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MolProbity : 4.02b-467
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Xtriage (Phenix) : 1.9-1692
EDS : trunk28620
Percentile statistics : 20161228.v01 (using entries in the PDB archive December 28th 2016)

Refmac : 5.8.0135
CCP4 : 6.5.0
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)
Validation Pipeline (wwPDB-VP) : recalc28949
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1 Overall quality at a glance (i)

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

The reported resolution of this entry is 4.00 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
Rfree | W 0.292
Clashscore . 118
Ramachandran outliers TN 10.1%
Sidechain outliers N 18.5%
RSRZ outliers IS 0.5%
Worse Better

0 Percentile relative to all X-ray structures

[l Percentile relative to X-ray structures of similar resolution

Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Rfree 100719 1088 (4.40-3.60)
Clashscore 112137 1187 (4.40-3.60)
Ramachandran outliers 110173 1139 (4.40-3.60)
Sidechain outliers 110143 1126 (4.40-3.60)
RSRZ outliers 101464 1099 (4.40-3.60)

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

Mol | Chain | Length Quality of chain
1 A 344 e 62% 21% -
1 a 344 2% 24% .
2 B 488 0w 59% 19%
2 b 488 7% 22%
3 C 447 Tw 64% 18%
3 c 447 7% 22%

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

%

4 D 340 11% 69% 18%

4 d 340 79% 20% .

5 E 83 22% 60% 12% 5% -
2%

5 e 83 - 76% 18% 506 «
%

6 F 44 11% 48% 18% . 20%
5%

6 f 44 - 59% 18% . 20%

7 H 64 17% 61% 17% 5%
%

7 h 64 = 77% 19% 5%
5%

8 I 35 6% 57% 3%

8 i 35 60% 37% -

9 J 40 15% 50% 20% 15%

9 j 40 65% 20% 15%

10 K 36 14% 67% 19%

10 k 36 67% 31% -

11 L 37 16% 70% 11%
3%

11 1 37 - 81% 16% o
3%

12 M 36 19% 75% “6%

12 36 97%

13 O 242 23% 55% 21%
%

13 0 242 74% 25% N

14 T 30 20% 63% 17%

14 t 30 83% 13%

15 U 98 26% 58% 14%
%

15 1 98 | " S 1430

16 AV 137 24% 60% 15%

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

Mol | Chain | Length Quality of chain
16 v 137 79% 20%
17 X 34 32% 47% 21%
3%
17 X 34 71% 29%
18 Y 28 29% 29% 36% -
18 y 28 57% 36% %
19 N 23 70% 30%
19 n 23 100%
%
20 Z 62 16% 65% 19%
3%
20 7 62 74% 26%

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
23 | CLA A 1003 X - X -
23 | CLA A 1006 X - X X
23 | CLA A 1007 X - X X
23 | CLA B 1009 X - X -
23 | CLA B 1010 X - X -
23 | CLA B 1011 X - X -
23 | CLA B 1012 X - X -
23 | CLA B 1013 X - X -
23 | CLA B 1014 X - X -
23 | CLA B 1015 X - X -
23 | CLA B 1016 X - X -
23 | CLA B 1018 X - X X
23 | CLA B 1019 X - X -
23 | CLA B 1020 X - X -
23 | CLA B 1021 X - X -
23 | CLA B 1022 X - X -
23 | CLA B 1023 X - X -
23 | CLA B 1024 X - X X
23 | CLA C 1025 X - X -
23 | CLA C 1026 X - X X
23 | CLA C 1027 X - X X
23 | CLA C 1028 X - X X

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

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
23 | CLA C 1029 X - X -
23 | CLA C 1030 X - X -
23 | CLA C 1031 X - X -
23 | CLA C 1032 X - X -
23 | CLA C 1033 X - X -
23 | CLA C 1035 X - X -
23 | CLA C 1036 X - X -
23 | CLA C 1037 X - X X
23 | CLA D 1004 X - X -
23 | CLA D 1005 X - X X
23 | CLA D 1008 X - X X
23 | CLA H 1017 X - X X
23 | CLA K 1034 X - X X
23 | CLA a 6003 X - - -
23 | CLA a 6006 X - - -
23 | CLA a 6007 X - - X
23 | CLA b 6009 X - - X
23 | CLA b 6010 X - - -
23 | CLA b 6011 X - - -
23 | CLA b 6012 X - - X
23 | CLA b 6013 X - - -
23 | CLA b 6014 X - -

23 | CLA b 6015 X - - -
23 | CLA b 6016 X - - -
23 | CLA b 6018 X - - -
23 | CLA b 6019 X - - -
23 | CLA b 6020 X - - -
23 | CLA b 6021 X - -

23 | CLA b 6022 X - - -
23 | CLA b 6023 X - - -
23 | CLA b 6024 X - - -
23 | CLA ¢ 6025 X - - -
23 | CLA ¢ 6026 X - - X
23 | CLA ¢ 6027 X - - X
23 | CLA ¢ 6028 X - - X
23 | CLA ¢ 6029 X - - X
23 | CLA ¢ 6030 X - - -
23 | CLA ¢ 6031 X - -

23 | CLA ¢ 6032 X - - -
23 | CLA ¢ 6033 X - - -
23 | CLA ¢ 6035 X - -

23 | CLA ¢ 6036 X - - -

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

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
23 | CLA ¢ 6037 X - X
23 | CLA d 6004 X - -
23 | CLA d 6005 X - X
23 | CLA d 6008 X - X
23 | CLA h 6017 X - X
23 | CLA k 6034 X - X
24 | PHO A 1038 X X -
24 | PHO D 1039 X X X
24 | PHO a 6038 X - X
24 | PHO d 6039 X - -
25 PQ9 A 1043 - X X
25 PQ9 D 1042 - X X
25 PQ9 d 6042 - - X
26 | BCR A 1044 - X X
26 | BCR B 1045 - X X
26 | BCR B 1047 - X X
26 | BCR B 1048 - X X
26 | BCR C 1052 - X -
26 | BCR C 1054 - X X
26 | BCR D 1050 - X X
26 | BCR H 1049 - X X
26 | BCR K 1051 - X X
26 | BCR T 6046 - X X
26 | BCR T 6048 - - X
26 | BCR Z 1053 - - X
26 | BCR a 6044 - - X
26 | BCR b 6045 - - X
26 | BCR b 6047 - - X
26 | BCR ¢ 6054 - - X
26 | BCR d 6050 - - X
26 | BCR h 6049 - - X
26 | BCR k 6051 - - X
26 | BCR k 6052 - - X
26 | BCR t 1046 - - X
26 | BCR z 6053 - - X
27 | LHG A 1063 - X X
27 | LHG a 6063 - - X
28 10D B 1067 - X -
28 10D D 1064 - X -
28 10D D 1068 - X X
28 10D T 1066 - X -
28 10D d 6068 - - X
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Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
29 | DGD B 1058 - X -
29 | DGD C 1055 - X X
29 | DGD C 1056 - X X
29 | DGD C 1057 - X -
29 | DGD b 6058 - - X
29 | DGD ¢ 6055 - - X
29 | DGD ¢ 6056 - - X
30 | MGE B 1060 - X X
30 | MGE D 1059 - X X
30 | MGE D 1062 - X X
30 | MGE L 1061 - X X
30 | MGE b 6060 - - X
30 | MGE d 6059 - - X
30 | MGE d 6062 - - X
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2 Entry composition (i)

There are 31 unique types of molecules in this entry. The entry contains 48060 atoms, of which 0
are hydrogens and 0 are deuteriums.

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

e Molecule 1 is a protein called Photosystem Q(B) protein.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
L A 335 222)861 17020 41§5 4(6)0 1S5 0 0 0
! e 335 ggg?)l 17(320 425 4(6)0 1S5 0 0 0
e Molecule 2 is a protein called Photosystem II core light harvesting protein.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 B 188 gggzl 25018 61?\}8 6C6)6 1S3 0 0 0
2 b 188 13:2;? 25018 61?\)18 6(636 1S3 0 0 0
e Molecule 3 is a protein called Photosystem II CP43 protein.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
3 ¢ T gzgzl 22064 51;16 6(82 183 0 0 0
; ¢ T gzga; 22064 51;16 6(82 183 ¥ 0 0
e Molecule 4 is a protein called Photosystem II D2 protein.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
4 b 340 g%%l 17094 4120 4(6?0 1S2 0 0 0
4 d 340 g?g%l 17C94 4120 4((20 1S2 0 0 0

e Molecule 5 is a protein called Cytochrome b559 subunit alpha.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
g k 82 666 434 108 124 0 0 0
Total C N O
g ¢ 82 666 434 108 124 0 0 0
e Molecule 6 is a protein called Cytochrome b559 subunit beta.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
0 F 35 282 192 46 43 1 0 0 0
Total C N O S
0 f 35 282 192 46 43 1 0 0 0
e Molecule 7 is a protein called Photosystem II reaction center protein H.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
7 H 04 507 339 81 85 2 0 0 0
Total C N O S
7 h 04 507 339 81 85 2 0 0 0
e Molecule 8 is a protein called Photosystem II reaction center protein I.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
8 ! 5 287 195 45 46 1 0 0 0
. Total C N O S
8 ! 3 287 195 45 46 1 0 0 0
e Molecule 9 is a protein called Photosystem II reaction center protein J.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
N 3 240 170 38 40 1 0 0 0
. Total C N O S
) ] 34 249 170 3% 40 1 0 0 0
e Molecule 10 is a protein called Photosystem II reaction center protein K.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
10 K 36 278 195 38 45 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
10 k 36 278 195 38 45 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IR HERERE
IR HEEERE
e Molecule 12 is a protein called Photosystem II reaction center protein M.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IR TP HEEEEE
IR HEEEEE

e Molecule 13 is a protein called Photosystem II manganese-stabilizing polypeptide.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
13 O 242 11122?31 11062 31114 3(830 ZSL 0 0 0
13 © 242 ?gtﬁ%l 11%2 311]4 3(50 zSL 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
NIRRT HEEEEE
IEREEEE-E Y HIEEEEE
e Molecule 15 is a protein called Photosystem II 12 kDa extrinsic protein.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
U i ETr ¥ ¥ ¥
o i 06 10 157 0 0 0

WO RLDWIDE
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e Molecule 16 is a protein called Cytochrome c-550.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
16 v 137 ?8211 6?5 11;17 2(38 ZSL 0 0 0
16 v 137 ?82511 6?5 11;17 288 481 0 0 0

e Molecule 17 is a protein called Photosystem II reaction center protein X.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
slx | w (Torol . [ o [
IR K
e Molecule 18 is a protein called Photosystem II reaction center protein ycfl2.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IREERFF T HEEREEE
s v | % waema| 0 | 0 |0
e Molecule 19 is a protein called Photosystem II reaction center protein Y.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
19 | N 23 1;0;21 6% ;\; 2(1 0 0 0
19 n 23 Iioltgl 59 21\; 22 0 0 0
e Molecule 20 is a protein called Photosystem II reaction center protein Z.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IR EHIEEEEE
20 ) 62 1:10;3 l 3(2]8 ;\12 ;)7 g 0 0 0

e Molecule 21 is OXYGEN EVOLVING SYSTEM (three-letter code: OEC) (formula: CaMnyOy).
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MN4
Mn
MN3
%40 Mn
CA1 OB(S)
Canv2- O
Mn O o2
O =« Mn
O1(R) MN1
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Ca Mn
21 A 1 5 ) 4 0 0
Total Ca Mn
21 a 1 5 ) 4 0 0

e Molecule 22 is FE (II) ION (three-letter code: FE2) (formula: Fe).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
99 N 1 Total Fe 0 0
1 1
29 D 1 Toltal Fle 0 0

e Molecule 23 is CHLOROPHYLL A (three-letter code: CLA) (formula: Cs5H72MgN,Os).
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CLA

Mol | Chain | Residues Atoms ZeroOcc | AltConf
a A ] 0 W oWNT [
a0 | o oWy ol |
IR LI
IR
RN
RN
AN
a0 | [N o
IR AN
IEEEEE LI
IEEEEE LI
IEEEEE LI
AN LI
IEEEEE LI

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
v | 1 [T
IEEEEE LI
IR LI
IR LI
IR L IR
IDEEY L IR
a o | o T Cw O
a o | o T Cw O
a o | o e Cw O
a o | o T Cw O
a o | o T CwN O
a o | o e Cw O
a o | o T CwN O
alc | o oWy ol |
a o | o T Cw O
sk | [N |
a0 | o [N |
o | o [N |
o | [ WoENo |
a0 | [N |
a0 | 0 R OO |

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
IR LRI
IEEEEE LI
IR LI
IR LI
IEEF L IEEE
RN LI
IEEY LI
RN LI
RN LI
RN LI
RN LI
RN LI
IEEY LI
IR L
IR LI
IR
N
I
RN
N
IR LI

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
IR
IEEEEE LI
RN LI
IEEEEE L IR
IREERF L IEEE
IR LI
IR L IR
IR LI
RN LI
IR LI
IR LI
IR LI
a4 | o T Cw O
a4 | o oWy ol |

e Molecule 24 is PHEOPHYTIN A (three-letter code: PHO) (formula: Cs5H74N4O5).
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N ﬂll _ .
Mol | Chain | Residues Atoms ZeroOcc | AltConf

Total C N O

24 A 1 64 5545 0 0
Total C N O

24 D 1 64 5545 0 0
Total C N O

24 a 1 64 5545 0 0
Total C N O

24 d 1 64 5545 0 0

e Molecule 25 is 5-[(2E,6E,10E,14E,18E,22E)-3,7,11,15,19,23,27-HEPTAMETHYLOCTACO
SA-2,6,10,14,18,22,26-HEPTAENYL|-2,3-DIMETHYLBENZO-1,4-QUINONE (three-letter
code: PQQ) (formula: C43H6402).

