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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 2.40 A.

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

Metric Percentile Ranks Value
Clashscore I 0 - 6
Ramachandran outliers I | T 0.2%
Sidechain outliers T I D 1.7%
Worse Better

0 Percentile relative to all structures

[l Percentile relative to all EM structures

Metric Whole archive EM structures
(#Entries) (#Entries)
Clashscore 210492 15764
Ramachandran outliers 207382 16835
Sidechain outliers 206894 16415

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%

Mol | Chain | Length Quality of chain
1 A 751 87% 11%
2 B 733 90% 10%
3 C 81 83% 14%
4 D 139 82% 12% - 6%
5 E 67 85% B T
6 F 185 81% 6%  13%
7 I 36 94% T
8 J 41 76% 24%
9 L 151 83% 7% 9%

Continued on next page...
WO RLDWIDE
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Continued from previous page...

Mol | Chain | Length Quality of chain
10 M 30 93% 7%
11 1u 130 99%
12 2u 121 74% 26%
13 1 227 53% 9% 38%
14 2 205 77% 7% 16%
15 3 200 74% 8% 18%
16 4 215 79% 5% 17%
17 ) 266 58% 6% 36%
18 6 208 74% 10% 16%
19 7 296 60% 36%
20 8 270 71% 8% 21%
21 9 214 67% 9% 24%
22 10 207 75% 6% 18%
23 11 229 75% 8% 17%
24 12 204 78% 6% 15%
25 13 244 52% 9% 39%
26 14 249 63% 14% 16%
27 15 281 53% 17% 25%
28 16 218 60% 17% 20%

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

ria:

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
29 CLO A 801 X - - -
30 | CLA 1 301 X - - -
30 | CLA 1 302 X - - -
30 | CLA 1 303 X - - -
30 | CLA 1 304 X - - -
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Continued from previous page...

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
30 | CLA 1 305 X - - -
30 | CLA 10 303 X - - -
30 | CLA 10 304 X - - -
30 | CLA 10 305 X - - -
30 | CLA 10 307 X - - -
30 | CLA 10 308 X - - -
30 | CLA 10 309 X - - -
30 | CLA 11 304 X - - -
30 | CLA 11 306 X - - -
30 | CLA 11 308 X - - -
30 | CLA 11 310 X - - -
30 | CLA 12 303 X - - -
30 | CLA 12 304 X - - -
30 | CLA 12 306 X - - -
30 | CLA 12 307 X - - -
30 | CLA 12 308 X - - -
30 | CLA 12 312 X - - -
30 | CLA 12 321 X - - -
30 | CLA 13 301 X - - -
30 | CLA 13 302 X - - -
30 | CLA 13 307 X - - -
30 | CLA 13 309 X - - -
30 | CLA 14 302 X - - -
30 | CLA 14 303 X - - -
30 | CLA 14 304 X - - -
30 | CLA 14 305 X - - -
30 | CLA 14 309 X - - -
30 | CLA 14 310 X - - -
30 | CLA 14 313 X - - -
30 | CLA 15 303 X - - -
30 | CLA 15 304 X - - -
30 | CLA 15 305 X - - -
30 | CLA 15 306 X - - -
30 | CLA 15 307 X - - -
30 | CLA 15 308 X - - -
30 | CLA 15 310 X - - -
30 | CLA 15 311 X - - -
30 | CLA 15 312 X - - -
30 | CLA 16 302 X - - -
30 | CLA 16 303 X - - -
30 | CLA 16 305 X - - -
30 | CLA 16 306 X - - -
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Continued from previous page...

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
30 | CLA 16 307 X - - -
30 | CLA 16 308 X - - -
30 | CLA 16 310 X - - -
30 | CLA 2 301 X - - -
30 | CLA 2 304 X - - -
30 | CLA 2 305 X - - -
30 | CLA 2 307 X - - -
30 | CLA 2 309 X - - -
30 | CLA 2 310 X - - -
30 | CLA 2u 202 X - - -
30 | CLA 3 301 X - - -
30 | CLA 3 302 X - - -
30 | CLA 3 303 X - - -
30 | CLA 3 305 X - - -
30 | CLA 3 306 X - - -
30 | CLA 3 307 X - - -
30 | CLA 4 301 X - - -
30 | CLA 4 302 X - - -
30 | CLA 4 303 X - - -
30 | CLA 4 304 X - - -
30 | CLA 4 305 X - - -
30 | CLA 4 306 X - - -
30 | CLA 4 309 X - - -
30 | CLA 4 311 X - - -
30 | CLA 5 302 X - - -
30 | CLA 5 303 X - - -
30 | CLA 5 304 X - - -
30 | CLA 5 307 X - - -
30 | CLA 5 309 X - - -
30 | CLA 5 311 X - - -
30 | CLA 6 304 X - - -
30 | CLA 6 305 X - - -
30 | CLA 6 306 X - - -
30 | CLA 6 307 X - - -
30 | CLA 6 309 X - - -
30 | CLA 6 310 X - - -
30 | CLA 6 315 X - - -
30 | CLA 6 316 X - - -
30 | CLA 6 317 X - - -
30 | CLA 7 303 X - - -
30 | CLA 7 304 X - - -
30 | CLA 7 305 X - - -
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Continued from previous page...

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
30 | CLA 7 306 X - - -
30 | CLA 7 309 X - - -
30 | CLA 7 311 X - - -
30 | CLA 7 312 X - - -
30 | CLA 8 301 X - - -
30 | CLA 8 302 X - - -
30 | CLA 8 304 X - - -
30 | CLA 8 308 X - - -
30 | CLA 9 301 X - - -
30 | CLA 9 302 X - - -
30 | CLA 9 305 X - - -
30 | CLA 9 306 X - - -
30 | CLA 9 307 X - - -
30 | CLA 9 308 X - - -
30 | CLA 9 309 X - - -
30 | CLA A 802 X - - -
30 | CLA A 803 X - - -
30 | CLA A 804 X - - -
30 | CLA A 805 X - - -
30 | CLA A 806 X - - -
30 | CLA A 807 X - - -
30 | CLA A 808 X - - -
30 | CLA A 809 X - - -
30 | CLA A 810 X - - -
30 | CLA A 811 X - - -
30 | CLA A 812 X - - -
30 | CLA A 813 X - - -
30 | CLA A 814 X - - -
30 | CLA A 815 X - - -
30 | CLA A 816 X - - -
30 | CLA A 820 X - - -
30 | CLA A 821 X - - -
30 | CLA A 822 X - - -
30 | CLA A 824 X - - -
30 | CLA A 825 X - - -
30 | CLA A 826 X - - -
30 | CLA A 827 X - - -
30 | CLA A 828 X - - -
30 | CLA A 829 X - - -
30 | CLA A 830 X - - -
30 | CLA A 831 X - - -
30 | CLA A 833 X - - -
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Continued from previous page...

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
30 | CLA A 834 X - - -
30 | CLA A 835 X - - -
30 | CLA A 836 X - - -
30 | CLA A 837 X - - -
30 | CLA A 838 X - - -
30 | CLA A 839 X - - -
30 | CLA A 840 X - - -
30 | CLA A 841 X - - -
30 | CLA A 842 X - - -
30 | CLA A 843 X - - -
30 | CLA A 844 X - - -
30 | CLA B 801 X - - -
30 | CLA B 802 X - - -
30 | CLA B 803 X - - -
30 | CLA B 804 X - - -
30 | CLA B 805 X - - -
30 | CLA B 806 X - - -
30 | CLA B 807 X - - -
30 | CLA B 808 X - - -
30 | CLA B 809 X - - -
30 | CLA B 810 X - - -
30 | CLA B 811 X - - -
30 | CLA B 812 X - - -
30 | CLA B 813 X - - -
30 | CLA B 814 X - - -
30 | CLA B 815 X - - -
30 | CLA B 817 X - - -
30 | CLA B 818 X - - -
30 | CLA B 819 X - - -
30 | CLA B 821 X - - -
30 | CLA B 823 X - - -
30 | CLA B 824 X - - -
30 | CLA B 825 X - - -
30 | CLA B 826 X - - -
30 | CLA B 827 X - - -
30 | CLA B 828 X - - -
30 | CLA B 829 X - - -
30 | CLA B 830 X - - -
30 | CLA B 832 X - - -
30 | CLA B 833 X - - -
30 | CLA B 834 X - - -
30 | CLA B 835 X - - -
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Continued from previous page...

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
30 | CLA B 836 X - - -
30 | CLA B 837 X - - -
30 | CLA B 838 X - - -
30 | CLA B 839 X - - -
30 | CLA F 201 X - - -
30 | CLA F 202 X - - -
30 | CLA F 203 X - - -
30 | CLA J 101 X - - -
30 | CLA L 202 X - - -
30 | CLA L 203 X - - -
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2 Entry composition (i)

There are 40 unique types of molecules in this entry. The entry contains 62199 atoms, of which 0
are hydrogens and 0 are deuteriums.

In the tables below, the AltConf column contains the number of residues with at least one atom
in alternate conformation and the Trace column contains the number of residues modelled with at
most 2 atoms.

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

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
1 A 74l 5841 3816 991 1005 29 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
2 B 731 5801 3814 977 992 18 0 0
e Molecule 3 is a protein called Photosystem I iron-sulfur center.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
3 C 80 599 368 103 118 10 0 0

e Molecule 4 is a protein called Photosystem I reaction center subunit II.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
4 b 131 1037 663 177 194 3 0 0

e Molecule 5 is a protein called Photosystem I reaction center subunit IV.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O
o 2 60 478 302 &6 90 0 0

e Molecule 6 is a protein called Photosystem I reaction center subunit III.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
6 F 161 1257 806 213 234 4 0 0
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e Molecule 7 is a protein called Photosystem I reaction center subunit VIII.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
7 I 35 273 190 37 44 2 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
8 J 41 344 236 50 55 3 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
) L 137 1030 680 169 179 2 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
10 M 30 227 151 35 40 1 0 0
e Molecule 11 is a protein called Unknown protein 1.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O
1 lu 130 650 390 130 130 0 0

e Molecule 12 is a protein called Photosystem I reaction center subunit Psa28.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
12 2u 89 674 438 110 120 6 0 0

e Molecule 13 is a protein called Fucoxanthin chlorophyll a/c-binding protein Lherl5.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
13 1 141 1086 692 184 201 9 0 0

e Molecule 14 is a protein called Fucoxanthin chlorophyll a/c-binding protein Lher8.

WO RLDWIDE
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Mol | Chain | Residues Atoms AltConf | Trace
14 5 179 Total C N O S 0 0

1310 846 216 238 10

e Molecule 15 is a protein called Fucoxanthin chlorophyll a/c-binding protein Lher2.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
153 164 1275 825 213 232 5 0 0

e Molecule 16 is a protein called Fucoxanthin chlorophyll a/c-binding protein Lher9.

Mol

Chain

Residues

Atoms

AltConf

Trace

16

4

179

Total C N O S
1368 878 227 250 13

0

0

e Molecule 17 is a protein called Fucoxanthin chlorophyll a/c-binding protein Lherll.

Mol

Chain

Residues

Atoms

AltConf

Trace

17

5

169

Total C N O S
1304 834 222 236 12

0

0

e Molecule 18 is a protein called Fucoxanthin chlorophyll a/c-binding protein Lherl2.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
18 0 174 1354 884 216 246 8 0 0

e Molecule 19 is a protein called Fucoxanthin chlorophyll a/c-binding protein Lher10.

Mol

Chain

Residues

Atoms

AltConf

Trace

19

7

188

Total C N O S
1416 894 240 266 16

0

0

e Molecule 20 is a protein called Fucoxanthin chlorophyll a/c-binding protein Lhcr4.

Mol

Chain

Residues

Atoms

AltConf

Trace

20

8

213

Total C N O S
1660 1075 274 302 9

0

0

e Molecule 21 is a protein called Fucoxanthin chlorophyll a/c-binding protein Lhcf6.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
21 ) 163 1267 816 211 233 7 0 0

e Molecule 22 is a protein called Fucoxanthin chlorophyll a/c-binding protein Lher3.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
22| 10 169 1302 849 212 233 8 0 0

e Molecule 23 is a protein called Fucoxanthin chlorophyll a/c-binding protein Lheql3.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
23 1 191 1479 958 243 270 8 0 0

e Molecule 24 is a protein called Fucoxanthin chlorophyll a/c-binding protein Lhcq3.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
24 12 173 1274 814 209 243 8 0 0

e Molecule 25 is a protein called Fucoxanthin chlorophyll a/c-binding protein Lheqll.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
25 13 150 1148 736 203 204 5 0 0

e Molecule 26 is a protein called Fucoxanthin chlorophyll a/c-binding protein Lhcql0.

Mol

Chain

Residues

Atoms

AltConf

Trace

26

14

208

Total C N O S
1609 1049 262 292 6

0

0

e Molecule 27 is a protein called Fucoxanthin chlorophyll a/c-binding protein Lhcg8.

Mol

Chain

Residues

Atoms

AltConf

Trace

27

15

211

Total C N O S
1654 1077 273 298 6

0

0

e Molecule 28 is a protein called Fucoxanthin chlorophyll a/c-binding protein Lhcq5.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
28 16 174 1313 846 217 242 8 0 0

e Molecule 29 is CHLOROPHYLL A ISOMER (CCD ID: CLO0) (formula: Cs5sH7oMgN4O5).

CLO
SN /“vv TN
A N4
- . ,\\\/)\//‘\}‘~
Mol | Chain | Residues Atoms AltConf
Total C Mg N O
29 A 1 65 5, 1 4 5 0

e Molecule 30 is CHLOROPHYLL A (CCD ID: CLA) (formula: Cs5H72MgN,Os).

CLA
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Mol | Chain | Residues Atoms AltConf
a1 WO,
IRNERE LN
ISR LR
ISR
IR EREES LR
ISR LR
IR LI
IR RN LR
ISR LR
A | 1 [ omwy ol
IR RN RSN
IR LS
IR RN LSS
RSN LI
RSN S
RSN S
o a | o [ LWl
oA | 0 [T LWrol
WA 1 [ momwyol
RSN LS
w A | o [T ow o
IR LR

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

Mol | Chain | Residues Atoms AltConf
a1 W CWNT]
IEEEELE LRI
IEEEEL RS
IEEEEL RS
IEEEEL RS
IR NN LI
IR NN LI
IR NN LI
IR N LI
IR NN LI
IR NN LI
w A | o [ OT
oA | o [T Cw O
IR LI
RN RS
a2 | 1 oo
IR LI
w2 | oo
RN RS
RN RS
RN

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

Mol | Chain | Residues Atoms AltConf
v | 1 [T
RN RS
IEEEEL TR
w0 | 1 [ WO
RN RS
IEEY LI
IEEY LI
IEEY LI
IEEY LI
w0 | o WO
w0 | o WO
w0 | o oW O
w0 | o oW O
w0 | o | owy ol
w0 | 1 WO
IEEEEE RS
IEEEEE SR
IEREEEF RS
IEREEE RS
w0 | 1 WO
n v | 1 WO

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

Mol | Chain | Residues Atoms AltConf
v | 1 [T
w0 | 1 WO
IEEEEL RS
IEEEELE RS
RN RS
IEEY LI
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w0 | o [Ty
w0 | o [ ew O
w0 | o oW O
w0 | o [T oW O
w0 | o oy ol
w0 | WO
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IEREEE RS
IR RS
IR

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

Mol | Chain | Residues Atoms AltConf
v | 1 [ CWNO]
RN LI
RN RS
IS LI
RN RS
IEEEEY LI
IEEEEY LI
IEEEEY LI
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w2 | o WO
w2 | o [T oWy O
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RN
RN
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Continued on next page...
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf
w5 | 1 [T
IEEEELE RS
RN RS
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IEEEEL RS
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf
v | 1 [T
IEEEEL RS
IEEEEL R
IEEEEL SRR
IEEEEL RS
RN LI
oo | o [N O
w0 | o [ ow O
w0 | o oy
w0 | o [ ow O
w0 | 1 [ Cw O
w0 | 1 [T WO
w0 | 1 [T Cw O
IEEENES LI
w0 | 1 [T Cw O
0 | 1 [T
w0 | 1 [Ty
w0 | 1 [Ty
w0 | 1 [y
w0 | 1 Moo
30 10 1 Tgt;‘“l 505 hﬁg 12(5) 0

Continued on next page...



Page 22

wwPDB EM Validation Summary Report

EMD-0835, 6L4U

Continued from previous page...

Mol | Chain | Residues Atoms AltConf
30 |10 | ngal 305 hﬁg 12(5) 0
RN RS
RN RS
IEEEEL RS
RN RS
w | o [l
w w0 [T WO
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w w0 [T CwN O
w w0 [T CwN O
w w0 [T WO
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ww | o |y ol
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w w1 WO
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf
wu | 1 [T
RN RS
o w0 [T WO
NSRRI
IEEEEL RS
w w0 [T CwN O
w | o [T OO
IEEY S LI
w | o [T WO
w w0 [T oW O
w w0 [T oW O
IREEY LI
w0 | o [T WO
w w1 WO
w w0 [T oW O
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v | 1 oo
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w0 | [
w0 | 1 [T
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf
30 | 15 | ngal 305 hﬁg 12 (5) 0
30 |16 | ngal 5% hﬁg 12 (5) 0
30 |16 | T‘ég‘“ 505 hﬁg 12 (5) 0
30 |16 | T‘égal 505 1\%; 12 (5) 0
W | 1 [Nl
30 16 1 Tg;al fQ %g 12 g 0
w0 | o | meew o
wlw | 1 | mEow o
w0 | o | mEow o
w0 | 1 | mEow o

e Molecule 31 is PHYLLOQUINONE (CCD ID: PQN) (formula: C3;Hs603).

PON
Mol | Chain | Residues Atoms AltConf
Total C O
31 A 1 33 3l 9 0

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

Mol | Chain | Residues Atoms AltConf
Total C O
31 B 1 33 3l 9 0

e Molecule 32 is IRON/SULFUR CLUSTER (CCD ID: SF4) (formula: FeyS,).

SF4

S3 FE1

Fe
FE4 F&g .

Fe -
Fe
S1 FE3
Mol | Chain | Residues Atoms AltConf

Total Fe S

32 A 1 3 1 4 0
Total Fe S

32 C 1 3 4 4 0
Total Fe S

32 C 1 3 4 4 0

e Molecule 33 is BETA-CAROTENE (CCD ID: BCR) (formula: CyHsg).
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BCR
./;Jff.\
G
L

Mol | Chain | Residues Atoms AltConf
33 A 1 ngal ﬁj 0
33 A 1 ngal Lﬁ) 0
33 A 1 ngal LE) 0
33 A 1 ngal LE) 0
33 A 1 ngal ﬁ) 0
33 B 1 ngal LE) 0
33 B 1 ngal 400 0
33 B 1 ngal 400 0
33 | B | ngal 400 0
33 | B 1 ngal ﬁ) 0
33 | B | ngal ﬁ) 0
33 | F 1 ngal ﬁ) 0
33 | 1 | ngal ﬁj 0
33 | 7 1 ngal E) 0

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

Mol | Chain | Residues Atoms AltConf
33 | 7 1 ngal ﬁ) 0
33 | L 1 ngal 4% 0
33 | L | ng‘“ E) 0
33 | L | ngal ﬁ) 0
33 M 1 ngal ﬁ) 0
33 | 2u 1 ngal E] 0

e Molecule 34 is 1,2-DIPALMITOYL-PHOSPHATIDYL-GLYCEROLE (CCD ID: LHG)

(formula: 038H75010P).

LHG
. -'-(._'_} _jf_/_;_,_;k
As\f_ '7!,_/'
Mol | Chain | Residues Atoms AltConf
Total C O P
34 A 1 49 383 10 1 0
Total C O P
34 A 1 27 16 10 1 0
Total C O P
31 B 1 27 16 10 1 0
Total C O P
341 2 I 27 16 10 1 0
Total C O P
3109 1 27 16 10 1 0

Continued on next page...
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Mol | Chain | Residues Atoms AltConf
Total C O P
34 6 1 27 16 10 1 0
Total C O P
34 9 I 34 23 10 1 0

e Molecule 35 is DODECYL-BETA-D-MALTOSIDE (CCD ID: LMT) (formula: CysHys6017).

LMT
J
)
b
j‘ LOH
oy
- ‘/I\".“: ":;\’3-1
HO "\"".C '
Mol | Chain | Residues Atoms AltConf
Total C O
35 A 1 35 24 11 0
Total C O
35 A 1 35 24 11 0
Total C O
35 A 1 35 24 11 0
Total C O
35 B 1 35 24 11 0
Total C O
35 B 1 35 24 11 0
Total C O
35 1 1 35 24 11 0
Total C O
35 6 1 31 20 11 0
Total C O
35 7 1 35 24 11 0
Total C O
35 7 1 35 24 11 0

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

Mol | Chain | Residues Atoms AltConf
35 | 8 1 ngal 2(;1 101 0
35 | 9 1 Tg;al 2% 101 0
35 11 1 ngal 2(:1 8 0
35 11 1 ngal 2(:1 8 0
35 11 1 ngal 2(:1 101 0
35 11 1 ngal 2(:1 ?1 0
35 12 1 ngal 2(:1 8 0
35 12 1 Tgt;‘l 2(31 101 0
35 12 1 Tgt;‘l 2(31 8 0
35 12 1 Tgt;‘l 204 8 0
35 15 1 ngal 2(31 8 0
35 16 1 ngal 2(31 8 0

e Molecule 36 is 1,2-DISTEAROYL-MONOGALACTOSYL-DIGLYCERIDE (CCD ID:
LMG) (formula: Cy5HggO10).

LMG
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Mol | Chain | Residues Atoms AltConf
36 A 1 ngal 204 1% 0
36 | B | Tgt;“l 405 1% 0
36 | B 1 ngal 3(; 3) 0
6 | F 1 Tg;al 107 1% 0
36 | 2u 1 Tgtlal 201 1% 0
36 | 3 1 Tg;al 207 1% 0
36 | 5 1 ngal 2% S) 0
36 | 6 | ngal 2(; 3) 0
36 | 7 | Tgt;‘l 207 % 0
36 8 1 Tgt;l 207 3) 0
36 8 1 ngal ?g 3) 0
36 8 1 ngal 109 1% 0
36 14 1 Tg;al 2% 1% 0

e Molecule 37 is (3S,3’S,5R,5'R,6S,6'R,8'R)-3,5’-dihydroxy-8-oxo0-6’,7’-didehydro-5,5",6,6",7,8-
hexahydro-5,6-epoxy-beta,beta-caroten-3’- yl acetate (CCD ID: A86) (formula: CyoHz0g).
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A86

By p Ve
Mol | Chain | Residues Atoms AltConf
37 | 2u 1 ngal fQ (6) 0
37 | 2u 1 thgal fQ (6) 0
37 1 1 TZ?‘I fQ %) 0
37 2 1 ngal fQ (6? 0
37 2 1 thgal f2 (6? 0
37 2 1 thgal fQ (6? 0
37 3 1 TZ?I 402 (g 0
37 3 1 TZ?I 402 (g 0
37 4 1 nga‘l 402 (g 0
37 4 1 ngal i; (g 0
37 | 4 | TZtSal 402 (g 0
37 | 4 1 TZtSal i (g 0
37 | 5 | ngal E (g 0
37 | 5 1 ngal z (g 0

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

Mol | Chain | Residues Atoms AltConf
37 | 5 1 ngal z (g 0
37 | 6 1 ngal z (g 0
37 | 7 | ng‘“ E (g 0
37 | 7 | ngal fQ (g 0
37 | 7 | ngal fQ (g 0
37 8 1 ngal fQ (g 0
37 8 1 TZ?I fQ (6) 0
37 9 1 ngal fQ g 0
37 9 1 ngal fQ 2 0
37 9 1 thgal fQ 2 0
37 10 1 TZtSal fQ %) 0
37 10 1 thgal f2 (g 0
37 10 1 ngal fQ (6) 0
37 10 1 thgal fQ (6) 0
37 10 1 ngal fQ %) 0
37 11 1 TZ?I fQ (6) 0
37 11 1 thgal fQ (6? 0
37 11 1 thgal f2 (g 0
37 11 1 ngal 4C2 (g 0
37 12 1 TZ?I 402 (g 0
37 12 1 ngﬂ 402 (6) 0

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

Mol | Chain | Residues Atoms AltConf
37 | 13 1 ngal g) (5) 0
37 | 13 1 TZ;"’“ z (g 0
37 14 1 ng“‘l LE (g 0
37 14 1 TZ?I fQ (g 0
37 14 1 TZ?I E (g 0
37 14 1 ngal fQ (g 0
37 14 1 TZ?I fQ (6) 0
37 14 1 ng"l fQ g 0
37 14 1 ngal fQ 2 0
37 14 1 thgal fQ 2 0
37 15 1 TZtSal fQ %) 0
37 15 1 thgal f2 (g 0
37 15 1 ngal fQ (g 0
37 15 1 thgal fQ (6) 0
37 15 1 ngal fQ %) 0
37 15 1 TZ?I fQ (6) 0
37 15 1 thgal f2 (6? 0
37 16 1 thgal f2 (g 0
37 16 1 ngal 402 (g 0

e Molecule 38 is Chlorophyll ¢1 (CCD ID

: KC1) (formula: C35H30MgN4O5).
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KC1
B .
ow \ew_ N e
e }N'*_--*'-lfl
0//——« : m;,"fa:fi;fj {/,;l"'f .
| crp .
oo ’
Mol | Chain | Residues Atoms AltConf
0 1 oW
RN
w2 | o [ oW ol
w2 | 1 [ oW ol
w2 | o [ ow ol
IR
IR LI
IR LI
RN LS
IEEEEY LI
SRS LI
w5 | 1 [N
w5 | 1 [ oW O
w5 | 1 [T oW O

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

Mol | Chain | Residues Atoms AltConf
w5 | 1 [T CWNO]
w0 | 0 [N o
w0 | o [T o
w0 | o [T oo
w0 | o [T oo
w7 | 0 [ WO
IEAEEY LI
IREEY LI
s o | 0 [ oW O
IREEY LI
IREEY LI
s o | o [T oW O
s o | o [T oW O
IR
w0 | 1 [ ool
w0 | 1 [ oW ol
w0 | 1 [ ool
w0 | 1 [ ool
I LI
s w | o e o
38 10 1 th;‘“l 305 hﬁg 12(5) 0

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

Mol | Chain | Residues Atoms AltConf
v | 1 [T CWNO
s | o [T WO
s | o [T WO
s | o [T WO
s w0 [T oW O
s w0 [T CWN O
s w0 [T CWN O
s w0 [T CWN O
RN LI
s w0 [T WO
s w0 [T WO
s w0 [T WO
s w0 [T WO
s w1 WO
s | o oW
s | o [T
s | o [T
s w1 [
s w1 WO

e Molecule 39 is (3S,3’R,5R,6S,7cis)-7",8’-didehydro-5,6-dihydro-5,6-epoxy-beta,beta-carotene
-3,3’-diol (CCD ID: DD6) (formula: C4Hs403).
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DD6
J()— =
Mol | Chain | Residues Atoms AltConf
39 1 1 ngal ﬁj (3) 0
39 2 1 ngal Lﬁ) g 0
39 2 1 ngal LE) g 0
39 2 1 ngal LE) (; 0
39 3 1 ngal ﬁ) (; 0
39 3 1 ngal LE) (; 0
39 3 1 TZ?I 400 2 0
39 4 1 TZ?I 400 g 0
39 | 4 | ngal 400 (; 0
39 | 5 1 ngal ﬁ) g 0
39 | 5 | ngal ﬁ) g 0
39 | 6 1 ngal ﬁ) (; 0
39 | 6 | ngal ﬁj (; 0
3 | 6 1 ngal E) (; 0
Continued on next page...
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf
3 | 6 1 ngal g) (; 0
39 | 7 1 ngal 4% (; 0
39 | 7 | ngal E) (; 0
39 | 7 | ngal E) (:,3 0
39 | 7 | ngal ﬁ] 2 0
39 8 1 ngal E] (:,3 0
39 8 1 ngal E] (3) 0
39 9 1 ngal E) (3) 0
39 10 1 ngal Zﬁ) g 0
39 10 1 ngal E) g 0
39 11 1 ngal E) g) 0
39 12 1 ngal ﬁ) (3) 0
39 12 1 ngal ﬁj (3) 0
39 13 1 ngal 5) g 0
39 15 1 ngal fo g 0
39 15 1 ngal LE) (3? 0
39 16 1 ngal fo (; 0
e Molecule 40 is water.

