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This is a wwPDB X-ray Structure Validation Summary Report for a publicly released PDB entry.

We welcome your comments at validation@mail.wwpdb.org
A user guide is available at
https://www.wwpdb.org/validation /2017 /Xray ValidationReportHelp
with specific help available everywhere you see the (1) symbol.

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

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

MolProbity : 4-5-2 with Phenix2.0
Mogul : 2022.3.0, CSD as543be (2022)
Xtriage (Phenix) : 2.0
EDS : 3.0
Buster-report : wwPDB partial adaption of 1.1.7 (2018)
Percentile statistics :  20250101.v01 (using entries in the PDB archive January 1st 2025)

CCP4 : 9.0.010 (Gargrove)



https://www.wwpdb.org/validation/2017/XrayValidationReportHelp
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp
http://www.wwpdb.org/validation/2017/FAQs#types
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#references

Page 2 wwPDB X-ray Structure Validation Summary Report AFBY

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 6.56 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 0.365
Clashscore | - 16
Ramachandran outliers N 3.0%
Sidechain outliers NN N 5.0%
RSRZ outliers NN D 2.1 %
I Pe;'centile relative to all X-ray structures
[ Percentile relative to X-ray structures of similar resolution
Motric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Rf,«ee 180053 1162 (9.00—4.00)
Clashscore 190562 1000 (9.00-4.04)
Ramachandran outliers 187476 1050 (9.00-4.00)
Sidechain outliers 187428 1014 (9.00-4.00)
RSRZ outliers 180081 1155 (9.00-4.00)

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

Mol | Chain | Length Quality of chain
%
1 A 344 . 60% 34% o
2%
1 G 344 - 59% 35% o

Continued on next page...

Density-Fitness : 1.0.12
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)
Validation Pipeline (wwPDB-VP) : 2.49

WO RLDWIDE

PROTEIN DATA BANK


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#overall_quality

Page 3

wwPDB X-ray Structure Validation Summary Report

4FBY

Continued from previous page...

Mol | Chain | Length Quality of chain
%
. rEe—
2 B 510 66% 27% R
3-%
2 N 510 67% 25% R
%
3 C 461 59% 34% ..
%
! —
3 P 461 59% 34% ..
%
. I
4 D 352 63% 29% 5% .
3%
[ —
4 Q 352 64% 28% 5% -
5 E 83 52% 39% 7%
6%
5 R 83 51% 40% 7%
I
6 F 44 45% 34% 20%
|
6 S 44 50% 30% 20%
3%
-
7 H 65 63% 29% 6% o
8%
7 W 65 62% 31% 6%
8 I 38 53% 37% 8%
8 a 38 55% 34% g%
9 J 39 41% 46% 13%
10%
9 b 39 44% 44% 13%
10 K 37 43% 51% 5%
3%
[
10 C 37 46% 49% 5%
5%
11 L 37 68% 24% 8%
5%
11 d 37 65% 27% 8%
6%
_—
12 M 36 56% 36% %
6%
_—
12 e 36 53% 36% “6% 6%
67% 28% -
13 O 246
%
!
13 f 246 68% 28% -
14 T 32 59% 38% e

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

14 g 32 75% 22%
%

15 U 104 . 65% 25% %
%

15 h 104 . 64% 26% 7%

16 \Y 137 7% 21% .

16 i 137 75% 23% .
3%

17 m 46 20% 28% 11% 39%

17 y 46 20% 30% 9% 39%
3%

18 X 40 = 50% 35% 5% - 8%
3%

18 ] 40 = 50% 35% 5% - 8%

19 Y 28 100%

19 k 28 93% 7%
3%

20 7 62 = 60% 32% 8%
5%

20 1 62 63% 27% 10%

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
21 | CLA A 401 X - - -
21 | CLA A 402 X - - -
21 | CLA A 403 X - - -
21 CLA A 405 X - - -
21 CLA B 601 X - - -
21 CLA B 602 X - - -
21 | CLA B 603 X - - -
21 | CLA B 604 X - - -
21 | CLA B 605 X - - -
21 | CLA B 606 X - - -
21 | CLA B 607 X - - -
21 | CLA B 608 X - - -
21 | CLA B 609 X - - -
21 | CLA B 610 X - - -
21 | CLA B 611 X - - -
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Continued from previous page...

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
21 | CLA B 612 X - - -
21 | CLA B 613 X - - -
21 CLA B 614 X - - -
21 | CLA B 615 X - - -
21 | CLA B 616 X - - -
21 | CLA C 501 X - - -
21 | CLA C 502 X - - -
21 | CLA C 503 X - - -
21 | CLA C 504 X - - -
21 CLA C 505 X - - -
21 | CLA C 506 X - - -
21 | CLA C 207 X - - -
21 | CLA C 508 X - - -
21 | CLA C 509 X - - -
21 | CLA C 510 X - - -
21 | CLA C 511 X - - -
21 CLA C 512 X - - -
21 | CLA C 513 X - - -
21 | CLA D 401 X - - -
21 | CLA D 403 X - - -
21 | CLA G 402 X - - -
21 | CLA G 403 X - - -
21 CLA G 404 X - - -
21 | CLA G 406 X - - -
21 | CLA N 605 X - - -
21 | CLA N 606 X - - -
21 | CLA N 607 X - - -
21 | CLA N 608 X - - -
21 | CLA N 609 X - - -
21 CLA N 610 X - - -
21 | CLA N 611 X - - -
21 | CLA N 612 X - - -
21 | CLA N 613 X - - -
21 | CLA N 614 X - - -
21 | CLA N 615 X - - -
21 | CLA N 616 X - - -
21 CLA N 617 X - - -
21 | CLA N 618 X - - -
21 | CLA N 619 X - - -
21 | CLA N 620 X - - -
21 | CLA P 501 X - - -
21 | CLA P 502 X - - -
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Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
21 | CLA P 503 X - - -
21 | CLA P 504 X - - -
21 CLA P 505 X - - -
21 | CLA P 506 X - - -
21 | CLA P 507 X - - -
21 | CLA P 508 X - - -
21 | CLA P 509 X - - -
21 | CLA P 510 X - - -
21 | CLA P 511 X - - -
21 CLA P 512 X - - -
21 | CLA P 513 X - - -
21 | CLA Q 402 X - - -
21 | CLA Q 404 X - - -
24 | DGD A 407 X - - -
24 | DGD B 621 X - - -
24 | DGD B 628 X - - -
24 | DGD C 516 X - - -
24 | DGD C 017 X - - -
24 | DGD C 518 X - - -
24 | DGD D 408 X - - -
24 | DGD G 408 X - - -
24 | DGD N 602 X - - -
24 | DGD P 517 X - - -
24 | DGD P 518 X - - -
24 | DGD P 519 X - - -
24 | DGD Q 409 X - - -
24 | DGD W 102 X - - -
27 | LMG A 410 X - - -
27 | LMG B 622 X - - -
27 | LMG B 623 X - - -
27 | LMG C 519 X - - -
27 | LMG C 520 X - - -
27 | LMG D 406 X - - -
27 | LMG D 407 X - - -
27 | LMG D 412 X - - -
27 | LMG E 102 X - - -
27 | LMG G 411 X - - -
27 | LMG I 102 X - - -
27 | LMG M 101 X - - -
27 | LMG N 622 X - - -
27 | LMG N 623 X - - -
27 | LMG P 520 X - - -
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Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
27 | LMG P 521 X - -
27 | LMG Q 401 X - -
27 | LMG Q 406 X - -
27 | LMG Q 407 X - -
27 | LMG R 102 X - -
27 | LMG a 102 X - -
27 | LMG e 102 X - -
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2 Entry composition (i)

There are 35 unique types of molecules in this entry. The entry contains 50232 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 1.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
L A 335 1;()5;&81 17020 41§2 4(6)1 1S5 0 0 0
! G 335 g(()igaé%l 17020 41§2 4(6)1 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 490 gggzl 25028 6121 6C6)8 1S3 0 0 0
2 N 490 ?8);)%1 25028 6121 6(638 1S3 0 0 0
e Molecule 3 is a protein called Photosystem II CP43 protein.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
3 ¢ T gzzzl 22056 51;16 5(39 183 0 0 0
3 P T gzzzl 22056 51;16 589 183 0 0 0
e Molecule 4 is a protein called Photosystem II D2 protein.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
4 b 340 g(;g%l 17094 4120 4(6?0 1S2 0 0 0
4 Q 340 g%%l 17C94 4120 4((20 1S2 0 0 0

e Molecule 5 is a protein called Cytochrome b559 subunit alpha.



https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#entry_composition
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
o 2 82 666 434 108 124 0 0 0
Total C N O
o R 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
6 K 35 282 192 46 43 1 0 0 0
Total C N O S
6 S 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 65 507 338 81 86 2 0 0 0
Total C N O S
7 W 65 507 338 81 86 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 I 35 286 195 45 45 1 0 0 0
Total C N O S
8 a 35 286 195 45 45 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
) J 34 249 170 38 40 1 0 0 0
Total C N O S
) b 34 249 170 38 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 37 203 204 43 46 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 ¢ 37 293 204 43 46 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 HIEEEE
12 ¢ o 1‘205?1 1?8 E) zfe)% ? 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
13 0 243 Iljggl 11054 31(\)18 3(7)9 ZSL 0 0 0
13 f 243 11223;1 11054 31(\)18 3(7)9 ZSL 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IEEEN- S EEEEE
IEEENE F S HEEEEE
e Molecule 15 is a protein called Photosystem II 12 kDa extrinsic protein.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
15 v o7 T707t2 l 481 11;19 1(534 0 0 0
15 h o7 E);Z l 4(931 11;19 1(;4 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 ?82%1 6?3 11;17 2(36 ZSL 0 0 0
16 i 137 ?82%1 6?3 11;17 2%)6 ZSL 0 0 0

e Molecule 17 is a protein called Photosystem II reaction center protein ycfl2.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IRERFE T HEEERE
IR HEEERE
e Molecule 18 is a protein called Photosystem II reaction center protein X.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
sl x | m [TOTT] 0 | o [
s )0 | a0 | 0|0
e Molecule 19 is a protein called Photosystem II reaction center protein Y.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
19 | Y 28 1;0531 8(1 21\; 2% 0 0 0
19 k 28 Tloéfgl éi 21\; 2% 0 0 0
e Molecule 20 is a protein called Photosystem II reaction center protein Z.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
w2 @ WSO 0 | o [
IR L H RN K

e Molecule 21 is CHLOROPHYLL A (CCD ID: CLA) (formula: Cs5H72MgN,Os).




Page 12 wwPDB X-ray Structure Validation Summary Report 4FBY

CLA

Mol | Chain | Residues Atoms ZeroOcc | AltConf
A ] 0 oW T [
IR EEES L
IR S LI
RN
RN
RN
RN
RN
IR A IR
IEEEEE LI
IEEEEE LI
IEEEEE LI
IEEEEE LI
IEEENE LI

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
IR LS
IEEEEE LI
IEEEEE LI
IEEEEE LI
IR LI
IDEEY LI
RN LI
IR LI
IR LI
IR LI
IR LI
IR LI
IR LI
i o | o ool |
IR LI
RN
o | [T oEN o |
o | [T oEN o
o | o [ oEN o |
o | [N |
o | R OO |

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
w6 | 1 [T COmYO
IEEEEE LI
IEEEEE LI
AN LI
IEEENE LI
IREEY LI
IR LI
IR LI
IR LI
IR L IR
IR LI
IR LI
IR LI
IR RN L
IR LI
RN
RN
RN
RN
RN
IR LI

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
RS
IEEEEE LI
IR LI
IR LI
IR LI
IEEY LI
IEEY LI
IEEY LI
IEEY LI
IEEY LI
IEEY LI
IEEY LI
IR LI
i o] o oWy ol |

e Molecule 22 is PHEOPHYTIN A (CCD ID: PHO) (formula: Cs5H74N,O5).
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PHO
Mol | Chain | Residues Atoms ZeroOcc | AltConf

Total C N O

22 A 1 64 55 4 5 0 0
Total C N O

22 D 1 64 55 4 5 0 0
Total C N O

22 G 1 64 55 4 5 0 0
Total C N O

22 Q 1 64 55 4 5 0 0

e Molecule 23 is 2,3-DIMETHYL-5-(3,7,11,15,19,23,27,31,35-NONAMETHYL-2,6,10,14,18,22
126,30,34-HEXATRIACONTANONAENYL-2,5-CYCLOHEXADIENE-1,4-DIONE-2,3-DI
METHYL-5-SOLANESYL-1,4-BENZOQUINONE (CCD ID: PL9) (formula: Cs3HgoO3).