PQ9
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Mol | Chain | Residues Atoms ZeroOcc | AltConf

25 | A 1 TZ?I 403 (2) 0 0

%5 | D 1 ol 20 0 0

% | a 1 ol 20 0 0

2% | d 1 ol 20 0 0

e Molecule 26 is BETA-CAROTENE (three-letter code: BCR) (formula: CyHsg).

BCR

i
by
SN
Mol | Chain | Residues Atoms ZeroOcc | AltConf
26 A 1 ngal fo 0 0
26 B 1 ngal ﬁ) 0 0
26 B 1 ngal 400 0 0
26 B 1 ngal 4% 0 0
26 C 1 ngal 400 0 0
2% | 7 | ngal 400 0 0
2% | C 1 ngal ﬁ) 0 0
2% | D 1 ngal ﬁ) 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
2% | H 1 ngal g) 0 0
2% | T 1 ngal 4% 0 0
2% | K | ng‘“ E) 0 0
26 a 1 ngal E] 0 0
26 b 1 ngal ﬁ) 0 0
26 b 1 ngal E] 0 0
26 T 1 ngal E] 0 0
26 k 1 ngal E) 0 0
26 z 1 ngal Zﬁ) 0 0
26 c 1 ngal E) 0 0
26 d 1 ngal E) 0 0
26 h 1 ngal ﬁ) 0 0
26 t 1 ngal ﬁj 0 0
26 k 1 ngal 5) 0 0

e Molecule 27 is 1,2-DIPALMITOYL-PHOSPHATIDYL-GLYCEROLE (three-letter code:
LHG) (formula: 038H75010P).
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v
yocl

Mol | Chain | Residues Atoms ZeroOcc | AltConf

Total C O P
27 A 1 49 38 10 1 0 0

Total C O P
27 e ! 49 38 10 1 0 0

e Molecule 28 is IODIDE ION (three-letter code: I0D) (formula: I).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
28 d 2 TO;al ; 0 0
28 B 1 Toltal i 0 0
28 a 1 Toltal i 0 0
28 A 1 Toltal i 0 0
28 T 1 Toltal i 0 0
28 D 2 Toztal ; 0 0
28 t 1 Toltal i 0 0
28 b 1 Toltal i 0 0

e Molecule 29 is DIGALACTOSYL DIACYL GLYCEROL (DGDG) (three-letter code: DGD)
(formula: C51H96015).
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DGD

e e

o 1

,.T“_J.
Mol | Chain | Residues Atoms ZeroOcc | AltConf
29 | C 1 T‘égal ; 1% 0 0
29 | C 1 ngal 501 1% 0 0
29 | C 1 ngal 501 1% 0 0
20 | B 1 T‘égal 501 1% 0 0
29 ¢ 1 T‘égal 501 1% 0 0
29 ¢ 1 ngal 501 1% 0 0
29 ¢ 1 ngal 501 S,) 0 0
29 b 1 ngal 501 8,) 0 0

o Molecule 30 is (15)-2-(ALPHA-L-ALLOPYRANOSYLOXY)-1-[(TRIDECANOYLOXY)M
ETHYL|ETHYL PALMITATE (three-letter code: MGE) (formula: C3sH72019).
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L
1§
y
B
(e
Ho ° “-fo
m’i"!‘;'l\m—«
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C O
30 D 1 A8 33 10 0 0
Total C O
30 B 1 48 33 10 0 0
Total C O
30 D 1 48 33 10 0 0
Total C O
30 L 1 48 33 10 0 0
Total C O
30 d 1 48 33 10 0 0
Total C O
30 b 1 48 33 10 0 0
Total C O
30 d 1 48 33 10 0 0
Total C O
30 | 1 48 33 10 0 0

e Molecule 31 is PROTOPORPHYRIN IX CONTAINING FE (three-letter code: HEM) (for-

mula: C34H32F6N404) .
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a chain summarises the proportions of the various outlier classes displayed in the second graphic.
The second graphic shows the sequence view annotated by issues in geometry and electron density.
Residues are color-coded according to the number of geometric quality criteria for which they

contain at least one outlier: green = 0, yellow = 1, orange = 2 and red = 3 or more. A red dot
above a residue indicates a poor fit to the electron density (RSRZ > 2). Stretches of 2 or more

consecutive residues without any outlier are shown as a green connector. Residues present in the

These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for
sample, but not in the model, are shown in grey.

3 Residue-property plots (i)

e Molecule 1: Photosystem Q(B) protein
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2vesa
LEESH
9EESY
SEESN
veesy
TEESN
STESN
LTESM
ETESA
0TESH
60€SY
L6251

6,254
8.LTSM

9,28V

TLTST

F

L9TSN

F

6G2ST
85241

19%

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe

59%

20%

Chain B:


http://wwpdb.org/validation/2016/XrayValidationReportHelp#residue_plots

wwPDB X-ray Structure Validation Summary Report 3A0H

Page 25

194
09K
65D

LSH

GSKW
¥9d

(4

o
re)
o

8%S

o w ©
< <
“I“'QI

-« N
< <
Mo

7o N~ 0 D
3} m M m
(3] =<4

EEM

Tev
0EA

8¢y

9CH
GTH
721
€CH
(444
Tey

611
814

91d
S1a

6H

SM
¥d

(4]

iZqxs
€CTd

121d

6110

88d
180
981

T8L
08I
6.Ls
8LM

9.Ls

LS

-

0LD

894
L9V

S94
¥9d
€91
(47N

0674

8810

981D

+

T8TA
081d
6L1D
8LIA

9.1

0L1a

89TA
LITM

L
i

2914

6GTL
8GT1
LSTH

1

89Tk
LSTh
9GCZH

(4148
TSCA

4414

6221

S¢e
¥ee
€zeh
zeed
12ed
ozey

L121

€12D

0T1CI

80CA

€824
[4:14)]

0824
6.LTA

L.TS
9.2a
S.LTM

€LTA
cLed

+

8924
L9271

€921

1374 4
09Zs
652D

0L€T

29ed
T9eV
09ed

LGEY

79eT
€ged

+

ozey

0SPM
6%

Lvvd

SYPL
44kt

(47748
B6EVS
8EYN
LEVT

YEVL

70vD

To7d
00%s
66EA
86€L
LBEA

v6€d

£6€d
zc6ed

S8€Yd

88%d

(4128
87D

LL%a
9.%Y

YLVT

11

te

ing pro

Photosystem II core light harvest

e Molecule 2

22%

7%

Chain b

F

Lgrsy
9¢1Sd

[445°y!
02151
¥T1SH
E€TTSM
21190
TTISY

€0T9T
COTSA

00TSH
6608V

£60Sd
260SS
T60SM
06054
1,80Sa

€805

T80SL

SL0SM

TLOSA

69051
990SH

85050

+

9G0SM
6705
8%0SS
L%0Sd
0%0SX
9€08S

PRAVAN

TTOSA

800SA
,00sY
900SA

L0€83d
L6251

[4:14:0]
18zsh

8.TSS
j2K4sii]
TL2S1
992G

99281
%9¢5d

C9TSL

052sd
67CSV

LyTSd
9%¢sd

veesI

TETSH

L

92TSA

6TCSA

ST2S4

LB1SD

9815D
S8TSM

¥L191
€L15D
CLISA
TL1Sd

69188

9919

96154

9ISV

€VIST

SETST

S.¥Sd

€LVSL
cLysy

€9%54

€EVSA

SCHSI

€CHaN

617398
8179

ST9Sd
¥1%5d

80%SD
LOPSN
90%5T
20%SA

06€SA
68€9M

YLESN

cLesa

89€3GA

£9€54

T9ESV

6SESN
8G€SY

§G€5d

[olsofeic

8€€3h

veesa

0EESN

2TESH

61€Sd

11€84

68754

L8¥%SS
98%ST
S8¥S3E
¥8%Sd
€870

9.¥sY

11

Photosystem IT CP43 protei

e Molecule 3

18%

64%

0 0
[rolTe)
Io'-'

17%

Chain C

L1
1.3
0L4
691

©
©
(=

o L0
338
=< O

o
© ©
H >

el 4
¥SA
€SH
csy
TS

8¥i

(471
gt
oY

LeY
9EM

3

T€s
0ES

8¥1D
Ly1d

EVIX
(4458

0711
6ETL

LETd

SETY

EETY

0ETA

8CTH

7498
€CTV

1218

6111
8TTH

€6V

TéH
06d

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 3A0H

Page 26

0w ON~0DNO o m
Q000 O —
AN ANAN N
A m>H L o

€021
20zd
TOoZN
00zL
6611

96TA
S61d
761D

8.2V
LLTD
9,271

TSCH

6eEN
8€ED
LEET

€EED
zeed
TEEV
0EES

LTEN

e

zzed
Teea
ozey
61€1

SOPN
v0v1
£0¥S

T0%1
00%d
66EY
96EN

E€6EV

88¢ed

98¢ed
S8ed
¥8eI

S9EM

€9€D

8ChL
LWV
9¢¥1
14740%

{4474

STYN
45728

(4548
12544

607D

LO%A
90%S

69%IH
89%S

111

Photosystem II CP43 protei

e Molecule 3

22%

7%

Chain ¢

vviss

154

YETSI

CETSH
TETSA

12184

S2191

2e18s

LTTSA

80TSL

90TSA
SOTSA
70153

20TSD

L

L60SM

T60SI

68051
88091

§808D

8.0S3

29054

LS0SY
950SH

05081
67051

9%0SS
S%091

€%091
2¥081

6E0SN

€€0Sd

T€0SS

62053

120sa

88CSD

T8TSH

§.TSs
YLCSA

¢LTsT

§92SI
¥9254

15284

¥¥C3d

0%2SI

€ETIA

6TTSN

€TTSM

L124d

¥1291

T129D

80239A

§028d

T6T9D

06TSY

€815

GL1S1

0LTSI

L9TSA
997SI

191971
09181

95T

€5TSd
TSI

0STSd
6VTSA

F

SP1SS

€.9Sa

L9951

98%9d

(a4

Y¥vSH
oyaslil

9€vSd
TeYSd
0EVSH
62¥SS
0Z¥SA
61954

8THSN
LTHSA

86ESH

L6ESL

T8€9%
08€ST

0S€ST

8vesa

£vesY

TvEST
0%€SA

GEESL
veead

8T€9T

01€SS
60ESY

90€5D

S6CSL

68254

111

Photosystem II D2 prote

e Molecule 4

18%

69%

[l w N~ 09
™ ™ m m oM
wn - = oA

%
11%

Chain D

YL
€Ld
CTLN

€91

T9H

6GA
8GM
188

SSA
754

2SL
179D

671
8YM

9%d
SP1
44l

€D

0 D O
NN mn
->h‘>

€A

811
LTI
91d
ST4

9111

P11

801D

90Th
S0TD
YoM
€0TY

001Ta
66D

L6V
964
S6d

€6M
261
161

S8
8S
€8N
8V

8LA

9LA
SLL

0%1d
6ETYH
8ETA

9ETA
SETT

TeTL
0€Ts
(Glaa 4
® 87

922H

vzeh
£€eed

Tzl
0zeN
612

0T€d
60€d
80€Q

S0EY
voed
€0€I
coed
T0ED

RLDWIDE

T621
062V
6821

182A
982A
82D
¥8CI

€L24

TLZW
0,24

19271
99CM

79T

29Ts

092V
65CI
852D
L824

0O
PROTEIN DATA BANK

erpBe

W



wwPDB X-ray Structure Validation Summary Report 3A0H

Page 27

e Molecule 4: Photosystem II D2 protein

20%

79%

Chain d:

S67Sd

T6TSL

F

28191

08TSY

8L1SI

TL1Gd

TVIGA

8ETSGA

€T184

TTISM
0T7ST
607SD

CO0TSL
101584

060571
68091
880S9S
L80SH
€80SN

080SL
6,058

€50SL

0S0SL

€%0ST

9€0ST

%€05D

CEO0SM

12084
92094

Y2054

TCOSM
020sa
610Sa

HTOSM

2¢S8esT
TSESV

SheESA

e€vesa

8EESN

LTESY
9zeSH

02esT

9TESL

TTE8d

,0€s3a

00€SS
66CST

162Sa

S62SS
T6TSN
28CSs
9.TSA

§.28d
V.LTSA

TLTST

69TSd

S9TSY

€9CSN

e Molecule 5: Cytochrome b559 subunit alpha

192584

T92SH
0GZSN

LYTSA

YETSY

2eTsd

§gTsa

2ees1

€T2CSI

5% o

12%

60%

22%

Chain E:

ved
€81
z8b

e Molecule 5: Cytochrome b559 subunit alpha

081
6.4

L0

99A

4%

Chain e: .