Mol | Chain | Residues Atoms AltConf
40 A 42 th;“l fQ 0
0 | B 53 nga“l 5% 0

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

Mol | Chain | Residues Atoms AltConf
0 | © 15 T‘igal % 0
0 | D 13 T‘ig"‘l g 0
0 | E 3 TO;al %) 0
0 | F 3 To?fal g 0
40 I 1 Toltal (1) 0
40 L 8 Togal g 0
40 1 1 Toltal (1) 0
40 2 2 TO;al (2) 0
40 3 1 Toltal (1) 0
40 5 1 Toltal (1) 0
40 6 2 TOZtal (2) 0
0 | 7 2 TOQtal (2) 0
0 |8 4 Toial El) 0
40 9 1 Toltal (1) 0
40 10 1 Toltal (1) 0
40 11 1 Toltal (1) 0
40 12 2 TOQtal (2) 0
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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. Residues
are color-coded according to the number of geometric quality criteria for which they contain at
least one outlier: green = 0, yellow = 1, orange = 2 and red = 3 or more. Stretches of 2 or more
consecutive residues without any outlier are shown as a green connector. Residues present in the
sample, but not in the model, are shown in grey.

e Molecule 1: Photosystem I P700 chlorophyll a apoprotein Al

Chain A: 87% 1% -

e Molecule 2: Photosystem I P700 chlorophyll a apoprotein A2

Chain B: 90% 10%
I-e-g-s-z-g-g-g-a-a-§-§-§-e-e@§-§I§I§-I-££-§-§-§-§-§-§§-5-§

a ~ 15 172} =] %) =] 29 o =l =l =l o~ n U J wn << |2 [-"-Y a < 29 ==} = - = a (=2
E-§-z%-23;-§-é-%-:‘E-i‘s-a‘%-EI&-§-§-§-§-§-§-§-§-§-§-§-§§I§I§-§-§,-E-§
=) ~ o == L] =~ — = = == > << =] 9 = = - 1] 53] = =% = = < =} = =} ~ = =

- o © o (2] w o O

Mg E"E" L Ei
e Molecule 3: Photosystem I iron-sulfur center

. b
Chain C: 83% 14%  eee

I w o o n © oMl oo ~

.a m s'.wl& 5 a:'l
e Molecule 4: Photosystem I reaction center subunit II

. I
Chain D: 82% 12% - 6%

WO RLDWIDE
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R110
R116
N125
E138

o BN o o o Mmoo o o o .
N 3] < < n © 3 &~ Q o 0
< X = (5] H < (53] o mH > o

e Molecule 5: Photosystem I reaction center subunit IV

Chain E: 85% . T0%

. o Ilgg
> = ™

e Molecule 6: Photosystem I reaction center subunit III

. I
Chain F: 81% 6% 13%

e Molecule 7: Photosystem I reaction center subunit VIII

I117
G125
R126
1144
T155
T156
Y158
V180

1

K31

© - (=3
N~ e} D
o~ 2] a

Chain I: 94% =

o
3]
*‘i

e Molecule 8: Photosystem I reaction center subunit IX

Chain J: 76% 24%

e Molecule 9: Photosystem I reaction center subunit XI

Chain L: 83% 7% 9%

e Molecule 10: Photosystem I reaction center subunit XII

A36
L140
L143

o w0
) ~
=] =)

T22
R38
L89

~ © 2]
<l‘ < ©
= ~ ~

Chain M: 93% 7%

e Molecule 11: Unknown protein 1

Chain 1u: 99%
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=

e Molecule 12: Photosystem I reaction center subunit Psa28

Chain 2u: 74% 26%

e Molecule 13: Fucoxanthin chlorophyll a/c-binding protein Lherlb

Chain 1: 53% 9% 38%

. I
Chain 2: 77% 7% 16%

gD 3 S S
[ oA ~< ==} — = << — % 1 = o
-3 1
£
e Molecule 15: Fucoxanthin chlorophyll a/c-binding protein Lhcr2
Chain 3: 74% 8% 18%

V40
|
we7
| Fes
R69
|
R77
|
Va3
|
R93
|
Y99
|
1104
P105
|
L123
|
E146
|
F152
|
K155
|

5160
s161
K162
1186

e Molecule 16: Fucoxanthin chlorophyll a/c-binding protein Lher9

Chain 4: 79% 5% 17%
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e Molecule 17: Fucoxanthin chlorophyll a/c-binding protein Lherll

Chain 5: 58% 6% 36%

[
Q132
i
V149
T150
i
L172
|
K176
i
E180
i
K187
|
N206

e Molecule 18: Fucoxanthin chlorophyll a/c-binding protein Lher12

3 I
Chain 6: 74% 10% 16%

a144
|
E148
|
F157
|
L165
i
173
i
98
|
P206

- y207
V208

e Molecule 19: Fucoxanthin chlorophyll a/c-binding protein Lhcr10

Chain 7: 60% . 36%

R119
| P120
P121
i
D124
i
D134
i
D147
i

[T - R S R |
DEY O
~ (o] x ] ©

e Molecule 20: Fucoxanthin chlorophyll a/c-binding protein Lhcr4

Chain 8: 71% 8% 21%

M58
I
R61

SO 0 o O o N oS OO N® O N~ SO
[y oo oo ol Mim BN s Blo Mg o N Qof e o Bl BEw 5o B
©® 0 HEAS H = o+ = o+ gy N 4 d d o
=2 A n\mHe 2 @B OB HM 4 aERdNMSX HMH = o o= .

e Molecule 21: Fucoxanthin chlorophyll a/c-binding protein Lhcf6

Chain 9: 67% 9% 24%
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159
|
G72
|
R86
|
E89

M97
|
G109
|
A113
L123
|
Q128
|
T131
|
w134
L1356
Q136
V138
|
E145
|
L163
|
1197
|
N206
|
Q210

LEEE L

e Molecule 22: Fucoxanthin chlorophyll a/c-binding protein Lher3

Chain 10: 75% 6% 18%

TR R R T
L

e Molecule 23: Fucoxanthin chlorophyll a/c-binding protein Lhcql3

o o < o 100 O
ey ofolo - Y EO NS ~ 9
E EEEE 2 H < v > Ood X

Y205

. I
Chain 11: 75% 8% 17%

G172
E185
L198

LEaes

e Molecule 24: Fucoxanthin chlorophyll a/c-binding protein Lhecqg3

. I
Chain 12: 78% 6% 15%

L e e

e Molecule 25: Fucoxanthin chlorophyll a/c-binding protein Lheqll

® N} 20 o
QN @ 3w o ~ I e e © SN~
oo Fdy 2@e o 7 o e R e
B >04a <@H H o > An ==

L

Chain 13: 52% 9% 30%

[ wn o oM W O
oo o o NS~ IO EN® © © ©
N~ >~ «© -~ Rl i o
= AaemAa FEHO 2 BADN

e Molecule 26: Fucoxanthin chlorophyll a/c-binding protein Lheql0

[=3
© ~ ~ 0 0 <) ) ) =
= (=] M - < 5 = == =

1215
|
G227
|
A231
|
V238

3 T —
Chain 14: 63% 14% R 16%
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e Molecule 27: Fucoxanthin chlorophyll a/c-binding protein Lhcg8
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e Molecule 28: Fucoxanthin chlorophyll a/c-binding protein Lhcgb
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4 Experimental information (i)

Property Value Source
EM reconstruction method SINGLE PARTICLE Depositor
Imposed symmetry POINT, C1 Depositor
Number of particles used 470801 Depositor
Resolution determination method | FSC 0.143 CUT-OFF Depositor
CTF correction method PHASE FLIPPING AND AMPLITUDE | Depositor
CORRECTION

Microscope FEI TITAN KRIOS Depositor
Voltage (kV) 300 Depositor
Electron dose (e~ /Az) 50 Depositor
Minimum defocus (nm) Not provided

Maximum defocus (nm) Not provided

Magnification Not provided

Image detector FEI FALCON IIT (4k x 4k) Depositor



https://www.wwpdb.org/validation/2017/EMValidationReportHelp#experimental_info
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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: KC1,
PQN, DD6, LMG, A86, LMT, CLA, BCR, SF4, CL0O, LHG

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 | prigy7 1 47155 | RMSZ #4|Z| >5

1 A 0.39 0/6039 0.50 0/8220

2 B 0.38 0/6011 0.51 0/8209

3 C 0.44 0/609 0.63 1/826 (0.1%)

4 D 0.38 0/1064 0.62 0/1437

5 E 0.37 0/486 0.53 0/656

6 F 0.36 0/1287 0.50 0/1745

7 | 0.37 0/281 0.60 0/383

8 J 0.34 0/355 0.56 0/480

9 L 0.34 0/1054 0.49 0/1432

10 M 0.32 0/229 0.48 0/313

12 2u 0.32 0/696 0.45 0/948

13 1 0.30 0/1106 0.45 0/1490

14 2 0.35 0/1344 0.55 0/1818

15 3 0.32 0/1309 0.57 2/1767 (0.1%)
16 4 0.35 0/1404 0.51 0/1897

17 5 0.33 0/1336 0.52 0/1804

18 6 0.36 0/1391 0.48 0/1886

19 7 0.33 0/1445 0.48 0/1952

20 8 0.35 0/1706 0.49 0/2310

21 9 0.32 0/1302 054 | 1/1769 (0.1%)
22 10 0.32 0/1344 0.51 0/1824

23 11 0.30 0/1522 0.52 0/2070

24 12 0.32 0/1305 0.51 0/1776

25 13 0.31 0/1177 0.52 0/1592

26 14 0.55 | 4/1660 (0.2%) | 1.29 | 23/2255 (1.0%)
27 15 0.61 | 2/1705 (0.1%) | 1.46 | 33,2319 (1.4%)
28 16 0.48 1/1347 (0.1%) | 0.98 12/1833 (0.7%)
All All 0.38 | 7/40514 (0.0%) | 0.65 | 72/55011 (0.1%)

Chiral center outliers are detected by calculating the chiral volume of a chiral center and verifying if
the center is modelled as a planar moiety or with the opposite hand.A planarity outlier is detected

WO RLDWIDE

PROTEIN DATA BANK
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by checking planarity of atoms in a peptide group, atoms in a mainchain group or atoms of a
sidechain that are expected to be planar.

Mol | Chain | #Chirality outliers | #Planarity outliers

4 D 0 1

11 lu 0 1

16 4 0 1

21 9 0 2

22 10 0 1

26 14 0 7

27 15 0 8

28 16 0 1

All All 0 22

The worst 5 of 7 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
27 15 146 | GLU | CB-CG | -10.73 1.31 1.52
28 16 70 | GLU | CB-CG | -7.53 1.37 1.52
26 14 20 LYS | CD-CE | -6.61 1.34 1.51
26 14 206 | GLU | CG-CD | -5.84 1.43 1.51
27 15 224 | ARG | CB-CG | -5.79 1.36 1.52

The worst 5 of 72 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
26 14 92 | MET | CA-CB-CG | 2547 156.60 113.30
27 15 224 | ARG | NE-CZ-NH1 | -23.93 108.33 120.30
27 15 224 | ARG | NE-CZ-NH2 | 22.70 131.65 120.30
27 15 146 | GLU | CA-CB-CG | 16.51 149.72 113.40
26 14 92 | MET | CB-CG-SD | 13.82 153.87 112.40

There are no chirality outliers.

5 of 22 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
11 lu 97 | UNK | Peptide
16 4 145 | HIS | Sidechain
21 9 109 | GLY | Peptide
21 9 113 | ALA | Peptide

4 D 91 | GLU | Peptide
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5.2 Too-close contacts (i)

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 A 5841 0 5666 71 0
2 B 5801 0 5614 50 0
3 C 599 0 279 6 0
4 D 1037 0 1023 10 0
) E 478 0 473 2 0
6 F 1257 0 1259 11 0
7 I 273 0 285 1 0
8 J 344 0 351 10 0
9 L 1030 0 1063 11 0

10 M 227 0 247 2 0
11 1u 650 0 138 0 0
12 2u 674 0 658 0 0
13 1 1086 0 1089 13 0
14 2 1310 0 1287 13 0
15 3 1275 0 1239 9 0
16 4 1368 0 1344 8 0
17 d 1304 0 1286 10 0
18 6 1354 0 1328 13 0
19 7 1416 0 1379 8 0
20 8 1660 0 1625 16 0
21 9 1267 0 1210 12 0
22 10 1302 0 1274 8 0
23 11 1479 0 1452 16 0
24 12 1274 0 1267 10 0
25 13 1148 0 1130 16 0
26 14 1609 0 1568 22 0
27 15 1654 0 1613 21 0
28 16 1313 0 1309 22 0
29 A 65 0 72 3 0
30 1 390 0 425 12 0
30 10 435 0 465 7 0
30 11 315 0 337 11 0
30 12 566 0 604 12 0
30 13 350 0 354 11 0
30 14 468 0 400 8 0
30 15 685 0 289 16 0
30 16 478 0 429 13 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
30 2 620 0 649 16 0
30 2u 65 0 72 0 0
30 3 472 0 474 8 0
30 4 484 0 495 14 0
30 5 455 0 499 12 0
30 6 620 0 656 13 0
30 7 566 0 609 14 0
30 8 420 0 427 8 0
30 9 486 0 203 12 0
30 A 2614 0 2694 105 0
30 B 2465 0 2570 91 0
30 F 175 0 177 9 0
30 J 45 0 33 1 0
30 L 110 0 105 7 0
31 A 33 0 46 5 0
31 B 33 0 46 1 0
32 A 8 0 0 0 0
32 C 16 0 0 0 0
33 2u 40 0 o6 0 0
33 A 200 0 280 13 0
33 B 240 0 336 12 0
33 F 40 0 o6 3 0
33 I 40 0 o6 2 0
33 J 80 0 112 7 0
33 L 120 0 168 10 0
33 M 40 0 o6 3 0
34 2 27 0 24 0 0
34 2 27 0 24 1 0
34 6 27 0 24 0 0
34 9 34 0 38 0 0
34 A 76 0 98 2 0
34 B 27 0 24 0 0
35 1 35 0 46 0 0
35 11 140 0 184 5 0
35 12 140 0 184 4 0
35 15 35 0 46 0 0
35 16 35 0 46 0 0
35 6 31 0 35 2 0
35 7 70 0 91 2 0
35 8 35 0 46 0 0
35 9 32 0 37 0 0
35 A 105 0 138 3 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
38 9 180 0 0 0 0
39 1 43 0 0 0 0
39 10 86 0 0 1 0
39 11 43 0 0 0 0
39 12 86 0 0 0 0
39 13 43 0 0 1 0
39 15 86 0 0 0 0
39 16 43 0 0 0 0
39 2 129 0 0 0 0
39 3 129 0 0 0 0
39 4 86 0 0 0 0
39 5 86 0 0 0 0
39 6 172 0 0 3 0
39 7 172 0 0 0 0
39 8 86 0 0 0 0
39 9 43 0 0 0 0
40 1 1 0 0 0 0
40 10 1 0 0 0 0
40 11 1 0 0 0 0
40 12 2 0 0 0 0
40 2 2 0 0 0 0
40 3 1 0 0 0 0
40 d 1 0 0 0 0
40 6 2 0 0 0 0
40 7 2 0 0 0 0
40 8 4 0 0 0 0
40 9 1 0 0 0 0
40 A 42 0 0 2 0
40 B 23 0 0 0 0
40 C 15 0 0 0 0
40 D 13 0 0 0 0
40 E 3 0 0 0 0
40 F 3 0 0 0 0
40 I 1 0 0 0 0
40 L 8 0 0 0 0
All All 62199 0 55344 644 0

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

hydrogen atoms). The all-atom clashscore for this structure is 6.

The worst 5 of 644 close contacts within the same asymmetric unit are listed below, sorted by
their clash magnitude.
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
26:14:101:GLN:OE1 | 30:14:303:CLA:NA 2.01 0.94
23:11:44:GLU:QOE1 30:11:310:CLA:NC 2.10 0.84
25:13:73:GLU:OE1 30:13:307:CLA:NC 2.11 0.83
27:15:105:GLU:OE1 | 30:15:302:CLA:NB 2.21 0.74
30:B:815:CLA:HBB1 | 33:B:841:BCR:H333 1.74 0.70

There are no symmetry-related clashes.

5.3 Torsion angles (i)

5.3.1 Protein backbone (3)

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

entries.

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

analysed, and the total number of residues.

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 A | 739/751 (98%) | 712 (96%) | 25 (3%) | 2 (0%) | 37 51
2 B | 729/733 (100%) | 699 (96%) | 29 (4%) | 1 (0%)
3 C 78/81 (96%) | 73 (94%) | 3 (4%) | 2 (3%)
4 D | 129/139 (93%) | 109 (84%) | 18 (14%) | 2 (2%)
5 E 58/67 (87%) | 55 (95%) | 3 (5%) 0
6 F 150/185 (86%) | 152 (96%) | 7 (4%) 0
7 I 33/36 (92%) | 30 (91%) | 3 (9%) 0 100 ] [100]
8 J 39/41 (95%) | 39 (100%) 0 0 100 | 100]
9 L 133/151 (88%) | 128 (96%) | 5 (4%) 0 |
0| M 28/30 (93%) | 28 (100%) 0 0 |
12 | 2u | 87/121 (12%) | 87 (100%) 0 0 100 | 100}
13 1 137/227 (60%) | 130 (95%) | 7 (5%) 0 100 ] [100]
14 2 170/205 (83%) | 151 (89%) | 19 (11%) 0 (100 | 100]
15 3 162/200 (81%) | 151 (93%) | 9 (6%) (1%)
16 4 177/215 (82%) | 167 (94%) | 10 (6%) 0 [100] [ 100]
17 5 167/266 (63%) | 157 (94%) | 10 (6%) 0
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
18 6 172/208 (83%) | 167 (97%) | 5 (3%) 100 ] [100]
19 7 186/296 (63%) | 179 (96%) | 7 (4%) |
20 | 8 211/270 (78%) | 203 (96%) | 8 (4%) 100 ] [ 100]
21 9 161/214 (75%) | 149 (92%) | 12 (8%) 100 | 100]
22 10 167/207 (81%) | 157 (94%) | 8 (5%)

23 11 189/229 (82%) | 173 (92%) | 16 (8%)

24 12 171/204 (84%) | 160 (94%) | 11 (6%)

25 13 144/244 (59%) | 133 (92%) | 11 (8%)

26 14 206,249 (83%) | 177 (86%) | 29 (14%)

27 15 209/281 (74%) | 171 (82%) | 37 (18%)
( (91%)

28 16 172/218 (79%) | 157 (91%) | 15 (9%) 0 100] [ 100]
All | Al | 5013/6068 (83%) | 4694 (94%) | 307 (6%) | 12 (0%) | 45 59

5 of 12 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 122 VAL
4 D 92 VAL
2 B 492 TRP
3 C 62 PHE
3 C 63 LEU

5.3.2 Protein sidechains (1)

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

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

Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 A | e02/611 (98%) | 601 (100%) | 1(0%) | [92][o7]
2 B 592/593 (100%) | 589 (100%) | 3 (0%) 86 1§94
3 C 69/70 (99%) 66 (96%) 3 (4%) 25 42
4 D 111/119 (93%) | 111 (100%) 0 100 § § 100
5 E 51/58 (88%) 51 (100%) 0 100 § § 100

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
6 F 132/153 (86%) | 132 (100%) 0 100 [ 100
7 I 29/29 (100%) | 29 (100%) 0 |
8 J 37/37 (100%) | 37 (100%) 0 [100] [ 100
9 L 107/121 (88%) | 107 (100%) 0 [100] [100]
10 | M 24/24 (100%) | 24 (100%) 0 100 ] [100]
12 | 2u 69/94 (73%) | 69 (100%) 0 100 [ 100
13 1 114/183 (62%) | 113 (99%) | 1 (1%)

14 2 134/154 (87%) | 134 (100%) 0

15 3 128/154 (83%) | 127 (99%) | 1 (1%)

16 4 142/165 (86%) | 142 (100%) 0

17 5 137/228 (60%) | 136 (99%) | 1 (1%)

18 6 140/160 (88%) | 140 (100%) 0 [100] [100]
19 7 143/236 (61%) | 143 (100%) 0 |
20 8 171/215 (80%) | 171 (100%) 0

21 9 126/175 (72%) | 125 (99%) | 1 (1%)

22 10 133/161 (83%) | 133 (100%) 0

23 11 154/181 (85%) | 153 (99%) | 1 (1%)

24 12 136/159 (86%) | 134 (98%) | 2 (2%)

25 13 112/184 (61%) | 111 (99%) | 1 (1%)

26 14 166/196 (85%) | 145 (87%) | 21 (13%)

27 15 171/231 (74%) | 151 (88%) | 20 (12%)

28 16 139/174 (80%) | 127 (91%) | 12 (9%)

All | ALl | 4069/4865 (84%) | 4001 (98%) | 68 (2%)

5 of 68 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
28 16 47 ASP
28 16 70 GLU
28 16 172 THR
26 14 156 LYS
26 14 133 SER

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

such sidechains are listed below:

5 of 37
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Mol | Chain | Res | Type
22 10 175 GLN
28 16 177 GLN
22 10 201 HIS
26 14 183 ASN
2 B 632 ASN

5.3.3 RNA (D

There are no RNA molecules in this entry.

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

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

5.5 Carbohydrates (i)

There are no oligosaccharides in this entry.

5.6 Ligand geometry (i)

427 ligands are modelled in this entry.

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 CountSBorl%(li\/[geantijZ | > 2 CountSBonlgMaSnZgles#w | > 2
30 | CLA | A | 813 1 | 657373 | 203 | 18 (21%) | 76,113,113 | 2.68 | 27 (35%)
33 | BCR B 843 - 41,4141 | 1.10 2 (4%) 56,56,56 1.26 6 (10%)
30 | CLA | 2 | 307 | 14 |6573,73| 197 | 16 (24%) | 76,113,113 | 2.62 | 27 (35%)
30 | CLA | 3 | 306| 15 |6573,73| 201 | 15 (23%) | 76,113,113 | 2.65 | 29 (38%)
30 | CLA 15 310 27 45,53,73 | 2.54 | 17 (37%) | 52,89,113 | 3.22 | 23 (44%)
30 CLA B 837 40 65,73,73 | 1.95 16 (24%) | 76,113,113 | 2.68 26 (34%)
38 KC1 8 306 40 48,53,53 | 3.40 22 (45%) 95,89,89 3.75 27 (49%)
38 | KC1 | 10 | 312 | 22 | 48,5353 | 3.44 | 25 (52%) | 5589,80 | 3.83 | 28 (50%)