PL9
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
23 A 1 TZ?I 403 (2) 0 0
23 | D 1 Tgt;“l 503 0 0 0
23 | ] 1 ol L0 0 0
23 | G 1 ol 20 0 0
23 | Q 1 ol S0 0 0
23 | b 1 ol 20 0 0

e Molecule 24 is DIGALACTOSYL DIACYL GLYCEROL (DGDG) (CCD ID: DGD) (formula:

Cs1HgO15).
DGD
A Ve R Lw A i e
1.
AN
' ':]:_J_
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C O
24 A 1 56 Al 15 0 0
Total C O
24 B 1 53 43 15 0 0
Total C O
24 B 1 59 37 15 0 0
Total C O
24 C 1 53 33 15 0 0
Total C O
24 C 1 69 A7 15 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
2 | C 1 ngal 5(’1 105 0 0
24 | D | ngal 4% 105 0 0
2 | @ 1 ng‘“ f1 ?5 0 0
24 | N | Tg;al 307 ?5 0 0
24 | P | ngal ?f; 105 0 0
24 | P | Tg;al f7 1% 0 0
24 | P | ngal 5(’1 1% 0 0
21 | Q | ngal ié 105 0 0
24 | W 1 Tg;al fg 33 0 0

e Molecule 25 is 1,2-DIPALMITOYL-PHOSPHATIDYL-GLYCEROLE (CCD ID: LHG)

(formula: 038H75010P).

LHG
5 el
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C O P
2% | A 1 30 28 10 1 0 0
Total C O P
2% | A 1 37 26 10 1 0 0
Continued on next page...
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C O P
25 G 1 39 28 10 1 0 0
Total C O P
25 G I 37 26 10 1 0 0

e Molecule 26 is 1,2-DI-O-ACYL-3-O-[6-DEOXY-6-SULFO-ALPHA-D-GLUCOPYRANOSY

L]-SN-GLYCEROL (CCD ID: SQD) (formula: Cy;H750128).

SQD

Mol | Chain | Residues Atoms ZeroOcc | AltConf
2% | A 1 Tgtlal 3% 102 f 0 0
2% | A 1 Tgial 401 102 f 0 0
2% | B 1 ngal 3% 102 f 0 0
2% | B 1 TZ;““ 32 g f 0 0
26 F 1 ngal 3(; g ? 0 0
26 G 1 Tgial fl 102 ? 0 0
26 G 1 Tgtlal 3% 1% ? 0 0
26 N 1 TZ;{"I ?Sl 1% ? 0 0

=
=1
=
-

(2)
v
E
W

o
=|
o
3
m
Z

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C O S
26 S 1 45 32 12 1 0 0

e Molecule 27 is 1,2-DISTEAROYL-MONOGALACTOSYL-DIGLYCERIDE (CCD ID:
LMG) (formula: C45H86010)'

LMG

Mol | Chain | Residues Atoms ZeroOcc | AltConf
27 | A | T‘gtlal ﬁ 3) 0 0
o7 | B 1 ngal 309 1% 0 0
o7 | B 1 ngal 309 1% 0 0
27 | ¢ 1 ngal 3% 1% 0 0
27 | ¢ 1 ngal 305 3) 0 0
27 | D 1 ngal ?fé 3) 0 0
27 | D 1 ngal ?f; 1% 0 0
27 D 1 ngal 3% 3) 0 0
27 E 1 TZZ"I ?Sl 3) 0 0
27 I 1 ngal ?g) 1% 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
27 | M 1 ngal 302 1% 0 0
27 | @ 1 Tgtlal ﬁ 1% 0 0
YA 1 ngal ?f; 3) 0 0
27 | N 1 ngal ??9 % 0 0
27 | P 1 TZ?I ?fé % 0 0
27 P 1 ngal ?S,) 3) 0 0
27 Q 1 ngal 52 3) 0 0
27 Q 1 ng"l ?fé % 0 0
27 Q 1 ngﬂ ?% % 0 0
27 R 1 TZTI ?Sl % 0 0
27 a 1 ngal ?g) % 0 0
27 e 1 thzal 52 S) 0 0

e Molecule 28 is OXYGEN EVOLVING SYSTEM (CCD ID: OEC) (formula: CaMngOy).

OEC
MN4
Mn
MN3
%40 Mn
CA1 “OB(X)
Cana- O
Mn— O,
O <« Mn
O1(X) MN1
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Ca Mn
28 A 1 5 1 4 0
Total Ca Mn
28 G 1 5 1 4 0

e Molecule 29 is FE (II) ION (CCD ID: FE2) (formula: Fe).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
99 A 1 Total Fe 0 0
1 1
29 G 1 Toltal 116 0 0

e Molecule 30 is BETA-CAROTENE (CCD ID: BCR) (formula: CyoHszg).

BCR
T
Mol | Chain | Residues Atoms ZeroOcc | AltConf
30 B 1 ngal Zﬁ) 0 0
30 B 1 ngal E] 0 0
30 B 1 ngal E) 0 0
30 B 1 ngal E) 0 0
30 C 1 ngal Zﬁ) 0 0
30 C 1 ngal E) 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
30 | D 1 ngal g) 0 0
30 | H 1 ng‘“ 4% 0 0
30 | T | ng‘“ E) 0 0
30 | 7 | ngal E) 0 0
30 | K | ngal ﬁ) 0 0
30 T 1 ngal E] 0 0
30 T 1 ngal E] 0 0
30 T 1 ngal E) 0 0
30 Z 1 ngal E) 0 0
30 N 1 ngal Zﬁ) 0 0
30 P 1 ngal E) 0 0
30 P 1 ngal E) 0 0
30 P 1 ngal j) 0 0
30 S 1 ngal 5) 0 0
30 | W 1 ngal fo 0 0
30 a 1 ngal LE) 0 0
30 b 1 ngal fo 0 0
30 c 1 ngal ﬁ) 0 0

e Molecule 31 is DODECYL-BETA-D-MALTOSIDE (CCD ID: LMT) (formula: CyqHy6011).
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LMT
J
]
i
g
2y
e N,
) L )
Mol | Chain | Residues Atoms ZeroOcc | AltConf
31 B 1 ngal 2(31 8 0 0
31 B 1 ngal 2(1 8 0 0
31 B 1 ngal 2(1 ?1 0 0
31 B 1 T‘;gal 2(1 101 0 0
31 D 1 Tgtlal 2% 101 0 0
31 I 1 ngal 2(1 101 0 0
31 M 1 ngal 22 ﬁ 0 0
31 N 1 ngal 204 101 0 0
31| N | Tgt;“l 204 101 0 0
31| N 1 ngal 2(31 8 0 0
31| N | Tgt;‘l 204 101 0 0
31| Q 1 Tgtlal 2% 101 0 0
31 | a | ngal 2(51 101 0 0
31| e 1 ngal 2(31 8 0 0
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e Molecule 32 is BICARBONATE ION (CCD ID: BCT) (formula: CHO3).

BCT
O1
OHos
/G
(@)
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C O
32 D 1 4 1 3 0 0
Total C O
32 Q 1 4 1 3 0 0

e Molecule 33 is CHLORIDE ION (CCD ID: CL) (formula: Cl).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
33 D 1 Total Cl 0 0
1 1
33 G 1 Toltal ? 0 0

e Molecule 34 is PROTOPORPHYRIN IX CONTAINING FE (CCD ID: HEM) (formula:
C34H32F6N404).
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
wle | 1 TWCTYT 0 |
w v o TCEYOl |
RN ISR
IR

e Molecule 35 is CALCIUM ION (CCD ID:

CA) (formula: Ca).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
35 0 1 Total Ca 0 0

1 1
35 f 1 Toltal Cla 0 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 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 sample, but not in the model, are shown in grey.

e Molecule 1: Photosystem Q(B) protein 1

%

Chain A: .

34%

60%

0874
6.LT1

3

SL1D
YLTT

CLIH

89174

291d
T9TA

6GT1

LSTA

€G1S

€VTI

[074%:1
9€TYH
€ETT
2¢eTd
TETM
0ETh
621Y
9CTA
1211
6114
STTI

CTIX
TT1d

80TN

8.1

(44

S6TH

€611
2611

06TH

e Molecule 1: Photosystem Q(B) protein 1

4%

Chain G: -

35%

59%

SSY

Al o
w w
=

®
o
K
=

w0
<
IIIIEd IIIIII

(441

o
< <
[Er]

8€1

~
ae}
=

9€1

vED

0€A

ZA%!
291d
T9TA
0971
6GT1

LSTA
9GTV

€GTS

EVTI

(045
9ETH
€ETT
ceTd
TETN
0ETh
62Td
9CTX

1211

6114

STTI

CITX

80TN

898

8GC1

SG62d

6%CA

9VCA

jagecs

574
(01743

27%

8€TH
LETA

SETA

6ccd
82Tl

j£4an
€2C1

Tees
0gzl
6TCA
8121

STCH

L

TTed
0121

{44
S6TH
2611

T6TIN
06TH

88TV

9814

I
&~
I
i

811
E€8TH
2814

0874

LLTS

SL19

eeed
CEEH

0€EA
6ced
8TEN

[443\}
Teel

LIEM

vier

80€d

00€4

862N

962N

66%

N M
o o
N N
B =

e Molecule 2: Photosystem II core light harvesting protein

€8CA

S.21

89S

0
©
N
[

o
©
N
>

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#residue_plots

4FBY

wwPDB X-ray Structure Validation Summary Report

Page 28

9TTA

[qa%]
TT1V

8074
L0TT

€0TT

o]
Q
IIm

9CH
S
721
€CH
(44§

STd

(491
A
0Tl

6H

L9
9k

€1

LieI

€12

07121

902D

COCH

002y

86TA
26Td
T6TN
0614
88TQ

¥81d
€8Td

9.LTD

YLTT
€LTD

6STL

LSTH

%910
€914

0STO
6%TT

157458

0 $ WO~ ®
®ommnom o
PR P I R
HAada xS

TeTd
oeTd

214

i£4%:"

(443
Terd

8TTM

0EEN
6ced
8TeD
128l

LTEN

GT€I

S62D

€62V

9824

¥8CI

182d
0824

8.ZS

S.LzH
j24)]
€LTA

0L2d

€921

L

9SCN

TS2A

Lycd
9¥ed

evey

LETA
9€TlL

€ETN

j{a4
€TTh
eeed

8vvY

b

LEVT
9EVL

€EVA

6CVI

9gvd

SThd

14028

]
]
[ osea |
Ceed
|
or
687d
[Tesvd |

s6€b
06€A
18€1
6.LEV
LLEN

TLEL

198d
9984
|
2984 18%S
|
85eU
|
o 7seT
° YLYT
|
19%T
o 8vEN | |
| | $9vd
TweN | eopd
| | 29vd
zeeN | |
TEEN 8574

tein
25%

ing pro

Photosystem II core light harvest
67%

3%
[

e Molecule 2
Chain N

[437%]

8074
LOTT

€071

Liet

€12

0121
902D
CO0CH

TOCH
002y

86TA

T6TN

261d

TveN
geed

0EEN
62ed

LIEN

STEI

(4598

fii-
i

® 90&d

S62D

€62V

982Y

¥8cI
0824

Y120
€LTA

0Lzgd

€921

L

9SCN

TS2A

LvTd
9¥ed

evey

6€TS

3

eforact
vect
€ETN

Ll
3

j{aat
€TTh
eeed

29vd

8Svd

8vvY

9EVL

€EVA

6CV1

9¢vd

{4474

L]
@ S1vd

€1%Q

{07

36D

06€A

£8€d

@ 18€I

6LEV

LLEN

TLEL

L9ed
99€4d

£€9€ed
c9ed

75€T

c¢sed

8VEN

34%

111

59%

Photosystem 1T CP43 prote

e Molecule 3

4278
80TL
761

06d
681

3
Ll

S§8D

{428

Ll

671
8%

978
i

(448

B6EN
8€D

9€EM
SEM

(455

0€s

8zh

TOZN
L1674
%610
88TL

1810
981X

8LIH

0LTI

9971

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W



4FBY

wwPDB X-ray Structure Validation Summary Report

Page 29

98TV
¥8cd
LLTD
9,21
LTS
cLTT
6924

99ZM
$921

1928

6SCM

1524

%021

08€I

LLET

69€T

L9€4

€9€D
z9¢ey
T9ed

6GEM
8G€d

Ll

£veY
CHEN

Seel
veed
€€ed

L

vee1

T2ed

Photosystem 1T CP43 prote

61€I

L

STEN

0T€S

80€d
L0€d

€0€D

L6TA
962A

T6CM

€7

L

69V

99%A
S9%d

covd
197

LS%Y
98%d
ik
ashy
677d
Lyvd
b74747:¢

BEVA
8EVT

SeEvd

62%S

STHM

€The

8TYN
LIVA

STPN
90%S
SOPN
Y0¥

TO%1
00%d

S6EA

68€d

98ed

e Molecule 3

78eI

T8N

111

Y%

34%

59%

3} [l o M
(3] == o=

Chain P

vo1a

T01d

6L

06d
681

3
Ll

S$8D

{428

08d

SL4

cL1

& < N w0 ©
=24 wn M4 o R

(440

8zh

Ll

8LTY

0LTI

9911

€974

1911
09TI

8STL

LLTD
9.T71

7021

TOoZN

1674

78eI

T84
08€I

LLET

L6TK
962A

98TV

6.L271

€7

+

69V

99%A

Yo

{4y
1974

A
96%3
el

i 4
[4cia

6774

LYPd

i4%47:

6EVA

LeVA

627S

STYM

2evd
13445

8TYN
LIV

Photosystem II D2 prote

STPN

(45748

90%S
SO7N
Y0%1

091
00%d

S6EX

68€d

98€d

11

e Molecule 4

2%

5%

29%

— - o o) ool o
© ©0 N~ «Q © o O
==} > =4 = o n =

63%

Chain D

1071

voTmM
€0TY

1074

o <
33
=0

0 ©
0
==

[}
<
)

3

=N © © O -
NN-N-mm < &
=4 ~ oA < >

0za

8T1

@ S0TT

66T
Z6TL

T6TM
06TN

T91d

LSTd
9STA

CSTA
0STI

® 6%1d
8¥TV

9¥Td

Photosystem II D2 prote

EVIV

157429

B6ETY

6210
82Ty
4211

€CTI
(493

L1TH

0TTT

1621

68CT1

Ll

9.2A
§.2d
vl

89CH

99ZM
S92

€5CM
¢scd
TSy
052N

9%CH

14428
Tved
o¥vey
6€2h
9€TN
veey
TeTL
eeeT1

TeeL
0ZZN

8T2A
PRYAN

j4%4:¢

TSET

0SEN

8%ex

€ved

Seed
EED

8zeM

+

0zeT

60ed

1

L62a
96CA

e Molecule 4

v6cd

111

O

R LDWIDE
PROTEIN DATA BANK

W



4FBY

5%

28%

64%

wwPDB X-ray Structure Validation Summary Report

3%

Chain Q: -

Page 30

071 00z | [ esb |
[ | 66TH $62Y Cowey 184
€07 [ | [ | £87 S
[ | S6Td 1621 [ esd | 6.4
69 $6TN | o062V mwm 8LL
€61 | €611 68271 N H
| ze1 T6TL 8LL —
mﬂ T6TH 2 - X £
| 06TN 9L | e
88s 68TH 9.z [ | 1.3 < EN
L8H [ | slzd €43 | ooud 1=} I
| ey | 931 yLZA o 694 o~
38K [ ] 1.4 Mmo
€811 ° I
z8T1 — 694 194
mt I 89ZH m% mma
mm; 6.14 99zM < SM /o 18V
| sur 392 N 09| 2 95k
T9H LLTY | o ™ [ | S |
1 me £92N 15V 0sd R
93% 671 X
951 zL1S [ | | evd X R
G50 o T.id mmm Lpd 3
0LTY 9%
i [ | < Lvd < [ |
Z9T1 97 zr1
6%1 191d $52S = [ | <= m ..nm
een ] esen L a1 B o 0 0
159 \.mz zsed < [ | e e} m§ )
1924 - ze1 - o - -
€974 ogeN = = = 170 = SHY
= = ° = =
ZSTA [ | = 0€1 = 0€1 = [ | = [ |
L o1sTy feizanl | 6oy | eV TE1 150
oo o511 Caws = a5 o st < s = ]
[ ] 6v1d «mﬂ n Vias ) e LI ) 62d 7 161
e 68d 8HTY 9L 921 8z | osL
ged LS Tvea w | oser w - w | w 62d
[ ] 9914 Y 223 Y s Y Sl Yo 8T
ot | oi zse1 <o ° £2H o] < 2 o D ) . ]
[ | €TV | 78ev ) N 2Tl ) & zel ) £TA ) X A%
ze1 L THIN 9£ZN 0SEN m 0 12 m 0 T2A m X ey m 2 [ |
TZH THTA | gged | eveD ozM ozh 2 TZA T2h
0za ovTd HETY shEY m I m I m oz m 0ZM
. eta 68T | eeed = = = 674 = | etd
811 [ ] zeed i % LTA % LTA % 8TA % 8TA
wm:_ Nms S [ [ ets 8 LTL S 171
o cved = STL = STL = [ ] = | |
o€t T2zl 01 ) B 5 [ovn O ETk O €14
62T 0ZZN €11 €11 1S 1S
8TTH | eTed gged e e PR TTA TTA
1211 8TTA veeh 0 0 W- © ©
mﬂﬁ hmﬂ. wﬂms .M.u.u ,PU-u .. ,PU-u .PH.M
zzT1 £121 [ ] O m 13 ) o~ Pict 3] = O n
- .I geed Lc = I b =) 99 b =) Lc =]
\.mE [ | o 3= SL [e) 3= SL [e) 3= o 3=
e 07C1 80£a s owL
o171 ] = -~ €9 = < €5 Cowed = < = <
[ ] * zoed ° O v | ® O v €81 ° O ° @)

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W

e Molecule 7: Photosystem II reaction center protein H



Page 31 wwPDB X-ray Structure Validation Summary Report

4FBY

- —
Chain H: 63% 29% 6%

o o
o= o o < 0 © — W o M« oW © W o
Q3 e = IS ] 1o B> B B s - JT- R o]
= i e © O =0 = =2 B O mAa HAa A >

e Molecule 7: Photosystem II reaction center protein H

L14

)
-
=

S16

8%

Chain W: 62% 31% 6% -
() [ ] () [ ] [ ]

e Molecule 8: Photosystem II reaction center protein I
Chain I: 53% 37% %

| o LMY v O N0 O © 10
Is alglzlg B oo slz 2.@':&.
e Molecule 8: Photosystem II reaction center protein I
Chain a: 55% 34% . 8%
Is-a-E-EIE’IE-E 1 §-§I§ E.
e Molecule 9: Photosystem II reaction center protein J

ain J: 41% 46% 13%
Chain J BT
-.\NI: f:l:” g e e g 9 2

moH A =H < B o= =4 o o< A0 nun 4
e Molecule 9: Photosystem II reaction center protein J
10%

Chain b: 44% 44% 13%

°
RN ) 0 oY l- AIlW © N~ © 0
N OH A Sd A mm mmmm®n
moH A =H << B S = = S < B A8 00

e Molecule 10: Photosystem II reaction center protein K

—
5%

Chain K: 43% 51%

o Il o - Nm [} olda
— SN AN Il <+ & <
2] adEA [N o= <

e Molecule 10: Photosystem II reaction center protein K

© < 9o ~ — o ~ © oo ©
-~ N [N ™ M mm < <
< >4 e > A S E S S0 n e

WO RLDWIDE

PROTEIN DATA BANK



Page 32 wwPDB X-ray Structure Validation Summary Report

4FBY

-
Chain c: 46% 49%

[
o S w0 o < @ o=
P = IS S Il &S
ol < > A = a o= <

e Molecule 11: Photosystem II reaction center protein L

o © I~ o NN © oS ©
N NN LN B e ) RS e
> o> A > >0 m s

5%

Chain L: - 68%

o o
™Moo g &
= A=m = =

e Molecule 11: Photosystem II reaction center protein L

L19
G20
L27

5%

. —
Chain d: 65% 27%

L19

o
N
(&

V26

I )
|| oo
o SwonN bl bl
= =2a=Ee = A

e Molecule 12: Photosystem II reaction center protein M
6%
Chain M: T 56% 36%

(] (]
oo o F WO~ 0O H N0
o = AN NN @00
==c A HAMS> OB EY g o

e Molecule 12: Photosystem II reaction center protein M

L1
S19
123

6%
. [—
Chain e: 53% 36%

o0
o [ o Y WO~ © N ®
oW o - JI8_& R m o
= ] E B9 HARS> o (==

F21
S31

e Molecule 13: Photosystem II manganese-stabilizing polypeptide

Chain O: 67%

e Molecule 13: Photosystem II manganese-stabilizing polypeptide

WO RLDWIDE

PROTEIN DATA BANK

—
5%

—
8%

—
8%

—
. 6%

——
6% 6%



4FBY
28%

68%

wwPDB X-ray Structure Validation Summary Report

Y

Chain f: .

Page 33

vera

€ER

LETI

i

0€TA

8¢y

8874

981X

781Q

2814

08TY
6LTL

38%

59%

e Molecule 14: Photosystem II reaction center protein T

Chain T:

(48

0EL

*

e Molecule 14: Photosystem II reaction center protein T

9¢d

22%

75%

Chain g:

o
[}
I&

o
o
=

9¢d

© r-..
> =

I

4

7%

25%

65%

%

e Molecule 15: Photosystem II 12 kDa extrinsic protein
. i
Chain U:

CETT

prax:y

® 2CIA

6TTL

LTTA

YITA
€TTL

[4o)5:¢

L1671

761

684
88A

¥8d

1

e Molecule 15: Photosystem II 12 kDa extrinsic protein

08A
6.1

YLL

TLT

894
190

7oV

291

L8T

45!

(47

6€1
8€d

7%

26%

64%

%

Chain h: .

CETT
6111

PITA
€TTL

€0TH
[409'}
T0TD
00Ty
663
L6T
761
88A

78d

1

6.1

SL1
LI

TLT

89K
290

YoV
29I
LS81
4!

TSK

e Molecule 16: Cytochrome c-550

{47\

6€1
8€d

21%

77%

e Molecule 16: Cytochrome c-550

Chain V:

€9TA

T9TA
091X

LSTD

€STD

0STX

LYTA

4%

6ETA

LETA

SETH

TETH

Le14

S¢1a

611d

Ll

L0TL

YOTN

COTH

861

€84

784

I

YLL

TLI

89A

3

2oV

6G4
841

SEL

Lev

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W



Page 34 wwPDB X-ray Structure Validation Summary Report 4FBY

Chain i: 75% 23% -

® 8T ITITE X 28
- = MO P < = ~ =

e Molecule 17: Photosystem II reaction center protein ycf12

A27
M102
K103
N104
|
T107
|
A115
P119
R122
|
D125
F127
|
R131
|
E135
|
V139
|
G143
|
V147
|
K150
|
G153
|
G157
|
K160
V161
Y163

0
®
=

3 I S =
Chain y: 20% 30% 9% 39%

oo o N o W0 © R I
- N o N a AN m oM m M oM <
H< B =H A=A A A =5

e Molecule 17: Photosystem II reaction center protein ycf12

A31
Va1

4%
Chain m: 20% 28% 1% - 39%

(] o
[} < oo oAy Do
— IS} N nooon 0 oM S
= = CH<® A = A<=

e Molecule 18: Photosystem II reaction center protein X

A20
I35
R42

. P ——
Chain X: 50% 35% 5% .- 8%

[ ]
© ~ ® © Ml © © [a] ©
— ] N a8S ® m-verg =
o = o = =4 =] oHA =

e Molecule 18: Photosystem II reaction center protein X

I21

2%

. . . T ——
Chain j: 50% 35% 5% . 8%

[ ]
© ~ o ENo MmN 0 © o q » ©
] N N N a2 ® ™ v'q'g =
o =] — o = = =] oHA =

e Molecule 19: Photosystem II reaction center protein Y

Chain Y: 100%
There are no outlier residues recorded for this chain.

e Molecule 19: Photosystem II reaction center protein Y

Chain k: 93% 7%

=

e Molecule 20: Photosystem II reaction center protein Z

X24



Page 35 wwPDB X-ray Structure Validation Summary Report 4FBY
i
Chain Z: 60% 32% 8%
[ ] °
r3-3+§ i §I§I§ 2 §.§ 2 §§-%’-§I§-§I§I§

e Molecule 20: Photosystem II reaction center protein Z
5%
Chain l: T 63% 27% T

bt =

— g w0 b~ DO © N~ o
N NN N®® ™ m| 0
H s> <na o 0 Xe A

V20
A49
V53
G55
N58



Page 36

wwPDB X-ray Structure Validation Summary Report

4FBY

4 Data and refinement statistics (i)

Property Value Source
Space group P 212121 Depositor
Cell constants 130.78A  227.76A  308.63A .
Depositor
a, b, c, a, B, 90.00° 90.00° 90.00°
. 85.89 — 6.56 Depositor
Resolution (4) 85.80 — 6.56 EDS
% Data completeness 97.8 (85.89-6.56) Depositor
(in resolution range) 97.9 (85.89-6.56) EDS
Rinerge (Not available) Depositor
Reym (Not available) Depositor
<I/o(I)>" 5.06 (at 6.72A) Xtriage
Refinement program PHENIX 1.7.3 Depositor
R R 0.366 , 0.385 Depositor
7 Phfree 0.343 ., 0.365 DCC
Rree test set 897 reflections (4.77%) wwPDB-VP
Wilson B-factor (A?) 10.8 Xtriage
Anisotropy 6.750 Xtriage
Bulk solvent kg (e/A®), By, (A?) 0.31, 106.2 EDS
L-test for twinning? <I|L|>=031,<L?>=0.14| Xtriage
Estimated twinning fraction No twinning to report. Xtriage
F,,F. correlation 0.66 EDS
Total number of atoms 50232 wwPDB-VP
Average B, all atoms (A?) 163.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 2.33% 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.