—
5% -«

18%

76%

L

78054

8L0SL
1,053

G9091T

19094

85050
LS50SV

+

e Molecule 6: Cytochrome b559 subunit beta

8%05D

S§%0Sa

6€0SS

CEOST

¥203s

LTOSA

ST0SL

80054

20%

4z

cvd

18%

(771
6EV
8EV
LET

SED
e

oel
62d
8CA

921
Sl

48%

(44
T2A
0ZM

8TA

914
STI

e Molecule 6: Cytochrome b559 subunit beta

E€TA

11%
o

%

2

Chain F:

20%

18%

59%

€C0SA

61054

e Molecule 7: Photosystem II reaction center protein H

LT0SL

5%

Chain f: o

5%

17%

61%

17%

Chain H:

D E

L DWI

SPDB

PROTEIN DATA BANK

W



Page 28 wwPDB X-ray Structure Validation Summary Report 3A0H

O = N MW w0
3] D ONW®D A N
< FPEAadAaHdeEnd = =

o < w0 © o N oM
e w W w © © ©
= H A >=5>m =X

G19
K20
V21
L30
M31
V33
148
D56

e Molecule 7: Photosystem II reaction center protein H

2%

. - —
Chain h: 7% 19% 5%

-

e Molecule 8: Photosystem II reaction center protein I

o D ~ D O D ~ oM <+
S Smmd 88 B3 m3 8888 mS
0 0 0 0 0 0 o n 0 O 1 )
- =] H = > >~ w0 B4 <

6%
Chain I: &% 57% 3%

- ™ = <
o mS W ~ ) hal bl N N
E B AN = > = B 12 =i

e Molecule 8: Photosystem II reaction center protein I

F15
vVie
L18
F19
P28
A29
N31
P32
K35 @

Chain i: B
aln 1: 60% 37% .
N © © o N < o o w O I~ o [
wn n 0 0 n [} e} wn 0 W w n n
] = = = = 29 = 29 nvA ~ B3

e Molecule 9: Photosystem II reaction center protein J

. I
Chain J: 15% 50% 20% 15%

o ©O N~ 0 N N M © =3
N~ = N ] ™ m [2¢] <
] - LGRS S ) < > = =

e Molecule 9: Photosystem II reaction center protein J

T15

w0 O
—
o =

G20
122
124
A34

[se]
)
=

Y30

. . I
Chain j: 65% 20% 15%

e Molecule 10: Photosystem II reaction center protein K

L5010
w5011
|
V5021
|
V5025
|
G5031
|
G5035
|
S5038
S5039

. —
Chain K: 14% 67% 19%

it © N~ 0 o N N < Y
- oo N ® 0 S
< < H LA = B < (3]

e Molecule 10: Photosystem II reaction center protein K

o — o i=3 F W ON~0DNO 0 © N~ o
= I AN ANNANN® M 0 om0
E= Y A~ = e HA > < >



3A0H

31%

67%

wwPDB X-ray Structure Validation Summary Report

Page 29
Chain k:

¥¥0SD
€%0SA

8E0SA

9€0SY

YE0SY

€084
T€09T

S20ST

£20Sa

e Molecule 11: Photosystem II reaction center protein L

12051

9T0SY

11%

16%

X
S
S

81%

16%

3%

Chain I: .

e Molecule 11: Photosystem II reaction center protein L

Chain L:

G€0S4
920SA
L7081
1094
11054

800S0

6%

21%

75%

55%

97%

23%

19%

3%

L

e Molecule 13: Photosystem II manganese-stabilizing polypeptide

e Molecule 12: Photosystem II reaction center protein M
e Molecule 12: Photosystem II reaction center protein M

Chain O:

Chain m:

F

Chain M:

9.4
SLL

(1]
TLT
04D

22
S94

€91
z9b
198

9G&
SSY

sV

0sa
6%a
8¥%1

i)
428
EVN

15748

6EL
8€D
LEA
9€T

€EA

T€T

LETV

€018

0013

L6A

€6d

o
i
I>

L12S

¥iexa
€TCA

13244
(541

i

902d

0Ty
eoey
20zh

0021
66TY

LBTV
961S

€619

0671

88TH

S98Td
¥81d

08TV

LLTX

T.2d

6921
89CS

99CA

9z
€92D
z9zh
7921
092y
6GCA

TS
0sza

£7%CSs
{474
1574

6ECH

feloracs
SETH
el

Teea
0€TA
62T

LTTA

See
¥ees
€¢I

e Molecule 13: Photosystem II manganese-stabilizing polypeptide

144

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W



3A0H

wwPDB X-ray Structure Validation Summary Report

Page 30

¥o1SL

9181
€¥1Sd

184
|
8ETSD
[ ersy
9ETSI
|
0ETSH
621584
|
erq f=ld
|
9T1sa
ST1SS
|
COTSL
TOTSL

25%

66054
wmmmh
16054
06053

88053
180Sb
98094
980893
¥80SN
€8083

74%

690571
89054

%90G4

090SS

8G0SI

£505Y

050Sa
® 6%0Sd

%

Chain o: .

F

LY0SL

|

{4701

¥e0sa

L

L9TSY

99294
wwmm>
¥5¢SH
€5CSY
[4{4<p]

LETST

o

Tzesh
|
91254
STTSY
[ wresy |
€TTSA
CTTSN
|
L0zsd
]
86TSI

S6TSA

e Molecule 14: Photosystem II reaction center protein T

Nmmmm
L8T19D
wwmm&
€81971
28184
T8TSN

6L1SL

9.L1SS
S.1Sd

€LTSGN

99151

17%
14%

13%

58%

63%

83%

26%

20%

L

e Molecule 15: Photosystem II 12 kDa extrinsic protein

+

e Molecule 14: Photosystem II reaction center protein T

Chain t:
Chain U:

Chain T:

LD
0.4

191

79I
E9N

TOA

654
8SGA
LSS

<
w
A

vl

111
914

v1a

14%

84%

%

Chain u: .

e Molecule 15: Photosystem II 12 kDa extrinsic protein

L

680SL

L80SA

28054

+

69053
890SL

+

G50S4

e Molecule 16: Cytochrome c-550

€508V
CS0SN

€%09d
(4700

L£0SD

TEOSN
0€0SL

600ST

15%

60%

24%

Chain V:

T6d
06d

88V
181

081

9.d

YLL
e
TLL

0D

98
7oV

[4°) 4
T9X
090

891
194
984

At

TSd
0S4
6vd
8¥L

9%l

vl
15200

T
o¥s
6EN

9EA
SEL

ced
Ted
0€L

8cd
Lev

¥S1a

(41

0SGTY
6¥1d
8¥1d

Y11
i4743:!
15498
6ETA
8ETT
LETA

SeTd
berL

T€TH

6CTH
8¢1d
214

€CTS
[44%:,
1211
(45

8TTH
LTTA
9114
STTV
PiTI

T11d
0T1d
60TQ

LOTL

S0Td
YOIN

COTI

66A
861

964
S61
76N

D E

R L DWI

O

erbDeBe

PROTEIN DATA BANK

W



Page 31 wwPDB X-ray Structure Validation Summary Report

3A0H

K155
w156
G157
G159
V161
Y162
Y163

e Molecule 16: Cytochrome c-550

Chain v: 79% 20% .

SR o lap : +

e Molecule 17: Photosystem II reaction center protein X

L5034
L5038
T5044
15045
E5049
F! 5!)59
S5065
C5066
H5067
15!)71
P5!)76
R5(I381
E5083
R5!92
G5!)97
Y5!01
T5!06
T5107
Y5108
G5110
P5!19
R5!22
D5!25
15126
15!51
KS!SS
K5!60

Chain X: 32% 47% 21%

- < Ommo® O ] el e ] < 0 o oo
-~ v-1 ~ - N o o N N ™ [l M M S
= [ — [ o - 0 = = =9 H < oHAQ

e Molecule 17: Photosystem II reaction center protein X

3%

. -
Chain x: 71% 29%

e Molecule 18: Photosystem II reaction center protein ycf12

15012
T5013
S5015
L5024
L5032
T5033
V5036
L5037
S5041
Q5042

Chain Y: 29% 29% 36% 7%

) < v © [} o ~ [0}
~ SESES] N 32} [5¢] 2]
- = H < o (& [ —

e Molecule 18: Photosystem II reaction center protein ycf12

. I
Chain y: 57% 36% 7%

e Molecule 19: Photosystem II reaction center protein Y

A5020

-
o
o
e}
=4

L5022
15028
15030
15035
15036
V5041
R5042
G5044

Chain N: 70% 30%

o < o
R INA © — —
B B > > =

e Molecule 19: Photosystem II reaction center protein Y

Chain n: 100%

There are no outlier residues recorded for this chain.
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4 Data and refinement statistics (i)

Property Value Source
Space group P 212121 Depositor
Cell constants 128.50A 224.70A  304.92A .
Depositor
a, b, c,a, B,y 90.00° 90.00° 90.00°
. 20.00 — 4.00 Depositor
Resolution (A) 20.00 — 4.00 EDS
% Data completeness 94.7 (20.00-4.00) Depositor
(in resolution range) 94.8 (20.00-4.00) EDS
Rinerge 0.09 Depositor
Rsym 0.09 Depositor
<I/o(I)>" 3.08 (at 4.07A) Xtriage
Refinement program CNS 1.2 Depositor
R R 0.290 , 0.326 Depositor
7 Phfree 0.290 , 0.292 DCC
Rree test set 3592 reflections (5.35%) DCC
Wilson B-factor (A?) 148.7 Xtriage
Anisotropy 0.518 Xtriage
Bulk solvent kg (e/A®), By, (A?) 0.22,71.6 EDS
L-test for twinning? <|L| > =050, < L*>=1033| Xtriage
Estimated twinning fraction No twinning to report. Xtriage
F,,F. correlation 0.90 EDS
Total number of atoms 48060 wwPDB-VP
Average B, all atoms (A?) 165.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 1.84% of the height of the origin peak. No significant pseudotranslation is detected.

Intensities estimated from amplitudes.
2Theoretical values of < |L| >, < L? > for acentric reflections are 0.5, 0.333 respectively for untwinned datasets,
and 0.375, 0.2 for perfectly twinned datasets.
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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: LHG,
PHO, MGE, DGD, CLA, FE2, PQ9, OEC, HEM, 10D, BCR

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 | prigy 41 7) =5 | RMSZ 4 Z| >5
1 A 0.53 0/2714 0.74 0/3699
1 a 0.53 0/2714 0.74 0/3699
2 B 0.55 0/3971 0.80 2/5411 (0.0%)
2 b 0.55 0/3971 0.80 2/5411 (0.0%)
3 C 0.50 0/3568 0.80 2/4858 (0.0%)
3 c 0.50 0/3568 0.80 2/4858 (0.0%)
4 D 0.52 0/2801 0.78 0/3818
4 d 0.52 0/2801 0.78 0/3818
5 E 0.58 0/685 0.79 0/933
5 e 0.58 0/685 0.79 0/933
6 F 0.62 0/291 0.72 0/397
6 f 0.62 0/291 0.72 0/397
7 H 0.54 0/520 0.88 0/708
7 h 0.53 0/520 0.88 0/708
8 I 0.67 0/294 0.75 0/395
8 i 0.67 0/294 0.75 0/395
9 J 0.57 0/255 0.72 0/346
9 j 0.57 0/255 0.71 0/346
10 K 0.52 0/287 0.82 0/394
10 k 0.51 0/287 0.84 0/394
11 L 050 | 0/311 | 0.76 0/422
11 1 0.50 0/311 0.76 0/422
12 M 0.57 0/287 0.73 0/388
12 m 0.57 0/287 0.73 0/388
13 ) 0.51 0/1891 0.83 1/2564 (0.0%)
13 0 0.51 0/1891 0.83 1/2564 (0.0%)
14 T 0.69 0/266 0.83 0/359
14 t 0.66 0/266 0.81 0/359
15 U 0.50 0/794 0.81 0/1076
15 u 0.50 0/794 0.80 0/1076
16 \Y 0.45 0/1085 0.77 1/1473 (0.1%)
16 v 0.45 0/1085 0.77 1/1473 (0.1%)
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. Bond lengths Bond angles
Mol | Chain | o717 <5 | RMSZ #|Z| >5
17 X 0.49 0/249 0.73 0/337
17 X 0.50 0/249 0.73 0/337
18 Y 0.63 0/209 0.94 0/279
18 y 0.63 0/209 0.94 0/279
20 Z 0.61 0/490 0.78 0/669
20 z 0.61 0/490 0.78 0/669
All All 0.53 | 0/41936 | 0.79 | 12/57052 (0.0%)

There are no bond length outliers.