WO RLDWIDE
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Mol | Type | Chain | Res| Link | oo | RASE| 412152 | Couts |RMSZ| £12]> 2
30 | CLA 12 310 40 65,73,73 | 1.98 16 (24%) | 76,113,113 | 2.72 26 (34%)
38 KC1 2 314 40 48,53,53 | 3.43 24 (50%) 55,89,89 3.81 30 (54%)
30 | CLA A 824 1 51,59,73 | 2.23 17 (33%) | 59,96,113 | 3.09 | 27 (45%)
38 KC1 2 312 14 48,53,53 | 3.42 25 (52%) 55,89,89 3.75 29 (52%)
30 | CLA 7 310 19 65,73,73 | 2.02 16 (24%) | 76,113,113 | 2.68 | 26 (34%)
39 | DD6 9 314 - 39,4545 | 6.65 22 (56%) 52,67,67 7.29 | 26 (50%)
30 | CLA A 834 1 65,73,73 | 1.96 17 (26%) | 76,113,113 | 2.71 29 (38%)
30 | CLA A 843 40 65,73,73 | 1.94 16 (24%) | 76,113,113 | 2.63 | 27 (35%)
30 | CLA 14 302 26 65,73,73 | 2.05 16 (24%) | 76,113,113 | 2.75 31 (40%)
39 | DD6 12 315 30 39,4545 | 6.70 22 (56%) 52,67,67 6.85 26 (50%)
39 | DD6 2 316 - 39,4545 | 6.62 22 (56%) 52,67,67 6.70 | 28 (53%)
30 | CLA 1 301 13 65,73,73 | 2.00 17 (26%) | 76,113,113 | 2.64 | 24 (31%)
37 A86 2 319 - 44.50,50 | 3.89 22 (50%) 51,76,76 7.61 18 (35%)
30 | CLA B 839 34 65,73,73 | 1.92 16 (24%) | 76,113,113 | 2.86 | 27 (35%)
30 | CLA B 806 2 65,73,73 | 1.97 15 (23%) | 76,113,113 | 2.67 | 27 (35%)
30 | CLA A 841 1 65,73,73 | 2.01 17 (26%) | 76,113,113 | 2.62 28 (36%)
30 | CLA A 819 1 54,62,73 | 2.18 16 (29%) | 62,99,113 | 2.95 27 (43%)
30 | CLA 6 315 18 45,53,73 | 2.45 16 (35%) | 52,89,113 | 3.17 | 24 (46%)
30 | CLA B 832 37,40 | 65,73,73 | 2.01 17 (26%) | 76,113,113 | 2.69 | 28 (36%)
30 | CLA 2 305 40 65,73,73 | 2.00 17 (26%) | 76,113,113 | 2.77 | 28 (36%)
37 A86 5 301 - 44.50,50 | 4.06 24 (54%) 51,76,76 7.93 | 21 (41%)
39 | DD6 3 312 - 39,4545 | 6.71 23 (58%) 52,67,67 6.79 | 26 (50%)
33 | BCR L 204 - 41,4141 | 1.09 1 (2%) 56,56,56 1.44 8 (14%)
34 | LHG 5 317 30 26,26,48 | 0.84 1 (3%) 29,32,54 1.35 3 (10%)
38 KC1 12 313 24 48,53,53 | 3.45 22 (45%) 95,89,89 4.42 28 (50%)
30 | CLA J 101 8 45,53,73 | 2.42 17 (37%) | 52,89,113 | 3.10 | 24 (46%)
37 A86 15 322 30 44.50,50 | 4.28 24 (54%) 51,76,76 8.43 | 21 (41%)
38 KC1 13 305 25 48 53,53 | 3.47 | 27 (56%) 55,89,89 3.85 31 (56%)
37 A86 2u 203 30 44.50,50 | 3.98 24 (54%) 51,76,76 8.18 | 21 (41%)
30 | CLA A 830 1 65,73,73 | 1.91 15 (23%) | 76,113,113 | 2.61 29 (38%)
31 | PQN A 845 - 34,34,34 | 1.52 2 (5%) 424545 1.10 3 (7%)
30 | CLA A 811 1 65,73,73 | 1.96 15 (23%) | 76,113,113 | 2.70 | 25 (32%)
30 | CLA 11 309 23 65,73,73 | 2.05 17 (26%) | 76,113,113 | 2.70 | 28 (36%)
37 A86 16 314 - 44.50,50 | 4.12 23 (52%) 51,76,76 8.52 19 (37%)
30 | CLA A 802 40 65,73,73 | 1.97 15 (23%) | 76,113,113 | 2.78 | 29 (38%)
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Mol | Type | Chain | Res| Link | oo | RASE| 412152 | Couts |RMSZ| £12]> 2
38 KC1 4 307 16 48,53,53 | 3.46 25 (52%) 55,89,89 3.70 | 29 (52%)
37 A86 14 301 26 44.50,50 | 4.10 23 (52%) 51,76,76 8.08 17 (33%)
38 KC1 13 306 25 48,53,53 | 3.47 | 26 (54%) 95,89,89 3.73 | 29 (52%)
30 | CLA 14 312 37,26 | 45,53,73 | 2.47 16 (35%) | 52,89,113 | 3.14 | 23 (44%)
30 | CLA A 842 1 65,73,73 | 1.97 17 (26%) | 76,113,113 | 2.75 28 (36%)
30 | CLA B 810 2 65,73,73 | 1.95 17 (26%) | 76,113,113 | 2.69 | 27 (35%)
38 KC1 5 312 17 48,53,53 | 3.38 23 (47%) 55,89,89 3.78 | 28 (50%)
30 | CLA 1 305 40 65,73,73 | 2.06 18 (27%) | 76,113,113 | 2.64 | 27 (35%)
33 | BCR J 102 - 41,4141 | 1.07 2 (4%) 56,56,56 1.19 6 (10%)
30 | CLA A 803 - 65,73,73 | 1.97 16 (24%) | 76,113,113 | 2.68 | 30 (39%)
39 | DD6 6 318 - 39,4545 | 6.65 23 (58%) 52,67,67 6.55 29 (55%)
30 | CLA 3 305 15 62,70,73 | 2.06 17 (27%) | 72,109,113 | 2.74 | 30 (41%)
38 KC1 13 308 25 48,53,53 | 3.48 27 (56%) 55,89,89 3.91 29 (52%)
30 | CLA 6 307 39,18 | 65,73,73 | 2.01 16 (24%) | 76,113,113 | 2.57 | 30 (39%)
32 SF4 C 101 3 0,12,12 - - -
30 | CLA 6 310 34 65,73,73 | 2.04 17 (26%) | 76,113,113 | 2.62 26 (34%)
30 | CLA 7 305 40,19 | 65,73,73 | 2.12 18 (27%) | 76,113,113 | 2.78 | 29 (38%)
34 | LHG 9 318 - 33,33,48 | 0.70 0 36,39,54 1.25 4 (11%)
30 | CLA 12 304 24,39 | 65,73,73 | 2.04 18 (27%) | 76,113,113 | 2.90 | 29 (38%)
30 | CLA 16 307 - 46,54,73 | 2.44 17 (36%) | 53,90,113 | 3.11 24 (45%)
39 | DD6 5 313 - 39,4545 | 6.74 | 23 (58%) 52,67,67 6.85 25 (48%)
37 A86 1 309 - 44.50,50 | 3.96 23 (52%) 51,76,76 8.68 | 21 (41%)
37 A86 7 315 - 44.50,50 | 3.90 23 (52%) 51,76,76 7.79 | 20 (39%)
30 | CLA A 814 1 60,68,73 | 2.06 16 (26%) | 70,107,113 | 2.76 | 26 (37%)
35 | LMT 11 303 - 36,36,36 | 0.40 0 47,4747 0.84 0
39 | DD6 8 317 - 39,4545 | 6.64 | 22 (56%) 52,67,67 7.04 | 29 (55%)
33 | BCR L 201 - 41,4141 1.15 2 (4%) 56,56,56 1.31 5 (8%)
30 | CLA A 826 40 65,73,73 | 1.99 18 (27%) | 76,113,113 | 2.72 26 (34%)
30 | CLA 14 305 26 50,58,73 | 2.32 16 (32%) | 58,95,113 | 3.02 27 (46%)
38 KC1 8 312 38 48,563,503 | 3.43 24 (50%) 55,89,89 3.29 | 28 (50%)
30 | CLA 12 302 24 65,73,73 | 2.00 17 (26%) | 76,113,113 | 2.76 | 31 (40%)
30 | CLA B 831 2 58,66,73 | 2.10 16 (27%) | 67,104,113 | 2.98 | 27 (40%)
37 AS86 11 315 - 44,50,50 | 3.99 22 (50%) 51,76,76 749 | 22 (43%)
38 KC1 7 308 40 48,53,53 | 3.43 24 (50%) 55,89,89 3.70 | 28 (50%)
30 | CLA A 825 1 59,67,73 | 2.09 17 (28%) | 68,105,113 | 2.76 | 26 (38%)
$roe
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Mol | Type | Chain | Res| Link | oo |RASE| 412152 | Cowts |RMSZ| £12]>2
33 | BCR M 101 - 41,4141 | 1.11 3 (7%) 56,56,56 1.27 6 (10%)
39 | DD6 7 314 - 39,4545 | 6.64 | 21 (53%) 52,67,67 7.34 | 28 (53%)
30 | CLA 9 301 34 65,73,73 | 1.99 17 (26%) | 76,113,113 | 2.83 | 27 (35%)
30 | CLA A 829 30,1 65,73,73 | 1.99 17 (26%) | 76,113,113 | 2.75 27 (35%)
35 | LMT A 854 - 36,36,36 | 0.45 0 A7 47,47 1.19 5 (10%)
36 | LMG A 856 - 34,34,55 | 0.99 1 (2%) 42,42 63 1.19 3 (7%)
30 | CLA B 820 2 45,53,73 | 2.42 16 (35%) | 52,89,113 | 3.39 | 22 (42%)
30 | CLA A 823 1 49,5773 | 2.28 17 (34%) | 55,93,113 | 3.16 | 26 (47%)
30 | CLA 3 302 15 60,68,73 | 2.06 17 (28%) | 70,107,113 | 2.78 | 30 (42%)
30 | CLA 8 308 20 55,63,73 | 2.17 15 (27%) | 64,101,113 | 2.92 27 (42%)
37 A86 2 318 - 44.50,50 | 4.04 | 23 (52%) 51,76,76 7.66 | 23 (45%)
30 | CLA 7 303 19 65,73,73 | 1.95 15 (23%) | 76,113,113 | 2.72 29 (38%)
30 | CLA B 830 2 65,73,73 | 1.93 17 (26%) | 76,113,113 | 2.87 | 27 (35%)
34 | LHG 6 322 30 26,26,48 | 0.88 1 (3%) 29,32,54 1.36 3 (10%)
30 | CLA B 816 2 55,63,73 | 2.12 16 (29%) | 64,101,113 | 3.01 26 (40%)
37 AS86 3 314 - 44,50,50 | 4.05 23 (52%) 51,76,76 8.17 19 (37%)
37 A86 14 319 30 44,50,50 | 4.09 22 (50%) 51,76,76 8.30 17 (33%)
30 | CLA A 805 30,1 59,67,73 | 2.11 15 (25%) | 68,105,113 | 2.87 | 29 (42%)
30 | CLA 3 303 15 65,73,73 | 2.09 18 (27%) | 76,113,113 | 2.78 | 29 (38%)
39 | DD6 1 310 - 39,4545 | 6.70 23 (58%) 52,67,67 6.71 24 (46%)
38 KC1 6 308 18 48,53,53 | 3.36 23 (47%) 55,89,89 3.84 | 28 (50%)
30 | CLA 10 309 22 65,73,73 | 2.05 17 (26%) | 76,113,113 | 2.64 | 25 (32%)
30 | CLA A 809 30,1 65,73,73 | 1.97 17 (26%) | 76,113,113 | 2.69 | 28 (36%)
30 | CLA 14 313 26 46,54,73 | 2.42 16 (34%) | 53,90,113 | 3.25 26 (49%)
30 | CLA 4 311 16 50,58,73 | 2.33 17 (34%) | 58,95,113 | 3.23 | 30 (51%)
33 | BCR B 842 - 41,4141 | 1.07 2 (4%) 56,56,56 1.19 5 (8%)
37 A86 4 314 - 44.50,50 | 4.10 22 (50%) 51,76,76 8.17 | 22 (43%)
36 | LMG 3 317 - 37,3755 | 0.97 2 (5%) 45,45,63 1.42 7 (15%)
30 | CLA 10 304 22 65,73,73 | 2.01 18 (27%) | 76,113,113 | 2.66 | 26 (34%)
30 | CLA A 821 1 61,69,73 | 1.98 17 (27%) | 71,108,113 | 2.73 | 28 (39%)
30 | CLA A 832 1 50,58,73 | 2.22 17 (34%) | 58,95,113 | 3.05 28 (48%)
30 | CLA 1 303 30,13 | 65,73,73 | 2.00 16 (24%) | 76,113,113 | 2.69 | 27 (35%)
39 | DD6 7 317 - 39,4545 | 6.70 20 (51%) 52,67,67 6.69 | 29 (55%)
30 | CLA 9 303 21 65,73,73 | 1.99 16 (24%) | 76,113,113 | 2.69 | 27 (35%)
39 | DD6 15 319 30 39,4545 | 6.79 22 (56%) 52,67,67 6.92 30 (57%)




Page 60 wwPDB EM Validation Summary Report EMD-0835, 6L4U
Mol | Type | Chain | Res| Link | oo | RASE| 412152 | Couts |RMSZ| £12]> 2
39 | DD6 6 321 - 39,4545 | 6.60 23 (58%) 52,67,67 6.79 | 28 (53%)
30 | CLA 10 303 22 65,73,73 | 2.01 15 (23%) | 76,113,113 | 2.64 | 26 (34%)
30 | CLA B 817 2 59,67,73 | 2.07 16 (27%) | 68,105,113 | 2.94 | 26 (38%)
38 KC1 3 311 40 48 53,53 | 3.44 | 24 (50%) 55,89,89 3.97 | 27 (49%)
30 | CLA B 807 2 65,73,73 | 1.93 18 (27%) | 76,113,113 | 2.77 | 28 (36%)
30 | CLA 12 306 24 65,73,73 | 1.97 17 (26%) | 76,113,113 | 2.59 | 27 (35%)
30 | CLA 11 310 23 65,73,73 | 2.10 17 (26%) | 76,113,113 | 2.66 | 28 (36%)
30 | CLA A 827 40 65,73,73 | 1.93 18 (27%) | 76,113,113 | 2.90 | 29 (38%)
30 | CLA 12 312 24 65,73,73 | 2.02 16 (24%) | 76,113,113 | 2.69 | 27 (35%)
37 A86 4 317 - 44.50,50 | 3.99 23 (52%) 51,76,76 7.58 | 20 (39%)
38 KC1 9 311 21 4853,53 | 3.47 | 25 (52%) 55,89,89 3.90 | 31 (56%)
39 | DD6 7 302 - 39,4545 | 6.75 24 (61%) 52,67,67 6.58 | 28 (53%)
37 A86 10 315 - 44.50,50 | 4.10 22 (50%) 51,76,76 8.25 16 (31%)
30 | CLA B 838 2 65,73,73 | 1.96 14 (21%) | 76,113,113 | 2.72 26 (34%)
30 | CLA 5 307 17 65,73,73 | 2.00 19 (29%) | 76,113,113 | 2.68 | 30 (39%)
30 | CLA 7 312 19 46,54,73 | 2.44 17 (36%) | 53,90,113 | 3.12 24 (45%)
30 | CLA 2 308 14 65,73,73 | 2.02 15 (23%) | 76,113,113 | 2.71 27 (35%)
30 | CLA B 802 30,40 | 65,73,73 | 1.92 17 (26%) | 76,113,113 | 2.87 | 29 (38%)
30 | CLA A 828 1 65,73,73 | 1.92 16 (24%) | 76,113,113 | 2.84 | 28 (36%)
35 | LMT 12 301 - 36,36,36 | 0.43 0 A7.47.47 0.76 0
30 | CLA 13 304 25 45,53,73 | 2.50 16 (35%) | 52,89,113 | 3.22 25 (48%)
30 | CLA B 821 2 55,63,73 | 2.16 15 (27%) | 64,101,113 | 2.84 | 27 (42%)
37 A86 14 320 - 44.50,50 | 4.14 | 23 (52%) 51,76,76 7.22 21 (41%)
30 | CLA 7 311 19 65,73,73 | 2.00 17 (26%) | 76,113,113 | 2.60 | 26 (34%)
37 A86 9 313 21 44.50,50 | 3.98 23 (52%) 51,76,76 7.51 20 (39%)
33 | BCR J 103 - 41,41,41 | 1.15 3 (7%) 56,56,56 1.16 5 (8%)
38 KC1 6 311 18 48,53,53 | 3.36 23 (47%) 55,89,89 3.98 | 30 (54%)
39 | DD6 6 303 30 39,4545 | 6.78 23 (58%) 52,67,67 6.69 | 28 (53%)
30 | CLA A 844 - 65,73,73 | 2.06 16 (24%) | 76,113,113 | 2.61 29 (38%)
38 KC1 7 313 - 48,53,53 | 3.36 22 (45%) 55,89,89 3.79 | 30 (54%)
39 | DD6 13 314 - 39,4545 | 6.78 22 (56%) 52,67,67 7.25 31 (59%)
30 | CLA 8 304 20 58,66,73 | 2.08 16 (27%) | 67,104,113 | 3.00 | 32 (47%)
30 | CLA A 804 1 65,73,73 | 1.95 16 (24%) | 76,113,113 | 2.74 | 28 (36%)
39 | DD6 15 318 - 39,4545 | 6.78 21 (53%) 52,67,67 6.98 | 31 (59%)
30 | CLA 13 309 - 45,53,73 | 2.48 16 (35%) | 52,89,113 | 3.22 24 (46%)
$roe




Page 61 wwPDB EM Validation Summary Report EMD-0835, 6L4U
Mol | Type | Chain | Res| Link | oo | RASE| 412152 | Couts |RMSZ| £12]> 2
30 | CLA B 828 2 65,73,73 | 2.02 18 (27%) | 76,113,113 | 2.74 | 28 (36%)
30 | CLA 15 307 27 50,58,73 | 2.32 18 (36%) | 58,95,113 | 3.02 26 (44%)
30 | CLA A 808 1 51,59,73 | 2.22 16 (31%) | 59,96,113 | 3.06 | 26 (44%)
30 | CLA 10 308 22 65,73,73 | 2.01 16 (24%) | 76,113,113 | 2.63 | 26 (34%)
30 | CLA 12 308 40 65,73,73 | 2.02 18 (27%) | 76,113,113 | 2.63 | 27 (35%)
30 | CLA 9 307 21 65,73,73 | 1.99 16 (24%) | 76,113,113 | 2.68 | 26 (34%)
30 | CLA 14 304 26 45,53,73 | 2.48 16 (35%) | 52,89,113 | 3.19 | 23 (44%)
30 | CLA B 823 40 54,62,73 | 2.16 17 (31%) | 62,99,113 | 2.93 | 27 (43%)
30 | CLA B 826 2 65,73,73 | 1.96 18 (27%) | 76,113,113 | 2.74 | 28 (36%)
30 | CLA 1 307 13 65,73,73 | 2.05 18 (27%) | 76,113,113 | 2.73 | 27 (35%)
38 KC1 11 312 - 4853,53 | 3.44 | 24 (50%) 55,89,89 3.58 | 29 (52%)
30 | CLA 15 303 | 30,37,27 | 60,68,73 | 2.11 17 (28%) | 70,107,113 | 2.88 | 27 (38%)
30 | CLA B 803 - 65,73,73 | 1.91 17 (26%) | 76,113,113 | 2.69 | 28 (36%)
33 | BCR B 841 - 41,4141 | 1.13 2 (4%) 96,56,56 1.27 8 (14%)
30 | CLA 3 310 15 45,53,73 | 2.40 17 (37%) | 52,89,113 | 3.21 24 (46%)
30 | CLA 8 302 20 65,73,73 | 2.02 18 (27%) | 76,113,113 | 2.76 | 26 (34%)
30 | CLA 8 305 20 65,73,73 | 1.99 18 (27%) | 76,113,113 | 4.76 | 31 (40%)
30 | CLA A 815 1 65,73,73 | 2.03 16 (24%) | 76,113,113 | 2.72 28 (36%)
37 A86 2 302 - 44,50,50 | 4.10 23 (52%) 51,76,76 8.41 18 (35%)
30 | CLA 6 306 40 65,73,73 | 2.01 16 (24%) | 76,113,113 | 2.70 | 27 (35%)
38 KC1 8 307 20 48,53,53 | 3.36 23 (47%) 55,89,89 3.88 | 30 (54%)
39 | DD6 16 313 - 39,4545 | 6.75 21 (53%) 52,67,67 7.13 | 30 (57%)
30 | CLA B 819 40 65,73,73 | 1.97 16 (24%) | 76,113,113 | 2.43 | 28 (36%)
30 | CLA 11 308 23 65,73,73 | 2.03 16 (24%) | 76,113,113 | 2.66 | 27 (35%)
34 | LHG A 853 30 26,26,48 | 0.91 1 (3%) 29,32,54 1.29 3 (10%)
30 | CLA 3 307 15 65,73,73 | 2.10 18 (27%) | 76,113,113 | 2.64 | 26 (34%)
30 | CLA 4 305 16 65,73,73 | 1.97 16 (24%) | 76,113,113 | 2.69 | 27 (35%)
39 | DD6 12 317 - 39,4545 | 6.67 | 22 (56%) 52,67,67 7.20 | 28 (563%)
30 | CLA F 203 6 4553,73 | 2.41 17 (37%) | 52,89,113 | 3.19 | 26 (50%)
37 AS86 15 315 27 44,50,50 | 4.30 23 (52%) 51,76,76 8.22 28 (54%)
38 KC1 11 305 23 48,53,53 | 3.42 25 (52%) 55,89,89 3.86 | 30 (54%)
30 | CLA 15 311 37 45,53,73 | 2.49 16 (35%) | 52,89,113 | 3.17 | 24 (46%)
30 | CLA A 833 1 65,73,73 | 2.02 19 (29%) | 76,113,113 | 2.65 26 (34%)
30 | CLA 14 309 26 45,53,73 | 2.50 17 (37%) | 52,89,113 | 3.10 | 24 (46%)
30 | CLA 2u 202 12 65,73,73 | 1.95 17 (26%) | 76,113,113 | 2.73 | 29 (38%)
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Mol | Type | Chain | Res| Link | oo |RASE| 412152 | Cowts |RMSZ| £12]>2
33 | BCR A 847 - 41,4141 | 1.17 3 (7%) 56,56,56 1.24 7 (12%)
38 KC1 16 311 28 48,53,53 | 3.48 25 (52%) 55,89,89 3.70 | 26 (47%)
30 | CLA 6 317 - 65,73,73 | 2.04 17 (26%) | 76,113,113 | 2.69 | 26 (34%)
38 KC1 13 311 25 48,53,53 | 3.48 27 (56%) 55,89,89 3.61 29 (52%)
39 | DD6 3 316 - 39,4545 | 6.75 24 (61%) 52,67,67 6.80 | 26 (50%)
34 | LHG B 848 30 26,26,48 | 0.93 1 (3%) 29,32,54 1.39 4 (13%)
38 KC1 5 310 17 48,53,53 | 3.42 24 (50%) 55,89,89 3.91 30 (54%)
36 | LMG F 205 - 27,2755 | 1.02 1 (3%) 35,35,63 1.25 5 (14%)
30 | CLA 13 303 - 65,73,73 | 2.07 17 (26%) | 76,113,113 | 2.76 | 29 (38%)
36 | LMG 8 319 36,20 | 37,37,55 | 0.93 0 45,45,63 1.28 5 (11%)
37 A86 4 315 - 44,50,50 | 4.00 23 (52%) 51,76,76 7.94 19 (37%)
30 | CLA 15 305 37,27 | 45,53,73 | 2.48 16 (35%) | 52,89,113 | 3.16 | 26 (50%)
30 | CLA 2 311 14 65,73,73 | 2.06 17 (26%) | 76,113,113 | 2.64 | 24 (31%)
30 | CLA 6 314 18 65,73,73 | 1.96 15 (23%) | 76,113,113 | 2.78 | 30 (39%)
36 | LMG 5 318 - 33,33,55 | 0.92 0 41,41,63 1.22 5 (12%)
30 | CLA B 827 2 65,73,73 | 1.95 16 (24%) | 76,113,113 | 2.60 | 28 (36%)
30 | CLA 4 303 16 65,73,73 | 1.99 17 (26%) | 76,113,113 | 2.68 | 26 (34%)
38 KC1 14 306 26 48,53,53 | 3.44 | 27 (56%) 55,89,89 3.84 | 30 (54%)
30 | CLA 2 304 14 65,73,73 | 2.02 16 (24%) | 76,113,113 | 2.74 | 28 (36%)
38 KC1 4 308 16 48,53,53 | 3.48 24 (50%) 55,89,89 3.60 | 29 (52%)
38 KC1 8 311 40 48,53,53 | 3.36 23 (47%) 55,89,89 3.75 29 (52%)
38 KC1 9 312 21 48.,53,53 | 3.43 25 (52%) 95,89,89 3.75 28 (50%)
37 A86 15 316 30 44.50,50 | 4.14 | 24 (54%) 51,76,76 7.80 17 (33%)
30 | CLA 8 303 40 65,73,73 | 1.97 16 (24%) | 76,113,113 | 2.64 | 28 (36%)
35 | LMT 11 318 - 36,36,36 | 0.43 0 47,4747 0.88 2 (4%)
37 A86 9 315 - 44.50,50 | 4.10 23 (52%) 51,76,76 7.06 19 (37%)
36 | LMG 7 320 - 37,3755 | 1.00 3 (8%) 45,45,63 1.25 5 (11%)
38 KC1 9 310 21 4853,53 | 3.37 | 24 (50%) 55,89,89 3.92 28 (50%)
39 | DD6 3 313 - 39,4545 | 6.73 23 (58%) 52,67,67 6.66 | 24 (46%)
38 KC1 8 314 | 40,38 | 48,53,53 | 3.43 25 (52%) 55,89,89 3.72 29 (52%)
38 KC1 12 309 24 48,53,53 | 3.45 24 (50%) 55,89,89 3.72 30 (54%)
37 A86 12 314 - 44.50,50 | 4.02 22 (50%) 51,76,76 8.11 18 (35%)
30 | CLA B 829 2 65,73,73 | 1.94 15 (23%) | 76,113,113 | 2.65 25 (32%)
30 | CLA L 202 9 65,73,73 | 1.94 16 (24%) | 76,113,113 | 2.84 | 27 (35%)
30 | CLA A 810 1 65,73,73 | 1.98 18 (27%) | 76,113,113 | 2.70 | 30 (39%)
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30 | CLA B 813 2 65,73,73 | 1.98 17 (26%) | 76,113,113 | 2.67 | 26 (34%)
30 | CLA L 203 40 45,53,73 | 2.46 18 (40%) | 52,89,113 | 3.19 | 23 (44%)
38 KC1 10 310 22 48,53,53 | 3.42 26 (54%) 95,89,89 3.93 | 30 (54%)
35 | LMT 12 318 - 36,36,36 | 0.41 0 47,4747 0.76 0
37 A86 16 312 28 44,50,50 | 4.06 23 (52%) 51,76,76 8.15 23 (45%)
30 | CLA B 822 30,2 65,73,73 | 1.97 17 (26%) | 76,113,113 | 2.87 | 30 (39%)
35 | LMT 9 317 - 33,33,36 | 0.49 0 44 44 47 1.11 5 (11%)
39 | DD6 4 313 - 39,4545 | 6.71 22 (56%) 52,67,67 6.72 26 (50%)
30 | CLA 305 - 65,73,73 | 2.02 17 (26%) | 76,113,113 | 2.85 30 (39%)
37 A86 12 316 - 44,50,50 | 4.08 23 (52%) 51,76,76 8.38 17 (33%)
37 A86 14 317 - 44.50,50 | 4.03 23 (52%) 51,76,76 8.75 18 (35%)
30 | CLA 7 306 19 65,73,73 | 1.97 18 (27%) | 76,113,113 | 2.60 | 28 (36%)
35 | LMT B 850 - 36,36,36 | 0.39 0 A7,47.47 0.92 3 (6%)
37 A86 3 315 - 44.50,50 | 4.12 24 (54%) 51,76,76 8.24 16 (31%)
35 | LMT 16 315 - 36,36,36 | 0.41 0 A7.47.47 0.65 0
37 A86 4 312 - 44,50,50 | 3.92 23 (52%) 51,76,76 8.64 | 21 (41%)
30 | CLA 16 301 28 65,73,73 | 2.00 16 (24%) | 76,113,113 | 2.76 | 28 (36%)
38 KC1 10 306 22 48,53,53 | 3.39 25 (52%) 55,89,89 3.95 31 (56%)
39 | DD6 11 313 - 39,4545 | 6.77 | 23 (58%) 52,67,67 6.83 | 29 (55%)
35 | LMT 322 - 36,36,36 | 0.40 0 A7.47.47 0.73 1 (2%)
38 KC1 312 18 48,53,53 | 3.39 25 (52%) 55,89,89 3.69 | 30 (54%)
30 | CLA 309 40,21 | 65,73,73 | 1.99 16 (24%) | 76,113,113 | 2.59 | 27 (35%)
30 | CLA 10 311 - 45,53,73 | 2.45 18 (40%) | 52,89,113 | 3.19 | 24 (46%)
30 | CLA B 824 40 65,73,73 | 2.01 17 (26%) | 76,113,113 | 4.67 | 29 (38%)
30 | CLA 3 309 15 45,53,73 | 2.48 17 (37%) | 52,89,113 | 3.24 | 24 (46%)
33 | BCR B 845 - 41,4141 | 1.08 2 (4%) 56,56,56 1.20 6 (10%)
37 A86 13 313 25 41,4750 | 4.31 22 (53%) 49,72,76 8.60 17 (34%)
38 KC1 8 313 20 48 53,53 | 3.34 | 23 (47%) 55,89,89 3.80 | 29 (52%)
38 KC1 12 305 24 48,53,53 | 3.44 | 25 (52%) 55,89,89 3.81 30 (54%)
30 | CLA 9 308 21 65,73,73 | 2.00 16 (24%) | 76,113,113 | 2.83 | 31 (40%)
39 | DD6 4 316 - 39,4545 | 6.68 23 (58%) 52,67,67 7.33 | 26 (50%)
30 | CLA 6 305 18 65,73,73 | 2.05 18 (27%) | 76,113,113 | 2.69 | 27 (35%)
38 KC1 12 311 24 48,53,53 | 3.46 25 (52%) 95,89,89 3.91 34 (61%)
30 | CLA A 807 1 65,73,73 | 1.96 16 (24%) | 76,113,113 | 2.75 29 (38%)
36 | LMG B 847 - 55,55,55 | 0.80 1 (1%) 63,63,63 1.37 8 (12%)
$roe
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Bond lengths

Bond angles

Mol | Type | Chain | Res | Link o I'RMSZ [ #|2|>2 | Counts | RMSZ | #|2| > 2
38 | KCL | 6 | 313 | 18 | 485353 | B4l | 23 (47%) | 558080 | 3.78 | 29 (52%)
30 | CLA | 2 | 303 | 14 | 556373 | 242 | 16 (20%) | 64,101,113 | 289 | 28 (43%)
37 | A8 | 5 | 316 | - | 445050 | 404 | 22 (50%) | 51,7676 | 8.02 | 17 (33%)
30 | CLA | B | 804 | 2 |52,60,73 | 221 | 17 (32%) | 60,907,113 | 3.07 | 29 (48%)
30 | CLA | 15 | 314 | 3027 |4553,73 | 240 | 16 (35%) | 52,89,113 | 3.30 | 24 (46%)
37 | AS6 | 10 | 316 | - | 445050 | 3.92 | 24 (54%) | 51,76,76 | 8.13 | 21 (41%)
37 | A6 | 14 | 318 | - | 445050 | 410 | 22 (50%) | 51,7676 | 848 | 16 (31%)
30 | CLA | B | 835 | 2 | 657373 | 1.96 | 16 (24%) | 76,113,113 | 2.74 | 29 (38%)
55 | SFi | C | 102| 3 0121z | - : -