WO RLDWIDE

PROTEIN DATA BANK


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#data_stats

Page 37 wwPDB X-ray Structure Validation Summary Report 4FBY

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: BCR,
HEM, DGD, CLA, LHG, FE2, PL9, CA, LMT, SQD, CL, BCT, OEC, PHO, LMG

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

. Bond lengths Bond angles
Mol | Chain | pyigy 7] =5 | RMSZ #4|Z| >5

1 A 0.34 0/2713 0.95 8/3700 (0.2%)
1 G 0.35 0/2713 0.95 6/3700 (0.2%)
2 B 0.35 0/3986 0.95 14/5433 (0.3%)
2 N 0.36 0/3986 0.98 18/5433 (0.3%)
3 C 0.34 0/3556 0.94 10/4842 (0.2%)
3 P 0.34 0/3556 0.94 9/4842 (0.2%)
4 D 0.33 0/2801 0.92 8/3818 (0.2%)
4 Q 0.33 0/2801 0.92 6/3818 (0.2%)
5 E 0.38 0/685 1.01 4/933 (0.4%)
5 R 0.38 0/685 1.03 5/933 (0.5%)
6 F 0.41 0/291 0.80 0/397
6 S 0.37 0/291 0.79 0/397
7 H 0.40 0/520 0.91 0/709
7 W 0.41 0/520 0.91 0/709
8 I 0.34 0/293 0.92 1/395 (0.3%)
8 a 0.35 0/293 0.94 1/395 (0.3%)
9 J 0.36 0/255 1.07 2/346 (0.6%)
9 b 0.36 0/255 1.08 2/346 (0.6%)
10 K 0.46 0/303 0.88 0/416
10 c 0.46 0/303 0.89 0/416
11 L 0.32 0/311 0.90 0/422
11 d 0.32 0/311 0.92 2/422 (0.5%)
12 M 0.39 0/270 0.94 1/367 (0.3%)
12 e 0.40 0/270 0.93 1/367 (0.3%)
13 ) 0.34 0/1876 0.87 5/2548 (0.2%)
13 f 0.33 0/1876 0.87 5/2548 (0.2%)
14 T 0.32 0/284 0.90 0/381
14 g 0.32 0/284 0.90 0/381
15 U 0.41 0/785 0.97 4/1064 (0.4%)
15 h 0.41 0/785 1.00 5/1064 (0.5%)
16 \Y 0.33 0/1081 0.89 6,/1468 (0.4%)
16 i 0.33 0/1081 0.89 4/1468 (0.3%)
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. Bond lengths Bond angles
Mol | Chain | o717 55 | RMSZ #|Z| >5
17 m 042 | 0/202 | 1.03 2/272 (0.7%)
17 y 045 | 0/202 | 1.01 1/272 (0.4%)
18 X 0.50 0/273 0.91 1/370 (0.3%)
18 j 0.50 0/273 0.95 1/370 (0.3%)
20 Z 0.38 0/490 1.00 2/669 (0.3%)
20 1 0.38 0/490 1.00 2/669 (0.3%)
All All 0.36 | 0/41950 | 0.94 | 136/57100 (0.2%)

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

Mol | Chain | #Chirality outliers | #Planarity outliers
2 B 0 1

There are no bond length outliers.

The worst 5 of 136 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(°) | Ideal(?)
2 N 22 | ALA | CA-C-N | 9.36 134.04 120.38
2 N 22 | ALA | C-N-CA | 9.36 134.04 120.38
2 N 483 | ASP | CA-C-N | 8.80 130.84 119.84
2 N 483 | ASP | C-N-CA | 8.80 130.84 119.84
2 B 483 | ASP | CA-C-N | 8.59 130.58 119.84

There are no chirality outliers.

All (1) planarity outliers are listed below:

Mol | Chain | Res | Type | Group
2 B 23 HIS | Sidechain

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.
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 A 2628 0 2524 106 0
1 G 2628 0 2524 108 0
2 B 3850 0 3718 108 0
2 N 3850 0 3718 111 0
3 C 3444 0 3365 131 0
3 P 3444 0 3365 131 0
4 D 2706 0 2608 100 0
4 Q 2706 0 2608 103 0
5 E 666 0 651 39 0
D R 666 0 651 38 0
6 F 282 0 291 13 0
6 S 282 0 291 12 0
7 H 507 0 521 26 0
7 W 507 0 521 26 0
8 | 286 0 308 8 0
8 a 286 0 308 8 0
9 J 249 0 262 18 0
9 b 249 0 262 18 0
10 K 293 0 305 18 0
10 c 293 0 305 21 0
11 L 304 0 316 15 0
11 d 304 0 316 14 0
12 M 267 0 289 17 0
12 e 267 0 289 18 0
13 O 1845 0 1801 48 0
13 f 1845 0 1801 49 1
14 T 275 0 288 13 0
14 g 275 0 288 9 0
15 U 774 0 773 16 0
15 h 774 0 773 16 0
16 \Y 1060 0 1068 22 0
16 i 1060 0 1068 23 0
17 m 201 0 226 18 0
17 y 201 0 226 17 0
18 X 270 0 299 10 0
18 j 270 0 299 10 0
19 Y 140 0 32 0 0
19 k 140 0 32 1 0
20 / 479 0 516 21 1
20 1 479 0 516 21 0
21 A 260 0 288 27 0
21 B 1040 0 1152 66 0
21 C 845 0 936 49 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
21 D 130 0 144 11 0
21 G 260 0 288 26 0
21 N 1040 0 1152 65 0
21 P 845 0 936 45 0
21 Q 130 0 144 14 0
22 A 64 0 74 6 0
22 D 64 0 74 5 0
22 G 64 0 74 7 0
22 Q 64 0 74 5 0
23 A 45 0 61 5 0
23 D 5} 0 80 6 0
23 G 45 0 61 5 0
23 J 35 0 45 1 0
23 Q 5] 0 80 5 0
23 b 35 0 45 2 0
24 A o6 0 70 1 0
24 B 110 0 136 5 0
24 C 181 0 245 17 0
24 D 63 0 87 0 0
24 G o6 0 70 2 0
24 N 52 0 62 4 0
24 P 181 0 245 14 0
24 Q 63 0 87 1 0
24 W o8 0 74 3 0
25 A 76 0 95 4 0
25 G 76 0 95 4 0
26 A 105 0 147 13 0
26 B 90 0 111 10 0
26 F 45 0 o4 2 0
26 G 105 0 147 16 0
26 N 47 0 61 7 0
26 Q 43 0 50 3 0
26 S 45 0 o4 2 0
27 A o1 0 72 2 0
27 B 98 0 136 2 0
27 C 93 0 126 4 0
27 D 136 0 182 15 0
27 E 44 0 o8 2 0
27 G o1 0 72 2 0
27 I 43 0 o6 4 0
27 M 42 0 o4 4 0
27 N 98 0 136 3 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
35 f 0 0 0 0
All All 50232 0 51376 1600 1

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 16.

The worst 5 of 1600 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)
12:M:33:GLN:HB3 | 12:e:33:GLN:HB3 1.41 1.02
2:N:121:GLU:HG2 | 7:W:4:ARG:HG2 1.49 0.94
2:B:121:GLU:HG2 | T7:H:4:ARG:HG2 1.50 0.93
13:0:82:PRO:HG3 | 13:0:89:ALA:HB2 1.52 0.92
4:Q:26:ARG:HD3 | 6:S5:18:VAL:HGI11 1.54 0.88

All (1) symmetry-related close contacts are listed below. The label for Atom-2 includes the sym-
metry operator and encoded unit-cell translations to be applied.

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
20:Z:60:PHE:O | 13:£:115:SER:OG|3_755| 2.16 0.04

5.3 Torsion angles (i)
5.3.1 Protein backbone (i)

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%) 297 (89%) 31 (9%) 5 (2%) 8l 40
1 G 333/344 (97%) | 297 (89%) | 31 (9%) | 5 (2%) 8 40
2 B 488 /510 (96%) 422 (86%) | 54 (11%) | 12 (2%) 26
2 N 488 /510 (96%) 422 (86%) | 54 (11%) | 12 (2%) 26
3 C 445 /461 (96%) 375 (84%) | 55 (12%) | 15 (3%) 3] 21

Continued on next page...
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
3 P | 445/461 (96%) | 376 (84%) | 53 (12%) | 16 (4%)
4 D | 338/352 (96%) | 292 (86%) | 40 (12%) | 6 (2%)
4 Q | 338/352 (96%) | 291 (86%) | 41 (12%) | 6 (2%)
5 E 80/83 (96%) | 72(90%) | 5(6%) | 3 (4%)
5 R 80/83 (96%) | 72(90%) | 5(6%) | 3 (4%)
6 F 33/44 (75%) | 24 (73%) | 9 (27%) 0
6 S 33/44 (75%) | 24 (73%) | 9 (27%) 0
7 H 63/65 (97%) | 48 (76%) | 10 (16%) | 5 (8%)
7w 63/65 (97%) | 48 (76%) | 10 (16%) | 5 (8%)
8 I 33/38 (87%) | 24 (73%) | 7(21%) | 2 (6%)
8 a 33/38 (87%) | 25 (76%) | 6 (18%) | 2 (6%)
9 J 32/39 (82%) | 26 (81%) | 4 (12%) | 2 (6%)
9 b 32/39 (82%) | 26 (81%) | 4 (12%) | 2 (6%)
10 | K 35/37 (95%) | 29 (83%) | 4 (11%) | 2 (6%)
10 c 35/37 (95%) | 29 (83%) | 4 (11%) | 2 (6%)
11 L 35/37 (95%) | 33 (94%) | 2 (6%) 0
11 d 35/37 (95%) | 33 (94%) | 2 (6%) 0 100 ] [100]
12 | M 32/36 (89%) | 23 (72%) | 9 (28%) 0 [100] [ 100
12 e 32/36 (89%) | 23 (T2%) | 9 (28%) 0 100 ] [100]
13 | O | 241/246 (98%) | 203 (84%) | 27 (11%)
13 f 241/246 (98%) | 203 (84%) | 29 (12%)
4 | T 30/32 (94%) | 25 (83%) | 4 (13%)
14 o 30/32 (94%) | 25 (83%) | 4 (13%)
15| U 05/104 (91%) | 81 (85%) | 10 (10%)
15 h 95/104 (91%) | 81 (85%) | 10 (10%)
16 | V| 135/137 (98%) | 113 (84%) | 21 (16%)
16 i 135/137 (98%) | 113 (84%) | 21 (16%)
17 | m 26/46 (56%) | 15 (58%) | 9 (35%)
17 y 26/46 (56%) | 15 (58%) | 9 (35%)
18 | X 35/40 (88%) | 27 (T7%) | 4 (11%)
18 i 35/40 (88%) | 27 (T7%) | 4 (11%)

PPPPPPPPP

W I DE
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
20 Z 60/62 (97%) 49 (82%) | 8 (13%) | 3 (5%) 16
20 1 60/62 (97%) 49 (82%) 8 (13%) 3 (5%) 16
All All 5138/5426 (95%) | 4357 (85%) | 626 (12%) | 155 (3%) 22

5 of 155 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 12 ASN
1 A 142 TRP
2 B 176 GLY
2 B 230 ARG
2 B 484 PRO

5.3.2 Protein sidechains ()

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 271/280 (97%) 258 (95%) 13 (5%) 23 44
1 G 271/280 (97%) 258 (95%) 13 (5%) 231 44
2 B 390/407 (96%) 373 (96%) 17 (4%) 25 A7
2 N 390/407 (96%) 373 (96%) 17 (4%) 25 A7
3 C 347/362 (96%) 334 (96%) 13 (4%) 30 51
3 P 347/362 (96%) 334 (96%) 13 (4%) 30 51
4 D 275/283 (97%) 257 (94%) 18 (6%) 151 37
4 Q 275/283 (97%) 257 (94%) 18 (6%)

5 E 72/72 (100%) 66 (92%) 6 (8%)

) R 72/72 (100%) 66 (92%) 6 (8%)