The worst 5 of 12 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(?)
2 b 5327 | THR N-CA-C 5.91 126.96 111.00
2 B 327 | THR N-CA-C 5.89 126.91 111.00
3 c 5341 | LEU | CA-CB-CG | -5.60 102.43 115.30
3 C 341 | LEU | CA-CB-CG | -5.59 102.44 115.30
16 \Y 110 | GLY N-CA-C -5.46 99.44 113.10

There are no chirality outliers.

There are no planarity outliers.

5.2 Too-close contacts (i)

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 A 2630 0 2528 733 0
1 a 2630 0 2528 0 0
2 B 3835 0 3700 797 0
2 b 3835 0 3700 0 0
3 C 3455 0 3376 844 0
3 c 3455 0 3376 0 0
4 D 2706 0 2607 750 0
4 d 2706 0 2608 0 0
) E 666 0 651 109 0
5 e 666 0 651 0 0
6 F 282 0 291 80 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
6 f 282 0 291 0 0
7 H 507 0 529 142 0
7 h 507 0 529 0 0
8 I 287 0 308 65 0
8 i 287 0 305 0 0
9 J 249 0 262 62 0
9 ] 249 0 262 0 0

10 K 278 0 289 84 0
10 k 278 0 289 0 0
11 L 304 0 316 76 0
11 1 304 0 313 0 0
12 M 283 0 297 20 0
12 m 283 0 294 0 0
13 O 1860 0 1833 305 0
13 0 1860 0 1833 0 0
14 T 257 0 261 95 0
14 t 257 0 259 0 0
15 U 783 0 779 137 0
15 u 783 0 779 0 0
16 V 1064 0 1072 206 0
16 v 1064 0 1072 0 0
17 X 246 0 269 39 0
17 X 246 0 269 0 0
18 Y 208 0 237 7 0
18 y 208 0 237 0 0
19 N 116 0 26 6 0
19 n 116 0 26 0 0
20 Z 479 0 016 73 0
20 z 479 0 013 0 0
21 A d 0 0 0 0
21 a d 0 0 0 0
22 D 1 0 0 0 0
22 a 1 0 0 0 0
23 A 195 0 216 139 0
23 B 975 0 1080 668 0
23 C 780 0 864 488 0
23 D 195 0 216 157 0
23 H 65 0 72 45 0
23 K 65 0 72 87 0
23 a 195 0 216 0 0
23 b 975 0 1080 0 0
23 c 780 0 864 0 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
30 D 96 0 144 66 0
30 L 48 0 72 29 0
30 b 48 0 72 0 0
30 d 96 0 144 0 0
30 1 48 0 72 0 0
31 F 43 0 30 17 0
31 A% 43 0 30 12 0
31 f 43 0 30 0 0
31 % 43 0 30 0 0
All All 48060 0 48531 0652 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 118.

The worst 5 of 5652 close contacts within the same asymmetric unit are listed below, sorted by

their clash magnitude.

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
2:B:65:PHE:CE2 23:B:1012:CLA:HMA2 1.39 1.55
23:B:1011:CLA:HED?2 | 23:B:1012:CLA:CED 1.31 1.53
26:C:1052:BCR:H371 26:C:1052:BCR:C26 1.34 1.50
23:B:1016:CLA:H162 | 23:D:1008:CLA:CMA 1.38 1.49
23:A:1003:CLA:CAA | 23:A:1003:CLA:HED?2 1.44 1.47

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 X-ray entries followed by that with respect to entries

of similar resolution.

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 | 333/344 (97%) | 219 (66%) | 75 (22%) | 39 (12%) | |o]|8!
1 a 333/344 (97%) | 216 (65%) | 76 (23%) | 41 (12%) 0]

Continued on next page...
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
2 B 486/488 (100%) | 350 (72%) | 86 (18%) | 50 (10%)
2 b 486/488 (100%) | 350 (72%) | 86 (18%) | 50 (10%)
3 C 445/447 (100%) | 330 (74%) | 80 (18%) 35 (8%)
3 c 445/447 (100%) | 330 (74%) | 80 (18%) 35 (8%)
4 D 338/340 (99%) 222 (66%) | 78 (23%) | 38 (11%)
4 d 338/340 (99%) 224 (66%) | 77 (23%) | 37 (11%)
D E 80/83 (96%) 54 (68%) 17 (21%) 9 (11%)
5 e 80/83 (96%) 54 (68%) 17 (21%) 9 (11%)
6 F 33/44 (75%) 20 (61%) 9 (27%) 4 (12%)
6 f 33/44 (75%) 20 (61%) 9 (27%) 4 (12%)
7 H 62/64 (97%) 42 (68%) 12 (19%) 8 (13%)
7 h 62/64 (97%) 42 (68%) 12 (19%) 8 (13%)
8 | 33/35 (94%) 21 (64%) 6 (18%) 6 (18%)
8 i 33/35 (94%) 21 (64%) 6 (18%) 6 (18%)
9 J 32/40 (80%) 29 (91%) 0 3 (9%)
9 j 32/40 (80%) 29 (91%) 0 3 (9%)
10 K 34/36 (94%) 23 (68%) 5 (15%) 6 (18%)
10 k 34/36 (94%) 17 (50%) 8 (24%) 9 (26%)
11 L 35/37 (95%) 25 (71%) 8 (23%) 2 (6%)
11 1 35/37 (95%) 25 (71%) 8 (23%) 2 (6%)
12 M 34/36 (94%) 23 (68%) 11 (32%) 0
12 m 34/36 (94%) 23 (68%) 11 (32%) 0
13 O 240/242 (99%) 172 (72%) | 41 (17%) | 27 (11%)
13 0 240/242 (99%) 172 (72%) | 41 (17%) | 27 (11%)
14 T 28/30 (93%) 22 (79%) 5 (18%) 1 (4%)
14 t 28/30 (93%) 22 (79%) 4 (14%) 2 (7%)
15 U 96,/98 (98%) 70 (73%) 17 (18%) 9 (9%)
15 u 96,/98 (98%) 70 (73%) 18 (19%) 8 (8%)
16 \Y 135/137 (98%) 100 (74%) | 25 (18%) 10 (7%)
16 v 135/137 (98%) 99 (73%) 26 (19%) 10 (7%)
17 32/34 (94%) 29 (91%) 3 (9%) 0

AAAAAAAAAAAAAAA
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
17 X 32/34 (94%) 29 (91%) 3 (9%) 0

18 Y 26/28 (93%) 20 (77%) 1 (4%) 5 (19%)

18 y 26/28 (93%) 20 (77%) 1 (4%) 5 (19%)

20 Z 60/62 (97%) 44 (73%) 12 (20%) 4 (7%)

20 z 60/62 (97%) 44 (73%) 12 (20%) 4 (7%)

All All 5124/5250 (98%) | 3622 (71%) | 986 (19%) | 516 (10%)

5 of 516 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 60 ILE
1 A 61 ASP
1 A 100 ALA
1 A 224 ILE
1 A 226 GLU

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 X-ray entries followed by that with respect to entries of similar
resolution.

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 270/279 (97%)
1 a 270/279 (97%)
2 B 388/388 (100%)
2 b 388/388 (100%)
3 C 349/349 (100%)
3 c 349/349 (100%)
4 D | 275/275 (100%)
4 d 275/275 (100%)
5 E 72/73 (99%)
5 e 72/73 (99%)
6 F 29/38 (76%)
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Mol | Chain Analysed Rotameric | Outliers | Percentiles

6 f 20/38 (76%) | 23 (79%) | 6 (21%)

7 H 54/54 (100%) | 44 (82%) | 10 (18%)

7 h 54/54 (100%) | 44 (82%) | 10 (18%)

8 I 32/32 (100%) | 23 (72%) | 9 (28%)

8 i 32/32 (100%) | 23 (72%) | 9 (28%)

9 J 24/98 (86%) 19 (79%) | 5 (21%)

9 i 24/28 (86%) 19 (79%) | 5 (21%)

0| K 20/29 (100%) | 24 (83%) | 5 (17%)

10 | & 29/29 (100%) | 25 (86%) | 4 (14%)

11| L 35/35 (100%) | 29 (83%) | 6 (17%)

1 1 35/35 (100%) | 29 (83%) | 6 (17%)

12 | M 33/33 (100%) | 31 (94%) | 2 (6%)

12| m 33/33 (100%) | 32 (97%) | 1 (3%) 46 |75
13 | O | 206/206 (100%) | 168 (82%) | 38 (18%) 14
13 | o | 206/206 (100%) | 168 (82%) | 38 (18%) 14
14 T 27/27 (100%) 23 (85%) | 4 (15%) 23
14 t 27/27 (100%) 23 (85%) | 4 (15%) 23
15| U 85/85 (100%) | 74 (87%) | 11 (13%) 28
15 | 85/85 (100%) | 75 (88%) | 10 (12%) | [6] 32
16 | V| 117/117 (100%) | 96 (82%) | 21 (18%) 15
16 v 117/117 (100%) | 97 (83%) | 20 (17%) 17
17 | X 27/27 (100%) | 17(63%) | 10 37%) | [o] [T
17 | x 27/27 (100%) | 17(63%) | 10 37%) | [of|1]
18 | Y 21/21 (100%) | 12 (57%) | 9 (43%) 0] ]o]
18 v 21/21 (100%) | 12 (57%) | 9 (43%) o] o]
20 | 7 52/52 (100%) | 40 (77%) | 12 (23%) | [1][7
20 | 52/52 (100%) | 40 (77%) | 12 (23%) | [e]]7]
ALl | Al | 4250/4296 (99%) | 3465 (82%) | 785 (18%) 14

5 of 785 residues with a non-rotameric sidechain are listed below:

Mol

Chain

Res | Type

16

v

101 TYR

Continued on next page...
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Mol | Chain | Res | Type
1 a 5279 | ARG
15 u 5031 ASN
17 X 15 SER
1 a 5024 | THR

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 169 such
sidechains are listed below:

Mol | Chain | Res | Type
15 U 99 ASN

1 a 5241 GLN
15 u 5028 ASN
16 \Y 60 GLN
20 Z 38 GLN

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 carbohydrates in this entry.

5.6 Ligand geometry (i)

Of 136 ligands modelled in this entry, 12 are monoatomic - leaving 124 for Mogul analysis.