30 | CLA | 2 | 301 | 142 |6573,73| 194 | 16 (24%) | 76,113,113 | 2.83 | 26 (34%)
30 | CLA | 7 | 309 | 19 | 657373 | 1.94 | 17 (26%) | 76,113,113 | 2.65 | 24 (31%)
30 | CLA | 9 | 302 | 921 |51,5973| 230 | 17 (33%) | 59,906,113 | 3.16 | 28 (47%)
30 | CLA | 14 | 310 | - | 505873 | 2.33 | 16 (32%) | 58.95,113 | 3.09 | 26 (44%)
36 | LMG | 20 | 204 | 12 | 313155 | 112 | 3 (9%) | 393963 | 118 | 4 (10%)
38 | KC1 | 3 | 304 | 15 | 485353 | 343 | 26 (54%) | 5580,80 | 389 | 32 (58%)
30 | CLA | A | 835 | 1 | 657373 1.99 | 17 (26%) | 76,113,113 | 2.77 | 26 (34%)
38 | KOL | 1| 306 | 13 | 485353 | 345 | 25 (52%) | 558980 | 383 | 30 (54%)
38 | KCL | 16 | 304 | 28 | 485353 | 3.50 | 25 (52%) | 558980 | 3.59 | 27 (49%)
33 | BCR | B | 844 | - |4L4l41| 113 | 2(@%) | 565656 | 138 | 8 (14%)
30 | CLA | 4 | 302| 16 | 657373 | 198 | 17 (26%) | 76,113,113 | 2.63 | 25 (32%)
30 | CLA | A | 822 | 40 | 657373 | 197 | 16 (24%) | 76,113,113 | 2.52 | 27 (35%)
35 | LMT | 6 | 302 | - |323236| 0.36 0 134347 | 0.92 | 1(2%)

30 | CLA | 5 | 309 | 34 |6573,73| 201 | 17 (26%) | 76,113,113 | 2.63 | 27 (35%)
30 | CLA | 13 | 307 | 25 | 657373 | 2.00 | 17 (26%) | 76,113,113 | 2.69 | 27 (35%)
30 | CLA | B | 815 | 2 | 455373 | 2.37 | 16 (35%) | 52,89,113 | 3.7 | 24 (46%)
30 | CLA | A | 820 | 1 |657373| 202 | 17 (26%) | 76,113,113 | 269 | 29 (38%)
35 | LMT | 7 | 320 | -  |363636| 0.32 0 ITATAT | 075 | 2 (4%)

30 | CLA | B | 836 | 2 | 47,5573 | 2.27 | 17 (36%) | 5401113 | 3.25 | 25 (46%)
30 | CLA | 15 | 313 | 27 | 657373 | 207 | 17 (26%) | 76,113,113 | 2.74 | 28 (36%)
30 | CLA | B | 809 | 2 | 657373 1.90 | 15 (28%) | 76,113,113 | 2.60 | 24 (31%)
57 | A6 | 10 | 317 | - | 445050 | 419 | 23 (52%) | 51,7676 | 8.16 | 15 (29%)
33 | BCR | A | 850 | - | 414141 113 | 2(@%) | 56,5656 | 134 | 9 (16%)
36 | MG | B | 849 | 2 | 434355 | 0.95 | 2(4%) | 515,63 | 118 | 3 (5%)

30 | CLA | 7 | 304 | 19 | 657373 | 197 | 16 (24%) | 76,113,113 | 2.70 | 28 (36%)
35 | LMT | 11 | 317 | - |363636| 043 0 ITATAT | 089 | 1(2%)

gPrDE




Page 65 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Mol | Type | Chain | Res| Link | oo | RASE| 412152 | Couts |RMSZ| £12]> 2
37 A86 14 314 - 44.50,50 | 4.09 22 (50%) 51,76,76 8.27 | 21 (41%)
35 | LMT 15 301 - 36,36,36 | 0.51 0 A7.47.47 1.13 3 (6%)
38 KC1 11 307 23 48,53,53 | 3.46 25 (52%) 95,89,89 3.79 | 30 (54%)
38 KC1 13 312 25 48 53,53 | 3.54 | 27 (56%) 55,89,89 3.77 | 29 (52%)
36 | LMG 8 320 - 42,42 55 | 0.90 3 (7%) 50,50,63 1.31 5 (10%)
38 KC1 14 308 30,26 | 48,563,53 | 3.45 26 (54%) 95,89,89 3.77 | 30 (54%)
30 | CLA 12 307 24 46,54,73 | 2.33 16 (34%) | 53,90,113 | 3.17 | 25 (47%)
39 | DD6 7 318 - 39,4545 | 6.70 21 (53%) 52,67,67 6.91 29 (55%)
33 | BCR F 204 - 41,4141 | 1.07 2 (4%) 56,56,56 1.28 8 (14%)
37 A86 13 315 - 44.50,50 | 4.18 23 (52%) 51,76,76 8.50 18 (35%)
30 | CLA A 816 1,35 65,73,73 | 1.96 17 (26%) | 76,113,113 | 2.68 | 26 (34%)
30 | CLA B 834 2 60,68,73 | 2.11 18 (30%) | 70,107,113 | 2.85 27 (38%)
39 | DD6 6 319 - 39,4545 | 6.71 23 (58%) 52,67,67 6.51 31 (59%)
30 | CLA 3 301 15 65,73,73 | 1.97 17 (26%) | 76,113,113 | 2.74 | 27 (35%)
30 | CLA 1 302 30,13 | 65,73,73 | 2.00 16 (24%) | 76,113,113 | 2.69 | 26 (34%)
30 | CLA A 839 1 65,73,73 | 1.96 15 (23%) | 76,113,113 | 2.83 | 30 (39%)
30 | CLA 12 303 24 65,73,73 | 2.04 19 (29%) | 76,113,113 | 2.66 | 26 (34%)
37 A86 8 315 - 44,50,50 | 3.75 22 (50%) 51,76,76 8.45 20 (39%)
30 | CLA 15 308 30,27 | 45,53,73 | 2.43 18 (40%) | 52,89,113 | 3.11 26 (50%)
37 A86 14 316 - 44.50,50 | 4.03 23 (52%) 51,76,76 8.16 18 (35%)
30 | CLA B 825 2 65,73,73 | 1.99 18 (27%) | 76,113,113 | 2.77 | 29 (38%)
30 | CLA 11 306 40 55,63,73 | 2.19 16 (29%) | 64,101,113 | 3.02 30 (46%)
30 | CLA A 806 1 65,73,73 | 1.98 17 (26%) | 76,113,113 | 2.92 29 (38%)
35 | LMT 11 302 - 36,36,36 | 0.34 0 47,4747 0.77 2 (4%)
37 A86 11 301 - 44.50,50 | 4.04 | 23 (52%) 51,76,76 820 | 21 (41%)
30 | CLA B 805 2 65,73,73 | 2.00 17 (26%) | 76,113,113 | 2.72 27 (35%)
36 | LMG 8 321 36 29,2955 | 1.11 2 (6%) 37,37,63 1.27 5 (13%)
30 | CLA B 801 2 65,73,73 | 1.87 17 (26%) | 76,113,113 | 2.81 31 (40%)
35 | LMT 7 301 30 36,36,36 | 0.41 0 A7.47.47 0.80 1 (2%)
39 | DD6 2 315 - 39,4545 | 6.74 | 23 (58%) 52,67,67 6.78 | 27 (51%)
30 | CLA B 808 2 65,73,73 | 1.94 16 (24%) | 76,113,113 | 2.75 28 (36%)
37 A86 15 320 - 44.50,50 | 4.24 | 24 (54%) 51,76,76 8.23 19 (37%)
38 KC1 2 306 14 4853,53 | 3.44 | 26 (54%) 95,89,89 3.90 | 31 (56%)
38 KC1 13 310 25 48 53,53 | 3.47 | 25 (52%) 55,89,89 3.83 | 29 (52%)
30 | CLA F 202 40 65,73,73 | 2.01 18 (27%) | 76,113,113 | 2.70 | 27 (35%)
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36 | LMG 14 321 - 38,38,55 | 1.03 3 (7%) 46,46,63 1.20 3 (6%)
30 | CLA A 817 | 40,36 | 49,57,73 | 2.30 15 (30%) | 55,93,113 | 3.15 23 (41%)
38 KC1 9 304 21 48,53,53 | 3.40 23 (47%) 95,89,89 3.79 | 30 (54%)
30 | CLA 2 310 14 65,73,73 | 2.03 16 (24%) | 76,113,113 | 4.67 | 29 (38%)
30 | CLA 16 305 28 50,58,73 | 2.28 19 (38%) | 58,95,113 | 3.00 | 27 (46%)
30 | CLA 10 305 40 65,73,73 | 1.99 16 (24%) | 76,113,113 | 2.80 | 30 (39%)
38 KC1 8 310 20 48,53,53 | 3.35 23 (47%) 55,89,89 3.74 | 29 (52%)
33 | BCR B 846 - 41,4141 1.13 2 (4%) 56,56,56 1.19 5 (8%)
30 | CLA A 838 1 51,59,73 | 2.27 17 (33%) | 59,96,113 | 3.10 | 26 (44%)
35 | LMT A 857 - 36,36,36 | 0.37 0 47,4747 0.78 0
30 | CLA B 833 30,40 | 65,73,73 | 1.97 18 (27%) | 76,113,113 | 2.64 | 26 (34%)
37 AS86 7 319 - 44,50,50 | 4.10 23 (52%) 51,76,76 8.25 22 (43%)
38 KC1 4 310 16 48,53,53 | 3.46 26 (54%) 55,89,89 3.91 29 (52%)
30 | CLA 15 304 | 30,39,27 | 65,73,73 | 2.09 16 (24%) | 76,113,113 | 2.75 26 (34%)
35 | LMT 12 319 - 36,36,36 | 0.40 0 A7.47.47 0.86 0
30 | CLA B 818 2 60,68,73 | 2.04 14 (23%) | 70,107,113 | 2.88 | 29 (41%)
30 | CLA 1 304 13 65,73,73 | 1.99 16 (24%) | 76,113,113 | 2.59 | 27 (35%)
38 KC1 14 311 26 48 53,53 | 3.44 | 25 (52%) 55,89,89 3.80 | 29 (52%)
30 | CLA 9 306 37,21 | 45,53,73 | 2.48 15 (33%) | 52,89,113 | 3.21 26 (50%)
38 KC1 5 306 17 48,53,53 | 3.41 24 (50%) 55,89,89 4.11 30 (54%)
30 | CLA 8 309 20 47.55,73 | 2.38 17 (36%) | 54,91,113 | 3.05 24 (44%)
37 A86 10 301 22 44.50,50 | 3.86 23 (52%) 51,76,76 7.28 | 23 (45%)
37 A86 15 321 27 44.50,50 | 4.11 23 (52%) 51,76,76 8.63 19 (37%)
30 | CLA 6 316 40 55,63,73 | 2.22 17 (30%) | 64,101,113 | 2.80 | 25 (39%)
30 | CLA 5 311 40,17 | 65,73,73 | 2.05 18 (27%) | 76,113,113 | 2.80 | 26 (34%)
30 | CLA A 836 1 54,62,73 | 2.17 16 (29%) | 62,99,113 | 2.85 29 (46%)
34 | LHG 2 320 30 26,26,48 | 0.87 1 (3%) 29,32,54 1.30 3 (10%)
39 | DD6 5 314 - 39,4545 | 6.56 24 (61%) 52,67,67 7.17 | 30 (57%)
32 SF4 A 846 1,2 0,12,12 - - -
30 | CLA B 811 30,2 65,73,73 | 1.97 17 (26%) | 76,113,113 | 2.62 31 (40%)
30 | CLA 10 307 22 65,73,73 | 1.96 17 (26%) | 76,113,113 | 2.61 27 (35%)
33 | BCR A 848 - 41,4141 | 1.05 2 (4%) 96,56,56 1.21 4 (7%)
35 | LMT A 855 - 36,36,36 | 0.39 0 A7.47.47 0.89 3 (6%)
30 | CLA 5 304 17 65,73,73 | 2.08 18 (27%) | 76,113,113 | 2.72 29 (38%)
35 | LMT 1 311 - 36,36,36 | 0.40 0 A7.47.47 0.78 2 (4%)
$roe
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Mol | Type | Chain | Res| Link | oo | RASE| 412152 | Couts |RMSZ| £12]> 2
30 | CLA 15 302 30,27 | 65,73,73 | 2.06 16 (24%) | 76,113,113 | 2.93 | 29 (38%)
30 | CLA 5 303 17 65,73,73 | 1.98 17 (26%) | 76,113,113 | 2.64 | 28 (36%)
35 | LMT B 852 - 36,36,36 | 0.36 0 47,4747 1.12 2 (4%)
38 KC1 1 308 13 48 53,53 | 3.44 | 26 (54%) 55,89,89 3.81 28 (50%)
30 | CLA 15 309 27 65,73,73 | 2.09 17 (26%) | 76,113,113 | 2.68 | 26 (34%)
38 KC1 5 305 17 48,53,53 | 3.42 25 (52%) 95,89,89 3.80 | 29 (52%)
30 | CLA F 201 40 65,73,73 | 1.92 17 (26%) | 76,113,113 | 2.65 27 (35%)
30 | CLA 2 313 14 45,53,73 | 2.47 16 (35%) | 52,89,113 | 3.21 25 (48%)
37 A86 6 320 - 44,50,50 | 3.90 23 (52%) 51,76,76 7.09 | 20 (39%)
37 A86 10 302 - 44.50,50 | 4.06 23 (52%) 51,76,76 8.39 17 (33%)
30 | CLA A 831 1 65,73,73 | 1.98 16 (24%) | 76,113,113 | 2.83 | 28 (36%)
33 | BCR A 849 - 41,4141 | 1.14 2 (4%) 56,56,56 1.38 9 (16%)
37 A86 11 314 - 44.50,50 | 4.09 23 (52%) 51,76,76 8.59 18 (35%)
39 | DD6 2 317 - 39,4545 | 6.77 | 22 (56%) 52,67,67 6.58 | 28 (53%)
30 | CLA 16 302 28 65,73,73 | 1.99 17 (26%) | 76,113,113 | 2.69 | 26 (34%)
37 AS86 7 316 - 44,50,50 | 3.75 22 (50%) 51,76,76 7.71 27 (52%)
39 | DD6 10 313 - 39,4545 | 6.78 24 (61%) 52,67,67 7.12 30 (57%)
30 | CLA 14 307 38 65,73,73 | 2.05 16 (24%) | 76,113,113 | 2.81 24 (31%)
30 | CLA B 814 2 55,63,73 | 2.16 17 (30%) | 64,101,113 | 2.84 | 27 (42%)
30 | CLA 11 304 23 65,73,73 | 2.04 16 (24%) | 76,113,113 | 2.69 | 25 (32%)
30 | CLA 16 309 28 45,53,73 | 2.48 17 (37%) | 52,89,113 | 3.26 | 24 (46%)
39 | DD6 10 314 - 39,4545 | 6.73 23 (58%) 52,67,67 6.78 | 28 (53%)
38 KC1 3 308 15 48,53,53 | 3.38 25 (52%) 55,89,89 3.81 29 (52%)
30 | CLA 16 308 28 45,53,73 | 2.47 17 (37%) | 52,89,113 | 3.21 25 (48%)
30 | CLA 16 310 28 45,53,73 | 2.46 18 (40%) | 52,89,113 | 3.21 26 (50%)
30 | CLA 6 304 18 65,73,73 | 1.98 16 (24%) | 76,113,113 | 2.75 28 (36%)
37 A86 2u 205 - 44.50,50 | 4.13 23 (52%) 51,76,76 747 | 22 (43%)
37 A86 9 316 30 44.50,50 | 4.22 22 (50%) 51,76,76 8.44 16 (31%)
30 | CLA 16 303 28 65,73,73 | 2.01 15 (23%) | 76,113,113 | 2.86 | 28 (36%)
30 | CLA 5 308 17 65,73,73 | 2.00 16 (24%) | 76,113,113 | 2.70 | 28 (36%)
30 | CLA 4 304 - 60,68,73 | 2.08 15 (25%) | 70,107,113 | 2.78 | 28 (40%)
30 | CLA B 851 14,2 65,73,73 | 1.98 17 (26%) | 76,113,113 | 2.67 | 30 (39%)
30 | CLA 16 306 28 52,60,73 | 2.26 18 (34%) | 60,97,113 | 2.95 28 (46%)
33 | BCR L 205 - 41,4141 | 1.06 2 (4%) 56,56,56 1.24 5 (8%)
30 | CLA 12 321 24,26 | 65,73,73 | 2.04 17 (26%) | 76,113,113 | 2.63 | 27 (35%)
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Mol | Type | Chain | Res| Link | oo | RASE| 412152 | Couts |RMSZ| £12]> 2
30 | CLA 15 306 - 45,563,713 | 2.47 17 (37%) | 52,89,113 | 3.29 | 23 (44%)
37 A86 15 317 30 44.50,50 | 4.15 23 (52%) 51,76,76 8.44 15 (29%)
30 | CLA 4 301 16,2 495773 | 2.25 18 (36%) | 55,93,113 | 3.13 | 24 (43%)
29 CLO A 801 1 65,73,73 | 1.92 17 (26%) | 76,113,113 | 2.76 | 29 (38%)
30 | CLA 14 303 26 57,65,73 | 2.19 16 (28%) | 66,103,113 | 2.88 | 29 (43%)
30 | CLA 8 301 20 65,73,73 | 2.00 17 (26%) | 76,113,113 | 2.71 29 (38%)
33 | BCR 2u 201 - 41,4141 | 1.22 4 (9%) 56,56,56 1.38 7 (12%)
30 | CLA 6 309 18 65,73,73 | 2.00 15 (23%) | 76,113,113 | 2.68 | 31 (40%)
30 | CLA 15 312 27 45,53,73 | 2.47 16 (35%) | 52,89,113 | 3.33 | 28 (53%)
30 | CLA A 837 1 45,53,73 | 2.43 17 (37%) | 52,89,113 | 3.15 24 (46%)
30 | CLA A 840 1 47,5573 | 2.31 17 (36%) | 54,91,113 | 3.27 | 26 (48%)
30 | CLA 5 302 17 65,73,73 | 1.98 16 (24%) | 76,113,113 | 2.66 | 27 (35%)
30 | CLA B 812 2 65,73,73 | 2.05 17 (26%) | 76,113,113 | 2.57 | 26 (34%)
37 A86 8 318 - 44,50,50 | 3.98 24 (54%) 51,76,76 10.85 | 23 (45%)
30 | CLA 13 301 25 65,73,73 | 1.99 16 (24%) | 76,113,113 | 2.81 26 (34%)
30 | CLA 4 309 - 65,73,73 | 2.09 17 (26%) | 76,113,113 | 2.70 | 28 (36%)
33 | BCR I 101 - 41,4141 | 1.08 2 (4%) 96,56,56 1.29 5 (8%)
37 A86 14 315 26 44,50,50 | 3.99 23 (52%) 51,76,76 8.87 | 22 (43%)
34 | LHG A 852 - 48,48,48 | 0.64 1 (2%) 51,54,54 1.20 5 (9%)
36 | LMG 6 301 30 33,33,55 | 0.95 1 (3%) 41,41,63 1.21 4 (9%)
30 | CLA A 812 30,1 65,73,73 | 1.93 18 (27%) | 76,113,113 | 2.79 | 26 (34%)
38 KC1 11 311 23 48,53,53 | 3.49 26 (54%) 95,89,89 3.81 29 (52%)
37 A86 15 323 - 44.50,50 | 4.19 23 (52%) 51,76,76 8.39 17 (33%)
30 | CLA 13 302 25 65,73,73 | 2.03 17 (26%) | 76,113,113 | 2.62 27 (35%)
33 | BCR A 851 - 41,4141 | 1.18 2 (4%) 56,56,56 1.25 6 (10%)
37 A86 11 316 - 44.50,50 | 4.05 23 (52%) 51,76,76 8.21 16 (31%)
30 | CLA 7 307 19 65,73,73 | 1.97 16 (24%) | 76,113,113 | 2.69 | 25 (32%)
30 | CLA 4 306 16 65,73,73 | 2.00 16 (24%) | 76,113,113 | 2.68 | 28 (36%)
31 | PQN B 840 - 34,34,34 | 1.50 2 (5%) 4245 45 1.09 4 (9%)
35 | LMT 12 320 - 36,36,36 | 0.39 0 A7, 47,47 0.71 0
30 | CLA A 818 1 54,62,73 | 2.11 16 (29%) | 62,99,113 | 3.04 | 27 (43%)
37 A86 5 315 - 44,50,50 | 4.05 23 (52%) 51,76,76 8.37 18 (35%)
39 | DD6 8 316 - 39,4545 | 6.57 | 22 (56%) 52,67,67 6.80 | 30 (57%)
30 | CLA 2 309 14,34 | 65,73,73 | 2.03 17 (26%) | 76,113,113 | 2.67 | 28 (36%)
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In the following table, the Chirals column lists the number of chiral outliers, the number of chiral
centers analysed, the number of these observed in the model and the number defined in the
Chemical Component Dictionary. Similar counts are reported in the Torsion and Rings columns.
’-> means no outliers of that kind were identified.

Mol | Type | Chain | Res | Link Chirals Torsions Rings
30 | CLA A 813 1 1/1/15/20 | 13/37/115/115 -
33 | BCR B 843 - - 9/29/63/63 0/2/2/2
30 | CLA 2 307 14 1/1/15/20 7/37/115/115 -
30 | CLA 3 306 15 1/1/15/20 | 8/37/115/115 -
30 | CLA 15 310 27 1/1/11/20 6/13/91/115 -
30 | CLA B 837 40 1/1/15/20 | 5/37/115/115 -
38 KC1 8 306 40 - 8/15/71/71 -
38 KC1 10 312 22 - 5/15/71/71 -
30 | CLA 12 310 40 - 8/37/115/115 -
38 KC1 2 314 40 - 7/15/71/71 -
30 | CLA A 824 1 1/1/12/20 3/21/99/115 -
38 KC1 2 312 14 - 2/15/71/71 -
30 | CLA 7 310 19 - 11/37/115/115 -
39 | DD6 9 314 - - 11/26/80/80 | 0/3/3/3
30 | CLA A 834 1 1/1/15/20 | 10/37/115/115 -
30 | CLA A 843 40 1/1/15/20 7/37/115/115 -
30 | CLA 14 302 26 1/1/15/20 | 14/37/115/115 -
39 | DD6 12 315 30 - 9/26,/80/80 0/3/3/3
39 | DD6 2 316 - - 12/26/80/80 | 0/3/3/3
30 | CLA 1 301 13 1/1/15/20 | 13/37/115/115 -
37 A86 2 319 - - 12/34/90/90 | 0/3/3/3
30 | CLA B 839 34 1/1/15/20 | 4/37/115/115 -
30 | CLA B 806 2 1/1/15/20 | 9/37/115/115 -
30 | CLA A 841 1 1/1/15/20 | 10/37/115/115 -
30 | CLA A 819 1 - 6/24/102/115 -
30 | CLA 6 315 18 1/1/11/20 3/13/91/115 -
30 | CLA B 832 37,40 1/1/15/20 | 5/37/115/115 -
30 | CLA 2 305 40 1/1/15/20 | 9/37/115/115 -
37 A86 5 301 - - 11/34/90/90 | 0/3/3/3
39 | DD6 3 312 - - 12/26/80/80 | 0/3/3/3
33 | BCR L 204 - - 11/29/63/63 | 0/2/2/2
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Continued from previous page...