6 F 29/38 (76%) 29 (100%) 0

6 S 29/38 (76%) 29 (100%) 0

7 H 53/54 (98%) 50 (94%) 3 (6%)

7 W 53/54 (98%) 49 (92%) 4 (8%) 12 33

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
8 | 32/35 (91%) 30 (94%) 2 (6%) 16| 37
8 a 32/35 (91%) 30 (94%) 2 (6%) 16| 37
9 J 24/27 (89%) 23 (96%) 1 (4%) 26 48
9 b 24/27 (89%) 23 (96%) 1 (4%) 26 48
10 K 30/30 (100%) 28 (93%) 2 (7%) 157 36
10 c 30/30 (100%) 28 (93%) 2 (7%) 151 36
11 L 35/35 (100%) 32 (91%) 3 (9%) 29
11 d 35/35 (100%) 32 (91%) 3 (9%) 100 29
12 M 31/33 (94%) 30 (97%) 1 (3%) 34 56
12 e 31/33 (94%) 30 (97%) 1 (3%) 34 56
13 O 202/208 (97%) 196 (97%) 6 (3%) 36 57
13 f 202/208 (97%) 196 (97%) 6 (3%) 36 57
14 T 29/29 (100%) 28 (97%) 1 (3%) 32 o4
14 g 29/29 (100%) 28 (97%) 1 (3%) 32 o4
15 U 84/89 (94%) 81 (96%) 3 (4%) 31 52
15 h 84/89 (94%) 81 (96%) 3 (4%) 31 52
16 \Y 116/117 (99%) 113 (97%) 3 (3%) 40 62
16 i 116/117 (99%) 113 (97%) 3 (3%)

17 m 20/37 (54%) 16 (80%)
17 y 20/37 (54%) 16 (80%)
18 X 30/33 (91%) 25 (83%)
18 j 30/33 (91%) 25 (83%)
20 Z 52/52 (100%) 47 (90%)
20 1 52/52 (100%) 47 (90%)
All All 4244/4442 (96%) | 4031 (95%)

5 of 213 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 G 275 LEU
P 305 THR
17 m 25 ILE
2 N 11 VAL

2 N 422 ARG
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Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 42
such sidechains are listed below:

Mol | Chain | Res | Type
3 P 118 HIS
11 d 8 GLN
4 Q 117 HIS
4 Q 250 ASN
13 f 130 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 oligosaccharides in this entry.

5.6 Ligand geometry (i)

Of 182 ligands modelled in this entry, 6 are monoatomic - leaving 176 for Mogul analysis.

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

Mol | Type | Chain | Res | Link CountsBorll%(li\/IISeZn gt:jZ | > 2 CountsBonlgMaSnZglejéHZ | > 2
31 | LMT Q 410 - 32,32,36 | 0.48 0 43,43,47 0.66 1 (2%)
27 | LMG | e | 102 | - |424255| 1.04 | 2 (%) | 50,5063 | 1.32 | 6 (12%)
31 | LMT N 625 - 36,36,36 | 0.42 0 47,4747 0.67 1 (2%)
27 | LMG B 622 - 49,4955 | 0.94 2 (4%) 07,57,63 1.28 7 (12%)
24 | DGD B 628 - 53,53,67 | 1.03 3 (5%) 67,67,81 1.51 11 (16%)
24 | DGD P 018 - 63,63,67 | 0.93 3 (4%) 77,77,81 1.50 14 (18%)