In the following table, the Counts columns list the number of bonds (or angles) for which Mogul
statistics could be retrieved, the number of bonds (or angles) that are observed in the model and
the number of bonds (or angles) that are defined in the chemical component dictionary. The Link
column lists molecule types, if any, to which the group is linked. The Z score for a bond length
(or angle) is the number of standard deviations the observed value is removed from the expected
value. A bond length (or angle) with |Z] > 2 is considered an outlier worth inspection. RMSZ is
the root-mean-square of all Z scores of the bond lengths (or angles).
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Mol | Type | Chain | Res | Link | oy | RASZ | 12052 | Cours | RMSE| £12] 2
21 | OEC A 1001 | 1,3 0,0,13 0.00 - 0,0,27 0.00 -
23 | CLA A 1003 - 56,73,73 | 1.80 12 (21%) | 65,113,113 | 2.37 | 20 (30%)
23 | CLA A 1006 - 96,73,73 | 1.80 12 (21%) | 65,113,113 | 2.37 19 (29%)
23 | CLA A 1007 - 56,73,73 | 1.80 12 (21%) | 65,113,113 | 2.38 20 (30%)
24 | PHO A 1038 - 67,69,69 | 2.87 | 23 (34%) 87,99,99 2.86 23 (26%)
25 PQ9 A 1043 - 45,4545 | 0.64 1 (2%) 57,57,57 1.71 17 (29%)
26 | BCR A 1044 - 41,41,41 | 4.14 16 (39%) 56,56,56 7.03 29 (51%)
27 | LHG A 1063 - 48,48,48 | 0.93 2 (4%) 49,54,54 1.08 3 (6%)
23 | CLA B 1009 - 56,73,73 | 1.78 12 (21%) | 65,113,113 | 2.39 20 (30%)
23 | CLA B 1010 2 56,73,73 | 1.75 12 (21%) | 65,113,113 | 2.40 19 (29%)
23 | CLA B 1011 - 56,73,73 | 1.76 12 (21%) | 65,113,113 | 2.39 20 (30%)
23 | CLA B 1012 - 56,73,73 | 1.80 12 (21%) | 65,113,113 | 2.37 19 (29%)
23 | CLA B 1013 - 56,73,73 | 1.80 12 (21%) | 65,113,113 | 2.38 20 (30%)
23 | CLA B 1014 - 56,73,73 | 1.81 12 (21%) | 65,113,113 | 2.38 20 (30%)
23 | CLA B 1015 - 56,73,73 | 1.80 12 (21%) | 65,113,113 | 2.38 20 (30%)
23 | CLA B 1016 - 56,73,73 | 1.80 12 (21%) | 65,113,113 | 2.38 19 (29%)
23 | CLA B 1018 - 56,73,73 | 1.80 12 (21%) | 65,113,113 | 2.37 | 20 (30%)
23 | CLA B 1019 - 56,73,73 | 1.80 12 (21%) | 65,113,113 | 2.38 19 (29%)
23 | CLA B 1020 - 56,73,73 | 1.81 12 (21%) | 65,113,113 | 2.37 | 20 (30%)
23 | CLA B 1021 2 56,73,73 | 1.76 12 (21%) | 65,113,113 | 2.38 21 (32%)
23 | CLA B 1022 - 56,73,73 | 1.80 12 (21%) | 65,113,113 | 2.37 | 20 (30%)
23 | CLA B 1023 - 56,73,73 | 1.75 12 (21%) | 65,113,113 | 2.37 | 21 (32%)
23 | CLA B 1024 - 56,73,73 | 1.80 12 (21%) | 65,113,113 | 2.38 20 (30%)
26 | BCR B 1045 - 41,4141 | 4.25 17 (41%) 56,56,56 6.01 24 (42%)
26 | BCR B 1047 - 41,4141 | 4.24 16 (39%) 56,56,56 5.34 | 28 (50%)
26 | BCR B 1048 - 41,41,41 | 4.24 16 (39%) 56,56,56 6.09 28 (50%)
29 | DGD B 1058 - 67,67,67 | 0.84 2 (2%) 81,81,81 0.93 3 (3%)
30 | MGE B 1060 - 48,48,48 | 0.95 2 (4%) 56,56,56 1.04 3 (5%)
23 | CLA C 1025 - 56,73,73 | 1.81 12 (21%) | 65,113,113 | 2.37 | 20 (30%)
23 | CLA C 1026 - 56,73,73 | 1.80 12 (21%) | 65,113,113 | 2.38 20 (30%)
23 | CLA C 1027 - 56,73,73 | 1.80 12 (21%) | 65,113,113 | 2.37 | 20 (30%)
23 | CLA C 1028 - 56,73,73 | 1.80 12 (21%) | 65,113,113 | 2.37 19 (29%)
23 | CLA C 1029 - 56,73,73 | 1.75 12 (21%) | 65,113,113 | 2.39 21 (32%)
23 | CLA C 1030 - 56,73,73 | 1.76 11 (19%) | 65,113,113 | 2.35 20 (30%)
23 | CLA C 1031 - 56,73,73 | 1.80 12 (21%) | 65,113,113 | 2.37 | 20 (30%)
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Mol | Type | Chain | Res | Link | oy | RASZ | 12052 | Cours | RMSE| £12] 2
23 | CLA C 1032 - 56,73,73 | 1.80 12 (21%) | 65,113,113 | 2.37 19 (29%)
23 | CLA C 1033 - 56,73,73 | 1.80 12 (21%) | 65,113,113 | 2.37 | 20 (30%)
23 | CLA C 1035 - 56,73,73 | 1.80 12 (21%) | 65,113,113 | 2.38 20 (30%)
23 | CLA C 1036 - 96,73,73 | 1.80 12 (21%) | 65,113,113 | 2.37 19 (29%)
23 | CLA C 1037 - 56,73,73 | 1.80 12 (21%) | 65,113,113 | 2.37 19 (29%)
26 | BCR C 1052 - 41,4141 | 4.25 16 (39%) 56,56,56 6.73 27 (48%)
26 | BCR C 1054 - 41,4141 | 4.25 15 (36%) 96,56,56 5.26 24 (42%)
29 | DGD C 1055 - 67,67,67 | 0.84 2 (2%) 81,81,81 0.93 3 (3%)
29 | DGD C 1056 - 67,67,67 | 0.84 2 (2%) 81,81,81 0.93 3 (3%)
29 | DGD C 1057 - 67,67,67 | 0.84 2 (2%) 81,81,81 0.93 3 (3%)
23 | CLA D 1004 - 56,73,73 | 1.81 12 (21%) | 65,113,113 | 2.37 19 (29%)
23 | CLA D 1005 - 56,73,73 | 1.80 12 (21%) | 65,113,113 | 2.38 20 (30%)
23 | CLA D 1008 - 56,73,73 | 1.75 12 (21%) | 65,113,113 | 2.38 21 (32%)
24 | PHO D 1039 - 67,69,69 | 2.87 | 23 (34%) 87,99,99 2.86 23 (26%)
25 PQ9 D 1042 - 45,4545 | 0.64 1 (2%) 57,57,57 1.71 17 (29%)
26 | BCR D 1050 - 41,4141 | 4.25 15 (36%) 56,56,56 5.03 24 (42%)
30 | MGE D 1059 - 48,48,48 | 0.95 2 (4%) 56,56,56 1.04 3 (5%)
30 | MGE D 1062 - 48,48,48 | 0.95 2 (4%) 56,56,56 1.04 3 (5%)
31 | HEM F 1040 5 28,50,50 | 2.26 6 (21%) 17,82,82 1.39 1 (5%)
23 | CLA H 1017 - 56,73,73 | 1.80 12 (21%) | 65,113,113 | 2.38 20 (30%)
26 | BCR H 1049 - 41,4141 | 4.25 16 (39%) 56,56,56 5.13 24 (42%)
23 | CLA K 1034 - 56,73,73 | 1.80 12 (21%) | 65,113,113 | 2.38 20 (30%)
26 | BCR K 1051 - 41,4141 | 4.25 15 (36%) 96,56,56 4.83 24 (42%)
30 | MGE L 1061 - 48,48,48 | 0.94 2 (4%) 56,56,56 1.04 3 (5%)
26 | BCR T 6046 - 41,4141 | 417 17 (41%) 56,56,56 5.87 | 27 (48%)
26 | BCR T 6048 - 41,4141 | 4.24 16 (39%) 56,56,56 6.09 28 (50%)
31 | HEM \Y 1041 | 16 | 28,50,50 | 2.27 6 (21%) 17,82,82 1.41 1 (5%)
26 | BCR Z 1053 - 41,4141 | 4.25 16 (39%) 56,56,56 5.83 24 (42%)
21 | OEC a 6001 | 1,3 0,0,13 0.00 - 0,0,27 0.00 -
23 | CLA a 6003 - 56,73,73 | 1.80 12 (21%) | 65,113,113 | 2.38 20 (30%)
23 | CLA a 6006 - 56,73,73 | 1.80 12 (21%) | 65,113,113 | 2.38 20 (30%)
23 | CLA a 6007 - 56,73,73 | 1.80 12 (21%) | 65,113,113 | 2.38 19 (29%)
24 | PHO a 6038 - 67,69,69 | 2.87 | 23 (34%) 87,99,99 2.86 23 (26%)
25 PQ9 a 6043 - 45,4545 | 0.65 1 (2%) 57,57,57 1.71 17 (29%)
26 | BCR a 6044 - 414141 | 4.14 16 (39%) 56,56,56 7.04 | 30 (53%)
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Mol | Type | Chain | Res | Link | oy | RASZ | 12052 | Cours | RMSE| £12]> 2
27 | LHG a 6063 - 48,48,48 | 0.93 2 (4%) 49,54,54 1.08 3 (6%)
23 | CLA b 6009 - 56,73,73 | 1.78 12 (21%) | 65,113,113 | 2.39 21 (32%)
23 | CLA b 6010 2 56,73,73 | 1.75 12 (21%) | 65,113,113 | 2.39 20 (30%)
23 | CLA b 6011 - 56,73,73 | 1.76 12 (21%) | 65,113,113 | 2.39 20 (30%)
23 | CLA b 6012 - 56,73,73 | 1.80 12 (21%) | 65,113,113 | 2.37 | 20 (30%)
23 | CLA b 6013 - 56,73,73 | 1.80 12 (21%) | 65,113,113 | 2.38 19 (29%)
23 | CLA b 6014 - 56,73,73 | 1.81 12 (21%) | 65,113,113 | 2.38 19 (29%)
23 | CLA b 6015 - 56,73,73 | 1.80 12 (21%) | 65,113,113 | 2.38 20 (30%)
23 | CLA b 6016 - 56,73,73 | 1.80 12 (21%) | 65,113,113 | 2.37 19 (29%)
23 | CLA b 6018 - 56,73,73 | 1.80 12 (21%) | 65,113,113 | 2.36 20 (30%)
23 | CLA b 6019 - 56,73,73 | 1.80 12 (21%) | 65,113,113 | 2.38 20 (30%)
23 | CLA b 6020 - 56,73,73 | 1.80 12 (21%) | 65,113,113 | 2.38 20 (30%)
23 | CLA b 6021 2 56,73,73 | 1.76 12 (21%) | 65,113,113 | 2.38 21 (32%)
23 | CLA b 6022 - 56,73,73 | 1.80 12 (21%) | 65,113,113 | 2.38 20 (30%)
23 | CLA b 6023 - 56,73,73 | 1.75 12 (21%) | 65,113,113 | 2.38 21 (32%)
23 | CLA b 6024 - 56,73,73 | 1.80 12 (21%) | 65,113,113 | 2.37 | 20 (30%)
26 | BCR b 6045 - 41,4141 | 4.25 16 (39%) 56,56,56 6.01 24 (42%)
26 | BCR b 6047 - 41,4141 | 4.24 16 (39%) 56,56,56 5.34 | 28 (50%)
29 | DGD b 6058 - 67,67,67 | 0.84 2 (2%) 81,81,81 0.93 3 (3%)
30 | MGE b 6060 - 48,48,48 | 0.95 2 (4%) 56,56,56 1.04 3 (5%)
23 | CLA ¢ 6025 - 56,73,73 | 1.80 12 (21%) | 65,113,113 | 2.37 | 20 (30%)
23 | CLA ¢ 6026 - 56,73,73 | 1.80 12 (21%) | 65,113,113 | 2.37 | 20 (30%)
23 | CLA ¢ 6027 - 56,73,73 | 1.80 12 (21%) | 65,113,113 | 2.37 | 20 (30%)
23 | CLA ¢ 6028 - 56,73,73 | 1.80 12 (21%) | 65,113,113 | 2.37 19 (29%)
23 | CLA ¢ 6029 - 56,73,73 | 1.75 12 (21%) | 65,113,113 | 2.40 21 (32%)
23 | CLA ¢ 6030 - 96,73,73 | 1.76 11 (19%) | 65,113,113 | 2.35 20 (30%)
23 | CLA ¢ 6031 - 56,73,73 | 1.80 12 (21%) | 65,113,113 | 2.37 | 20 (30%)
23 | CLA ¢ 6032 - 56,73,73 | 1.80 12 (21%) | 65,113,113 | 2.37 | 20 (30%)
23 | CLA ¢ 6033 - 56,73,73 | 1.80 12 (21%) | 65,113,113 | 2.38 20 (30%)
23 | CLA ¢ 6035 - 56,73,73 | 1.81 12 (21%) | 65,113,113 | 2.39 20 (30%)
23 | CLA ¢ 6036 - 56,73,73 | 1.80 12 (21%) | 65,113,113 | 2.37 19 (29%)
23 | CLA ¢ 6037 - 56,73,73 | 1.81 12 (21%) | 65,113,113 | 2.36 19 (29%)
26 | BCR ¢ 6054 - 41,4141 | 4.25 15 (36%) 56,56,56 5.26 24 (42%)
29 | DGD ¢ 6055 - 67,67,67 | 0.84 2 (2%) 81,81,81 0.93 3 (3%)
29 | DGD ¢ 6056 - 67,67,67 | 0.84 2 (2%) 81,81,81 0.93 3 (3%)
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Mol | Type | Chain | Res | Link | oy | RASZ | 12052 | Cours | RMSE| £12]> 2
29 | DGD ¢ 6057 - 67,67,67 | 0.84 2 (2%) 81,81,81 0.93 3 (3%)
23 | CLA d 6004 - 56,73,73 | 1.80 12 (21%) | 65,113,113 | 2.36 19 (29%)
23 | CLA d 6005 - 56,73,73 | 1.80 12 (21%) | 65,113,113 | 2.38 20 (30%)
23 | CLA d 6008 - 96,73,73 | 1.76 12 (21%) | 65,113,113 | 2.38 21 (32%)
24 | PHO d 6039 - 67,69,69 | 2.87 | 23 (34%) 87,99,99 2.86 23 (26%)
25 PQ9 d 6042 - 45,4545 | 0.64 1 (2%) D7,57,57 1.72 17 (29%)
26 | BCR d 6050 - 41,4141 | 4.25 15 (36%) 96,56,56 5.03 24 (42%)
30 | MGE d 6059 - 48,48,48 | 0.95 2 (4%) 56,56,56 1.03 3 (5%)
30 | MGE d 6062 - 48,48,48 | 0.95 2 (4%) 56,56,56 1.04 3 (5%)
31 | HEM f 6040 5 28,50,50 | 2.25 6 (21%) 17,82,82 1.39 1 (5%)
23 | CLA h 6017 - 56,73,73 | 1.80 12 (21%) | 65,113,113 | 2.37 19 (29%)
26 | BCR h 6049 - 41,4141 | 4.25 15 (36%) 96,56,56 5.13 24 (42%)
23 | CLA k 6034 - 56,73,73 | 1.81 12 (21%) | 65,113,113 | 2.38 20 (30%)
26 | BCR k 6051 - 41,4141 | 4.25 16 (39%) 56,56,56 4.83 24 (42%)
26 | BCR k 6052 - 41,4141 | 4.25 16 (39%) 96,56,56 6.73 27 (48%)
30 | MGE 1 6061 - 48,48,48 | 0.94 2 (4%) 56,56,56 1.04 3 (5%)
26 | BCR t 1046 - 41,4141 | 417 17 (41%) 56,56,56 5.87 | 26 (46%)
31 | HEM v 6041 | 16 | 28,50,50 | 2.27 6 (21%) 17,82,82 1.41 1 (5%)
26 | BCR z 6053 - 41,4141 | 4.26 17 (41%) 56,56,56 5.82 24 (42%)