Mol | Type | Chain | Res | Link Chirals Torsions Rings
34 | LHG 5 317 30 - 4/31/31/53 -
38 KC1 12 313 24 - 7/15/71/71 -
30 | CLA J 101 8 1/1/11/20 3/13/91/115 -
37 A86 15 322 30 - 15/34/90/90 | 0/3/3/3
38 KC1 13 305 25 - 8/15/71/71 -
37 A86 2u 203 30 - 15/34/90/90 | 0/3/3/3
30 | CLA A 830 1 1/1/15/20 | 9/37/115/115 -
31 | PQN A 845 - - 7/23/43/43 0/2/2/2
30 | CLA A 811 1 1/1/15/20 | 12/37/115/115 -
30 | CLA 11 309 23 - 16/37/115/115 -
37 A86 16 314 - - 11/34/90/90 | 0/3/3/3
30 | CLA A 802 40 1/1/15/20 | 6/37/115/115 -
38 KC1 4 307 16 - 6/15/71/71 -
37 A86 14 301 26 - 8/34/90/90 0/3/3/3
38 KC1 13 306 25 - 9/15/71/71 -
30 | CLA 14 312 37,26 - 7/13/91/115 -
30 | CLA A 842 1 1/1/15/20 | 10/37/115/115 -
30 | CLA B 810 2 1/1/15/20 | 10/37/115/115 -
38 KC1 5 312 17 - 4/15/71/71 -
30 | CLA 1 305 40 1/1/15/20 | 9/37/115/115 -
33 | BCR J 102 - - 12/29/63/63 | 0/2/2/2
30 | CLA A 803 - 1/1/15/20 | 8/37/115/115 -
39 | DD6 6 318 - - 11/26/80/80 | 0/3/3/3
30 | CLA 3 305 15 1/1/14/20 | 12/34/112/115 -
38 KC1 13 308 25 - 10/15/71/71 -
30 | CLA 6 307 39,18 1/1/15/20 | 11/37/115/115 -
32 SF4 C 101 3 - - 0/6/5/5
30 | CLA 6 310 34 1/1/15/20 | 8/37/115/115 -
30 | CLA 7 305 40,19 1/1/15/20 | 8/37/115/115 -
34 | LHG 9 318 - - 21/38/38/53 -
30 | CLA 12 304 24,39 1/1/15/20 | 14/37/115/115 -
30 | CLA 16 307 - 1/1/11/20 7/15/93/115 -
39 | DD6 5 313 - - 9/26/80/80 0/3/3/3
37 AS86 1 309 - - 8/34/90/90 0/3/3/3
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Mol | Type | Chain | Res | Link Chirals Torsions Rings
37 A86 7 315 - - 15/34/90/90 | 0/3/3/3
30 | CLA A 814 1 1/1/14/20 | 10/31/109/115 -

35 | LMT 11 303 - - 11/21/61/61 0/2/2/2
39 | DD6 8 317 - - 10/26/80/80 | 0/3/3/3
33 | BCR L 201 - - 12/29/63/63 | 0/2/2/2
30 | CLA A 826 40 1/1/15/20 | 14/37/115/115 -
30 | CLA 14 305 26 1/1/12/20 2/19/97/115 -
38 KC1 8 312 38 - 9/15/71/71 -
30 | CLA 12 302 24 - 13/37/115/115 -
30 | CLA B 831 2 - 8/29/107/115 -
37 A86 11 315 - - 13/34/90/90 | 0/3/3/3
38 KC1 7 308 40 - 7/15/71/71 -
30 | CLA A 825 1 1/1/13/20 | 13/30/108/115 -
33 | BCR M 101 - - 11/29/63/63 | 0/2/2/2
39 | DD6 7 314 - - 11/26/80/80 | 0/3/3/3
30 | CLA 9 301 34 1/1/15/20 | 10/37/115/115 -
30 | CLA A 829 30,1 1/1/15/20 | 14/37/115/115 -
35 | LMT A 854 - - 15/21/61/61 0/2/2/2
36 | LMG A 856 - - 15/29/49/70 | 0/1/1/1
30 | CLA B 820 2 - 2/13/91/115 -
30 | CLA 3 302 15 1/1/14/20 7/31/109/115 -
30 | CLA A 823 1 - 6/18/96/115 -
30 | CLA 8 308 20 1/1/13/20 | 10/25/103/115 -
37 A86 2 318 - - 8/34/90/90 0/3/3/3
30 | CLA 7 303 19 1/1/15/20 | 11/37/115/115 -
30 | CLA B 830 2 1/1/15/20 | 12/37/115/115 -
34 | LHG 6 322 30 - 12/31/31/53 -
30 | CLA B 816 2 - 7/25/103/115 -
37 A86 3 314 - - 9/34/90/90 0/3/3/3
37 AS86 14 319 30 - 11/34/90/90 | 0/3/3/3
30 | CLA A 805 30,1 1/1/13/20 | 9/30/108/115 -
30 | CLA 3 303 15 1/1/15/20 | 14/37/115/115 -
39 | DD6 1 310 - - 13/26/80/80 | 0/3/3/3
38 KC1 6 308 18 - 6/15/71/71 -
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Mol | Type | Chain | Res | Link Chirals Torsions Rings
30 | CLA 10 309 22 1/1/15/20 | 10/37/115/115 -
30 | CLA A 809 30,1 1/1/15/20 | 15/37/115/115 -
30 | CLA 14 313 26 1/1/11/20 4/15/93/115 -
30 | CLA 4 311 16 1/1/12/20 1/19/97/115 -
33 | BCR B 842 - - 10/29/63/63 | 0/2/2/2
37 A86 4 314 - - 11/34/90/90 | 0/3/3/3
36 | LMG 3 317 - - 18/32/52/70 | 0/1/1/1
30 | CLA 10 304 22 1/1/15/20 | 3/37/115/115 -
30 | CLA A 821 1 1/1/14/20 | 11/33/111/115 -
30 | CLA A 832 1 - 5/19/97/115 -
30 | CLA 1 303 30,13 1/1/15/20 | 13/37/115/115 -
39 | DD6 7 317 - - 10/26/80/80 | 0/3/3/3
30 | CLA 9 303 21 - 9/37/115/115 -
39 | DD6 15 319 30 - 13/26/80/80 | 0/3/3/3
39 | DD6 6 321 - - 12/26/80/80 | 0/3/3/3
30 | CLA 10 303 22 1/1/15/20 | 13/37/115/115 -
30 | CLA B 817 2 1/1/13/20 | 5/30/108/115 -
38 KC1 3 311 40 - 6/15/71/71 -
30 | CLA B 807 2 1/1/15/20 | 9/37/115/115 -
30 | CLA 12 306 24 1/1/15/20 | 6/37/115/115 -
30 | CLA 11 310 23 1/1/15/20 | 15/37/115/115 -
30 | CLA A 827 40 1/1/15/20 | 5/37/115/115 -
30 | CLA 12 312 24 1/1/15/20 | 12/37/115/115 -
37 A86 4 317 - - 6/34/90/90 0/3/3/3
38 KC1 9 311 21 - 8/15/71/71 -
39 | DD6 7 302 - - 12/26/80/80 | 0/3/3/3
37 A86 10 315 - - 13/34/90/90 | 0/3/3/3
30 | CLA B 838 2 1/1/15/20 | 17/37/115/115 -
30 | CLA 5 307 17 1/1/15/20 | 14/37/115/115 -
30 | CLA 7 312 19 1/1/11/20 6/15/93/115 -
30 | CLA 2 308 14 - 9/37/115/115 -
30 | CLA B 802 30,40 1/1/15/20 | 10/37/115/115 -
30 | CLA A 828 1 1/1/15/20 | 13/37/115/115 -
35 | LMT 12 301 - - 4/21/61/61 0/2/2/2
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Mol | Type | Chain | Res | Link Chirals Torsions Rings
30 | CLA 13 304 25 - 7/13/91/115 -
30 | CLA B 821 2 1/1/13/20 | 14/25/103/115 -
37 A86 14 320 - - 9/34/90/90 0/3/3/3
30 | CLA 7 311 19 1/1/15/20 | 12/37/115/115 -
37 A86 9 313 21 - 8/34/90/90 0/3/3/3
33 | BCR J 103 - - 9/29/63/63 0/2/2/2
38 KC1 6 311 18 - 10/15/71/71 -
39 | DD6 6 303 30 - 10/26/80/80 | 0/3/3/3
30 | CLA A 844 - 1/1/15/20 | 12/37/115/115 -
38 KC1 7 313 - - 4/15/71/71 -
39 | DD6 13 314 - - 13/26/80/80 | 0/3/3/3
30 | CLA 8 304 20 1/1/13/20 | 9/29/107/115 -
30 | CLA A 804 1 1/1/15/20 | 11/37/115/115 -
39 | DD6 15 318 - - 13/26/80/80 | 0/3/3/3
30 | CLA 13 309 - 1/1/11/20 8/13/91/115 -
30 | CLA B 828 2 1/1/15/20 | 14/37/115/115 -
30 | CLA 15 307 27 1/1/12/20 7/19/97/115 -
30 | CLA A 808 1 1/1/12/20 3/21/99/115 -
30 | CLA 10 308 22 1/1/15/20 | 11/37/115/115 -
30 | CLA 12 308 40 1/1/15/20 | 11/37/115/115 -
30 | CLA 9 307 21 1/1/15/20 | 9/37/115/115 -
30 | CLA 14 304 26 1/1/11/20 4/13/91/115 -
30 | CLA B 823 40 1/1/12/20 | 3/24/102/115 -
30 | CLA B 826 2 1/1/15/20 | 14/37/115/115 -
30 | CLA 1 307 13 - 17/37/115/115 -
38 KC1 11 312 - - 5/15/71/71 -
30 | CLA 15 303 | 30,37,27 | 1/1/14/20 | 9/31/109/115 -
30 | CLA B 803 - 1/1/15/20 | 6/37/115/115 -
33 | BCR B 841 - - 10/29/63/63 | 0/2/2/2
30 | CLA 8 302 20 1/1/15/20 | 8/37/115/115 -
30 | CLA 3 310 15 - 4/13/91/115 -
30 | CLA 8 305 20 - 13/37/115/115 -
30 | CLA A 815 1 1/1/15/20 7/37/115/115 -
37 A86 2 302 - - 11/34/90/90 | 0/3/3/3
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Mol | Type | Chain | Res | Link Chirals Torsions Rings
30 | CLA 6 306 40 1/1/15/20 | 9/37/115/115 -
38 KC1 8 307 20 - 8/15/71/71 -
39 | DD6 16 313 - - 13/26/80/80 | 0/3/3/3
30 | CLA B 819 40 1/1/15/20 | 9/37/115/115 -
30 | CLA 11 308 23 1/1/15/20 | 10/37/115/115 -
34 | LHG A 853 30 - 9/31/31/53 -
30 | CLA 3 307 15 1/1/15/20 | 14/37/115/115 -
30 | CLA 4 305 16 1/1/15/20 | 9/37/115/115 -
39 | DD6 12 317 - - 13/26/80/80 | 0/3/3/3
30 | CLA F 203 6 1/1/11/20 6/13/91/115 -
37 A86 15 315 27 - 9/34/90/90 0/3/3/3
38 KC1 11 305 23 - 7/15/71/71 -
30 | CLA 15 311 37 1/1/11/20 7/13/91/115 -
30 | CLA A 833 1 1/1/15/20 | 13/37/115/115 -
30 | CLA 14 309 26 1/1/11/20 3/13/91/115 -
30 | CLA 2u 202 12 1/1/15/20 | 14/37/115/115 -
33 | BCR A 847 - - 12/29/63/63 | 0/2/2/2
38 KC1 16 311 28 - 6/15/71/71 -
30 | CLA 6 317 - 1/1/15/20 | 14/37/115/115 -
38 KC1 13 311 25 - 3/15/71/71 -
39 | DD6 3 316 - - 12/26/80/80 | 0/3/3/3
34 | LHG B 848 30 - 18/31/31/53 -
38 KC1 5 310 17 - 6/15/71/71 -
36 | LMG F 205 - - 14/21/41/70 | 0/1/1/1
30 | CLA 13 303 - - 8/37/115/115 -
36 | LMG 8 319 36,20 - 17/32/52/70 | 0/1/1/1
37 A86 4 315 - - 5/34,/90/90 0/3/3/3
30 | CLA 15 305 37,27 1/1/11/20 8/13/91/115 -
30 | CLA 2 311 14 - 11/37/115/115 -
30 | CLA 6 314 18 - 16/37/115/115 -
36 | LMG 5 318 - - 10/28/48/70 | 0/1/1/1
30 | CLA B 827 2 1/1/15/20 | 5/37/115/115 -
30 | CLA 4 303 16 1/1/15/20 | 4/37/115/115 -
38 KC1 14 306 26 - 7/15/71/71 -
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Mol | Type | Chain | Res | Link Chirals Torsions Rings
30 | CLA 2 304 14 1/1/15/20 | 13/37/115/115 -
38 KC1 4 308 16 - 2/15/71/71 -
38 KC1 8 311 40 - 5/15/71/71 -
38 KC1 9 312 21 - 6/15/71/71 -
37 A86 15 316 30 - 14/34/90/90 | 0/3/3/3
30 | CLA 8 303 40 - 10/37/115/115 -
35 | LMT 11 318 - - 1/21/61/61 0/2/2/2
37 A86 9 315 - - 10/34/90/90 | 0/3/3/3
36 | LMG 7 320 - - 14/32/52/70 | 0/1/1/1
38 KC1 9 310 21 - 7/15/71/71 -
39 | DD6 3 313 - - 9/26/80/80 0/3/3/3
38 KC1 8 314 | 40,38 - 7/15/71/71 -
38 KC1 12 309 24 - 8/15/71/71 -
37 A86 12 314 - - 13/34/90/90 | 0/3/3/3
30 | CLA B 829 2 1/1/15/20 | 11/37/115/115 -
30 | CLA L 202 9 1/1/15/20 | 7/37/115/115 -
30 | CLA A 810 1 1/1/15/20 | 10/37/115/115 -
30 | CLA B 813 2 1/1/15/20 | 21/37/115/115 -
30 | CLA L 203 40 1/1/11/20 2/13/91/115 -
38 KC1 10 310 22 - 7/15/71/71 -
35 | LMT 12 318 - - 3/21/61/61 0/2/2/2
37 A86 16 312 28 - 13/34/90/90 | 0/3/3/3
30 | CLA B 822 30,2 - 12/37/115/115 -
35 | LMT 9 317 - - 5/18/58 /61 0/2/2/2
39 | DD6 313 - - 14/26/80/80 | 0/3/3/3
30 | CLA 305 - 1/1/15/20 | 13/37/115/115 -
37 A86 12 316 - - 16/34/90/90 | 0/3/3/3
37 A86 14 317 - - 15/34/90/90 | 0/3/3/3
30 | CLA 7 306 19 1/1/15/20 | 8/37/115/115 -
35 | LMT B 850 - - 1/21/61/61 0/2/2/2
37 A86 3 315 - - 14/34/90/90 | 0/3/3/3
35 | LMT 16 315 - - 5/21/61/61 0/2/2/2
37 AS86 4 312 - - 11/34/90/90 | 0/3/3/3
30 | CLA 16 301 28 - 12/37/115/115 -
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Mol | Type | Chain | Res | Link Chirals Torsions Rings
38 KC1 10 306 22 - 8/15/71/71 -
39 | DD6 11 313 - - 11/26/80/80 | 0/3/3/3
35 | LMT 322 - - 3/21/61/61 0/2/2/2
38 KC1 312 18 - 6/15/71/71 -
30 | CLA 309 40,21 1/1/15/20 | 9/37/115/115 -
30 | CLA 10 311 - - 7/13/91/115 -
30 | CLA B 824 40 1/1/15/20 | 5/37/115/115 -
30 | CLA 3 309 15 - 4/13/91/115 -
33 | BCR B 845 - - 13/29/63/63 | 0/2/2/2
37 A86 13 313 25 - 11/30/86/90 | 0/3/3/3
38 KC1 8 313 20 - 5/15/71/71 -
38 KC1 12 305 24 - 7/15/71/71 -
30 | CLA 9 308 21 1/1/15/20 | 16/37/115/115 -
39 | DD6 4 316 - - 14/26/80/80 | 0/3/3/3
30 | CLA 6 305 18 1/1/15/20 | 5/37/115/115 -
38 KC1 12 311 24 - 6/15/71/71 -
30 | CLA A 807 1 1/1/15/20 | 13/37/115/115 -
36 | LMG B 847 - - 25/50/70/70 | 0/1/1/1
38 KC1 6 313 18 - 5/15/71/71 -
30 | CLA 2 303 14 - 13/25/103/115 -
37 A86 5 316 - - 6/34/90/90 0/3/3/3
30 | CLA B 804 2 1/1/12/20 | 6/22/100/115 -
30 | CLA 15 314 30,27 - 4/13/91/115 -
37 A86 10 316 - - 11/34/90/90 | 0/3/3/3
37 A86 14 318 - - 17/34/90/90 | 0/3/3/3
30 | CLA B 835 2 1/1/15/20 | 6/37/115/115 -
32 SF4 C 102 3 - - 0/6/5/5
30 | CLA 2 301 14,2 1/1/15/20 | 12/37/115/115 -
30 | CLA 7 309 19 1/1/15/20 | 10/37/115/115 -
30 | CLA 9 302 9,21 1/1/12/20 7/21/99/115 -
30 | CLA 14 310 - 1/1/12/20 5/19/97/115 -
36 | LMG 2u 204 12 - 14/26/46/70 | 0/1/1/1
38 KC1 3 304 15 - 6/15/71/71 -
30 | CLA A 835 1 1/1/15/20 | 9/37/115/115 -
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Mol | Type | Chain | Res | Link Chirals Torsions Rings
38 KC1 1 306 13 - 8/15/71/71 -

38 KC1 16 304 28 - 8/15/71/71 -

33 | BCR B 844 - - 9/29/63/63 0/2/2/2
30 | CLA 4 302 16 1/1/15/20 | 10/37/115/115 -

30 | CLA A 822 40 1/1/15/20 | 8/37/115/115 -

35 | LMT 6 302 - - 3/17/57/61 0/2/2/2
30 | CLA 5 309 34 1/1/15/20 | 9/37/115/115 -

30 | CLA 13 307 25 1/1/15/20 | 9/37/115/115 -

30 | CLA B 815 2 1/1/11/20 1/13/91/115 -

30 | CLA A 820 1 1/1/15/20 | 16/37/115/115 -

35 | LMT 7 321 - - 4/21/61/61 0/2/2/2
30 | CLA B 836 2 1/1/11/20 3/16/94/115 -

30 | CLA 15 313 27 - 11/37/115/115 -

30 | CLA B 809 2 1/1/15/20 | 10/37/115/115 -

37 AS86 10 317 - - 12/34/90/90 | 0/3/3/3
33 | BCR A 850 - - 11/29/63/63 | 0/2/2/2
36 | LMG B 849 2 - 15/38/58/70 | 0/1/1/1
30 | CLA 7 304 19 1/1/15/20 7/37/115/115 -

35 | LMT 11 317 - - 2/21/61/61 0/2/2/2
37 A86 14 314 - - 13/34/90/90 | 0/3/3/3
35 | LMT 15 301 - - 6/21/61/61 0/2/2/2
38 KC1 11 307 23 - 10/15/71/71 -

38 KC1 13 312 25 - 9/15/71/71 -

36 | LMG 8 320 - - 20/37/57/70 | 0/1/1/1
38 KC1 14 308 30,26 - 9/15/71/71 -

30 | CLA 12 307 24 1/1/11/20 4/15/93/115 -

39 | DD6 7 318 - - 13/26/80/80 | 0/3/3/3
33 | BCR F 204 - - 10/29/63/63 | 0/2/2/2
37 A86 13 315 - - 13/34/90/90 | 0/3/3/3
30 | CLA A 816 1,35 1/1/15/20 | 17/37/115/115 -

30 | CLA B 834 2 1/1/14/20 | 8/31/109/115 -

39 | DD6 6 319 - - 11/26/80/80 | 0/3/3/3
30 | CLA 3 301 15 1/1/15/20 7/37/115/115 -

30 | CLA 1 302 30,13 1/1/15/20 | 10/37/115/115 -
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Mol | Type | Chain | Res | Link Chirals Torsions Rings
30 | CLA A 839 1 1/1/15/20 | 14/37/115/115 -
30 | CLA 12 303 24 1/1/15/20 | 6/37/115/115 -
37 A86 8 315 - - 7/34/90/90 0/3/3/3
30 | CLA 15 308 30,27 1/1/11/20 7/13/91/115 -
37 A86 14 316 - - 11/34/90/90 | 0/3/3/3
30 | CLA B 825 2 1/1/15/20 7/37/115/115 -
30 | CLA 11 306 40 1/1/13/20 | 8/25/103/115 -
30 | CLA A 806 1 1/1/15/20 | 15/37/115/115 -
35 | LMT 11 302 - - 0/21/61/61 0/2/2/2
37 A86 11 301 - - 14/34/90/90 | 0/3/3/3
30 | CLA B 805 2 1/1/15/20 | 9/37/115/115 -
36 | LMG 8 321 36 - 5/24/44/70 0/1/1/1
30 | CLA B 801 2 1/1/15/20 | 8/37/115/115 -
35 | LMT 7 301 30 - 3/21/61/61 0/2/2/2
39 | DD6 2 315 - - 13/26/80/80 | 0/3/3/3
30 | CLA B 808 2 1/1/15/20 | 14/37/115/115 -
37 A86 15 320 - - 15/34/90/90 | 0/3/3/3
38 KC1 2 306 14 - 6/15/71/71 -
38 KC1 13 310 25 - 5/15/71/71 -
30 | CLA F 202 40 1/1/15/20 | 18/37/115/115 -
36 | LMG 14 321 - - 13/33/53/70 | 0/1/1/1
30 | CLA A 817 | 40,36 - 4/18/96/115 -
38 KC1 9 304 21 - 6/15/71/71 -
30 | CLA 2 310 14 1/1/15/20 | 6/37/115/115 -
30 | CLA 16 305 28 1/1/12/20 3/19/97/115 -
30 | CLA 10 305 40 1/1/15/20 | 10/37/115/115 -
38 KC1 8 310 20 - 6/15/71/71 -
33 | BCR B 846 - - 7/29/63/63 0/2/2/2
30 | CLA A 838 1 1/1/12/20 4/21/99/115 -
35 | LMT A 857 - - 3/21/61/61 0/2/2/2
30 | CLA B 833 30,40 1/1/15/20 | 11/37/115/115 -
37 A86 7 319 - - 10/34/90/90 | 0/3/3/3
38 KC1 4 310 16 - 4/15/71/71 -
30 | CLA 15 304 | 30,39,27 | 1/1/15/20 | 20/37/115/115 -
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Mol | Type | Chain | Res | Link Chirals Torsions Rings
35 | LMT 12 319 - - 0/21/61/61 0/2/2/2
30 | CLA B 818 2 1/1/14/20 | 6/31/109/115 -

30 | CLA 1 304 13 1/1/15/20 | 11/37/115/115 -
38 KC1 14 311 26 - 5/15/71/71 -
30 | CLA 9 306 37,21 1/1/11/20 6/13/91/115 -
38 KC1 5 306 17 - 10/15/71/71 -
30 | CLA 8 309 20 - 3/16/94/115 -
37 A86 10 301 22 - 6/34/90/90 0/3/3/3
37 A86 15 321 27 - 13/34/90/90 | 0/3/3/3
30 | CLA 6 316 40 1/1/13/20 7/25/103/115 -
30 | CLA 5 311 40,17 1/1/15/20 | 15/37/115/115 -
30 | CLA A 836 1 1/1/12/20 7/24/102/115 -
34 | LHG 2 320 30 - 12/31/31/53 -
39 | DD6 5 314 - - 10/26/80/80 | 0/3/3/3
32 SkF4 A 846 1,2 - - 0/6/5/5
30 | CLA B 811 30,2 1/1/15/20 | 10/37/115/115 -
30 | CLA 10 307 22 1/1/15/20 | 10/37/115/115 -
33 | BCR A 848 - - 10/29/63/63 | 0/2/2/2
35 | LMT A 855 - - 4/21/61/61 0/2/2/2
30 | CLA 5 304 17 1/1/15/20 | 12/37/115/115 -
35 | LMT 1 311 - - 4/21/61/61 0/2/2/2
30 | CLA 15 302 30,27 - 15/37/115/115 -
30 | CLA 5 303 17 1/1/15/20 | 6/37/115/115 -
35 | LMT B 852 - - 8/21/61/61 0/2/2/2
38 KC1 1 308 13 - 5/15/71/71 -
30 | CLA 15 309 27 - 10/37/115/115 -
38 KC1 5 305 17 - 5/15/71/71 -
30 | CLA F 201 40 1/1/15/20 | 10/37/115/115 -
30 | CLA 2 313 14 - 3/13/91/115 -
37 AS86 6 320 - - 9/34/90/90 0/3/3/3
37 A86 10 302 - - 13/34/90/90 | 0/3/3/3
30 | CLA A 831 1 1/1/15/20 | 9/37/115/115 -
33 | BCR A 849 - - 12/29/63/63 | 0/2/2/2
37 A86 11 314 - - 14/34/90/90 | 0/3/3/3
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Mol | Type | Chain | Res | Link Chirals Torsions Rings
39 | DD6 2 317 - - 14/26/80/80 | 0/3/3/3
30 | CLA 16 302 28 1/1/15/20 | 9/37/115/115 -

37 A86 7 316 - - 7/34/90/90 0/3/3/3
39 | DD6 10 313 - - 11/26/80/80 | 0/3/3/3
30 | CLA 14 307 38 - 10/37/115/115 -
30 | CLA B 814 2 1/1/13/20 | 5/25/103/115 -
30 | CLA 11 304 23 1/1/15/20 | 9/37/115/115 -
30 | CLA 16 309 28 - 4/13/91/115 -
39 | DD6 10 314 - - 9/26/80/80 0/3/3/3
38 KC1 3 308 15 - 8/15/71/71 -
30 | CLA 16 308 28 1/1/11/20 6/13/91/115 -
30 | CLA 16 310 28 1/1/11/20 7/13/91/115 -
30 | CLA 6 304 18 1/1/15/20 | 10/37/115/115 -
37 A86 2u 205 - - 11/34/90/90 | 0/3/3/3
37 A86 9 316 30 - 11/34/90/90 | 0/3/3/3
30 | CLA 16 303 28 1/1/15/20 | 19/37/115/115 -
30 | CLA 308 17 - 14/37/115/115 -
30 | CLA 304 - 1/1/14/20 | 9/31/109/115 -
30 | CLA 851 14,2 - 14/37/115/115 -
30 | CLA 16 306 28 1/1/12/20 | 13/22/100/115 -
33 | BCR L 205 - - 8/29/63/63 0/2/2/2
30 | CLA 12 321 24,26 1/1/15/20 | 4/37/115/115 -
30 | CLA 15 306 - 1/1/11/20 6/13/91/115 -
37 A86 15 317 30 - 16/34/90/90 | 0/3/3/3
30 | CLA 4 301 16,2 1/1/11/20 7/18/96/115 -
29 CLO A 801 1 3/3/20/25 | 4/37/135/135 -
30 | CLA 14 303 26 1/1/13/20 7/28/106/115 -
30 | CLA 8 301 20 1/1/15/20 | 20/37/115/115 -
33 | BCR 2u 201 - - 11/29/63/63 | 0/2/2/2
30 | CLA 6 309 18 1/1/15/20 | 12/37/115/115 -
30 | CLA 15 312 27 1/1/11/20 5/13/91/115 -
30 | CLA A 837 1 1/1/11/20 7/13/91/115 -
30 | CLA A 840 1 1/1/11/20 5/16/94/115 -
30 | CLA 5 302 17 1/1/15/20 | 13/37/115/115 -
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Mol | Type | Chain | Res | Link Chirals Torsions Rings
30 | cLA | B | 812 2 1/1/15/20 | 8/37/115/115 -
37 A86 8 318 - - 15/34/90/90 | 0/3/3/3
30 | CLA 13 301 25 1/1/15/20 | 15/37/115/115 -
30 | CLA 4 309 - 1/1/15/20 | 9/37/115/115 -
33 | BCR I 101 - - 5/29/63/63 0/2/2/2
37 A86 14 315 26 - 11/34/90/90 | 0/3/3/3
34 | LHG A 852 - - 25/53/53/53 -
36 | LMG 6 301 30 - 16/28/48/70 | 0/1/1/1
30 | CLA A 812 30,1 1/1/15/20 | 14/37/115/115 -
38 | KC1 | 11 | 311 ] 23 - 10/15,/71/71 -
37 A86 15 323 - - 15/34/90/90 | 0/3/3/3
30 | cLA | 13 [ 302 ] 25 1/1/15/20 | 16/37/115/115 -
33 | BCR A 851 - - 7/29/63/63 0/2/2/2
37 A86 11 316 - - 12/34/90/90 | 0/3/3/3
30 | CLA 7 307 19 - 19/37/115/115 -
30 | CLA | 4 [306| 16 1/1/15/20 | 10/37/115/115 -
31 | PQN B 840 - - 6/23/43/43 0/2/2/2
35 | LMT | 12 | 320 - - 1/21/61/61 | 0/2/2/2
30 | CLA | A | 818 1 - 7/24/102/115 -
37 A86 5 315 - - 6/34/90/90 0/3/3/3
39 | DD6 8 316 - - 13/26/80/80 | 0/3/3/3
30 | cLA | 2 [ 309 | 1434 | 1/1/15/20 | 11/37/115/115 -

The worst 5 of 7031 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
39 2 315 | DD6 | C10-C11 | 26.29 1.70 1.35
39 11 313 | DD6 | C10-C11 | 25.97 1.70 1.35
39 6 303 | DD6 | C10-C11 | 25.93 1.70 1.35
39 15 318 | DD6 | C10-C11 | 25.83 1.70 1.35
39 10 313 | DD6 | C10-C11 | 25.83 1.70 1.35

The worst 5 of 9756 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(°)
37 14 315 | A86 | O1-C20-C19 | 58.15 157.06 113.38
37 14 317 | A86 | O1-C20-C19 | 57.25 156.39 113.38
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Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(?)
37 15 321 | A86 | O1-C20-C19 | 57.05 156.24 113.38
37 8 318 | A86 | O1-C20-C19 | 56.85 156.09 113.38
37 4 312 | A86 | O1-C20-C19 | 56.56 155.87 113.38

5 of 185 chirality outliers are listed below:

Mol | Chain | Res | Type | Atom
29 A 801 | CLO NA
29 A 801 | CLO ND
29 A 801 | CLO NC
30 A 802 | CLA ND
30 A 803 | CLA ND

5 of 3979 torsion outliers are listed below:

Mol | Chain | Res | Type Atoms
30 A 804 | CLA | C3A-C2A-CAA-CBA
30 A 806 | CLA | C1A-C2A-CAA-CBA
30 A 806 | CLA | C3A-C2A-CAA-CBA
30 A 807 | CLA | C1A-C2A-CAA-CBA
30 A 807 | CLA | CBD-CGD-O2D-CED

There are no ring outliers.