WO RLDWIDE
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Mol | Type | Chain | Res | Link | oo | RMSE| 412152 | Couts | RMSZ| £12]> 2
21 CLA G 404 - 69,73,73 | 1.54 15 (21%) | 82,113,113 | 1.94 14 (17%)
25 | LHG G 409 - 38,38,48 | 1.07 2 (5%) 41,44,54 0.96 3 (7%)
21 | CLA N 619 - 69,73,73 | 1.52 13 (18%) | 82,113,113 | 1.97 14 (17%)
27 | LMG D 406 - 46,46,55 | 0.99 2 (4%) 54,54,63 1.34 7 (12%)
27 | LMG A 410 - 51,51,55 | 0.96 2 (3%) 59,59,63 1.27 4 (6%)
24 | DGD A 407 - 97,57,67 | 0.99 4 (7%) 71,71,81 1.47 8 (11%)
26 | SQD A 409 - 49,5154 | 1.14 3 (6%) 59,62,65 1.38 9 (15%)
23 PL9 J 101 - 35,35,55 | 1.20 5 (14%) 44,45,69 1.57 8 (18%)
21 CLA B 606 - 69,73,73 | 1.55 14 (20%) | 82,113,113 | 1.90 13 (15%)
21 | CLA N 607 - 69,73,73 | 1.57 16 (23%) | 82,113,113 | 1.90 13 (15%)
21 | CLA N 616 - 69,73,73 | 1.54 13 (18%) | 82,113,113 | 1.98 11 (13%)
22 | PHO Q 403 - 08,69,69 | 2.81 12 (20%) 55,99,99 2.59 15 (27%)
26 | SQD A 414 - 52,5454 | 1.09 3 (5%) 62,65,65 1.04 3 (4%)
21 | CLA G 402 - 69,73,73 | 1.55 16 (23%) | 82,113,113 | 1.91 11 (13%)
30 | BCR B 617 - 41,4141 | 0.73 0 56,56,56 1.61 11 (19%)
21 | CLA B 611 - 69,73,73 | 1.55 14 (20%) | 82,113,113 | 1.98 12 (14%)
21 | CLA P 501 - 69,73,73 | 1.54 14 (20%) | 82,113,113 | 1.95 10 (12%)
27 | LMG P 521 - 45,45,55 | 1.03 2 (4%) 53,53,63 1.23 5 (9%)
21 | CLA G 406 - 69,73,73 | 1.53 16 (23%) | 82,113,113 | 1.93 13 (15%)
27 | LMG R 102 - 44,4455 | 1.01 2 (4%) 52,52,63 1.12 4 (7%)
26 | SQD Q 408 - 41,4354 | 1.28 4 (9%) 51,54,65 1.44 7 (13%)
30 | BCR P 516 - 41,41,41 | 0.77 0 96,56,56 1.70 13 (23%)
21 | CLA N 614 - 69,73,73 | 1.56 15 (21%) | 82,113,113 | 1.89 13 (15%)
30 | BCR C 515 - 41,41,41 | 0.78 0 56,56,56 1.70 11 (19%)
21 | CLA G 403 - 69,73,73 | 1.55 16 (23%) | 82,113,113 | 1.95 16 (19%)
27 | LMG C 519 - 48,48,55 | 0.97 2 (4%) 56,56,63 1.30 6 (10%)
32 | BCT Q 411 29 3,3,3 0.71 0 2,3,3 0.09 0
21 | CLA Q 402 - 69,73,73 | 1.57 13 (18%) | 82,113,113 | 1.89 14 (17%)
30 | BCR Z 101 - 41,41,41 | 0.68 0 56,56,56 1.63 14 (25%)
24 | DGD P 517 - 54,54,67 | 1.00 3 (5%) 68,68,81 1.54 10 (14%)
30 | BCR B 618 - 41,4141 | 0.72 0 56,56,56 1.91 14 (25%)
27 | LMG N 623 - 49,49,55 | 0.95 2 (4%) 57,57,63 1.25 8 (14%)
30 | BCR T 102 - 41,4141 | 0.71 0 56,56,56 1.88 16 (28%)
24 | DGD P 519 - 67,67,67 | 0.90 4 (5%) 81,81,81 1.28 7 (8%)
30 | BCR a 101 - 41,4141 | 0.70 0 56,56,56 1.60 14 (25%)
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Mol | Type | Chain | Res | Link | oo | RMSE| 412152 | Couts | RMSZ| £12]> 2
21 CLA B 602 - 69,73,73 | 1.55 14 (20%) | 82,113,113 | 1.90 3 (15%)
24 | DGD B 621 - 59,59,67 | 0.95 3 (5%) 73,73,81 1.39 9 (12%)
21 | CLA B 610 - 69,73,73 | 1.56 14 (20%) | 82,113,113 | 1.93 13 (15%)
27 | LMG G 411 - 51,51,55 | 0.96 2 (3%) 59,59,63 1.24 4 (6%)
21 | CLA N 620 - 69,73,73 | 1.55 13 (18%) | 82,113,113 | 1.94 14 (17%)
21 | CLA C 505 - 69,73,73 | 1.53 14 (20%) | 82,113,113 | 1.98 10 (12%)
26 | SQD N 601 - 454754 | 1.21 4 (8%) 55,58,65 1.47 10 (18%)
31 | LMT B 629 - 36,36,36 | 0.45 0 47,4747 0.78 1 (2%)
22 | PHO A 404 - 58,69,69 | 2.77 12 (20%) 95,99,99 2.66 17 (30%)
30 | BCR P 514 - 41,4141 | 0.70 0 56,56,56 241 17 (30%)
21 | CLA P 513 - 69,73,73 | 1.55 15 (21%) | 82,113,113 | 1.90 12 (14%)
21 CLA C 510 - 69,73,73 | 1.55 15 (21%) | 82,113,113 | 1.91 11 (13%)
21 | CLA N 613 - 69,73,73 | 1.55 15 (21%) | 82,113,113 | 1.93 10 (12%)
32 | BCT D 410 29 3,3,3 0.71 0 2,3,3 0.06 0
24 | DGD C 518 - 67,67,67 | 0.93 4 (5%) 81,81,81 1.33 7 (8%)
30 | BCR H 101 - 41,4141 | 0.78 0 56,56,56 1.48 10 (17%)
30 | BCR T 103 - 41,41,41 | 0.70 0 56,56,56 1.64 11 (19%)
22 | PHO G 405 - 58,69,69 | 2.76 12 (20%) 95,99,99 2.73 17 (30%)
21 | CLA Q 404 - 69,73,73 | 1.57 15 (21%) | 82,113,113 | 1.95 12 (14%)
21 | CLA A 405 - 69,73,73 | 1.56 16 (23%) | 82,113,113 | 1.93 13 (15%)
21 | CLA C 507 - 69,73,73 | 1.56 15 (21%) | 82,113,113 | 1.91 11 (13%)
21 | CLA N 605 - 69,73,73 | 1.54 15 (21%) | 82,113,113 | 1.94 13 (15%)
31 | LMT M 102 - 36,36,36 | 0.41 0 47,4747 0.70 1 (2%)
24 | DGD W 102 - 99,09,67 | 0.96 3 (5%) 73,73,81 1.41 8 (10%)
23 PL9 D 404 - 55,505,556 | 1.27 8 (14%) 68,69,69 1.64 18 (26%)
21 | CLA N 615 - 69,73,73 | 1.56 15 (21%) | 82,113,113 | 1.94 (15%)
30 | BCR b 102 - 41,41,41 | 0.80 0 56,56,56 3.18 20 (35%)
21 | CLA N 617 - 69,73,73 | 1.57 15 (21%) | 82,113,113 | 1.91 (10%)
31 | LMT B 630 - 36,36,36 | 0.39 0 47,4747 0.63 0
21 | CLA P 509 - 69,73,73 | 1.55 15 (21%) | 82,113,113 | 1.89 13 (15%)
21 CLA P 512 - 69,73,73 | 1.56 14 (20%) | 82,113,113 | 1.93 13 (15%)
21 | CLA B 612 - 69,73,73 | 1.57 15 (21%) | 82,113,113 | 1.91 12 (14%)
21 | CLA C 512 - 69,73,73 | 1.54 13 (18%) | 82,113,113 | 1.94 13 (15%)
21 | CLA N 606 - 69,73,73 | 1.55 15 (21%) | 82,113,113 | 1.94 12 (14%)
21 | CLA N 608 - 69,73,73 | 1.56 14 (20%) | 82,113,113 | 1.93 12 (14%)
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Mol | Type | Chain | Res| Link | oo | RMSE | 412152 | Counts | RMSZ| 1252
26 | SQD G 410 - 49,5154 | 1.14 3 (6%) 59,62,65 1.41 9 (15%)
21 | CLA N 611 - 69,73,73 | 1.57 16 (23%) | 82,113,113 | 1.92 12 (14%)
21 | CLA B 613 - 69,73,73 | 1.54 15 (21%) | 82,113,113 | 1.91 11 (13%)
30 | BCR W 101 - 41,4141 | 0.78 0 56,56,56 1.48 8 (14%)
30 | BCR C 514 - 41,41,41 | 0.73 0 56,56,56 2.38 17 (30%)
30 | BCR K 101 - 41,4141 | 0.81 0 56,56,56 1.64 12 (21%)
21 | CLA P 506 - 69,73,73 | 1.57 15 (21%) | 82,113,113 | 1.91 13 (15%)
21 | CLA P 505 - 69,73,73 | 1.56 15 (21%) | 82,113,113 | 1.97 10 (12%)
21 CLA D 401 - 69,73,73 | 1.57 14 (20%) | 82,113,113 | 1.90 13 (15%)
26 | SQD B 627 - 454754 | 1.21 4 (8%) 55,H8,65 1.40 8 (14%)
30 | BCR J 102 - 414141 | 0.81 0 56,56,56 3.15 20 (35%)
31 | LMT D 409 - 32,32,36 | 0.47 0 43,43,47 0.66 1 (2%)
21 | CLA P 510 - 69,73,73 | 1.55 15 (21%) | 82,113,113 | 1.92 12 (14%)
21 | CLA B 615 - 69,73,73 | 1.54 14 (20%) | 82,113,113 | 1.95 13 (15%)
24 | DGD Q 409 - 64,64,67 | 0.91 2 (3%) 78,78,81 1.33 9 (11%)
31 | LMT N 624 - 36,36,36 | 0.42 0 47,4747 0.67 0
27 | LMG Q 406 - 46,46,55 | 0.99 2 (4%) 54,54,63 1.31 4 (7%)
21 | CLA C 504 - 69,73,73 | 1.56 15 (21%) | 82,113,113 | 1.90 13 (15%)
26 | SQD B 624 - 41,4354 | 1.27 4 (9%) 51,54,65 1.43 7 (13%)
30 | BCR ¢ 101 - 41,41,41 | 0.80 0 56,56,56 1.59 12 (21%)
31 | LMT N 603 - 36,36,36 | 0.45 0 AT7,47,47 0.80 1 (2%)
27 | LMG I 102 - 43,43,55 | 1.01 2 (4%) 51,51,63 1.32 5 (9%)
27 | LMG N 622 - 49,4955 | 0.94 2 (4%) 57,57,63 1.36 7 (12%)
26 | SQD S 102 - 43,4554 | 1.25 4 (9%) 93,56,65 1.17 5 (9%)
31 | LMT B 626 - 36,36,36 | 0.45 0 AT7.47 47 0.67 1 (2%)
21 | CLA D 403 - 69,73,73 | 1.56 15 (21%) | 82,113,113 | 1.95 12 (14%)
21 CLA A 403 - 69,73,73 | 1.56 17 (24%) | 82,113,113 | 1.90 12 (14%)
21 | CLA A 402 - 69,73,73 | 1.55 16 (23%) | 82,113,113 | 1.97 14 (17%)
31 | LMT I 103 - 36,36,36 | 0.48 1 (2%) 47,4747 0.71 1 (2%)
27 | LMG E 102 - 44,4455 | 1.02 2 (4%) 52,52,63 1.11 5 (9%)
31 | LMT B 625 - 36,36,36 | 0.41 0 47,4747 0.70 0
21 | CLA C 511 3 69,73,73 | 1.55 15 (21%) | 82,113,113 | 1.96 13 (15%)
24 | DGD C 516 - 54,54,67 | 0.99 3 (5%) 68,68,81 1.51 11 (16%)
34 | HEM R 101 | 5,6 | 50,50,50 | 1.84 8 (16%) 67,82,82 1.56 10 (14%)
26 | SQD G 401 - 52,5454 | 1.10 3 (5%) 62,65,65 1.02 4 (6%)
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Mol | Type | Chain | Res | Link | oo | RMSE| 412152 | Couts | RMSZ| £12]> 2
21 CLA B 605 - 69,73,73 | 1.55 16 (23%) | 82,113,113 | 1.95 15 (18%)
21 | CLA P 507 - 69,73,73 | 1.56 15 (21%) | 82,113,113 | 1.90 10 (12%)
30 | BCR N 621 - 41,4141 | 0.76 0 96,56,56 1.54 12 (21%)
21 | CLA B 608 - 69,73,73 | 1.57 15 (21%) | 82,113,113 | 1.90 10 (12%)
27 | LMG D 412 - 42,4255 | 1.04 3 (7%) 50,50,63 1.27 5 (10%)
30 | BCR D 405 - 41,4141 | 0.73 0 56,56,56 1.74 10 (17%)
30 | BCR B 619 - 41,41,41 | 0.76 0 56,56,56 1.52 10 (17%)
21 | CLA B 601 - 69,73,73 | 1.55 14 (20%) | 82,113,113 | 1.97 12 (14%)
21 CLA C 501 - 69,73,73 | 1.54 14 (20%) | 82,113,113 | 1.93 11 (13%)
21 | CLA C 509 - 69,73,73 | 1.57 15 (21%) | 82,113,113 | 1.88 13 (15%)
21 | CLA P 508 - 69,73,73 | 1.55 16 (23%) | 82,113,113 | 1.96 11 (13%)
21 CLA N 612 - 69,73,73 | 1.57 16 (23%) | 82,113,113 | 1.88 11 (13%)
23 PL9 Q 405 - 55,505,565 | 1.27 8 (14%) 68,69,69 1.66 18 (26%)
25 | LHG G 412 - 36,36,48 | 1.09 2 (5%) 39,42,54 1.07 2 (5%)
27 | LMG C 520 - 45,45,55 | 1.04 2 (4%) 93,53,63 1.27 5 (9%)
27 | LMG D 407 - 48,48,55 | 0.96 2 (4%) 56,56,63 1.28 5 (8%)
21 | CLA C 508 - 69,73,73 | 1.55 14 (20%) | 82,113,113 | 1.94 12 (14%)
25 | LHG A 408 - 38,38,48 | 1.07 2 (5%) 41,4454 0.96 2 (4%)
21 | CLA B 614 - 69,73,73 | 1.55 13 (18%) | 82,113,113 | 1.87 12 (14%)
25 | LHG A 411 - 36,36,48 | 1.08 2 (5%) 39,42,54 1.09 2 (5%)
24 | DGD G 408 - 97,57,67 | 0.98 4 (7%) 71,71,81 1.46 8 (11%)
21 | CLA A 401 - 69,73,73 | 1.57 16 (23%) | 82,113,113 | 1.88 12 (14%)
27 | LMG B 623 - 49,49,55 | 0.95 2 (4%) 57,57,63 1.26 8 (14%)
31 | LMT e 101 - 36,36,36 | 0.41 0 47,47 47 0.66 1 (2%)
23 PL9 b 101 - 35,35,55 | 1.20 5 (14%) 44,45,69 1.59 9 (20%)
27 | LMG a 102 - 43,43,55 | 1.01 2 (4%) 51,51,63 1.33 6 (11%)
31 | LMT a 103 - 36,36,36 | 0.46 0 47,47 47 0.70 1 (2%)
27 | LMG M 101 - 42,4255 | 1.03 2 (4%) 50,50,63 1.29 6 (12%)
24 | DGD C 517 - 63,63,67 | 0.93 3 (4%) 77,77,81 1.49 14 (18%)
22 | PHO D 402 - 58,69,69 | 2.81 12 (20%) 55,99,99 2.62 16 (29%)
21 CLA B 607 - 69,73,73 | 1.57 15 (21%) | 82,113,113 | 1.93 12 (14%)
21 | CLA B 604 - 69,73,73 | 1.55 13 (18%) | 82,113,113 | 1.93 12 (14%)
30 | BCR S 101 - 41,4141 | 0.74 0 56,56,56 1.76 11 (19%)
21 | CLA B 603 - 69,73,73 | 1.57 16 (23%) | 82,113,113 | 1.93 13 (15%)
34 | HEM \Y% 201 16 | 50,50,50 | 1.83 10 (20%) 67,82,82 1.38 5 (7%)
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Mol | Type | Chain | Res | Link | oo | RMSE| 412152 | Couts | RMSZ| £12]> 2
21 CLA B 616 - 69,73,73 | 1.55 15 (21%) | 82,113,113 | 1.94 13 (15%)
21 | CLA P 504 - 69,73,73 | 1.56 14 (20%) | 82,113,113 | 1.88 12 (14%)
30 | BCR P 515 - 41,4141 | 0.69 0 96,56,56 1.58 14 (25%)
34 | HEM E 101 | 5,6 | 50,50,50 | 1.86 8 (16%) 67,82,82 1.55 11 (16%)
21 | CLA B 609 - 69,73,73 | 1.54 15 (21%) | 82,113,113 | 1.91 10 (12%)
21 | CLA C 513 - 69,73,73 | 1.55 15 (21%) | 82,113,113 | 1.91 11 (13%)
21 | CLA C 503 - 69,73,73 | 1.54 15 (21%) | 82,113,113 | 1.93 14 (17%)
21 | CLA C 506 - 69,73,73 | 1.58 17 (24%) | 82,113,113 | 1.92 13 (15%)
34 | HEM i 201 16 | 50,50,50 | 1.85 9 (18%) 67,82,82 1.43 6 (8%)
23 PL9 A 406 - 45,4555 | 1.25 7 (15%) 56,57,69 1.70 15 (26%)
27 | LMG Q 401 - 42,4255 | 1.04 2 (4%) 50,50,63 1.24 5 (10%)
30 | BCR I 101 - 41,4141 | 0.70 0 56,56,56 1.58 13 (23%)
21 | CLA C 502 - 69,73,73 | 1.55 14 (20%) | 82,113,113 | 1.91 10 (12%)
31 | LMT N 604 - 36,36,36 | 0.42 0 AT7,47.,47 0.63 1 (2%)
27 | LMG P 520 - 48,48,55 | 0.96 2 (4%) 56,56,63 1.30 6 (10%)
24 | DGD D 408 - 64,64,67 | 0.91 2 (3%) 78,78,81 1.33 9 (11%)
21 | CLA P 503 - 69,73,73 | 1.54 14 (20%) | 82,113,113 | 1.90 14 (17%)
21 | CLA N 610 - 69,73,73 | 1.54 14 (20%) | 82,113,113 | 1.92 12 (14%)
23 PL9 G 407 - 45,4555 | 1.25 7 (15%) 56,57,69 1.71 15 (26%)
27 | LMG Q 407 - 48,48,55 | 0.96 2 (4%) 96,56,63 1.30 5 (8%)
21 | CLA N 618 - 69,73,73 | 1.56 14 (20%) | 82,113,113 | 1.85 12 (14%)
21 | CLA P 011 3 69,73,73 | 1.54 13 (18%) | 82,113,113 | 1.93 12 (14%)
21 | CLA N 609 - 69,73,73 | 1.55 16 (23%) | 82,113,113 | 1.99 16 (19%)
21 | CLA P 502 - 69,73,73 | 1.56 14 (20%) | 82,113,113 | 1.93 12 (14%)
24 | DGD N 602 - 53,03,67 | 1.02 3 (5%) 67,67,81 1.51 10 (14%)
30 | BCR B 620 - 41,4141 | 0.73 0 56,56,56 1.62 10 (17%)
30 | BCR T 101 - 41,4141 | 0.73 0 56,56,56 1.59 11 (19%)
26 | SQD F 101 - 43,4554 | 1.23 3 (6%) 53,56,65 1.17 6 (11%)

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

31

LMT

Q

410

0/17/57/61

0/2/2/2
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Mol | Type | Chain | Res | Link | Chirals Torsions Rings
27 | LMG e 102 - 2/2/8/8 12/37/57/70 | 0/1/1/1
31 | LMT N 625 - - 2/21/61/61 0/2/2/2
27 | LMG B 622 - 2/2/8/8 24/44/64/70 | 0/1/1/1
24 | DGD B 628 - 3/3/13/13 22/41/81/95 | 0/2/2/2
24 | DGD P 518 - 3/3/13/13 19/51/91/95 | 0/2/2/2
21 | CLA G 404 - 1/1/15/20 | 12/39/115/115 -

25 | LHG G 409 - - 13/43/43/53 -
21 | CLA N 619 - 1/1/15/20 | 10/39/115/115 -
27 | LMG D 406 - 2/2/8/8 13/41/61/70 | 0/1/1/1
27 | LMG A 410 - 2/2/8/8 22/46/66/70 | 0/1/1/1
24 | DGD A 407 - 3/3/13/13 13/45/85/95 | 0/2/2/2
26 | SQD A 409 - - 16/46/66/69 | 0/1/1/1
23 PL9 J 101 - - 12/29/49/73 | 0/1/1/1
21 | CLA B 606 - 1/1/15/20 | 15/39/115/115 -
21 | CLA N 607 - 1/1/15/20 | 13/39/115/115 -
21 | CLA N 616 - 1/1/15/20 | 12/39/115/115 -
22 | PHO Q 403 - - 11/37/103/103 | 0/5/6/6
26 | SQD A 414 - - 19/49/69/69 | 0/1/1/1
21 | CLA G 402 - 1/1/15/20 | 9/39/115/115 -
30 | BCR B 617 - - 2/29/63/63 0/2/2/2
21 | CLA B 611 - 1/1/15/20 | 15/39/115/115 -
21 | CLA P 501 - 1/1/15/20 | 14/39/115/115 -
27 | LMG P 521 - 2/2/8/8 19/40/60/70 | 0/1/1/1
21 | CLA G 406 - 1/1/15/20 | 12/39/115/115 -
27 | LMG R 102 - 2/2/8/8 16/39/59/70 | 0/1/1/1
26 | SQD Q 408 - - 10/38/58/69 | 0/1/1/1
30 | BCR P 516 - - 8/29/63/63 0/2/2/2
21 CLA N 614 - 1/1/15/20 | 19/39/115/115 -
30 | BCR C 515 - - 8/29/63/63 0/2/2/2
21 | CLA G 403 - 1/1/15/20 | 14/39/115/115 -
27 | LMG C 519 - 2/2/8/8 20/43/63/70 | 0/1/1/1
21 | CLA Q 402 - 1/1/15/20 | 15/39/115/115 -
30 | BCR Z 101 - - 4/29/63/63 0/2/2/2
24 | DGD P 517 - 3/3/13/13 17/42/82/95 | 0/2/2/2