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. ’-’
no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals Torsions Rings
21 | OEC A 1001 | 1,3 - 0/0/0/54 0/0/0/5
23 | CLA A 1003 - 4/4/20/25 | 1/37/135/135 | 0/0/9/9
23 | CLA A 1006 - 4/4/20/25 | 0/37/135/135 | 0/0/9/9
23 | CLA A 1007 - 3/3/20/25 | 0/37/135/135 | 0/0/9/9
24 | PHO A 1038 - 1/1/17/22 | 0/53/103/103 | 0/1/6/6
25 PQ9 A 1043 - - 0/41/61/61 |0/1/1/1
26 | BCR A 1044 - - 0/29/63/63 | 0/2/2/2
27 | LHG A 1063 - - 0/53/53/53 | 0/0/0/0
23 | CLA B 1009 - 4/4/20/25 | 1/37/135/135 | 0/0/9/9
23 | CLA B 1010 2 4/4/20/25 | 0/37/135/135 | 0/0/9/9
23 | CLA B 1011 - 5/5/20/25 | 0/37/135/135 | 0/0/9/9

Continued on next page...
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Mol | Type | Chain | Res | Link | Chirals Torsions Rings
23 | CLA B 1012 - 4/4/20/25 | 0/37/135/135 | 0/0/9/9
23 | CLA B 1013 - 4/4/20/25 | 0/37/135/135 | 0/0/9/9
23 | CLA B 1014 - 4/4/20/25 | 0/37/135/135 | 0/0/9/9
23 | CLA B 1015 - 4/4/20/25 | 1/37/135/135 | 0/0/9/9
23 | CLA B 1016 - 3/3/20/25 | 0/37/135/135 | 0/0/9/9
23 | CLA B 1018 - 4/4/20/25 | 0/37/135/135 | 0/0/9/9
23 | CLA B 1019 - 4/4/20/25 | 0/37/135/135 | 0/0/9/9
23 | CLA B 1020 - 5/5/20/25 | 0/37/135/135 | 0/0/9/9
23 | CLA B 1021 2 4/4/20/25 | 0/37/135/135 | 0/0/9/9
23 | CLA B 1022 - 5/5/20/25 | 1/37/135/135 | 0/0/9/9
23 | CLA B 1023 - 5/5/20/25 | 0/37/135/135 | 0/0/9/9
23 | CLA B 1024 - 3/3/20/25 | 0/37/135/135 | 0/0/9/9
26 | BCR B 1045 - - 0/29/63/63 | 0/2/2/2
26 | BCR B 1047 - - 1/29/63/63 | 0/2/2/2
26 | BCR B 1048 - - 1/29/63/63 | 0/2/2/2
29 | DGD B 1058 - - 0/55/95/95 | 0/2/2/2
30 | MGE B 1060 - - 0/43/63/63 | 0/1/1/1
23 | CLA C 1025 - 4/4/20/25 | 0/37/135/135 | 0/0/9/9
23 | CLA C 1026 - 3/3/20/25 | 0/37/135/135 | 0/0/9/9
23 | CLA C 1027 - 5/5/20/25 | 0/37/135/135 | 0/0/9/9
23 | CLA C 1028 - 4/4/20/25 | 0/37/135/135 | 0/0/9/9
23 | CLA C 1029 - 5/5/20/25 | 0/37/135/135 | 0/0/9/9
23 | CLA C 1030 - 4/4/20/25 | 1/37/135/135 | 0/0/9/9
23 | CLA C 1031 - 4/4/20/25 | 0/37/135/135 | 0/0/9/9
23 | CLA C 1032 - 5/5/20/25 | 0/37/135/135 | 0/0/9/9
23 | CLA C 1033 - 4/4/20/25 | 0/37/135/135 | 0/0/9/9
23 | CLA C 1035 - 4/4/20/25 | 0/37/135/135 | 0/0/9/9
23 | CLA C 1036 - 4/4/20/25 | 0/37/135/135 | 0/0/9/9
23 | CLA C 1037 - 4/4/20/25 | 0/37/135/135 | 0/0/9/9
26 | BCR C 1052 - - 0/29/63/63 | 0/2/2/2
26 | BCR C 1054 - - 1/29/63/63 | 0/2/2/2
29 | DGD C 1055 - - 1/55/95/95 | 0/2/2/2
29 | DGD C 1056 - - 0/55/95/95 | 0/2/2/2
29 | DGD C 1057 - - 0/55/95/95 | 0/2/2/2
23 | CLA D 1004 - 4/4/20/25 | 0/37/135/135 | 0/0/9/9
23 | CLA D 1005 - 4/4/20/25 | 0/37/135/135 | 0/0/9/9

Continued on next page...
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Mol | Type | Chain | Res | Link | Chirals Torsions Rings
23 | CLA D 1008 - 5/5/20/25 | 1/37/135/135 | 0/0/9/9
24 | PHO D 1039 - 3/3/17/22 | 0/53/103/103 | 0/1/6/6
25 PQ9 D 1042 - - 0/41/61/61 |0/1/1/1
26 | BCR D 1050 - - 2/29/63/63 | 0/2/2/2
30 | MGE D 1059 - - 0/43/63/63 | 0/1/1/1
30 | MGE D 1062 - - 1/43/63/63 | 0/1/1/1
31 | HEM F 1040 5 - 2/6/54/54 | 0/0/8/8
23 | CLA H 1017 - 4/4/20/25 | 0/37/135/135 | 0/0/9/9
26 | BCR H 1049 - - 1/29/63/63 | 0/2/2/2
23 | CLA K 1034 - 7/7/20/25 | 0/37/135/135 | 0/0/9/9
26 | BCR K 1051 - - 0/29/63/63 | 0/2/2/2
30 | MGE L 1061 - - 0/43/63/63 | 0/1/1/1
26 | BCR T 6046 - - 1/29/63/63 | 0/2/2/2
26 | BCR T 6048 - - 1/29/63/63 | 0/2/2/2
31 | HEM \Y 1041 | 16 - 0/6/54/54 | 0/0/8/8
26 | BCR Z 1053 - - 0/29/63/63 | 0/2/2/2
21 | OEC a 6001 | 1,3 - 0/0/0/54 0/0/0/5
23 | CLA a 6003 - 4/4/20/25 | 1/37/135/135 | 0/0/9/9
23 | CLA a 6006 - 4/4/20/25 | 0/37/135/135 | 0/0/9/9
23 | CLA a 6007 - 3/3/20/25 | 0/37/135/135 | 0/0/9/9
24 | PHO a 6038 - 1/1/17/22 | 0/53/103/103 | 0/1/6/6
25 PQ9 a 6043 - - 0/41/61/61 |0/1/1/1
26 | BCR a 6044 - - 0/29/63/63 | 0/2/2/2
27 | LHG a 6063 - - 0/53/53/53 | 0/0/0/0
23 | CLA b 6009 - 4/4/20/25 | 1/37/135/135 | 0/0/9/9
23 | CLA b 6010 2 4/4/20/25 | 0/37/135/135 | 0/0/9/9
23 | CLA b 6011 - 5/5/20/25 | 0/37/135/135 | 0/0/9/9
23 | CLA b 6012 - 4/4/20/25 | 0/37/135/135 | 0/0/9/9
23 | CLA b 6013 - 4/4/20/25 | 0/37/135/135 | 0/0/9/9
23 | CLA b 6014 - 4/4/20/25 | 0/37/135/135 | 0/0/9/9
23 | CLA b 6015 - 4/4/20/25 | 1/37/135/135 | 0/0/9/9
23 | CLA b 6016 - 3/3/20/25 | 0/37/135/135 | 0/0/9/9
23 | CLA b 6018 - 4/4/20/25 | 0/37/135/135 | 0/0/9/9
23 | CLA b 6019 - 4/4/20/25 | 0/37/135/135 | 0/0/9/9
23 | CLA b 6020 - 5/5/20/25 | 0/37/135/135 | 0/0/9/9
23 | CLA b 6021 2 4/4/20/25 | 0/37/135/135 | 0/0/9/9
23 | CLA b 6022 - 5/5/20/25 | 1/37/135/135 | 0/0/9/9