235 monomers are involved in 440 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
30 A 813 | CLA 3 0
33 B 843 | BCR 2 0
30 2 307 | CLA 3 0
30 3 306 | CLA 2 0
30 B 837 | CLA 2 0
30 12 310 | CLA 2 0
30 A 824 | CLA 1 0
30 A 834 | CLA 2 0
30 A 843 | CLA 2 0
30 14 302 | CLA 2 0
30 1 301 | CLA 2 0
30 B 839 | CLA 3 0
30 B 806 | CLA 7 0
30 A 841 | CLA 2 0
30 A 819 | CLA 3 0
30 2 305 | CLA 2 0
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Mol | Chain | Res | Type | Clashes | Symm-Clashes
33 L 204 | BCR 4 0
34 5 317 | LHG 1 0
30 J 101 | CLA 1 0
30 A 830 | CLA 4 0
31 A 845 | PQN 5 0
30 A 811 | CLA 3 0
30 A 802 | CLA 3 0
30 14 312 | CLA 1 0
30 A 842 | CLA 4 0
38 5 312 | KC1 1 0
33 J 102 | BCR 3 0
30 A 803 | CLA 2 0
39 6 318 | DD6 1 0
30 3 305 | CLA 1 0
30 6 307 | CLA 1 0
30 16 307 | CLA 2 0
37 7 315 | AS86 1 0
30 A 814 | CLA 3 0
35 11 303 | LMT 1 0
33 L 201 | BCR 2 0
30 A 826 | CLA 4 0
30 14 305 | CLA 1 0
30 12 302 | CLA 1 0
30 B 831 | CLA 2 0
37 11 315 | AS86 1 0
33 M 101 | BCR 3 0
30 9 301 | CLA 1 0
30 A 829 | CLA 10 0
36 A 856 | LMG 2 0
30 B 820 | CLA 2 0
30 A 823 | CLA 1 0
30 3 302 | CLA 1 0
30 8 308 | CLA 1 0
30 7 303 | CLA 1 0
30 B 830 | CLA 2 0
30 B 816 | CLA 2 0
30 A 805 | CLA 3 0
30 3 303 | CLA 2 0
30 10 309 | CLA 2 0
30 A 809 | CLA 1 0
30 4 311 | CLA 2 0
33 B 842 | BCR 1 0
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Mol | Chain | Res | Type | Clashes | Symm-Clashes
36 3 317 | LMG 2 0
30 10 304 | CLA 1 0
30 A 821 | CLA 2 0
30 A 832 | CLA 1 0
30 1 303 | CLA 3 0
39 6 321 | DD6 1 0
30 10 303 | CLA 3 0
30 B 817 | CLA 5 0
30 B 807 | CLA 2 0
30 11 310 | CLA 4 0
30 12 312 | CLA 1 0
30 B 838 | CLA 7 0
30 5 307 | CLA 2 0
30 2 308 | CLA 1 0
30 B 802 | CLA 2 0
30 A 828 | CLA 2 0
35 12 301 | LMT 2 0
30 B 821 | CLA 2 0
37 14 320 | AS86 1 0
30 7 311 | CLA 2 0
33 J 103 | BCR 4 0
30 A 844 | CLA 1 0
39 13 314 | DD6 1 0
30 A 804 | CLA 4 0
30 B 828 | CLA 5 0
30 15 307 | CLA 1 0
30 10 308 | CLA 1 0
30 12 308 | CLA 4 0
30 9 307 | CLA 4 0
30 B 823 | CLA 1 0
30 B 826 | CLA 5 0
30 1 307 | CLA 2 0
30 15 303 | CLA 3 0
30 B 803 | CLA 1 0
33 B 841 | BCR 1 0
30 3 310 | CLA 2 0
30 8 302 | CLA 2 0
30 8 305 | CLA 2 0
30 6 306 | CLA 2 0
30 B 819 | CLA 2 0
30 11 308 | CLA 2 0
34 A 853 | LHG 1 0
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Mol | Chain | Res | Type | Clashes | Symm-Clashes
30 4 305 | CLA 1 0
30 A 833 | CLA 6 0
33 A 847 | BCR 3 0
38 5 310 | KC1 1 0
36 8 319 | LMG 1 0
37 4 315 | AS86 1 0
30 2 311 | CLA 1 0
30 6 314 | CLA 2 0
30 B 827 | CLA 5 0
30 2 304 | CLA 1 0
30 8 303 | CLA 2 0
35 11 318 | LMT 2 0
38 12 309 | KC1 1 0
30 L 202 | CLA 5 0
30 A 810 | CLA 5 0
30 B 813 | CLA 7 0
30 L 203 | CLA 2 0
30 B 822 | CLA 2 0
30 9 305 | CLA 2 0
37 14 317 | AS86 1 0
30 7 306 | CLA 3 0
30 16 301 | CLA 6 0
30 B 824 | CLA 3 0
33 B 845 | BCR 2 0
30 9 308 | CLA 2 0
30 A 807 | CLA 2 0
36 B 847 | LMG 2 0
30 2 303 | CLA 4 0
30 B 804 | CLA 2 0
30 B 835 | CLA 4 0
30 2 301 | CLA 1 0
30 7 309 | CLA 6 0
30 9 302 | CLA 1 0
38 3 304 | KC1 1 0
30 A 835 | CLA 2 0
38 16 304 | KC1 1 0
33 B 844 | BCR 2 0
30 4 302 | CLA 1 0
30 A 822 | CLA 3 0
35 6 302 | LMT 2 0
30 13 307 | CLA 4 0
30 B 815 | CLA 2 0
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Mol | Chain | Res | Type | Clashes | Symm-Clashes
30 A 820 | CLA 6 0
35 7 321 | LMT 1 0
30 B 836 | CLA 4 0
30 15 313 | CLA 4 0
30 B 809 | CLA 7 0
33 A 850 | BCR 2 0
36 B 849 | LMG 1 0
30 7 304 | CLA 1 0
35 11 317 | LMT 2 0
33 F 204 | BCR 3 0
30 A 816 | CLA 4 0
30 B 834 | CLA 2 0
39 6 319 | DD6 1 0
30 3 301 | CLA 1 0
30 1 302 | CLA 3 0
30 A 839 | CLA 6 0
30 12 303 | CLA 2 0
37 8 315 | AS86 1 0
30 15 308 | CLA 1 0
30 B 825 | CLA 1 0
30 11 306 | CLA 2 0
30 A 806 | CLA 5 0
30 B 805 | CLA 2 0
36 8 321 | LMG 1 0
30 B 801 | CLA 4 0
35 7 301 | LMT 1 0
30 B 808 | CLA 2 0
30 F 202 | CLA 3 0
36 14 321 | LMG 2 0
30 A 817 | CLA 3 0
30 2 310 | CLA 1 0
30 10 305 | CLA 1 0
33 B 846 | BCR 4 0
30 A 838 | CLA 1 0
35 A 857 | LMT 1 0
30 B 833 | CLA 1 0
38 4 310 | KC1 1 0
30 15 304 | CLA 2 0
35 12 319 | LMT 1 0
30 B 818 | CLA 1 0
30 1 304 | CLA 2 0
30 9 306 | CLA 2 0

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

Mol | Chain | Res | Type | Clashes | Symm-Clashes
30 6 316 | CLA 5 0
30 A 836 | CLA 3 0
30 B 811 | CLA 4 0
30 10 307 | CLA 1 0
33 A 848 | BCR 2 0
35 A 855 | LMT 2 0
30 5 304 | CLA 2 0
30 15 302 | CLA 4 0
30 5 303 | CLA 4 0
30 15 309 | CLA 2 0
30 F 201 | CLA 6 0
30 A 831 | CLA 5 0
33 A 849 | BCR 4 0
30 16 302 | CLA 1 0
39 10 313 | DD6 1 0
30 14 307 | CLA 1 0
30 11 304 | CLA 3 0
30 16 309 | CLA 1 0
30 16 310 | CLA 1 0
37 9 316 | AS86 1 0
30 16 303 | CLA 1 0
30 5 308 | CLA 2 0
30 B 851 | CLA 1 0
30 16 306 | CLA 1 0
33 L 205 | BCR 4 0
30 12 321 | CLA 2 0
30 4 301 | CLA 3 0
29 A 801 | CLO 3 0
30 14 303 | CLA 3 0
30 8 301 | CLA 1 0
30 6 309 | CLA 3 0
30 A 837 | CLA 1 0
30 A 840 | CLA 1 0
30 5 302 | CLA 3 0
30 B 812 | CLA 2 0
30 13 301 | CLA 5 0
30 4 309 | CLA 1 0
33 I 101 | BCR 2 0
34 A 852 | LHG 1 0
36 6 301 | LMG 1 0
30 A 812 | CLA 4 0
30 13 302 | CLA 3 0

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

Mol | Chain | Res | Type | Clashes | Symm-Clashes
33 A 851 | BCR 2 0
37 11 316 | AS86 1 0
30 7 307 | CLA 2 0
30 4 306 | CLA 6 0
31 B 840 | PQN 1 0
35 12 320 | LMT 1 0
30 A 818 | CLA 1 0
37 5 315 | AS86 1 0
30 2 309 | CLA 2 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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Ligand DD6 9 314
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Ligand CLA A 830
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Ligand CLA B 810
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Ligand CLA 16 307
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Ligand CLA B 831
Bond lengths Bond angles
v w
Pt
g L] x_" _q\ .-F II.
Y e g §
. & ‘_, ,k.__- ""\‘.Q\.-‘.i o
A & v t""&'_d.‘,
B L] '; -{IF .I.__‘_I.-.xp ._.' \*.--0\_“
N ____.-Il oo
'.' 1_‘
L !
é
Torsions Rings
Ligand A86 11 315
Bond lengths Bond angles
7
. “ ,’ 4 . ---"Q"J
'] i ! " n'r.--
B, T "
e ‘-..__..u__‘_f_g.__k .. R
] -
Torsions Rings




Page 124

wwPDB EM Validation Summary Report

EMD-0835, 6L4U

Ligand KC1 7 308

Bond lengths

Bond angles

Torsions

Rings

Ligand CLA A 825

Bond angles

Torsions

& T [ | .'" |:.
] y - . ]
f \ o - f
’ R e - ’
i A/ Soe
:.'_ Y j? :.’-_“x
¢ = i bt
1 '\.'.
’ 4
Rings




Page 125 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand BCR M 101

Bond lengths Bond angles
§ 1 ? .h/a‘\ T ® 8 ¥
'}‘/‘W\/\/\/\/\M,« ] O/‘ A A A e "*'/O
& b0 | i b e | T '
e \ s i 1 \ ® & 1
Torsions Rings
Ligand DD6 7 314
Bond lengths Bond angles
" ., q}p__‘
- '{- I" -".. ‘

Torsions Rings

Ligand CLA 9 301

Bond angles

L | M s
.," k| et |
. | A S ®
v g o v e | -
b, 1 ! by ¥ : ’ i N
7 s A ~ 7 e M "
x‘—-‘\\‘__.: h _‘.’ L N— ® .:p"éx\‘-_.-' 1 _;." - ¢
s y \ A
i \F w i \F v
[ .l‘ [ .l‘
Torsions Rings
g




Page 126

wwPDB EM Validation Summary Report

EMD-0835, 6L4U

Ligand CLA A 829

Bond angles

v
'Y v i M [
ey F . oA/ '
Yo Fae B ¥
x gt ) j -
| \:F .
&

Torsions

@ { 5
{1 oy S
wd oL e A4 ’
§ o LIS N ®
e e { .
L &,
-y T - & L 'y

\ P %, o
:P"“, 4 f 4 ' ‘
Fi ® 8

i\ \F e

¢ &

Rings

Torsions

Ligand LMG A 856

Bond lengths

Bond angles

Torsions

[ ]
e f
T I *
“ .\\04\ = -
w \.‘

- | v

Rings




Page 127 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA B 820

Torsions Rings




Page 128

wwPDB EM Validation Summary Report

EMD-0835, 6L4U

Ligand CLA A 823

Ligand CLA 3 302

Bond angles

r r

8. |

d T g, e |? d T g, e
Aed \,""_1 4 N Aed ..'"_1 FoN ! .
};_ . i > ! . :.; . i _T,m..i. .-"'\',.\'J- .
-~y .'1'. ,,jl » L I;I ,.jl 4 l-".‘\__‘\
' [ s i
e el d e [
: ‘r’t-“ : ‘P”.—_“
. L . .
é ‘
Torsions Rings




Page 129 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA 8 308

. . | { 1 P e . : 8 4
i - - ! ! 1 - S : g * v
g P » | g7 TP . [ T e,

o |
| & | \ F- J
f—’ ".\ _f"-"'f'- \_H . rP" ".\ _;""'-f'- \_‘, - ﬂi\ .
. 4, o9 - b -4 o8 e
© 4 e ° 4 e
© ©
Torsions Rings
Ligand A86 2 318
Bond lengths Bond angles
7
. ° ,’ - . . _JQ,.J
L] f !‘II.-'
; ) ! o
A N e . v
‘I w
Torsions Rings




Page 130 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA 7 303

Bond angles

f
o { L]
| g » ]
! i 0 - !
I S | b 4 L o r"\_..a .T e
L ; R e 4 ’
: ® P b, : 4 : \'}.‘r'“» s P
g’ ] . { g’ ] o d e,
Y " R \ i A
x_ gt .—1 - ‘ "._J\‘t-". ) _;." et ‘
w F -
3 \F w i\ \F e
] pi 1] Fi

Torsions

Bond angles

T f
L] { L]
P » !
d 1 pe
i.__‘-' e F"‘ L e
& d o .' L3 g, ! .
',. b o N t"‘\‘,. 4 #
L .
-y F . U] | L &
\ | S N | e
¥ —4 Fy f F —_ N
P P
1 \F e
¢ &
Torsions Rings




Page 131

wwPDB EM Validation Summary Report

Ligand LHG 6 322

Bond lengths

Bond angles

EMD-0835, 6L4U

F

d

)' . I/‘HH A NN
pW

o & o
e
a
&
o
[

4 -\Y- 4 \Y-
“ANS L “ArNS L
A4 ¢ A
. {_ -' . . {rd N .
. S { [ e A, Y |
"']: -‘F . '_.IIRH -’ \‘ ']: -{F N ':#H -’ \._._, \‘
fﬂ o (Y ! e . - (Y :"-"\ o
| N N o o
e N
© ©
Torsions Rings
PDB



Page 132

wwPDB EM Validation Summary Report

EMD-0835, 6L4U

Ligand A86 3 314

Bond lengths

Bond angles

. R ‘-.,._ . ’ . Q-
So SN
Val '..__.n___‘.__, ‘ . ‘-._r_.a'-.‘
I 7
Torsions Rings
Ligand A86 14 319
Bond lengths Bond angles
‘ O ¢ r
TS -"r""-.‘.--" A e ".."?’_'i'-
[ 7
Torsions Rings




Page 133 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA A 805

Bond lengths Bond angles
a A
¢ V7 ya f {
AN [
t LA TNA L
e b .\_, ®
g’ P 1 # "\,_J y
4 4{?.._?.- . o
§ =% L4 v
a b .'.
é
Torsions Rings

Ligand CLA 3 303

Bond angles

r
B { W %
" 14
L o W | v
..' g L \.‘__4 { ™
. » et o ]
& . 14 N l'i ! YA e ]
— ! - .
'-.' __‘\ -fﬂ ‘_9-'4\ . A L]
P N =
\ \‘F" v
* &
Torsions Rings




Page 134 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand DD6 1 310

Bond lengths Bond angles
- L]
Y
- nn'r.- < -,._-1'-.
[ g L
[ o
[ ]
e,
-
b b

Torsions Rings

Ligand KC1 6 308

Torsions Rings




Page 135 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA 10 309

Bond angles

f
o { L]
s f » !
! i 0 - !
b/ "'Iy-"‘.__ b b "I.:-"‘.__ F"A\‘_.ﬂ I »
o l | o l S ! .
\ N e ! & \ b o -"‘\',l [ [
g’ F 8 f 3 - ;. 4 & / \r-‘\r"' s
= O { A B S | g
\ Fv \ e
x_ -t 4 - ‘ "._J\‘t-". ) _;." et ‘
L ] Y
3 \F w i\ \F e
] pi 1] Fy

Torsions

Bond angles

T f
L] { L]
P » !
d 1 pe
i.__‘-' e F"‘ L e
& d o .' L3 g, ! .
',. b o N t"‘\‘,. 4 #
L -
-y F . i | L L
\ | S N | e
¥ —4 Fy f F —_ N
P P
1 \F e
¢ &
Torsions Rings




Page 136

wwPDB EM Validation Summary Report

EMD-0835, 6L4U

Ligand CLA 14 313

Bond lengths

Bond angles

©
o -

[]
¥
i
N/f\}h
1
1

o

‘L-L

o

Torsions Rings

fanstes




Page 137

wwPDB EM Validation Summary Report

EMD-0835, 6L4U

Ligand CLA 4 311

Bond lengths

*\5
A? ‘)F if—«"\—-{.
4 @‘\»{

Torsions

Ligand BCR B 842

gy

Bond lengths

e D

Bond angles

T t ] b - T 1 v T
! e “ o e "F/“-‘..--"av,z‘\
.\v/L;. it l I ;C ! l ]
Torsions Rings
PDB



Page 138 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand A86 4 314

Bond lengths Bond angles
[
ol ¢ !'J
t r
! :
al . .&___T__‘ A t.,_r_zl'--.‘
o g o .--.‘_,.-.
i
Torsions Rings

Bond angles

Torsions Rings

Bond angles

o e s r o e 13 3
¢ Ty J ¢ 1y J §
| 4 | i W N R ®
.-' .I./ .-' g [ \.'___q\ ) I ,'
& o 'd ® # ' o ‘r # - L o & '] !
ey P, A ] | e T LA A
e R e . A .
f vt e Fi et e "
i . e | w
[ .l: [ .l:
Torsions Rings




Page 139 wwPDB EM Validation Summary Report

EMD-0835, 6L4U

Ligand CLA A 821

Torsions




Page 140 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA 1 303

Bond angles

), ._r""""" - » r
Q| (N A,
"‘ d lf Fi A Ly \‘__.“ ‘l\ .
S ' ¢ S T e $
. .' i I . '.' ‘ﬁ R 4
": 4 -‘r. T’"‘R\__. . 'f:.__‘\\ -’, \.'__4_‘ - L \r*\.
x | e S W i L S N W
' \F- e ¢ \F' “
L] .l L3 .l
Torsions Rings
Ligand DD6 7 317
Bond lengths Bond angles
[ ]
A -
Y
‘*b; ° o A

Torsions Rings

Ligand CLA 9 303

Bond lengths Bond angles
L ‘i‘ ' &
é T Ty '
B ? —a F"‘\. & ®
..’ - F E-3 .' Lo R ™
I'n . | ¥ " “ 4\\"". ‘I\ #
- ' . ] f s - .\'__.g\
. {1 r Lo ®
‘. T __"‘
\ ¥ v
* &
Torsions Rings




Page 141 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand DD6 15 319

Bond lengths Bond angles
. I-F. | ‘;b__'
- ':- < ;.- b
- = “ be
b b
Torsions Rings
Ligand DD6 6 321
Bond lengths Bond angles
. il —
) o ',”" “ P <
[ - “ & r
X3

Torsions Rings

Bond angles

¢
g . 4 : ﬁ .':. 'P g " T N ﬁ .':. . - *\'.l. \'—":
\ _4\' .-!.-"“." © — i “ \ __4' ._."--.f' ?__4‘ ) .
f g, .'."", - ‘_-. et _.'.'"*__ 0
[ 'l " [ 'l ¢
Torsions Rings




Page 142

wwPDB EM Validation Summary Report

EMD-0835, 6L4U

Ligand CLA B 817

Bond angles

Torsions

r""‘ir e e “‘L
® v [ ey . ®
/ \ s — [
p b ¥ - »
g A7 "\«f‘ -
bt j e
¢ v L4 v
1 '\.'.
‘ 4
Rings

Ligand KC1 3 311

Bond lengths

Bond angles

Torsions

Rings




Page 143 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA B 807

Bond lengths Bond angles
L {I » '
¢ T vy ' v
SV Y ’
4 i v, "\ »
' | ' w . ";.\' & 4
g 7 . A Yt _a

..:'__‘\ .-" ,’f ;.'__4\* . o .
¢ TN
“ N

Torsions Rings

Bond angles

r
ir'-..‘.'..+*,- ® r ;
s/ e ®
& '.' g L3 g, 4'\ .
I'l | " w T et \,-"\ 4
-
- ( _J -"'-fh‘r-“\ v \r“\.

- ! 5 d N
J — L d L

¢ TN

# .

Torsions Rings

Bond lengths Bond angles
[]

.~ A L.

U s
b "? \.‘" o F"J\. & e
& - '.' p.' L3 g, "\ .
] P R N | ®
. "- - * |4 w A | Fy

vl S . LI
i " _.\FJI""’,‘

* &

Torsions Rings




Page 144 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA A 827

Bond angles

f
o { L]
s Par » !
/ i N - !
T b 4 b r"\_..a .T ¢
P o ] e L -
C L Ay \ U L e ] .
—y’ P & f 1 - ;. 14 & / \r-‘\r"' s
-« T e { A B S | g
-. oy et \ F~ 4
x— -t b d — = :p—"\\‘-_.- 1 _;." — =
w 4 s
3 \F w i\ \F e
L] .l L3 .l

Torsions

Bond angles

» ‘i' ™ = r
‘ li._ b e F"J\..-t‘ ." e
") " B N
I'l ' i ® T et " 4
- ¥ o T e
':.__4 fan i ! . : i
VA ™
1 '\FJ -
¢ N
Torsions Rings
Ligand A86 4 317
Bond lengths Bond angles
7

e b - '] . s

Y- X
t r
) .
i % \-'r"i'--..,.--l._ o - "'F"j".
b T '--...--‘_,..__,_u.._ P
v -
¢
Torsions Rings




Page 145 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand KC1 9 311

Torsions

Rings

Ligand DD6 7 302

Bond angles

Torsions

Rings




Page 146 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand A86 10 315

Bond lengths Bond angles
[
ol ¢ !'J
t r
! :
@ & ‘-'f"i"-.‘.-'.‘ ‘,.-‘__‘ _a . .-...Ir-jl"
o g o .--.‘_,.-.
i
Torsions Rings

Bond angles

L | . s B . s
¢ 7 Ty A B e N A ¥
e Y A AR ¢
's * ' = e | ’
P S $ SR S (R R N G |
[ - ] . A : | - 7 . & T e,

et N OV G S = .
f vt e Fi et e "

1 . w 1 '

[ .l [ .l

Torsions

Ligand C

Bond angles

4
[ L]
/ "."{y—! . 5
A AR @
« L A e 4 ®
& . . |1 ® |4 ' . . ] 1 # "f.‘--‘\ s ’
7 A " T LA At
e e . A .
f et e B Fi et e "
. ! N . J N
Torsions Rings




Page 147 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA 7 312

Ligand CLA 2 308

Bond lengths Bond angles
ir-...‘.'..{y- - »r r
. S W N @
‘/ T .I-.- }_.' L \‘_,_J,. "\ .I.
. © ® = gt \.__*_\ . ¥
- ";, _‘? .‘-..,f.\'__.. v -l

F N d L] Tee

¢« .‘r"_.\.

& s &
Torsions Rings




Page 148 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA B 802

Bond angles

Pog » s
i 0 .
I S | b 4 L o r"\_..a .T e
¢ L . R e A y
& . . : ® P e - l : 4 : \'}.‘r'“» & P
| — ? s f g by . 4 L o,
4 [ 4 [ N,
x_ gt ;-1?'\--. ’ -'._J\".--'. i -;‘r =t :
W @ . __..‘
3 \F w i\ \F e
13 pi 13 Fi

Torsions

Bond angles

T r
L] { L]
P - ¥
{7 Ty
i.__‘-' e F"‘ L e
& d o .' L3 g, ! .
Lo - { .
L =
-y F . U] | L &
\ | S N | e
b, F| 1 F L N
P P
1 \F e
¢ .
Torsions Rings

Bond lengths Bond angles
[ F [ F
o P __'f < /
/ \\\ \’ -‘-q‘
o Ll
"‘\ p 4 \0 - Q-, “-\\ f?— Q
» 4’ ® K e .
= s - ‘e -Q o *, e
% 4,4 o ,\h e '
\b— y
Torsions Rings




Page 149 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA 13 304

Torsions Rings




Page 150 wwPDB EM Validation Summary Report

EMD-0835, 6L4U

Ligand CLA B 821

Torsions

Ligand A86 14 320

Bond lengths

Bond angles

Torsions




Page 151 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA 7 311
Bond angles
.’r' ‘.'Ay-q ‘_-' ’
¢ AT TN ] .
e, SN e NP
ey 7. A ) g 7 . A Ly
L I —, ® P i e, U]
x i, L - "'. L N et
' g e ¢ ‘g “
L] .l‘ L3 .l‘
Torsions Rings
Ligand A86 9 313
Bond lengths Bond angles
7
. “ - » ---"Q"J
‘ O ¢ . r
A NAA] R N
] -
Torsions Rings
Ligand BCR J 103
Bond lengths Bond angles
T 1 v h = ! ! ’ A
e ! >— ‘-? ! | [
{ M\)\Mf\/\/\‘/ . O/‘--. .“-v.}“")"‘" St ""W/O
. "— 8 | | ‘ -8 | T I
v"‘-._. : ] P % . ¢ I
Torsions Rings




Page 152 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand KC1 6 311

Torsions

Rings

Ligand DD6 6 303

Bond angles

Torsions

Rings




Page 153 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA A 844

Bond lengths Bond angles
[]
ir'-..‘.'..+y- e r ;
P S W R N e
' ] v, | -
Ill. r ‘f ® -.-‘\""". o 4
- B {
B .:b 4’ ""-v"*‘r 4 M
_ [ .
/ e, L4 w
1 N
& “ N
Torsions Rings

Ligand KC1 7 313

Torsions Rings




Page 154 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand DD6 13 314

Bond lengths Bond angles

Torsions Rings

Ligand CLA 8 304

Bond angles

§
oA )
Py '. -.’._q\ f‘ f
Ad L e ]
1 gy a— 4
L+ s
8. L S ] \ 4 \*..--O\v
\ | . J -
.l"'q.__ *' : w I'P"".x
e | gt
'-;( -'.-'."‘x_
& | L
L
Torsions Rings




Page 155 wwPDB EM Validation Summary Report EMD-0835, 6L4U
Ligand CLA A 804
Bond angles
ir' "Jl . F r
. (L.-f’ :,-.; .,P’ o 4\.__{'_4 : )
' |1 ® |4 ' | v ® T et -] 4
~ 7 s A L | e T L A e
.x""‘,‘__.':_ -i_‘H\-" ° ‘:""“\‘ _."l_ :__,;'r_ e ®
" \IF' “w ' ‘\IF-— “a
Torsions Rings
Ligand DD6 15 318
Bond lengths Bond angles
0’ ;m-'
Hb;- o -;.- q‘.
Torsions Rings




Page 156 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA 13 309

Bond lengths Bond angles

4 ¥
T e T &
& B d ‘!—-.' -"-.\‘_'_4\ .
- . e ?
. w A,
[ S— T ] { L &
ot -~ | —" A
i gtk j— -
4 el
* @
Torsions Rings
g




Page 157

wwPDB EM Validation Summary Report

EMD-0835, 6L4U

Ligand CLA 15 307

Bond lengths

aat
f__ﬁ._,_ f

oD@
;/‘"{-{if}&.