Continued on next page...
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Mol | Type | Chain | Res | Link | Chirals Torsions Rings
30 | BCR B 618 - - 4/29/63/63 0/2/2/2
27 | LMG N 623 - 2/2/8/8 17/44/64/70 | 0/1/1/1
30 | BCR T 102 - - 4/29/63/63 0/2/2/2
24 | DGD P 519 - 3/3/13/13 19/55/95/95 | 0/2/2/2
30 | BCR a 101 - - 4/29/63/63 0/2/2/2
21 | CLA B 602 - 1/1/15/20 | 19/39/115/115 -

24 | DGD B 621 - 3/3/13/13 17/47/87/95 | 0/2/2/2
21 | CLA B 610 - 1/1/15/20 | 19/39/115/115 -
27 | LMG G 411 - 2/2/8/8 22/46/66/70 | 0/1/1/1
21 | CLA N 620 - 1/1/15/20 | 21/39/115/115 -
21 | CLA C 505 - 1/1/15/20 | 19/39/115/115 -
26 | SQD N 601 - - 13/42/62/69 | 0/1/1/1
31 | LMT B 629 - - 3/21/61/61 0/2/2/2
22 | PHO A 404 - - 10/37/103/103 | 0/5/6/6
30 | BCR P 514 - - 4/29/63/63 0/2/2/2
21 | CLA P 513 - 1/1/15/20 | 19/39/115/115 -
21 | CLA C 510 - 1/1/15/20 | 15/39/115/115 -
21 | CLA N 613 - 1/1/15/20 | 9/39/115/115 -
24 | DGD C 518 - 3/3/13/13 21/55/95/95 | 0/2/2/2
30 | BCR H 101 - - 2/29/63/63 0/2/2/2
30 | BCR T 103 - - 2/29/63/63 0/2/2/2
22 | PHO G 405 - - 9/37/103/103 | 0/5/6/6
21 | CLA Q 404 - 1/1/15/20 | 7/39/115/115 -
21 | CLA A 405 - 1/1/15/20 | 13/39/115/115 -
21 | CLA C 507 - 1/1/15/20 | 13/39/115/115 -
21 | CLA N 605 - 1/1/15/20 | 20/39/115/115 -
31 | LMT M 102 - - 0/21/61/61 0/2/2/2
24 | DGD W 102 - 3/3/13/13 17/47/87/95 | 0/2/2/2
23 PL9 D 404 - - 17/53/73/73 | 0/1/1/1
21 | CLA N 615 - 1/1/15/20 | 15/39/115/115 -
30 | BCR b 102 - - 2/29/63/63 0/2/2/2
21 | CLA N 617 - 1/1/15/20 | 20/39/115/115 -
31 | LMT B 630 - - 5/21/61/61 0/2/2/2
21 | CLA P 509 - 1/1/15/20 | 12/39/115/115 -

Continued on next page...
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Mol | Type | Chain | Res | Link | Chirals Torsions Rings
21 CLA P 512 - 1/1/15/20 | 20/39/115/115 -

21 | CLA B 612 - 1/1/15/20 | 12/39/115/115 -

21 | CLA C 512 - 1/1/15/20 | 21/39/115/115 -

21 | CLA N 606 - 1/1/15/20 | 20/39/115/115 -

21 | CLA N 608 - 1/1/15/20 | 10/39/115/115 -

26 | SQD G 410 - - 15/46/66/69 | 0/1/1/1
21 | CLA N 611 - 1/1/15/20 | 9/39/115/115 -

21 | CLA B 613 - 1/1/15/20 | 17/39/115/115 -

30 | BCR W 101 - - 2/29/63/63 0/2/2/2
30 | BCR C 514 - - 4/29/63/63 0/2/2/2
30 | BCR K 101 - - 6/29/63/63 0/2/2/2
21 CLA P 506 - 1/1/15/20 | 18/39/115/115 -

21 | CLA P 505 - 1/1/15/20 | 20/39/115/115 -

21 | CLA D 401 - 1/1/15/20 | 15/39/115/115 -

26 | SQD B 627 - - 14/42/62/69 | 0/1/1/1
30 | BCR J 102 - - 2/29/63/63 0/2/2/2
31 | LMT D 409 - - 0/17/57/61 0/2/2/2
21 | CLA P 510 - 1/1/15/20 | 13/39/115/115 -

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

24 | DGD Q 409 - 3/3/13/13 34/52/92/95 | 0/2/2/2
31 | LMT N 624 - - 3/21/61/61 0/2/2/2
27 | LMG Q 406 - 2/2/8/8 13/41/61/70 | 0/1/1/1
21 | CLA C 504 - 1/1/15/20 | 12/39/115/115 -

26 | SQD B 624 - - 10/38/58/69 | 0/1/1/1
30 | BCR ¢ 101 - - 6/29/63/63 0/2/2/2
31 | LMT N 603 - - 3/21/61/61 0/2/2/2
27 | LMG I 102 - 2/2/8/8 19/38/58/70 | 0/1/1/1
27 | LMG N 622 - 2/2/8/8 23/44/64/70 | 0/1/1/1
26 | SQD S 102 - - 13/40/60/69 | 0/1/1/1
31 | LMT B 626 - - 2/21/61/61 0/2/2/2
21 | CLA D 403 - 1/1/15/20 | 8/39/115/115 -

21 | CLA A 403 - 1/1/15/20 | 13/39/115/115 -

21 | CLA A 402 - 1/1/15/20 | 15/39/115/115 -

31 | LMT I 103 - - 4/21/61/61 0/2/2/2
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Mol | Type | Chain | Res | Link | Chirals Torsions Rings
27 | LMG E 102 - 2/2/8/8 15/39/59/70 | 0/1/1/1
31 | LMT B 625 - - 3/21/61/61 0/2/2/2
21 | CLA C 511 3 1/1/15/20 | 16/39/115/115 -

24 | DGD C 516 - 3/3/13/13 19/42/82/95 | 0/2/2/2
34 | HEM R 101 | 5,6 - 3/14/54/54 -
26 | SQD G 401 - - 17/49/69/69 | 0/1/1/1
21 | CLA B 605 - 1/1/15/20 | 22/39/115/115 -
21 | CLA P 507 - 1/1/15/20 | 13/39/115/115 -
30 | BCR N 621 - - 0/29/63/63 0/2/2/2
21 | CLA B 608 - 1/1/15/20 | 18/39/115/115 -
27 | LMG D 412 - 2/2/8/8 15/37/57/70 | 0/1/1/1
30 | BCR D 405 - - 6/29/63/63 0/2/2/2
30 | BCR B 619 - - 0/29/63/63 0/2/2/2
21 | CLA B 601 - 1/1/15/20 | 20/39/115/115 -
21 | CLA C 501 - 1/1/15/20 | 14/39/115/115 -
21 | CLA C 509 - 1/1/15/20 | 13/39/115/115 -
21 | CLA P 508 - 1/1/15/20 | 13/39/115/115 -
21 | CLA N 612 - 1/1/15/20 | 18/39/115/115 -
27 | LMG C 520 - 2/2/8/8 17/40/60/70 | 0/1/1/1
23 PL9 Q 405 - - 17/53/73/73 | 0/1/1/1
25 | LHG G 412 - - 13/41/41/53 -
27 | LMG D 407 - 2/2/8/8 20/43/63/70 | 0/1/1/1
21 CLA C 508 - 1/1/15/20 | 13/39/115/115 -
25 | LHG A 408 - - 12/43/43/53 -
21 | CLA B 614 - 1/1/15/20 | 18/39/115/115 -
27 | LMG B 623 - 2/2/8/8 15/44/64/70 | 0/1/1/1
24 | DGD G 408 - 3/3/13/13 13/45/85/95 | 0/2/2/2
21 | CLA A 401 - 1/1/15/20 | 9/39/115/115 -
25 | LHG A 411 - - 12/41/41/53 -
31 | LMT e 101 - - 0/21/61/61 0/2/2/2
23 PL9 b 101 - - 11/29/49/73 | 0/1/1/1
27 | LMG a 102 - 2/2/8/8 20/38/58/70 | 0/1/1/1
31 | LMT a 103 - - 4/21/61/61 0/2/2/2
27 | LMG M 101 - 2/2/8/8 14/37/57/70 | 0/1/1/1
24 | DGD C 517 - 3/3/13/13 18/51/91/95 | 0/2/2/2
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Mol | Type | Chain | Res | Link | Chirals Torsions Rings
22 | PHO D 402 - - 13/37/103/103 | 0/5/6/6
21 | CLA B 607 - 1/1/15/20 | 10/39/115/115 -

21 | CLA B 604 - 1/1/15/20 | 10/39/115/115 -
30 | BCR S 101 - - 6/29/63/63 0/2/2/2
21 | CLA B 603 - 1/1/15/20 | 15/39/115/115 -
34 | HEM \Y 201 16 - 3/14/54/54 -
21 | CLA B 616 - 1/1/15/20 | 21/39/115/115 -
21 | CLA P 504 - 1/1/15/20 | 12/39/115/115 -
30 | BCR P 515 - - 4/29/63/63 0/2/2/2
34 | HEM E 101 | 5,6 - 4/14/54/54 -
21 | CLA B 609 - 1/1/15/20 | 9/39/115/115 -
21 CLA C 513 - 1/1/15/20 | 20/39/115/115 -
21 | CLA C 503 - 1/1/15/20 | 16/39/115/115 -
21 | CLA C 506 - 1/1/15/20 | 18/39/115/115 -
34 | HEM i 201 16 - 3/14/54/54 -
23 PL9 A 406 - - 17/41/61/73 | 0/1/1/1
27 | LMG Q 401 - 2/2/8/8 16/37/57/70 | 0/1/1/1
30 | BCR I 101 - - 4/29/63/63 0/2/2/2
21 | CLA C 502 - 1/1/15/20 | 11/39/115/115 -
31 | LMT N 604 - - 5/21/61/61 0/2/2/2
27 | LMG P 520 - 2/2/8/8 20/43/63/70 | 0/1/1/1
24 | DGD D 408 - 3/3/13/13 33/52/92/95 | 0/2/2/2
21 | CLA P 503 - 1/1/15/20 | 16/39/115/115 -
21 | CLA N 610 - 1/1/15/20 | 15/39/115/115 -
23 PL9 G 407 - - 18/41/61/73 | 0/1/1/1
27 | LMG Q 407 - 2/2/8/8 18/43/63/70 | 0/1/1/1
21 | CLA N 618 - 1/1/15/20 | 19/39/115/115 -
21 CLA P 511 3 1/1/15/20 | 15/39/115/115 -
21 | CLA N 609 - 1/1/15/20 | 23/39/115/115 -
21 | CLA P 502 - 1/1/15/20 | 11/39/115/115 -
24 | DGD N 602 - 3/3/13/13 22/41/81/95 | 0/2/2/2
30 | BCR B 620 - - 2/29/63/63 0/2/2/2
30 | BCR T 101 - - 2/29/63/63 0/2/2/2
26 | SQD F 101 - - 14/40/60/69 | 0/1/1/1
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The worst 5 of 1288 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
22 D 402 | PHO | C1D-C2D | 10.28 1.50 1.39
22 G 405 | PHO | C1D-C2D | 10.16 1.50 1.39
22 Q 403 | PHO | C1D-C2D | 10.11 1.50 1.39
22 A 404 | PHO | C1D-C2D | 10.04 1.50 1.39
22 A 404 | PHO | C1B-C2B | 9.39 1.49 1.39

The worst 5 of 1695 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
30 b 102 | BCR | C32-C1-C6 | -13.90 88.45 110.24
30 J 102 | BCR | (C32-C1-C6 |-13.83 88.56 110.24
21 C 505 | CLA | C4A-NA-C1A | 13.12 112.67 106.68
21 P 505 | CLA | C4A-NA-C1A | 12.97 112.60 106.68
21 B 611 | CLA | C4A-NA-C1A | 12.70 112.47 106.68

5 of 156 chirality outliers are listed below:

Mol | Chain | Res | Type | Atom
21 A 401 | CLA ND
21 A 402 | CLA ND
21 A 403 | CLA ND
21 A 405 | CLA ND
21 B 601 | CLA ND

5 of 2177 torsion outliers are listed below:

Mol | Chain | Res | Type Atoms
21 A 401 | CLA | C1A-C2A-CAA-CBA
21 A 401 | CLA | C3A-C2A-CAA-CBA
21 A 401 | CLA | CBD-CGD-02D-CED
21 A 402 | CLA | C1A-C2A-CAA-CBA
21 A 402 | CLA C1-C2-C3-C4

There are no ring outliers.