Continued on next page...
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Mol | Type | Chain | Res | Link | Chirals Torsions Rings
23 | CLA b 6023 - 5/5/20/25 | 0/37/135/135 | 0/0/9/9
23 | CLA b 6024 - 3/3/20/25 | 0/37/135/135 | 0/0/9/9
26 | BCR b 6045 - - 0/29/63/63 | 0/2/2/2
26 | BCR b 6047 - - 1/29/63/63 | 0/2/2/2
29 | DGD b 6058 - - 0/55/95/95 | 0/2/2/2
30 | MGE b 6060 - - 0/43/63/63 | 0/1/1/1
23 | CLA ¢ 6025 - 4/4/20/25 | 0/37/135/135 | 0/0/9/9
23 | CLA ¢ 6026 - 3/3/20/25 | 0/37/135/135 | 0/0/9/9
23 | CLA ¢ 6027 - 5/5/20/25 | 0/37/135/135 | 0/0/9/9
23 | CLA ¢ 6028 - 4/4/20/25 | 0/37/135/135 | 0/0/9/9
23 | CLA ¢ 6029 - 5/5/20/25 | 0/37/135/135 | 0/0/9/9
23 | CLA ¢ 6030 - 4/4/20/25 | 1/37/135/135 | 0/0/9/9
23 | CLA ¢ 6031 - 4/4/20/25 | 0/37/135/135 | 0/0/9/9
23 | CLA ¢ 6032 - 5/5/20/25 | 0/37/135/135 | 0/0/9/9
23 | CLA ¢ 6033 - 4/4/20/25 | 0/37/135/135 | 0/0/9/9
23 | CLA ¢ 6035 - 4/4/20/25 | 0/37/135/135 | 0/0/9/9
23 | CLA ¢ 6036 - 4/4/20/25 | 0/37/135/135 | 0/0/9/9
23 | CLA c 6037 - 4/4/20/25 | 0/37/135/135 | 0/0/9/9
26 | BCR ¢ 6054 - - 1/29/63/63 | 0/2/2/2
29 | DGD ¢ 6055 - - 1/55/95/95 | 0/2/2/2
29 | DGD ¢ 6056 - - 0/55/95/95 | 0/2/2/2
29 | DGD ¢ 6057 - - 0/55/95/95 | 0/2/2/2
23 | CLA d 6004 - 4/4/20/25 | 0/37/135/135 | 0/0/9/9
23 | CLA d 6005 - 4/4/20/25 | 0/37/135/135 | 0/0/9/9
23 | CLA d 6008 - 5/5/20/25 | 1/37/135/135 | 0/0/9/9
24 | PHO d 6039 - 3/3/17/22 | 0/53/103/103 | 0/1/6/6
25 PQ9 d 6042 - - 0/41/61/61 |0/1/1/1
26 | BCR d 6050 - - 2/29/63/63 | 0/2/2/2
30 | MGE d 6059 - - 0/43/63/63 | 0/1/1/1
30 | MGE d 6062 - - 1/43/63/63 | 0/1/1/1
31 | HEM f 6040 5 - 2/6/54/54 | 0/0/8/8
23 | CLA h 6017 - 4/4/20/25 | 0/37/135/135 | 0/0/9/9
26 | BCR h 6049 - - 1/29/63/63 | 0/2/2/2
23 | CLA k 6034 - 7/7/20/25 | 0/37/135/135 | 0/0/9/9
26 | BCR k 6051 - - 0/29/63/63 | 0/2/2/2
26 | BCR k 6052 - - 0/29/63/63 | 0/2/2/2
30 | MGE 1 6061 - - 0/43/63/63 | 0/1/1/1

Continued on next page...
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Mol | Type | Chain | Res | Link | Chirals Torsions Rings
26 | BCR t 1046 - - 1/29/63/63 | 0/2/2/2
31 | HEM v 6041 | 16 - 0/6/54/54 | 0/0/8/8
26 | BCR z 6053 - - 0/29/63/63 | 0/2/2/2

The worst 5 of 1344 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
26 b 6047 | BCR | C19-C18 | -9.23 1.25 1.45
26 z 6053 | BCR | C8-C9 |-9.23 1.25 1.45
26 b 6047 | BCR C8-C9 |-9.23 1.25 1.45
26 k 6051 | BCR | C12-C13 | -9.22 1.25 1.45
26 B 1047 | BCR C8-C9 | -9.22 1.25 1.45

The worst 5 of 2174 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(?)
24 D 1039 | PHO | CAC-C3C-C4C | -13.38 109.49 125.21
24 a 6038 | PHO | CAC-C3C-C4C | -13.38 109.49 125.21
24 A 1038 | PHO | CAC-C3C-C4C | -13.38 109.49 125.21
24 d 6039 | PHO | CAC-C3C-C4C | -13.38 109.50 125.21
24 D 1039 | PHO | CMC-C2C-C1C | -9.99 109.47 125.04

5 of 302 chirality outliers are listed below:

Mol | Chain | Res | Type | Atom
23 b 6013 | CLA C8
23 b 6013 | CLA NC
23 b 6013 | CLA ND
23 b 6013 | CLA NA
23 C 1026 | CLA NC

5 of 34 torsion outliers are listed below:

Mol | Chain | Res | Type Atoms
26 H 1049 | BCR C10-C11-C12-C13
26 h 6049 | BCR C10-C11-C12-C13
31 f 6040 | HEM | C1A-C2A-CAA-CBA
31 F 1040 | HEM | C1A-C2A-CAA-CBA
31 f 6040 | HEM | C3A-C2A-CAA-CBA

There are no ring outliers.
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62 monomers are involved in 2123 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
23 A 1003 | CLA 55 0
23 A 1006 | CLA 45 0
23 A 1007 | CLA 40 0
24 A 1038 | PHO 63 0
25 A 1043 | PQ9 39 0
26 A 1044 | BCR 25 0
27 A 1063 | LHG 36 0
23 B 1009 | CLA 63 0
23 B 1010 | CLA 38 0
23 B 1011 | CLA 89 0
23 B 1012 | CLA 61 0
23 B 1013 | CLA 67 0
23 B 1014 | CLA 49 0
23 B 1015 | CLA 45 0
23 B 1016 | CLA 49 0
23 B 1018 | CLA 34 0
23 B 1019 | CLA 40 0
23 B 1020 | CLA 54 0
23 B 1021 | CLA 63 0
23 B 1022 | CLA 75 0
23 B 1023 | CLA 70 0
23 B 1024 | CLA 45 0
26 B 1045 | BCR 21 0
26 B 1047 | BCR 31 0
26 B 1048 | BCR 23 0
29 B 1058 | DGD 32 0
30 B 1060 | MGE 39 0
23 C 1025 | CLA 67 0
23 C 1026 | CLA 29 0
23 C 1027 | CLA 37 0
23 C 1028 | CLA 34 0
23 C 1029 | CLA 62 0
23 C 1030 | CLA 38 0
23 C 1031 | CLA 63 0
23 C 1032 | CLA 43 0
23 C 1033 | CLA 65 0
23 C 1035 | CLA 56 0
23 C 1036 | CLA 24 0
23 C 1037 | CLA 23 0
26 C 1052 | BCR 40 0
26 C 1054 | BCR 41 0
29 C 1055 | DGD 26 0

Continued on next page...
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Mol | Chain | Res | Type | Clashes | Symm-Clashes
29 C 1056 | DGD 55 0
29 C 1057 | DGD 41 0
23 D 1004 | CLA 57 0
23 D 1005 | CLA 58 0
23 D 1008 | CLA 48 0
24 D 1039 | PHO 53 0
25 D 1042 | PQ9 52 0
26 D 1050 | BCR 40 0
30 D 1059 | MGE 45 0
30 D 1062 | MGE 21 0
31 F 1040 | HEM 17 0
23 H 1017 | CLA 45 0
26 H 1049 | BCR 36 0
23 K 1034 | CLA 87 0
26 K 1051 | BCR 27 0
30 L 1061 | MGE 29 0
26 T 6046 | BCR 25 0
26 T 6048 | BCR 15 0
31 \Y 1041 | HEM 12 0
26 7 1053 | BCR 18 0

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.


http://wwpdb.org/validation/2016/XrayValidationReportHelp#nonstandard_residues_and_ligands
http://wwpdb.org/validation/2016/XrayValidationReportHelp#polymer_linkage

Page 53

wwPDB X-ray Structure Validation Summary Report

3A0H

6 Fit of model and data (i)

6.1 Protein, DNA and RNA chains (i)

In the following table, the column labelled ‘#RSRZ> 2’ contains the number (and percentage)
of RSRZ outliers, followed by percent RSRZ outliers for the chain as percentile scores relative to
all X-ray entries and entries of similar resolution. The OWAB column contains the minimum,
median, 95" percentile and maximum values of the occupancy-weighted average B-factor per
residue. The column labelled ‘Q< 0.9” lists the number of (and percentage) of residues with an
average occupancy less than 0.9.

Mol [ Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) [Q<0.9
1 A 335,344 (97%) -0.57 | 135, 156, 186, 200 0
1 a 335/344 (97%) -0.62 135, 156, 186, 200 0
2 B 488/488 (100%) -0.56 133, 156, 180, 191 0
2 b 488/488 (100%) -0.54 133, 156, 180, 191 0
3 C 447 /447 (100%) -0.55 138, 165, 181, 193 0
3 c 447 /447 (100%) -0.43 138, 165, 181, 193 0
4 D 340/340 (100%) -0.59 134, 156, 179, 192 0
4 d 340/340 (100%) -0.60 134, 156, 179, 192 0
5 E 82/83 (98%) -0.48 153, 172, 191, 198 0
5 e 82/83 (98%) -0.32 153, 172, 191, 198 0
6 F 35/44 (79%) -0.42 153, 167, 187, 191 0
6 f 35/44 (79%) -0.39 153, 167, 187, 191 0
7 H 64,64 (100%) -0.48 154, 163, 175, 185 0
7 h 64,64 (100%) -0.33 154, 163, 175, 185 0
8 I 35/35 (100%) -0.12 152, 169, 196, 201 0
8 i 35/35 (100%) -0.08 152, 169, 196, 201 0
9 J 34/40 (85%) -0.65 155, 162, 184, 192 0
9 j 34/40 (85%) -0.65 155, 162, 184, 192 0
10 K 36/36 (100%) -0.66 144, 168, 182, 185 0
10 k 36/36 (100%) -0.52 156, 170, 182, 192 0
11 L 37/37 (100%) -0.42 138, 160, 191, 197 0
11 1 37/37 (100%) -0.31 138, 160, 191, 197 0
12 M 36/36 (100%) -0.35 131, 146, 188, 194 0
12 m 36/36 (100%) -0.56 131, 146, 188, 194 0

Continued on next page...



http://wwpdb.org/validation/2016/XrayValidationReportHelp#fit_model_data
http://wwpdb.org/validation/2016/XrayValidationReportHelp#fit_protein_na_chains

Page 54

wwPDB X-ray Structure Validation Summary Report

3A0H

Continued from previous page...

Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
13 0 242/242 (100%) -0.45 139, 160, 181, 187 0
13 0 242/242 (100%) -0.46 139, 160, 181, 187 0
14 T 30/30 (100%) -0.68 124, 143, 186, 191 0
14 t 30/30 (100%) -0.78 131, 143, 186, 191 0
15 U 98,/98 (100%) -0.57 139, 155, 165, 173 0
15 u 98/98 (100%) -0.63 139, 155, 165, 173 0
16 \Y% 137/137 (100%) -0.54 144, 162, 173, 178 0
16 v 137/137 (100%) -0.56 144, 162, 173, 178 0
17 X 34/34 (100%) -0.76 173, 181, 198, 201 0
17 X 34/34 (100%) -0.47 1(2%) 52 42 | 173,181, 198, 201 0
18 Y 28/28 (100%) 0.08 0 f100] 100 187, 199, 208, 210 0
18 y 28/28 (100%) -0.29 0 187, 199, 208, 210 0
19 N 0/23 - - - -
19 n 0/23 - - - -
20 Z 62/62 (100%) -0.55 1 (1%) 72 63 | 159,173, 188, 196 0
20 7 62/62 (100%) -0.36 2 (3%) 48 38 | 159,173, 188, 196 0
All | All | 5200/5296 (98%) -0.52 27 (0%) 190 | | 86 | | 124, 161, 185, 210 0

The worst 5 of 27 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
3 C 45 LEU 6.7
3 C 44 | ASN 5.3
4 D 228 | GLY 3.6
5 e 5006 | GLY 3.2
5 e 5084 | LYS 3.1

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

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

6.3 Carbohydrates (i)

There are no carbohydrates in this entry.
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6.4 Ligands (i)

In the following table, the Atoms column lists the number of modelled atoms in the group and the
number defined in the chemical component dictionary. LLDF column lists the quality of electron
density of the group with respect to its neighbouring residues in protein, DNA or RNA chains.
The B-factors column lists the minimum, median, 95" percentile and maximum values of B factors
of atoms in the group. The column labelled ‘Q< 0.9 lists the number of atoms with occupancy
less than 0.9.

Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
28 10D D 1068 1/1 0.69 1.30 | 14.01 | 198,198,198,198 0
26 BCR h 6049 | 40/40 0.71 0.44 9.17 | 177,182,188,189 0
26 BCR a 6044 | 40/40 0.71 0.52 6.32 | 155,177,185,185 0
30 | MGE d 6059 | 48/48 0.67 0.47 6.17 | 179,190,215,216 0
26 BCR B 1045 | 40/40 0.77 0.51 6.15 | 163,196,216,216 0
26 BCR T 6046 | 40/40 0.70 0.51 5.98 | 179,185,188,189 0
23 CLA C 1027 | 65/65 0.65 0.51 0.87 | 192,198,204,216 0
28 10D d 6068 1/1 0.76 0.63 5.61 | 199,199,199,199 0
26 BCR A 1044 | 40/40 0.73 0.61 5.54 | 155,177,185,185 0
2% | BCR | 2z | 6053 | 40/40 | 0.64 | 053 | 5.16 |100,214,216216| 0
26 | BCR D 1050 | 40/40 0.79 0.49 2.09 | 184,193,198,199 0
26 BCR T 6048 | 40/40 0.74 0.65 4.89 | 179,184,203,204 0
26 BCR H 1049 | 40/40 0.72 0.40 4.87 | 177,182,188,189 0
26 BCR d 6050 | 40/40 0.79 0.47 4.82 | 184,193,198,199 0
26 | BCR b 6047 | 40/40 0.77 0.43 4.48 | 155,171,200,202 0
30 | MGE D 1059 | 48/48 0.71 0.41 4.36 | 179,190,215,216 0
23 CLA K 1034 | 65/65 0.64 0.48 4.22 138,189,216,216 0
26 | BCR b 6045 | 40/40 0.74 0.50 4.19 | 163,196,216,216 0
26 | BCR | 2 | 1053 | 40/40 | 0.60 | 059 | 4.11 |190,214,216,216 | 0
23 CLA d 6008 | 65/65 0.72 0.47 4.07 | 184,188,216,216 0
23 CLA k 6034 | 65/65 0.69 0.43 4.05 | 138,189,216,216 0
26 | BCR B 1048 | 40/40 0.75 0.58 4.00 | 179,184,203,204 0
26 BCR k 6052 | 40/40 0.59 0.41 3.95 | 191,195,202,203 0
26 BCR t 1046 | 40/40 0.75 0.40 3.91 179,185,188,189 0
23 | CLA A 1007 | 65/65 0.73 0.45 3.89 | 129,174,204,205 0
23 CLA a 6007 | 65/65 0.66 0.50 3.83 | 129,174,204,205 0
26 BCR k 6051 | 40/40 0.72 0.42 3.76 | 192,202,210,210 0
23 CLA D 1008 | 65/65 0.73 0.45 3.67 | 184,188,216,216 0
29 | DGD ¢ 6056 | 66,66 0.75 0.43 3.42 | 190,201,216,216 0
25 PQ9 d 6042 | 45/45 0.68 0.43 3.37 | 171,173,185,187 0
23 CLA D 1005 | 65/65 0.83 0.35 3.35 | 135,162,169,173 0
23 CLA C 1037 | 65/65 0.71 0.49 3.19 | 201,211,214,216 0
23 CLA C 1028 | 65/65 0.88 0.29 3.19 | 178,182,201,202 0
23 CLA ¢ 6029 | 65/65 0.87 0.36 3.17 | 177,187,190,201 0

Continued on next page...

WO RLDWIDE

PROTEIN DATA BANK


http://wwpdb.org/validation/2016/XrayValidationReportHelp#fit_nonstandard_and_ligands

Page 56

wwPDB X-ray Structure Validation Summary Report

3A0H

Continued from previous page...

Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
29 | DGD C 1056 | 66/66 0.73 0.38 2.91 190,201,216,216 0
23 CLA H 1017 | 65/65 0.79 0.35 2.89 | 169,197,201,208 0
30 | MGE B 1060 | 48/48 0.69 0.50 2.88 | 186,199,213,216 0
30 | MGE D 1062 | 48/48 0.74 0.37 2.82 | 187,202,208,210 0
26 BCR K 1051 | 40/40 0.67 0.46 2.77 192,202,210,210 0
23 CLA c 6027 | 65/65 0.66 0.51 2.77 ] 192,198,204,216 0
23 CLA b 6021 | 65/65 0.85 0.30 2.66 | 154,164,172,176 0
24 | PHO D 1039 | 64/64 0.80 0.34 2.66 | 184,187,196,198 0
29 | DGD c 6055 | 66,66 0.73 0.41 2.61 184,192,202,203 0
23 CLA c 6026 | 65/65 0.85 0.34 2.54 | 138,171,178,183 0
26 | BCR B 1047 | 40/40 0.80 0.35 2.50 | 155,171,200,202 0
29 | DGD b 6058 | 66,66 0.82 0.32 2.50 | 175,188,196,203 0
30 | MGE b 6060 | 48/48 0.76 0.41 2.37 | 186,199,213,216 0
23 CLA h 6017 | 65/65 0.72 0.42 2.35 | 169,197,201,208 0
23 CLA C 1026 | 65/65 0.86 0.29 2.35 | 138,171,178,183 0
23 CLA B 1018 | 65/65 0.86 0.30 2.33 | 172,186,191,192 0
30 | MGE L 1061 | 48/48 0.74 0.45 2.29 | 177,191,195,199 0
23 CLA b 6012 | 65/65 0.84 0.34 2.27 1160,167,172,174 0
24 | PHO a 6038 | 64/64 0.85 0.34 2.26 | 166,176,178,181 0
23 CLA d 6005 | 65/65 0.83 0.33 2.23 | 135,162,169,173 0
29 | DGD C 1055 | 66/66 0.80 0.36 2.22 | 184,192,202,203 0
93 | CLA | A | 1006 | 65/65 | 0.84 | 0.33 | 2.18 | 166,181,211,213| 0
30 | MGE d 6062 | 48/48 0.67 0.42 2.17 | 187,202,208,210 0
23 CLA B 1024 | 65/65 0.74 0.39 2.09 | 165,193,197,198 0
23 CLA ¢ 6028 | 65/65 0.88 0.28 2.06 | 178,182,201,202 0
23 | CLA c | 6037 | 65/65 | 0.63 | 0.56 | 2.04 |201,211,214216| 0
95 | PQO | D | 1042 45/45 | 082 | 0.32 | 2.02 | 171,173,185,187 | 0
23 CLA b 6016 | 65/65 0.89 0.29 1.91 130,172,175,180 0
23 CLA b 6013 | 65/65 0.89 0.29 1.90 | 146,173,183,184 0
23 CLA d 6004 | 65/65 0.92 0.24 1.88 | 130,168,179,181 0
26 | BCR C 1052 | 40/40 0.78 0.28 1.87 | 191,195,202,203 0
26 | BCR C 1054 | 40/40 0.68 0.43 1.80 | 197,201,216,216 0
23 CLA D 1004 | 65/65 0.91 0.27 1.79 | 130,168,179,181 0
% | PQO | A | 1043 | 45/45 | 0.1 | 042 | 1.77 | 171,172,193,197 | 30
23 CLA C 1029 | 65/65 0.89 0.31 1.68 | 177,187,190,201 0
23 CLA a 6003 | 65/65 0.89 0.29 1.64 | 160,169,175,212 0
25 PQ9 a 6043 | 45/45 0.75 0.39 1.64 | 171,172,193,197 30
29 | DGD C 1057 | 66/66 0.82 0.33 1.62 | 177,190,206,207 0
27 | LHG a 6063 | 49/49 0.58 0.53 1.61 | 199,213,216,216 0
30 | MGE 1 6061 | 48/48 0.77 0.39 1.59 | 177,191,195,199 0
23 CLA B 1010 | 65/65 0.85 0.29 1.57 | 160,183,186,189 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
23 CLA c 6031 | 65/65 0.79 0.41 1.56 | 181,185,202,216 0
26 | BCR | ¢ | 6054 | 40/40 | 070 | 0.42 | 1.53 |107,201,216,216 | 0
23 CLA C 1036 | 65/65 0.73 0.38 1.52 | 186,190,203,216 0
23 CLA C 1033 | 65/65 0.89 0.32 1.51 138,185,199,200 0
24 | PHO A 1038 | 64/64 0.87 0.30 1.50 | 166,176,178,181 0
23 CLA b 6015 | 65/65 0.82 0.31 1.49 | 177,182,185,216 0
23 CLA b 6014 | 65/65 0.72 0.40 1.48 | 178,187,197,216 0
23 | CLA | a | 6006 | 65/65 | 089 | 024 | 145 |166,181,211,213| 0
31 HEM f 6040 | 43/43 0.85 0.37 1.44 186,215,216,216 0
23 CLA C 1025 | 65/65 0.89 0.27 1.43 | 156,187,191,194 0
23 CLA B 1019 | 65/65 0.89 0.30 1.43 | 167,172,175,180 0
23 CLA b 6018 | 65/65 0.88 0.27 1.42 | 172,186,191,192 0
24 | PHO d 6039 | 64/64 0.87 0.24 1.41 184,187,196,198 0
27 | LHG A 1063 | 49/49 0.52 0.59 1.41 199,213,216,216 0
23 CLA b 6011 | 65/65 0.86 0.31 1.36 | 168,178,184,188 0
23 CLA C 1032 | 65/65 0.81 0.37 1.31 184,188,192,216 0
23 CLA c 6035 | 65/65 0.77 0.42 1.26 | 189,202,210,216 0
93 | CLA | b | 6009 | 65/65 | 0.74 | 043 | 1.26 | 143,192,213,213| 0O
23 CLA B 1009 | 65/65 0.80 0.35 1.25 | 143,192,213,213 0
23 CLA B 1014 | 65/65 0.76 0.37 1.21 | 178,187,197,216 0
29 | DGD c 6057 | 66/66 0.77 0.36 1.13 | 177,190,206,207 0
29 | DGD B 1058 | 66/66 0.86 0.29 1.10 | 175,188,196,203 0
31 | HEM F 1040 | 43/43 0.83 0.37 1.09 | 186,215,216,216 0
23 CLA C 1031 | 65/65 0.83 0.33 1.09 | 181,185,202,216 0
23 CLA B 1015 | 65/65 0.89 0.27 1.05 | 177,182,185,216 0
23 CLA B 1020 | 65/65 0.94 0.24 1.04 | 167,175,180,197 0
23 CLA ¢ 6033 | 65/65 0.85 0.33 0.99 | 138,185,199,200 0
23 CLA C 1035 | 65/65 0.82 0.36 0.98 | 189,202,210,216 0
23 CLA C 1030 | 65/65 0.79 0.34 0.96 | 185,197,216,216 0
23 CLA b 6010 | 65/65 0.89 0.26 0.94 | 160,183,186,189 0
23 CLA B 1012 | 65/65 0.86 0.29 0.82 | 160,167,172,174 0
23 CLA A 1003 | 65/65 0.90 0.25 0.81 160,169,175,212 0
23 CLA ¢ 6032 | 65/65 0.82 0.34 0.79 | 186,189,200,216 0
23 CLA b 6024 | 65/65 0.73 0.37 0.78 | 165,193,197,198 0
23 CLA c 6025 | 65/65 0.87 0.26 0.77 | 156,187,191,194 0
23 CLA B 1011 | 65/65 0.89 0.25 0.75 | 168,178,184,188 0
23 CLA B 1016 | 65/65 0.93 0.21 0.75 | 130,172,175,180 0
23 CLA c 6036 | 65/65 0.78 0.36 0.75 | 186,190,203,216 0
31 | HEM \Y% 1041 | 43/43 0.94 0.28 0.72 | 131,181,185,187 0
23 CLA b 6019 | 65/65 0.89 0.25 0.69 | 167,172,175,180 0
23 CLA B 1021 | 65/65 0.87 0.25 0.67 | 154,164,172,176 0
23 CLA b 6020 | 65/65 0.92 0.24 0.62 | 167,175,180,197 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
23 | CLA B 1013 | 65/65 0.92 0.22 0.61 | 146,173,183,184 0
31 | HEM v 6041 | 43/43 0.93 0.25 0.60 | 131,181,185,187 0
23 | CLA B 1023 | 65/65 0.88 0.25 0.53 | 174,179,181,191 0
23 | CLA b 6023 | 65/65 0.87 0.27 0.51 | 174,179,181,191 0
23 | CLA ¢ 6030 | 65/65 0.81 0.28 0.06 | 185,197,216,216 0
23 | CLA b 6022 | 65/65 0.90 0.25 0.03 | 138,180,198,200 0
23 | CLA B 1022 | 65/65 0.91 0.23 | -0.26 | 138,180,198,200 0
22 FE2 D 1002 1/1 0.93 0.17 | -1.03 | 148,148,148,148 0
21 | OEC A 1001 5/9 0.97 0.14 | -1.42 | 132,148,162,172 0
21 | OEC a 6001 5/9 0.98 0.17 | -1.58 | 132,148,162,172 0
28 10D A 1065 1/1 0.98 0.13 | -1.99 | 158,158,158,158 0
22 FE2 a 6002 1/1 0.80 0.24 | -2.10 | 148,148,148,148 0
28 10D a 6065 1/1 0.99 0.13 | -2.54 | 158,158,158,158 0
28 10D T 1066 1/1 0.65 0.23 - 199,199,199,199 0
28 10D t 6066 1/1 0.99 0.08 - 199,199,199,199 0
28 10D b 6067 1/1 0.84 0.51 - 199,199,199,199 0
28 10D D 1064 1/1 0.98 0.04 - 160,160,160,160 0
28 10D d 6064 1/1 0.98 0.12 - 160,160,160,160 0
28 10D B 1067 1/1 0.59 0.51 - 198,198,198,198 0

6.5 Other polymers (i)

There are no such residues in this entry.
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