25 r 601 | CLA 17 0
24 g 608 | CHL 20 0
25 y 303 | CLA 24 0
25 r 610 | CLA 11 0
25 N 604 | CLA 9 0
25 y 305 | CLA 4 0
30 c 520 | LMG 4 0
25 R 611 | CLA 3 0
25 B 606 | CLA 15 0

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

Mol | Chain | Res | Type | Clashes | Symm-Clashes
26 b 621 | LHG 3 0
25 c 505 | CLA 10 0
30 B 623 | LMG 5 0
25 R 610 | CLA 11 0
32 S 319 | AJP 2 0
25 B 603 | CLA 6 0
25 G 604 | CLA 12 0
39 R 615 | LUT 6 0
26 Y 319 | LHG 7 0
28 b 618 | BCR 8 0
24 N 601 | CHL 18 0
25 6 602 | CLA 10 0
25 A 401 | CLA 19 0
28 B 619 | BCR 4 0
24 s 302 | CHL 7 0
24 y 307 | CHL 15 0
30 a 411 | LMG 3 0
25 b 611 | CLA 7 0
25 r 611 | CLA 4 0
25 y 304 | CLA 20 0
25 B 615 | CLA 15 0
25 b 610 | CLA 14 0
25 C 512 | CLA 12 0
25 c 509 | CLA 9 0
25 d 401 | CLA 9 0
24 G 609 | CHL 10 0
25 6 604 | CLA 19 0
25 g 604 | CLA 12 0
30 b 620 | LMG 5 0
25 c 511 | CLA 21 0
25 S 305 | CLA 14 0
25 B 610 | CLA 14 0
28 B 617 | BCR 7 0
32 Y 321 | AJP 2 0
24 S 307 | CHL 6 0
39 N 615 | LUT 12 0
25 n 604 | CLA 8 0
24 6 601 | CHL 10 0
24 n 608 | CHL 9 0
25 6 605 | CLA 8 0
29 L 101 | SQD 19 0
25 b 609 | CLA 11 0

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

Mol | Chain | Res | Type | Clashes | Symm-Clashes
25 y 315 | CLA 17 0
25 C 502 | CLA 12 0
39 y 317 | LUT 12 0
25 c 501 | CLA 19 0
25 r 608 | CLA 17 0
25 s 312 | CLA 10 0
25 B 604 | CLA 14 0
39 n 616 | LUT 15 0
24 n 609 | CHL 29 0
24 S 308 | CHL 9 0
25 a 402 | CLA 19 0
24 Y 310 | CHL 17 0
24 y 309 | CHL 14 0
25 A 402 | CLA 13 0
25 d 402 | CLA 19 0
25 n 602 | CLA 23 0
25 N 614 | CLA 6 0
28 T 101 | BCR 20 0
25 r 604 | CLA 10 0
24 G 601 | CHL 17 0
39 S 316 | LUT 20 0
26 B 621 | LHG 3 0
25 Y 312 | CLA 10 0
28 b 617 | BCR 7 0
24 g 606 | CHL 19 0
29 A 407 | SQD 8 0
25 R 601 | CLA 15 0
25 R 604 | CLA 8 0
25 C 508 | CLA 10 0
35 a 401 | DGD 3 0
24 S 302 | CHL 4 0
26 r 618 | LHG 16 0
28 H 101 | BCR 6 0
27 a 405 | PHO 14 0
25 C 505 | CLA 10 0
39 s 315 | LUT 7 0
26 L 102 | LHG 5 0
25 G 602 | CLA 12 0
25 b 601 | CLA 9 0
26 b 625 | LHG 7 0
25 G 612 | CLA 8 0
35 C 515 | DGD 8 0

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

Mol | Chain | Res | Type | Clashes | Symm-Clashes
25 r 602 | CLA 14 0
25 g 610 | CLA 40 0
28 I 101 | BCR 20 0
25 C 509 | CLA 7 0
24 Y 307 | CHL 14 0
35 c 516 | DGD 10 0
24 R 605 | CHL 8 0
25 b 615 | CLA 16 0
25 g 602 | CLA 11 0
24 5 302 | CHL 8 0
25 n 610 | CLA 33 0
25 g 612 | CLA 9 0

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
equivalents in the CSD to analyse the geometry.
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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-13078. 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

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

6.2 Central slices (i)

6.2.1 Primary map

X Index: 250 Y Index: 250 7 Index: 250


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: 228 Y Index: 250 7 Index: 239

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

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


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#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 4.0.
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

4 Recommended contour
level 4

Voxel count (logl0)

T T T T T T
=20 —-10 )] 10 20 30
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
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The volume at the recommended contour level is 423 nm?; this corresponds to an approximate
mass of 382 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
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*Reported resolution corresponds to spatial frequency of 0.358 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-13078 and PDB
model 7TOUI. Per-residue inclusion information can be found in section 3 on page 43.

9.1 Map-model overlay (i)

The images above show the 3D surface view of the map at the recommended contour level 4.0 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 (4).

WO RLDWIDE

P
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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
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At the recommended contour level, 64% of all backbone atoms, 66% 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 (4) and Q-score for

the entire model and for each chain.

Chain Atom inclusion Q-score
All B 0.6570 B 0.4650
1 . 0.0340 . 0.0670
2 . 0.0320 I 0.1050
3 . (0.0060 . (0.0400
4 . 0.0870 . 0.2440
5 I (0.0340 I 0.0680
6 . 0.0320 I 0.1040
7 I 0.0060 . 0.0410
8 I 0.0870 . 0.2450
A 0.8540 B 0.5740
B 0.8690 B 0.5810
C 0.8730 m 0.5820
D 0.8800 B 0.5890
E 0.7940 = 0.5260
F 0.7710 B 0.5100
G s 0.5250 - 0.3940
H 0.7940  0.5510
I 0.8820 m 0.6010
K 0.8250 B 0.5570
L 0.8350 . 0.5430
M 0.8310 B 0.5620
N B 0.6500 . 0.4540
@) 0.7370 = 0.5090
R  0.6280 . 0.4770
S 0.7300 m 0.5110
T 0.8010 B 0.5660
U . 0.2770 B 0.4110
W 0.8340 B 0.5810
X B 0.6210 . 0.4490
Y 0.7790 B 0.5100
7 0.7270  0.5140
a 0.8550  0.5750
b 0.8680 s 0.5800
c 0.8700 B 0.5820
d 0.8760 e 0.5900

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

Chain Atom inclusion Q-score
e 0.7920 m 0.5240
f 0.7750 B 0.5080
g B 0.5270 . 0.3930
h 0.7920 B 0.5510
i 0.8940  0.5980
k 0.8400 B 0.5590
1 0.8350 m 0.5420
m 0.8230 m 0.5660
n B 0.6500 s 0.4530
0 0.7360 B 0.5130
r B 0.6250 . 0.4760
S 0.7260 B 0.5110
t 0.8080 B 0.5700
u . 0.2820 . 0.4040
w 0.8340 m 0.5760
X B 0.6250 . 0.4400
y 0.7770 B 0.5080
z e 0.7150 B 0.5110
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