Torsions

N -
e | o \1/‘ '




Page 158

wwPDB EM Validation Summary Report

EMD-0835, 6L4U

Ligand CLA 10 308

Bond angles

Torsions Rings

Bond angles

Torsions Rings

Ligand C

Bond angles

Torsions Rings




Page 159 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA 14 304

Torsions Rings




wwPDB EM Validation Summary Report

EMD-0835, 6L4U

Page 160

Ligand CLA B 823

Bond angles

Bond lengths
4 4
B 4 B 4
¢V e s p ¢ TV e s p
o/ < o/ <
Y . b ataty
i L i i Ay o0 »
- o L 4 .. -] o o,
<7 . A 7 < /] . oA 7 s
f_, Q\_‘ / -..__‘l_,t' 'F_, !\ J‘{ . ?_'* P
. “ o4 - { - % -—t
: \ Y ¥
¢

Bond angles

Bond lengths
B {I - ]
P 1 [
e/ | S r‘\.--‘\ 4 #
s F o L N ®
L e ¥ L A ¥
< A s
..'_ . _.-' 1 I ,’_.I
F o e
L]
Torsions Rings




Page 161 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA 1 307

Bond lengths Bond angles
[]
ir'-..‘.'..+y- e r ;
P S W R N e
' ] v, | -
Ill. r ‘f ® -.-‘\""". o 4
- B {
B .:b 4’ ""-v"*‘r 4 M
_ [ .
/ e, L4 w
1 N
& “ N
Torsions Rings

Ligand KC1 11 312

Torsions Rings




Page 162 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA 15 303

Bond angles

F
B4
L ' 1{.---4{\ ’ | .
s/ e = !
v < ] N y
. P v "‘\. ]
/S I { g ¢

!

g’ P » ! =

Torsions

Bond angles

¢ i \' ' "-4\. &, ]
& - d p.' L3 gt { -
| b o --"‘\',a "{ $
& + I L et
- ..:. _-‘: ..‘_ U] ?_4;\ » L o, .
‘.- _— ---__‘ L§
' ? ™
L]
Torsions Rings
Ligand BCR B 841
Bond lengths Bond angles

b 4 ® b T 4 ® h
! : ___.?/4:&_ ! . o
A, &, & ™

! MN\MW . I U“_-. S v). v-f".,-‘_. .“"')'“‘O
A ! | [ - ‘ l |

Torsions Rings




Page 163

wwPDB EM Validation Summary Report

EMD-0835, 6L4U

Ligand CLA 3 310

Ligand C

Bond angles

Torsions

r
F R &
LY

.'I- - - 4\""'. [ L4

T ¥

vt
- ®

Rings




Page 164 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA 8 305

Bond angles

f
o { L]
s Par » !
/ i N - !
T b 4 b r"\_..a .T ¢
P o ] e L -
C L Ay \ U L e ] .
—y’ P & f 1 - ;. 14 & / \r-‘\r"' s
-« T e { A B S | g
-. fv" et \ F~ 4
x— -t b d — = :p—"\\‘-_.- 1 _;." — =
w 4 s
3 \F w i\ \F e
L] .l L3 .l

Torsions

Bond angles

» ‘i' ™ = r
‘ li._ b e F"J\..-t‘ ." e
") " B N
I'l ' i ® T et " 4
- ¥ o T e
':.__4 fan i ! . : i
VA ™
1 '\FJ -
¢ N
Torsions Rings
Ligand A86 2 302
Bond lengths Bond angles
7

e b - '] . s

Y- X
t r
) .
i % \-'r"i'--..,.--l._ o - "'F"j".
b T '--...--‘_,..__,_u.._ P
v -
¢
Torsions Rings




Page 165 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA 6 306

Bond lengths Bond angles
[]
ir'-..‘.'..+y- e r ;
P S W R N e
' ] v, | -
Ill. r ‘f ® -.-‘\""". o 4
- B {
B .:b 4’ ""-v"*‘r 4 M
_ [ .
/ e, L4 w
1 N
& “ N
Torsions Rings

Ligand KC1 8 307

Torsions Rings




Page 166 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand DD6 16 313

Bond lengths Bond angles

Torsions Rings

Bond angles

r
) . ]
;e B I
w L 'p *‘1..--4.‘ ’_.4\__‘\ I .
& - .-' = .' Lo g, 4'\ ®
L e Y N s
- L b r ""‘*r -
- . ; i = .t
\ Py '?__4\
AT ’
' 'y e
* &

Torsions

Bond angles

‘-._____.-{ N 4"
. —a o ®
< | -
q.’ Fi g L i -
I'n . § 1 » “ 4\\"". ‘I\ 4
L A,
| - d . U] f LR Y
\ [ S
e {7 — -
‘. T -"‘
\ ¥ v
¢ &
Torsions Rings




Page 167 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand LHG A 853

Bond lengths Bond angles
»
{
! e A A
) q . '\-\.T \.\_', n.._.—"' TJ "'\-\.‘
d o I - L o
e
[
A
o e
L] ®
Torsions Rings

Ligand CLA 3 307

Bond lengths Bond angles
[] []
Peg » r
¢ T Ty
vy e s
& d g L3 g, ! .
',. b o N t"‘\‘,. \r_‘\ #
gy 7 L. -
\ Py vl . R “
P N = -
1 \FJ e
¢ N
Torsions Rings




Page 168 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA 4 305
Bond angles
o i- » r
‘ ?-ﬂ ‘.-' .
¢ AT NA L] .
I'l v [ ® I |4 ' | “y ® -.-‘\';. ‘: 4
gy’ T . oA ' —y' T . A/ et
L I -, ® P i =, U]
x L o N | - "'. et L4 et
" \IF -\‘ " ‘\IF -\.‘
L] L]
Torsions Rings
Ligand DD6 12 317
Bond lengths Bond angles
] 0’ | ‘;m_'
- ':- < ;.- q
. N “ ® ®
Torsions Rings




Page 169

wwPDB EM Validation Summary Report

EMD-0835, 6L4U

Ligand CLA F 203

Torsions

Ligand A86 15 315

Bond lengths

Ty

Bond angles

Torsions




Page 170 wwPDB EM Validation Summary Report

EMD-0835, 6L4U

Ligand KC1 11 305

Torsions

Rings




Page 171 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA 15 311

Bond lengths Bond angles

4 ¥
T e T &
& B d ‘!—-.' -"-.\‘_'_4\ .
- . e ?
. w A,
[ S— T ] { L &
ot -~ | —" A
i gtk j— -
4 el
* @
Torsions Rings
g




Page 172 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA 14 309

Bond lengths Bond angles

4 ¥
T e T &
& B d ‘!—-.' -"-.\‘_'_4\ .
- . e ?
. w A,
[ S— T ] { L &
ot -~ | —" A
i gtk j— -
4 el
* @
Torsions Rings
g




Page 173

wwPDB EM Validation Summary Report

EMD-0835, 6L4U

Ligand BCR A 847

ey )

Bond lengths

A

Bond angles

I)"w 1
‘“ w/l__:. ] i T

Torsions

! f o
&-.f‘n-./‘n,/‘“‘r-‘x./-.v/*\f.&"___,-\@
T . l

o
Rings

Ligand KC1 16 311

Torsions

Rings




Page 174 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA 6 317

Bond lengths Bond angles
[]
ir'-..‘.'..+y- e r ;
P S W R N e
' ] v, | -
Ill. r ‘f ® -.-‘\""". o 4
- B {
B .:b 4’ ""-v"*‘r 4 M
_ [ .
/ e, L4 w
1 N
& “ N
Torsions Rings

Ligand KC1 13 311

Torsions Rings




Page 175 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand DD6 3 316
Bond lengths Bond angles
. I-F. ‘;¢_-'
- ':- < ;.- b

- = “ be
b b

Torsions Rings

Ligand LHG B 848
Bond lengths Bond angles
F
Fi
< o e e 8 _ &
) q - MT-' .\_'g h‘_r -\.._‘.l '\-\.t
d hN I ° l.,ﬂ ©
]
[
A

e e

[ ]

Torsions Rings




Page 176 wwPDB EM Validation Summary Report

EMD-0835, 6L4U

Ligand KC1 5 310

Bond lengths

Bond angles

Torsions

Rings




Page 177 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand LMG F 205

Bond lengths Bond angles

3

!

®

\ /
4 i
¥ \‘_‘___‘

¥
S
é

Torsions Rings

Ligand CLA 13 303

Bond angles

f
‘r"---'l---‘i.?_ - . ‘-'
| N AR ®
..' g L \.‘__4 { ™
. - et o ]
. L . o * » L ‘__J\ - | 4
— f ) -
e et aw A
! gtk -
1 b S
* &
Torsions Rings




Page 178

wwPDB EM Validation Summary Report

EMD-0835, 6L4U

Ligand LMG 8 319

Bond lengths

Bond angles

Bond lengths

Bond angles

Torsions




Page 179

wwPDB EM Validation Summary Report

EMD-0835, 6L4U

Ligand CLA 15 305

Ligand C

Bond angles

Torsions

r
F R &
LY

.'I- - - 4\""'. [ L4

T ¥

vt
- ®

Rings




Page 180 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA 6 314

Bond lengths Bond angles
L {I » '
¢ T vy ' v
SV Y ’
4 i v, "\ »
' | ' w . ";.\' & 4
g 7 . A Yt _a

..:'__‘\ .-" ,’f ;.'__4\* . o .
¢ TN
“ N

Torsions Rings

Ligand LMG 5 318

Bond lengths Bond angles
e

¥
i

Torsions Rings

Bond angles

f
ir'-..‘.'..+y- ® I r ¥
wd YL e .
g [ A LI ®
' L - Lg '__4\ -
& . 1 w T \._.‘\ a 4
-~ J\? '-'"f’i‘r“\ M
o I 5 J -
J — L4 L
¢ TN
“ N
Torsions Rings




Page 181 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA 4 303

Bond lengths Bond angles
[]
ir'-..‘.'..+y- e r ;
P S W R N e
' ] v, | -
Ill. r ‘f ® -.-‘\""". o 4
- B {
B .:b 4’ ""-v"*‘r 4 M
_ [ .
/ e, L4 w
1 N
& “ N
Torsions Rings

Ligand KC1 14 306

Torsions Rings




Page 182 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA 2 304

Bond lengths Bond angles
[]
ir'-..‘.'..+y- e r ;
P S W R N e
' ] v, | -
Ill. r ‘f ® -.-‘\""". o 4
- B {
B .:b 4’ ""-v"*‘r 4 M
_ [ .
/ e, L4 w
1 N
& “ N
Torsions Rings

Ligand KC1 4 308

Torsions Rings




Page 183 wwPDB EM Validation Summary Report

EMD-0835, 6L4U

Ligand KC1 8 311

Bond lengths

Bond angles

Torsions

Rings




Page 184

wwPDB EM Validation Summary Report

EMD-0835, 6L4U

Ligand KC1 9 312

Torsions

Rings

Ligand A86 15 316

Bond lengths

Ty

Bond angles

.‘--,.J‘\Y o R

I ] S

LN | ?
p

¢ -

Torsions




Page 185 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA 8 303

Bond angles

‘f' ‘-'"A»-* » s .
e/ e N S R ®
,I" 's i g e, -._"\ ®
& - v ﬁ | 4 .P - - v ﬁ F \'}. ‘Q"‘\ & .P
g ] . { oy’ ] _ / et
L ) .':- i ?""dk e " ':._J\\ _.'- ¥ ‘_r“-. _— "
x ", - i v, -8
3 \F‘ w i\ \F‘ e
o pi ° Fi
Torsions Rings

Bond angles

Q F
"
‘.\‘ f?— Q o
) \ \
o < o ° o—e
\, ——q\ ‘e
o—d
Torsions Rings
Ligand A86 9 315
Bond lengths Bond angles
7
¢ “
w, f .,
AN NA AL L .
{7
Torsions Rings




Page 186

wwPDB EM Validation Summary Report

EMD-0835, 6L4U

Ligand LMG 7 320

Bond lengths

Bond angles

Torsions

Ligand KC1 9 310

Torsions

Rings




Page 187 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand DD6 3 313

Bond lengths Bond angles
- L]
Y
- nn'r.- < -,._-1'-.
[ g L
[ o
[ ]
e,
-
b b

Torsions Rings

Ligand KC1 8 314

Torsions Rings




Page 188 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand KC1 12 309

Torsions Rings

Ligand A86 12 314

Bond lengths Bond angles
[
N "Q"’

Y-

t f

[ = & ? "-._._ L
“h - - 1"""".--""'.._ . . |r -

v ~,I..a- '--‘,--"
‘
Torsions Rings




Page 189 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA B 829

Bond lengths Bond angles
B {I ™ 5
¢ 7 ' v
. | A S ®
& - g L gt | .
( S i, ] .
—y T . & / T
..:'__‘\ ,’f \.'__4\* . o 'k.
¢ " _.\F«""'ﬂ_
“ N
Torsions Rings

Ligand CLA L 202

Bond lengths Bond angles
o {I ™ 5
NIy :
s/ ‘I,""'-,_ I”J\. . ®
P | L 4'\ ]
' . | " & “ L \,-"\ [
b 7 - A e
._:'__‘\ ’F \?__4\*- \r“x.
¢ " _.\FJI""’,‘
“ N
Torsions Rings

Bond lengths Bond angles
[]

.~ A L.

U s
b "? \.‘" o F"J\. & e
& - '.' p.' L3 g, "\ .
] P R N | ®
. "- - * |4 w A | Fy

vl S . LI
i " _.\FJI""’,‘

* &

Torsions Rings




Page 190 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA B 813

Bond lengths Bond angles
[] []
) !
@ { 5
{1 oy S | §
v e ] ’
§ o LIS N ®
Ill. . ® -.-‘\""". 4
-~y » h L _—1 |
\ 4 - \.'__4 - \r"*\'
{ p— j -
1 N
“ N
Torsions Rings

Ligand CLA L 203

Torsions




Page 191 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand KC1 10 310

Torsions Rings

Ligand LMT 12 318

Bond lengths Bond angles
\ —~

' . e

.\“—Q\ “\

e
\. ; _ﬂ r— —
\ \
Yo
Torsions Rings




Page 192 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand A86 16 312

Bond lengths Bond angles

| S—
-

]

B

Torsions Rings

Bond angles

o ~ r
‘ b 4 q‘.‘""x P"A\.A\ 4 &
..’ - .-' 3 .' Lo R 4'\ ™
I'n . | " " - \'f.\.-'i\ 4
] A i
f:"-“ " _.':\Ff'.:__;',: Syt ®
. d “
Torsions Rings
Ligand LMT 9 317
Bond lengths Bond angles
]
% ‘e"
-
! —e
. A
< N
®

Torsions Rings




Page 193 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand DD6 4 313

Bond lengths Bond angles
. I-F. | ‘;¢ Y
- ':- " ;.- 4
- = “ be
b b

Torsions Rings

Ligand CLA 9 305

Bond angles

-'Jl . . #
¢ . 4 e P’J\.--‘\ 4 e
O Ll T A L
'.. b o N L ‘,.‘_J‘\ "
r b r S
‘-"'l--é .-'-"'f‘h\."_d‘ - ’ A
‘.- _— ---__‘ L
' ? ™
L]
Torsions Rings
Ligand A86 12 316
Bond lengths Bond angles
7
roY-, S
@ & ° (s A'-.‘_..-l__w____i.__‘_ _a N ".."r'j'--
{7
Torsions Rings




Page 194 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand A86 14 317

Bond lengths Bond angles
[
ol ¢ !'J
t r
! :
al . .&___T__‘ A t.,_r_zl'--.‘
o g o .--.‘_,.-.
i
Torsions Rings

Ligand CLA 7 306

Bond angles

f rl.__'__.i ™ b
- w _d ¢ ¥R S & 4
L 4 A AR ¢
.I." .-' . .I./ .-' . g L \.‘___q\ . I ,'
ot 1y f et 1 7 TN
~ 7 s A ~ T A e
o , ."-‘ F L A __'--*
h w w i '
[ .l [ .l
Torsions Rings

Bond lengths Bond angles
O F g F
o P __‘f Q /
/ s
‘.\ \ p— S Q.\ '.\ /9' Q ]
p—d ° X e \
:p-—-i\ —a \. - o o\ e —e
p— ® — »
oy
Torsions Rings




Page 195 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand A86 3 315

Bond lengths Bond angles
[
b ‘ . s --..Q,.J

L] &

o, T

! © I g |
§ & o Jl.._‘._.t i"_""',-"“-._ " i r, e
T g L
i
Torsions Rings

Bond lengths Bond angles

o ®

[ d T F
° P -—Cf Q 4
/ s
| ¢ <\ ] '\
o dj :D"—“\ e o < o 9 o—e
3 hS —e »

o— @
Torsions Rings
Bond lengths Bond angles
[
. .. . & '] -._'Q”.‘
L r
L] ’ - Iv-"
: = I3
i % © ‘i-..‘_._.n__ 4 - I'L"'!"'JI"-
L % - I
w "Ir'" '--‘,..-‘
‘4
Torsions Rings




Page 196 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA 16 301

Bond lengths Bond angles
[]
ir'-..‘.'..+y- e r ;
P S W R N e
' ] v, | -
Ill. r ‘f ® -.-‘\""". o 4
- B {
B .:b 4’ ""-v"*‘r 4 M
_ [ .
/ e, L4 w
1 N
& “ N
Torsions Rings

Ligand KC1 10 306

Torsions Rings




Page 197 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand DD6 11 313

Bond lengths Bond angles
. I-F. | ‘;¢_ .
and P |
- = “ be
b b

Torsions Rings

Torsions Rings




Page 198 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand KC1 6 312

Torsions Rings

Ligand CLA 9 309

Bond lengths Bond angles
g g
‘r""-"'{,? a . r
A S A &
s s -8 S ®
L b .‘_T . 5 4\‘._'_.. --*\ ’
t...:‘b__-"? _-"--(*y d T .\'__.g\'

A S N s

f‘; TN,

Torsions Rings




Page 199 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA 10 311

Bond lengths Bond angles

4 ¥
T e T &
& B d ‘!—-.' -"-.\‘_'_4\ .
- . e ?
. w A,
[ S— T ] { L &
ot -~ | —" A
i gtk j— -
4 el
* @
Torsions Rings
g




Page 200

wwPDB EM Validation Summary Report

EMD-0835, 6L4U

Ligand CLA 3 309

Torsions

Ligand BCR B 845

N e

Bond lengths

o

Bond angles

A I T

Torsions

! ' .
&"v"""‘-.«"‘“-,/*'a,r--"-\'/‘-. K\_f..-&,v»\p
—e . i

®

Rings




Page 201 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand A86 13 313

[N | 5

Bond lengths Bond angles
H H
o A » f" "_. L »
I Hk# - “ -*I« ,_i-*" O--i - 2
& ) L
N ’ I ] r I
@ h - ~ ¥ T g ‘--“"; . a,_r_J. .
b ._.-I\h & |
- | gl
. )
Torsions Rings

Ligand KC1 8 313

Torsions Rings




Page 202 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand KC1 12 305

Torsions Rings

Ligand CLA 9 308

Bond lengths Bond angles
g g
‘r""-"'{,? a . r
A S A &
s s -8 S ®
L b .‘_T . 5 4\‘._'_.. --*\ ’
t...:‘b__-"? _-"--(*y d T .\'__.g\'

A S N s

f‘; TN,

Torsions Rings




Page 203 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand DD6 4 316

Bond lengths Bond angles
. I-F. | ‘;¢ Y
- ':- " ;.- 4
- = “ be
b b

Torsions Rings

Ligand CLA 6 305

Bond angles

r
L { . &
! ey J ]
"y \ "-!\ ! “
| | N AR | 4
'y F e e 4 ®
1 -1 ¥ - Lo ‘1 4
P By i ! T e &
et 'S - M
‘.- _— ---__‘ Lo
g o .
“ &
Torsions Rings
g




Page 204 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand KC1 12 311

Torsions Rings

Ligand CLA A 807

Bond lengths Bond angles
g g
‘r""-"'{,? a . r
A S A &
s s -8 S ®
L b .‘_T . 5 4\‘._'_.. --*\ ’
t...:‘b__-"? _-"--(*y d T .\'__.g\'

A S N s

f‘; TN,

Torsions Rings




Page 205 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand LMG B 847

Bond lengths Bond angles
H
. Y LN
M et A e e ! . -~
- Cl -, L %

r T
4
QL NPy " ._r,* i

RN Ny ]

L T g - . '-\',-»‘

Torsions Rings

Ligand KC1 6 313

Torsions Rings




Page 206 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA 2 303

. . | { 1 P e . : 8 4
i - - ! ! 1 - S : g * v
g P » | g7 TP . [ T e,

o |
| & | \ F- J
f—’ ".\ _f"-"'f'- \_H . rP" ".\ _;""'-f'- \_‘, - ﬂi\ .
. 4, o9 - b -4 o8 e
© 4 e ° 4 e
© ©
Torsions Rings
Ligand A86 5 316
Bond lengths Bond angles
7
. ° ,’ - . . _JQ,.J
L] f !‘II.-'
; ) ! o
A N e . v
‘I w
Torsions Rings




Page 207 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA B 804

Bond lengths Bond angles
P
o4
d \? ) “\ e ™
A 4‘" 4
v ° __:’ 4 i

Torsions Rings




Page 208

wwPDB EM Validation Summary Report

EMD-0835, 6L4U

Ligand CLA 15 314

Torsions

Ligand A86 10 316

Bond lengths

Ty

Bond angles

Torsions




Page 209 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand A86 14 318

Bond lengths Bond angles
[
ol ¢ !'J
t r
! :
@ & ‘-'f"i"-.‘.-'.‘ ‘,.-‘__‘ _a . .-...Ir-jl"
o g o .--.‘_,.-.
i
Torsions Rings

Bond angles

L | . s B . s
¢ 7 Ty A B e N A ¥
e Y A AR ¢
's * ' = e | ’
P S $ SR S (R R N G |
[ - ] . A : | - 7 . & T e,

e N OV G S = .
f vt e Fi et e "

1 . w 1 '

[ .l [ .l

Torsions

Ligand C

Bond angles

4
[ L]
/ "."{y—! . 5
A AR @
« L A e 4 ®
& . . |1 ® |4 ' . . ] 1 # "f.‘--‘\ s ’
7 A " T LA At
e e . A .
f et e B Fi et e "
. ! N . J N
Torsions Rings




Page 210 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA 7 309

Bond lengths Bond angles

Torsions

Ligand C

Torsions




Page 211 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA 14 310

Bond lengths Bond angles

f

Torsions




Page 212 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand KC1 3 304

Torsions Rings

Ligand CLA A 835

Bond lengths Bond angles
g g
‘r""-"'{,? a . r
A S A &
s s -8 S ®
L b .‘_T . 5 4\‘._'_.. --*\ ’
t...:‘b__-"? _-"--(*y d T .\'__.g\'

A S N s

f‘; TN,

Torsions Rings




Page 213 wwPDB EM Validation Summary Report

EMD-0835, 6L4U

Ligand KC1 1 306

Torsions

Rings




Page 214

wwPDB EM Validation Summary Report

Ligand KC1 16 304

Torsions

Ligand BCR B 844

O A

Bond lengths

e e

Bond angles

1 ! ¢ RN ? : X
[ W ~ I e “'v)'ﬂr"""'v)"’/ \.,..--&.,/‘\‘Q
Torsions Rings
PDB

EMD-0835, 6L4U




Page 215 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA 4 302

Bond angles

f
o { L]
| g » ]
! i 0 - !
I S | b 4 L o r"\_..a .T e
L ; R e 4 ’
: ® P b, : 4 : \'}.‘r'“» s P
g’ ] . { g’ ] o d e,
Y " R \ i A
x_ gt .—1 - ‘ "._J\‘t-". ) _;." et ‘
w F -
3 \F w i\ \F e
] pi 1] Fi

Torsions

Bond angles

T f
L] { L]
P » !
d 1 pe
i.__‘-' e F"‘ L e
& d o .' L3 g, ! .
',. b o N t"‘\‘,. 4 #
L .
-y F . U] | L &
\ | S N | e
¥ —4 Fy f F —_ N
P P
1 \F e
¢ &
Torsions Rings




Page 216 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand LMT 6 302

Bond lengths Bond angles

Torsions Rings

Ligand CLA 5 309

Bond lengths Bond angles

-""'"'{ 8 r r

‘ L] b s, 4 o
I N S
[ % . | " e .-‘\ 4

i-..:' -"? ."'--..-’*\,.-4.: - t".\'_.g\.

e ! 1 I -

/ -] o L

T YN

* &

Torsions Rings




Page 217 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA 13 307

Bond lengths Bond angles

@ { 5
Yy S §
P S W R N @
§ o e Ny ®
III. e ) - . ‘_F'. - P
- B {
i _f . i‘r-" et
| o ! ! el
/ el L4 w
1 N
“ N
Torsions Rings

Ligand CLA B 815

Torsions




Page 218

wwPDB EM Validation Summary Report

EMD-0835, 6L4U

Ligand CLA A 820

Bond angles

v
'Y v i M [
ey F . oA/ '
Yo Fae B ¥
x gt ) j -
| \:F .
&

Torsions

._r' .‘l'..-i -
o
oy ) 7 [S
e d
f vt
1 b
¢ .

R | #
! g ol { .

L N - "-‘\\r" 4 "
P M
e 4 \_?"4 . "

N
AN
Rings

Torsions




Page 219 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA B 836

Bond lengths Bond angles

e e
o o

Bond lengths Bond angles
‘I-"'t"'{,, e r r
. o W N R e
PO R ®
4 o ) - _a _ .
— 7 b L !

Y4 .,’l-" i i "
*" gt -\.__.\ L

\ e

“ N

Torsions Rings




Page 220 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA B 809
Bond angles
.’r' ‘.'Ay-q ‘_-' ’
¢ AT TN ] .
L+ Y, [ S G N
g F oA/ ' s F o oA ] L g
L I — ® P i e, U]
x et L4 - "'. el L & et
' g e ¢ ‘g “
L] .l‘ L3 .l‘
Torsions Rings
Ligand A86 10 317
Bond lengths Bond angles
7
. “ - » ---"Q"J
‘ O ¢ . r
A NAA] R N
! -
Torsions Rings
Ligand BCR A 850
Bond lengths Bond angles
T 1 v h = ! ! ’ A
e ! >— ‘-? ! | [
{ 'I/‘W\)\M-/\W ‘ O/‘--. S et ’.'"‘D
e S | 1 A4 - | T 1
v"‘-._. : ] & ® . ‘ 'S
Torsions Rings




Page 221 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand LMG B 849

Bond lengths Bond angles

4 13
L ® ., 4 LS & [ o, L
5 | R S e ! - -
. Y e “ b ‘o Q'\..--"\_ - F ~
I L B '
. .e\ w R
L ] -
f o {
= @ A, 5 ! &
L3 L N Y i
L v
Torsions Rings

Ligand CLA 7 304

Bond angles

r
o -" ™ L]
| " f y
i < \ —-a f
WA o - ! ban! - —l, .r &
¢ | v' ¢ | v‘-o‘ - \,..--4\. 4'\ ®
{ . f . A . !
i-_'ﬂ. ¥ : & r ! a._,a. ¥ : b r e ‘\‘v"'\r.:
y [ | '} [ S & -
Y __‘\ ‘ \, e, . " e __‘\ ‘ ?__ L . .
f e = | - 4 L N - | =
T - e |1 4 w
¢ & “ &
Torsions Rings

Torsions Rings




Page 222 wwPDB EM Validation Summary Report

EMD-0835, 6L4U

Ligand A86 14 314

Bond lengths

Bond angles

Torsions

Ligand LMT 15 301

Torsions




Page 223 wwPDB EM Validation Summary Report

EMD-0835, 6L4U

Ligand KC1 11 307

Torsions

Rings




Page 224

wwPDB EM Validation Summary Report

EMD-0835, 6L4U

Ligand KC1 13 312

Torsions

Rings

Bond lengths

Bond angles

Torsions




Page 225 wwPDB EM Validation Summary Report

EMD-0835, 6L4U

Ligand KC1 14 308

Torsions

Rings




Page 226 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA 12 307

Bond lengths Bond angles
[ [
f J
d}P\?# A},_ o d v A}P o
1 ’ i 1
A ‘>~— A ‘>- -
q‘ 1 '|'; ‘-‘_‘_“ q‘ 1 ‘u.; * -.1-""
| ¢ fT

Torsions Rings

Ligand DD6 7 318

Bond lengths Bond angles
-~ ‘-«-n"r.- < ll.---"-.
[ g L
-_b @a
b b

Torsions Rings




Page 227

wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand BCR F 204

Bond lengths

Bond angles

O/‘-_. ‘I'-O.J'/‘. "-."_.J'.__.(_,-i.‘__- ﬁ“v /..!:D

‘ ¢

Rings

86 13 315

Bond lengths

Bond angles

Torsions

! “_ &
" =1 o
- -.‘_..J.."_,-n.___._._. . Ir
,Ir -.,‘.__.4
‘
Rings

Bond angles

Torsions

f

e & .

g ] I
"y 1 *,,-‘! ¥

b/ "I.:--“.\ P"J\..-t‘ : ®

¢ 2 [ »d a ’

| L - L3 '__4\ _a h

o * ] ! M ""‘* - !

‘-.-. d ;-._.f_ﬁ\,—_d:‘ - \..--K.

'.-"' it 4 vt

1 \F e

¢ é

Rings




Page 228 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA B 834

Bond lengths Bond angles

e g7

LN A g

'.I-I L. .‘_‘_;’0--. q—-"\'\ "1‘ 8
.- 7 A7 B
..___‘:.1 ‘If - ‘.‘_.A x.?._..q_‘.' .
P L N = '
. v" b
¢
Torsions Rings
Ligand DD6 6 319
Bond lengths Bond angles
. il —
) o ',”" “ P <
[ - “ & r
X3

Torsions Rings




Page 229 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA 3 301

Bond lengths Bond angles
B {I ™ 5
¢ 7 ' v
. | A S ®
& - g L gt | .
( S i, ] .
—y T . & / T
..:'__‘\ ,’f \.'__4\* . o 'k.
¢ " _.\F«""'ﬂ_
“ N
Torsions Rings

Ligand CLA 1 302

Bond lengths Bond angles
o {I ™ 5
NIy :
s/ ‘I,""'-,_ I”J\. . ®
P | L 4'\ ]
' . | " & “ L \,-"\ [
b 7 - A e
._:'__‘\ ’F \?__4\*- \r“x.
¢ " _.\FJI""’,‘
“ N
Torsions Rings

Bond lengths Bond angles
[]

.~ A L.

U s
b "? \.‘" o F"J\. & e
& - '.' p.' L3 g, "\ .
] P R N | ®
. "- - * |4 w A | Fy

vl S . LI
i " _.\FJI""’,‘

* &

Torsions Rings




Page 230 wwPDB EM Validation Summary Report EMD-0835, 6L4U
Ligand CLA 12 303
Bond angles
rh g
¢ A I A ] .
b . 1 r 4 b . T . T et . !
'—-': .d:l .'-'"‘f‘h?"‘\: " ‘-"‘- .d:l Py h‘?“d:- . \r-*\.
J vt e - {d vt e
" \IFﬂ -\‘ " ‘\IF-‘ -\.‘
Torsions Rings
Ligand A86 8 315
Bond lengths Bond angles
[
‘ O B 'Q
.:- .'t M.--"'JJ{-" A --: : l'r-j."
] -
Torsions Rings




Page 231

wwPDB EM Validation Summary Report

EMD-0835, 6L4U

Ligand CLA 15 308

Torsions

Ligand A86 14 316

Bond lengths

T

Bond angles

Torsions




Page 232

wwPDB EM Validation Summary Report

EMD-0835, 6L4U

Ligand CLA B 825

Bond angles

r
“""“.'"'{y . .
b/ b o W SN R | ®
o [ e LIS N ®
L e Y el L
= _.,.-' 14 _-'. L =t ry
e T LI
f gt 3 _" L
€T
& “ N
Torsions Rings

Bond lengths

7 7
B L
4 i‘\ - » # ¢ ¥ i‘\ - » #
-4 . £ { _‘# Fi ‘\ . £ i
~ 7 *L% GERESE
I g _* d - J
\ L v \ Ay - e
S ¥ / S v e
'-._qr -_P \ r \‘ '.__q_r . | \'_,_,j\‘
o8 { - #r L -y o9
Bl | L
I‘ ;.. q\" -] ,:!'. q‘\'I
© ©
Torsions Rings




Page 233 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA A 806

Bond angles

‘f' ‘-'"A»-* » s .
e/ e N S R ®
,I" 's i g e, -._"\ ®
& - v ﬁ | 4 .P - - v ﬁ F \'}. ‘Q"‘\ & .P
g ] . { oy’ ] _ / et
L ) .':- i ?""dk e " ':._J\\ _.'- ¥ ‘_r“-. _— "
x ", - i v, -8
3 \F‘ w i\ \F‘ e
o pi ° Fi
Torsions Rings

Bond angles

Q F
"
‘.\‘ f?— Q o
o \ \
o < o ° o—e
\, ——q\ ‘e
o—d
Torsions Rings
Ligand A86 11 301
Bond lengths Bond angles
7
¢ “
w, f .,
AN NA AL L .
] -
Torsions Rings




Page 234 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA B 805

Bond lengths Bond angles
B {I ™ 5
¢ 1 v S ' $
b/ vt e ] p
& - f g L gt | .
] e Y L 4 #
s 7 LA [ MR
..:'__‘\ ,’f \.'__4\* . o 'k.
‘. - _.\F‘--.__‘ .
& “ N
Torsions Rings

Bond lengths Bond angles

Torsions Rings




Page 235

wwPDB EM Validation Summary Report

EMD-0835, 6L4U

Ligand CLA B 801

Bond angles

g

e,

.

Fy
£
o

\IF .
L]

o4 s
A N ’
b | S A N 4 ®
! ".f - P o " e, 4'\ »
h ® .P B . i : ® T et \..-‘\ - 4
[ g ] ; LRy
?‘"\\ - 1 '-._J\ -1' —_ - A "
- . [ i ~
L L
w i\ \F e
¢ &
Torsions Rings

Torsions

Ligand DD6 2 315

Bond angles

Torsions

\ -
\ r ]
o ’,l'- -
- [
;e 9
1 ."’
[ L] .
_—
ra
L]
1 b




Page 236 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA B 808
Bond angles
,'..‘..-il ) » 4
é ;-_‘? *v 4 P"\.--k ] .
& F T g, 4'\ ®
. | ® |4 ' | ¥ w “ »— o ] 4
g’ F . :, ey’ T L | N \'-'.\r"‘»
Y _J\\ I H\__. " ':._.5\\ F "o "
{ i, ‘.r-‘\ i L -—'-t\
b I b I
Torsions Rings
Ligand A86 15 320
Bond lengths Bond angles
‘ O y . r
¢ - r"q'--.,.--‘ . 3 A ‘-"'?‘"A".
[ 7
Torsions Rings




Page 237 wwPDB EM Validation Summary Report

EMD-0835, 6L4U

Ligand KC1 2 306

Torsions

Rings




Page 238 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand KC1 13 310

Torsions Rings

Ligand CLA F 202

Bond lengths Bond angles
g g
‘r""-"'{,? a . r
A S A &
s s -8 S ®
L b .‘_T . 5 4\‘._'_.. --*\ ’
t...:‘b__-"? _-"--(*y d T .\'__.g\'

A S N s

f‘; TN,

Torsions Rings




Page 239 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand LMG 14 321

Bond lengths Bond angles

[ \rlg llr--'\r"' ) [ f
o . — . - .
"& tl\"\x& )""f \W&
d - i
Torsions Rings

Ligand CLA A 817

Bond lengths Bond angles

Torsions Rings




Page 240 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand KC1 9 304

Torsions Rings

Ligand CLA 2 310

Bond lengths Bond angles
g g
‘r""-"'{,? a . r
A S A &
s s -8 S ®
L b .‘_T . 5 4\‘._'_.. --*\ ’
t...:‘b__-"? _-"--(*y d T .\'__.g\'

A S N s

f‘; TN,

Torsions Rings




Page 241 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA 16 305

Bond lengths Bond angles
ir-...‘...l{}-* ™ 3 .
wd oL e A4 ’
"./ d g e, "\ ®
b, ® 1 r - v, !
= _4? A el
I L
\ b "
& ¢ &
Torsions Rings




Page 242

wwPDB EM Validation Summary Report

Ligand KC1 8 310

Torsions

Ligand BCR B 846

gy

Bond lengths

e XD

Bond angles

. ‘/l_;. ] I T

Torsions

T

! ' o
&"v"""‘-.«"‘“-,/*'a,.,--"-xv/‘-. K\_f..-&‘v»\p
—e . i

®
Rings

EMD-0835, 6L4U




Page 243 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA A 838

Torsions Rings




Page 244 wwPDB EM Validation Summary Report EMD-0835, 6L4U
Ligand CLA B 833
Bond angles
rh g
S Loop P P S R e S 4
'—-': .d:li .'-'"‘f‘h?"‘\: " ‘-"‘- .5\:'. Py h‘?“d:- . \r-*\.
J vt e - {d vt e
\ } \ r >
Torsions Rings
Ligand A86 7 319
Bond lengths Bond angles
[
‘ O ’ . r
FAY "-,-J*-..‘,_.u A . N
] -
Torsions Rings




Page 245 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand KC1 4 310

Torsions Rings

Ligand CLA 15 304

Bond lengths Bond angles
g g
‘r""-"'{,? a . r
A S A &
s s -8 S ®
L b .‘_T . 5 4\‘._'_.. --*\ ’
t...:‘b__-"? _-"--(*y d T .\'__.g\'

A S N s

f‘; TN,

Torsions Rings




Page 246 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA B 818

Bond lengths Bond angles
[
B &
d ¥ 1;---‘{\ y ! »
A ..r‘!ﬁ_r\,;. 4 .
‘._ A Lg ‘\ i
. & Y - !
[ — r & r l'"'\.__,.\.
A ca N
d 10__ \ 1 _’.\ -—
. y
@
Torsions Rings

Ligand CLA 1 304

Bond lengths Bond angles
[]
.~ A L.
d T Sy |
B \' i I"—J\. & ®
o * [ e LY Py »
] © ¥ . "{ .
- ] I L .
- P A L
-.:'__4 .-" ,'-f‘ ?__4\ _— -
§ \Fe"""ﬂ‘
* &
Torsions Rings




Page 247 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand KC1 14 311

Bond lengths Bond angles

Torsions Rings




Page 248 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA 9 306

Torsions Rings




Page 249 wwPDB EM Validation Summary Report

EMD-0835, 6L4U

Ligand KC1 5 306

Torsions

Rings




Page 250 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA 8 309

Torsions Rings

Ligand A86 10 301

Bond lengths Bond angles
7
- ‘ [ o . s - .
[ -8 F
‘ O ¢ r
! .
Al w . 'y W ,-»-‘--, N . .,,r_,i,_‘
- g '*.--".'-._"_.ll
i
Torsions Rings




Page 251 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand A86 15 321

Bond lengths Bond angles

| S—
-

]

B

Torsions Rings

Ligand CLA 6 316

Torsions Rings




wwPDB EM Validation Summary Report

EMD-0835, 6L4U

Page 252

Ligand CLA 5 311

Bond angles

Torsions

Bond angles

Bond lengths
! 4
L B 4
¢V e s # T e 4
-8 { B
1 o . i i Ay — ®

L o o ] o A [ o o, ]
e F . _J"\ » i 7 . f'\ # o ®
Ly avagst

( & o et ¢ .- e

¢ YN ° '

-] -]
Torsions Rings




Page 253 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand LHG 2 320

Bond lengths Bond angles
¥
/
! R S N S N
j— S A S S e
d hN I o l o
e
[
A
« e
L] ]
Torsions Rings
Ligand DD6 5 314
Bond lengths Bond angles
. I-F. ‘;¢_-'
"-b;- " ;.- q
. “ By

Torsions Rings




Page 254 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA B 811

Bond angles

f
o { L]
s Par » !
/ i N - !
T b 4 b r"\_..a .T ¢
P o ] e L -
C L Ay \ U L e ] .
—y’ P & f 1 - ;. 14 & / \r-‘\r"' s
-« T e { A B S | g
-. fv" vt \ F~ 4
x— -t b d — = :p—"\\‘-_.- 1 _;." — =
w 4 s
3 \F w i\ \F e
L] .l L3 .l

Torsions

Bond angles

» ‘i' . = r
‘ i ‘; = F"J\..-t‘ 4 ®
o [ LI »
) o Y S Fy §
] P L A,
‘-':l—-‘\ .-'-"'f‘h\.'_d‘ - ’ A
VR . ™ e
' '\IF e
L]
Torsions Rings
Ligand BCR A 848
Bond lengths Bond angles

® . L] T L]

i . ‘
A ' i—-'l ) .f‘ . | . [ -
M\M/\M‘/ ) I U‘ R R w). vr‘r/“ ﬁ“v""'“‘m
. . ] I

] : |
v e I ® ¢ &

e

Torsions Rings




Page 255 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand LMT A 855

Bond lengths Bond angles
o F 9 F
o\ P -of Q /
i "\ o -q‘
‘.\\ ’ i\ e g Q ‘.\\ f?‘ Q &
P e ‘<\ e '\
. :p-—-‘\ — \° ™ - o\ o —w
% .dg " ,1‘ e N
\‘n-— o
Torsions Rings

Ligand CLA 5 304

Bond lengths Bond angles
[] []

._i " ™ L ._i.__ { ™ 4

"y —a "y A
b.f e b..f' i F Ny o
d ¢ d. A et ®
& . . | " - | B, . | -’ w “ Lo ‘v ' - [
s’ P . A ] ' e A L. | et

L I ?""dk - " P i ‘_r“-. B "
x e, e - "'. L g = et

1 w 1 w

L] .l L3 .l

Torsions Rings

Torsions Rings




Page 256 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA 15 302

Bond angles

Pog » s
i -
I S | b 4 L o r"\_..a .T e
e e B R N
\ N e ! & \ b o -"‘\',l [ [
g’ F 8 f 3 - ;. 4 & / \r-‘\r"' s

= O { A B S | g

\ " v \ i
x_ -t 4 - ‘ "._J\‘t-". ) _;." et ‘

L ] Y
3 \F w i\ \F e
e 4 & 4.

Torsions

Ligand C

Bond lengths Bond angles
[] []
Peg » r
¢ T Ty
i.__‘-' A Ir-i e e | ®
& d g L3 g, ! .
',. b o N t"‘\‘,. \r_‘\ #
gy 7 L. -
\ __‘\ -,¢ x?__d__ » o, "
VR . ™ e
1 \FJ e
¢ N
Torsions Rings

Bond lengths Bond angles
[ F [ F
o P __'f < /
/ \\\ \’ -‘-q‘
o Ll
"‘\ p 4 \0 - Q-, “-\\ f?— Q
» 4 ® K e .
= s - ‘e -Q o *, e
% 4,4 o ,\h e '
\b— y
Torsions Rings




Page 257 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand KC1 1 308

Torsions Rings

Ligand CLA 15 309

Bond lengths Bond angles
g g
‘r""-"'{,? a . r
A S A &
s s -8 S ®
L b .‘_T . 5 4\‘._'_.. --*\ ’
t...:‘b__-"? _-"--(*y d T .\'__.g\'

A S N s

f‘; TN,

Torsions Rings




Page 258 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand KC1 5 305

Torsions Rings

Ligand CLA F 201

Bond lengths Bond angles
g g
‘r""-"'{,? a . r
A S A &
s s -8 S ®
L b .‘_T . 5 4\‘._'_.. --*\ ’
t...:‘b__-"? _-"--(*y d T .\'__.g\'

A S N s

f‘; TN,

Torsions Rings




Page 259

wwPDB EM Validation Summary Report

EMD-0835, 6L4U

Ligand CLA 2 313

Torsions

Ligand A86 6 320

Bond lengths

o

Bond angles

Torsions




Page 260 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand A86 10 302

Bond lengths Bond angles
[
b ‘ . s --..Q,.J

L] &

o, T

! © I g |
4 b W Jl.._‘._.t i"'_""',-"“-._ " i r, -.‘
T g L
i
Torsions Rings

Ligand CLA A 831

Bond angles

[ rl.__'__.i - ® b
] 1 ¢ 1 ¥ [ 4 ¥
= /! el g |
v 1. = ] ..:'.F LY ” i.__‘ .l:,‘" N 4 R ‘K‘__g\‘--“\ IP .
I'n . f ® # I'n . § ‘r » - "“'.\,--‘I\ 4
g 7 g 1 g ¥ b -t
L AL N O "N
f B, .."" ‘-' Y _-"_.*
. '?. “w ' ! .
. L]
Torsions Rings
Ligand BCR A 849
Bond lengths Bond angles
b 4 ® b o T 4 ® b
A : | o ‘-? ) | 1 o
T (W.\)\M./“\M‘,& . O/‘-. &._,.Ju_v)-‘\._ ."w"."-.-"“-.. ., ’.'"‘/O
~N R oo
Torsions Rings




Page 261 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand A86 11 314

Bond lengths Bond angles
[
b ‘ . s --..Q,.J

L] &

o, T

= I g |
i - Jl.._‘,_..u__‘___3__‘7_“!_“ L s

T g L
i
Torsions Rings

Ligand DD6 2 317

Bond lengths Bond angles
. T e
;_i ""!-. ¢ ;.. -
. - " be
X3

Torsions Rings

Bond angles

g
& . ] 1 ® |4 ' . | i ® L \..‘\ 4
7 LA T A 4
J..’J“.---" TN : YA 1N ’
d '\F-' . L '\F«' .
& 4 " 4
Torsions Rings
g




Page 262 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand A86 7 316

Bond lengths Bond angles
[
b ‘ . s --..Q,.J

L] &

o, T

= I g |
i - Jl.._‘,_..u__‘___3__‘7_“!_“ L s

T g L
i
Torsions Rings

Ligand DD6 10 313

Bond lengths Bond angles
. T e
;_i ""!-. ¢ ;.. -
. - " be
X3

Torsions Rings

Bond angles

g
& . ] 1 ® |4 ' . | i ® L \..‘\ 4
7 LA T A 4
J..’J“.---" TN : YA 1N ’
d '\F-' . L '\F«' .
& 4 " 4
Torsions Rings
g




Page 263 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA B 814

Bond lengths

7 7
P Pl
d.* Y - d.* Y -
I\ I T/ ¢
e L 1 o ¢ s N P
i ¥ -*._- i - ¥
L [ \ L —, ]
- . & ¥ . | ,*'"‘""'P & v . ‘,.{\r y
—’ | - | -
A . | _'-‘Q\ \‘ A . .. ."'QH \‘
f . -‘\‘ B ‘;‘ h / Y JP B -{\‘_’ " {.‘f - "\ "
' _,..i"’ | L '_i, L
I‘ ;.. ‘\" -] ,:!'. ql\'I
® ®
Torsions Rings

Bond angles

Torsions

- r !

e \.--‘K‘_ 4 @

/ . g

Fi ¥F‘ @ ‘.4. "y . L]

h ! et & !
] .-

B 4 vt
y, -v" “_9- Nt .
v

&

Rings




Page 264

wwPDB EM Validation Summary Report

EMD-0835, 6L4U

Ligand CLA 16 309

Torsions

Ligand DD6 10 314

Bond angles

Torsions

Rings




Page 265 wwPDB EM Validation Summary Report

EMD-0835, 6L4U

Ligand KC1 3 308

Bond lengths

Bond angles

Torsions

Rings




Page 266 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA 16 308

Torsions Rings




Page 267 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA 16 310

Ligand C

Bond angles

r
Ty #
Uy S s
L i W A N &
s F o | L N ®
C .- e ] .
B ® ‘.-*\ -
[ S— d -] L &
"b-'{ Fog” Tyt . e
/ gt 4 L
1 Nl
¢ &
Torsions Rings
g




Page 268 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand A86 2u 205

Bond lengths Bond angles
7
-n__. & . &= - -._J,Q._J
‘ O ¢ . ‘r
al “\ Jl___‘.__._ r___"__‘ . --._r.zl'--.‘
7
Torsions Rings
Ligand A86 9 316
Bond lengths Bond angles
r
- ° - - » n--JQ_.J
‘ O ¢ . ‘r
¢ & ".,-A-..‘_..n__w____i__h A ""'r'j'--
[ 7
Torsions Rings

Bond lengths Bond angles
g g
[] []
P - ® g Py - » $
¢ & y ‘w—"‘.. ‘ b b e “.. | | #
- P - Foow & ]
d : & d oy e, 4 .
L. . ﬂ ® |4 ' . | v ® “ "".\'_-‘\ - .P
-y ! . M 1 [ S, o M 4.-' T,
\ Py - Py v
L IS Wa e .
3 \F‘ w ‘ \F‘ e
s e “ e
Torsions Rings
g




Page 269 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA 5 308

Bond angles

r
‘r'-..‘l'.--{y e » r .
vy e ’
& d oy e, 4 ™
! o w &
L o y N Lo S
= ( _‘\? .---.‘-F*\'__A - \r“\.
| o ' ™ ]
J — L4 L4
1 N
# &
Rings

Ligand CLA 4 304

Bond lengths Bond angles
[
B4
d v 1?---‘{\ ? ! »
. e .'._ 1‘_ ¥ 0\'_,-1 _,.I .
i 4 e, .
- & Y g !
- — I." & » l'".‘\__,.\.
bt "- .ﬁr.‘. \r"__ix
d gt Yy e
. Y
L
Torsions Rings




Page 270 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA B 851

Bond lengths Bond angles

Torsions

Bond lengths Bond angles
7 7
P
d \? ) ..‘\ [ ™
A 4
g @ ?‘ I ‘\‘ o 1
. FE
)\ ~’ o -

Torsions Rings

Ligand BCR L 205

Bond lengths Bond angles
T T f ..’/‘\ T T ® '_
"‘ .__l T g v) s o
H f\/\./\/\/\/yw\f P A A A A
A I N e
Torsions Rings




Page 271 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA 12 321

Bond lengths Bond angles

@ { 5
Yy S §
P S W R N @
§ o e Ny ®
III. e ) - . ‘_F'. - P
- B {
i _f . i‘r-" et
| o ! ! el
/ el L4 w
1 N
“ N
Torsions Rings

Ligand CLA 15 306

Torsions




Page 272 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand A86 15 317

Bond lengths

Bond angles

Torsions

Ligand C

Torsions




Page 273

wwPDB EM Validation Summary Report

EMD-0835, 6L4U

Ligand CLO A 801

Bond angles

Bond angles

v

(]

e

¥

. '_‘__i‘ 'P
I

.‘\.L J,..,-li1L b
I~

b
e
.
L] ¥

“ .l f’ .-ht fP‘
e =

¥ b-—-IH b—r-‘l g

LN

J ]
g &
o

S ]

Torsions Rings




Page 274

wwPDB EM Validation Summary Report

EMD-0835, 6L4U

Ligand CLA 8 301

Bond angles

r
- L] { L]
- s F » !
\ ! i 2 !
= I o *--«? j .'J*r'* _.T ¢
( d ! L L T et e, ?
& - ¥ : r 'P e - ‘: I : \'}.""‘\ & 3
~ 7 e AL ] e A " et
L . .". + j e " -:.__‘\\ i ‘r _— ]
x e ‘_-.__‘ " L ‘_.--t
' \F . ' \F -.
¢ & ¢ N
Torsions Rings

Ligand BCR 2u 201

Bond lengths

Bond angles

I [ s 1 PWA
I\ TMNW/\M/‘ S O/:

Torsions

®

° ‘L..,l'/‘. b"‘v"/."'l"}.'"‘-" “‘v"/.'“:;O

. l

Rings

Ligand CLA 6 309

Bond angles

r
. -" L
| g . !
" _d ¢ 1 v S ¥
< 5 A r“\.--« 4 &
Fi Mg d -4 L1 4.\ -
\ o o [ [ i o Ll #
—y P & ! 4 - ‘.. 4 o / -t L 4
j— ._!‘ =1 \.,-J\\__. L ':.—-‘\‘ .-'. A ?_4 _—] ¢
f i e Fi L N W |
... \Fa e ._. \F- "
L] L]
Torsions Rings




Page 275 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA 15 312

Torsions Rings




Page 276 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA A 837

Torsions Rings




Page 277 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA A 840

Bond angles

f‘f“’;\,h_
o

o

Ligand CLA 5 302

Bond lengths Bond angles
‘I-"'t"'{,, e r r
. o W N R e
& = J g - S ! .
B r Y w “ 4\""'. - 4
— 7 b L !

Y4 .,’l-" ?_ -8 i "
*" gt -\.__.\ L

\ e

“ N

Torsions Rings




Page 278

wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA B 812

Bond angles

| S

.

g h

\IF .
L]

.f_ ‘__-':-.l-‘:__::«\---

Torsions

r

@ { 5

f » ]

i 1 —a !

i.__‘? e .r-i""“ .or f

".f d oy e, "\ ®
.P B, | v » “ \';.\..-‘\ = 4
" ‘-': -‘j ' f‘h\r‘d‘ : \r-*\.

F oA A

1 N

'Y |

[
Rings

Ligand A86 8 318

Bond lengths

Bond angles

Torsions

Ligand CLA 13 301

Bond angles

e I W
f - \'__..-'.\Fdi_;‘,\-d\i-"
.. .

Torsions

4
‘-.__‘I'_..{ vt » ®
L i W N R @
'y d ® " e 4'\ ®
# . S R S G
[ — T A L -
L) -.-__‘\ _.- s ‘_9-'4 b A L]

f ket -8 -

1 LN

¢ &

Rings




Page 279 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand CLA 4 309
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Ligand LHG A 852
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Ligand CLA A 812
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Ligand A86 15 323

Bond lengths Bond angles
[
b ‘ . s --..Q,.J

L] &

o, T

! © I g |
4 b W Jl.._‘._.t i"'_""',-"“-._ " i r, -.‘
T g L
i
Torsions Rings

Bond angles

P . . s L . » s
¢ Ty N AR G N {
{b.__‘ ." L {i._‘ .‘P - e ‘K‘..a\?__‘\ 4 .
I'n . f ® # I'n . § ‘r » - "“'.\,--‘I\ 4
g’ ¥ & 1 g’ ¥ b R e N
S A o A S TN
f et e Fi et e
'.' \IF e _' : e
L] L]
Torsions Rings
Ligand BCR A 851
Bond lengths Bond angles
T 1 ] % _a T T ® h
_,l | | o ‘-? ) | ! .
{ (W\/\M-/‘\/\/\f . O/‘ AR St /‘-W/O
. "— 8 | | ‘ -8 | T I
v"‘-._. : ] & ® . ‘ 'S
Torsions Rings




Page 283 wwPDB EM Validation Summary Report EMD-0835, 6L4U

Ligand A86 11 316
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Ligand PQN B 840
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Ligand CLA A 818
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Ligand DD6 8 316
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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-0835. 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)

This section was not generated.

6.2 Central slices (i)

This section was not generated.

6.3 Largest variance slices (i)

This section was not generated.

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

This section was not generated.

6.5 Orthogonal surface views (i)

This section was not generated.

6.6 Mask visualisation (i)

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


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
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#largest_variance_slices
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#orthogonal_glow_std
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)

This section was not generated.

7.2 Volume estimate versus contour level (i)

This section was not generated.

7.3 Rotationally averaged power spectrum (i)

This section was not generated. The rotationally averaged power spectrum had issues being dis-
played.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_analysis
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_value_distribution
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#volume_estimate
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 was not generated.


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