165 monomers are involved in 586 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
27 e 102 | LMG 3 0
31 N 625 | LMT 1 0
27 B 622 | LMG 1 0
24 B 628 | DGD 3 0

Continued on next page...
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Mol | Chain | Res | Type | Clashes | Symm-Clashes
24 P 518 | DGD 5 0
21 G 404 | CLA 4 0
25 G 409 | LHG 1 0
21 N 619 | CLA 3 0
27 D 406 | LMG 4 0
27 A 410 | LMG 2 0
24 A 407 | DGD 1 0
26 A 409 | SQD 5 0
23 J 101 | PL9 1 0
21 B 606 | CLA 8 0
21 N 607 | CLA 7 0
21 N 616 | CLA 8 0
22 Q 403 | PHO 5 0
26 A 414 | SQD 8 0
21 G 402 | CLA 12 0
30 B 617 | BCR 8 0
21 B 611 | CLA 3 0
21 P 501 | CLA 2 0
27 P 521 | LMG 4 0
21 G 406 | CLA 4 0
27 R 102 | LMG 2 0
26 Q 408 | SQD 3 0
30 P 516 | BCR 3 0
21 N 614 | CLA 3 0
30 C 515 | BCR 4 0
21 G 403 | CLA 8 0
21 Q 402 | CLA 10 0
30 Z 101 | BCR 3 0
24 P 517 | DGD 2 0
30 B 618 | BCR 5 0
27 N 623 | LMG 1 0
30 T 102 | BCR 9 0
24 P 519 | DGD 7 0
30 a 101 | BCR 4 0
21 B 602 | CLA 4 0
24 B 621 | DGD 2 0
21 B 610 | CLA 4 0
27 G 411 | LMG 2 0
21 N 620 | CLA 4 0
21 C 505 | CLA 7 0
26 N 601 | SQD 7 0
31 B 629 | LMT 3 0

Continued on next page...
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Mol | Chain | Res | Type | Clashes | Symm-Clashes
22 A 404 | PHO 6 0
30 P 514 | BCR 12 0
21 P 513 | CLA 3 0
21 C 510 | CLA 2 0
21 N 613 | CLA 2 0
24 C 518 | DGD 7 0
30 H 101 | BCR 2 0
30 T 103 | BCR 3 0
22 G 405 | PHO 7 0
21 Q 404 | CLA 4 0
21 A 405 | CLA 3 0
21 C 507 | CLA 3 0
31 M 102 | LMT 1 0
24 W 102 | DGD 3 0
23 D 404 | PL9 6 0
21 N 615 | CLA 3 0
30 b 102 | BCR 3 0
21 N 617 | CLA 2 0
31 B 630 | LMT 3 0
21 P 509 | CLA 5 0
21 P 512 | CLA 4 0
21 B 612 | CLA 6 0
21 C 512 | CLA 3 0
21 N 606 | CLA 5 0
21 N 608 | CLA 6 0
26 G 410 | SQD 7 0
21 N 611 | CLA 5 0
21 B 613 | CLA 3 0
30 W 101 | BCR 3 0
30 C 514 | BCR 12 0
30 K 101 | BCR 11 0
21 P 506 | CLA 1 0
21 P 505 | CLA 6 0
21 D 401 | CLA 7 0
26 B 627 | SQD 5 0
30 J 102 | BCR 4 0
21 P 510 | CLA 2 0
21 B 615 | CLA 3 0
24 Q 409 | DGD 1 0
31 N 624 | LMT 1 0
27 Q 406 | LMG 5 0
21 C 504 | CLA 6 0

Continued on next page...
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Mol | Chain | Res | Type | Clashes | Symm-Clashes
26 B 624 | SQD 5 0
30 c 101 | BCR 12 0
31 N 603 | LMT 3 0
27 I 102 | LMG 4 0
27 N 622 | LMG 2 0
26 S 102 | SQD 2 0
31 B 626 | LMT 1 0
21 D 403 | CLA 4 0
21 A 403 | CLA 5 0
21 A 402 | CLA 8 0
31 I 103 | LMT 2 0
27 E 102 | LMG 2 0
31 B 625 | LMT 1 0
21 C 511 | CLA 8 0
24 C 516 | DGD 3 0
34 R 101 | HEM 6 0
26 G 401 | SQD 9 0
21 B 605 | CLA 5 0
21 P 507 | CLA 3 0
30 N 621 | BCR 4 0
21 B 608 | CLA 9 0
27 D 412 | LMG 2 0
30 D 405 | BCR 3 0
30 B 619 | BCR 2 0
21 C 501 | CLA 5 0
21 C 509 | CLA 7 0
21 P 508 | CLA 4 0
21 N 612 | CLA 6 0
23 Q 405 | PL9 5 0
25 G 412 | LHG 3 0
27 C 520 | LMG 4 0
27 D 407 | LMG 9 0
21 C 508 | CLA 5 0
25 A 408 | LHG 2 0
21 B 614 | CLA 7 0
25 A 411 | LHG 2 0
24 G 408 | DGD 2 0
21 A 401 | CLA 12 0
27 B 623 | LMG 1 0
31 e 101 | LMT 1 0
23 b 101 | PL9 2 0
27 a 102 | LMG 2 0

Continued on next page...
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Mol | Chain | Res | Type | Clashes | Symm-Clashes
31 a 103 | LMT 1 0
27 M 101 | LMG 4 0
24 C 517 | DGD 7 0
22 D 402 | PHO 5 0
21 B 607 | CLA 6 0
21 B 604 | CLA 5 0
30 S 101 | BCR 5 0
21 B 603 | CLA 7 0
34 \Y 201 | HEM 5 0
21 B 616 | CLA 6 0
21 P 504 | CLA 5 0
30 P 515 | BCR 5 0
34 E 101 | HEM 7 0
21 B 609 | CLA 3 0
21 C 513 | CLA 3 0
21 C 503 | CLA 6 0
21 C 506 | CLA 2 0
34 i 201 | HEM 4 0
23 A 406 | PL9 5 0
27 Q 401 | LMG 2 0
30 | 101 | BCR 5 0
21 C 502 | CLA 1 0
31 N 604 | LMT 4 0
21 P 503 | CLA 6 0
21 N 610 | CLA 5 0
23 G 407 | PL9 5 0
27 Q 407 | LMG 8 0
21 N 618 | CLA 11 0
21 P 511 | CLA 9 0
21 N 609 | CLA 7 0
21 P 502 | CLA 2 0
24 N 602 | DGD 4 0
30 B 620 | BCR 2 0
30 T 101 | BCR 5 0
26 F 101 | SQD 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
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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 LMT N 604
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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.
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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%) | -017 | 3(0%)|8L] 70 |131, 152, 182,204 | 0
1 G | 335/344 (97%) 0.06 | 15 (4%) 38 38 | 128,156, 184,213 | 0
2 B | 490/510 (96%) | -0.17 | 11 (2%) 62 53 | 128,158, 178,195 | 0
o | N | 490/510 (96%) | -007 | 13(2%) 56 48 | 129, 160, 180,207 | 0
3 C | 447/461 (96%) | -014 | 6(1%) 75 64 | 129, 164,183,211 | 0
3 P | 447/461 (96%) | -007 | 5(1%) .78 66 | 139,165, 183,197 | 0
4 | D | 340/352 (96%) | -015 | 7(2%) 63 54 | 125 152,176,198 | 0
4 | Q | 340/352 (96%) | -007 | 10 (2%) 53 47 | 130,155, 175,184 | 0
5 E 82,83 (98%) -0.33 0 148, 171, 188, 198 | 0
5 R 82/83 (98%) 0.14 5(6%) 27 32 | 148,171, 188,195 | 0
6 F 35,44 (79%) 0.31 o [zoo] [io0] | 140, 168, 185, 199 | 0
6 S 35/44 (79%) 0.14 0 | 148, 165, 187, 188 0
7 | H 65,65 (100%) 005 | 2(3%) 51 46 | 154,172,189, 195| 0
7 | w | 65/65 (100%) 0.28 5(7%) |19 26 | 154, 173, 188,196 | 0
8 I 35/38 (92%) 0.09 147,163, 174, 178 | 0
8 a 35/38 (92%) 0.07 148, 164, 179,190 | 0
9 ] 34/39 (87%) 013 155, 165, 183, 189 | 0
9 b 34/39 (87%) 0.99 156, 176, 190, 190 | 0
10 | K | 37/37 (100%) 0.15 158, 170, 181, 185 | 0
0 | ¢ 37/37 (100%) 0.10 152, 171, 187, 195 | 0
11| L 37/37 (100%) 0.15 137, 155, 186, 190 | 0
11| d 37/37 (100%) 0.08 143, 158, 194,201 | 0
12 | M 34/36 (94%) 0.18 147,163, 179, 195 | 0
12 | e 34/36 (94%) 0.16 147, 159, 176, 192 | 0

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

Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
13 o) 243 /246 (98%) -0.06 1(0%) 188179 | 132, 162, 190, 201 0
13 f 243 /246 (98%) -0.08 3(1%) 76 65 | 127, 164, 191, 211 0
14 T 32/32 (100%) -0.23 0 -|- 144, 157, 187, 198 0
14 g 32/32 (100%) -0.13 0 | 145, 158, 179, 198 0
15 U 97,104 (93%) -0.14 1(1%) 179 68 | 136, 154, 173, 177 0
15 h 97,104 (93%) -0.12 1(1%) 79| 68 | 140, 154, 165, 174 0
16 V 137/137 (100%) -0.20 0 | 100 | 100 135, 156, 170, 180 0
16 i 137/137 (100%) -0.15 0 [ 100 | 131, 158, 176, 185 0
17 m 28/46 (60%) 0.85 (7%) 221 28 | 167,183, 198, 205 0
17 y 28,46 (60%) 0.05 0 | 100 | 100 164, 182, 197, 200 0
18 X 37/40 (92%) 0.01 1(2%) 56 48 | 158, 173, 188, 190 0
18 j 37/40 (92%) 0.06 (2%) 56 48 | 161, 175, 191, 202 0
19 Y 0/28 - - -
19 k 0/28 - - - -
20 Z 62/62 (100%) 0.02 2 (3%) 50 45 | 159, 178, 198, 208 0
20 1 62/62 (100%) 0.08 3(4%) 35 37 | 164,178, 199, 208 0
All | ALl | 5214/5482 (95%) -0.07 110 (2%) 63 54 | 125, 161, 185, 213 0

The worst 5 of 110 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
1 G 44 | ALA 6.2
7 W 30 | LEU 5.7
17 m 30 ILE 5.7
2 N 211 | ILE 5.3
1 G 43 | ALA 5.2

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 oligosaccharides in this entry.



https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_nonstandard_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_nonstandard_and_ligands

Page 130 wwPDB X-ray Structure Validation Summary Report AFBY

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. 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 | B-factors(A?) | Q<0.9
33 CL D 411 1/1 -0.16 0.17 | 121,121,121,121 0
35 CA O 301 1/1 0.33 0.13 | 138,138,138,138 0
31 | LMT Q 410 | 31/35 0.34 0.17 | 165,182,193,197 0
31 | LMT I 103 | 35/35 0.42 0.20 | 153,189,201,206 0
21 CLA N 605 | 65/65 0.47 0.17 | 170,189,202,205 0
31 LMT D 409 | 31/35 0.48 0.11 | 162,187,202,208 0
31 LMT N 624 | 35/35 0.53 0.14 | 166,201,210,213 0
21 CLA B 601 | 65/65 0.53 0.15 | 167,188,199,203 0
30 BCR H 101 | 40/40 0.61 0.19 | 165,178,188,190 0
30 BCR b 102 | 40/40 0.61 0.34 | 158,178,202,203 0
31 | LMT N 625 | 35/35 0.63 0.11 | 165,184,206,216 0
31 | LMT N 604 | 35/35 0.65 0.12 | 145,180,209,212 0
31 LMT B 625 | 35/35 0.66 0.12 | 163,196,218,227 0
26 SQD B 627 | 47/54 0.68 0.15 | 143,179,209,227 0
31 | LMT a 103 | 35/35 0.68 0.13 | 169,180,206,216 0
27 | LMG C 520 | 45/55 0.69 0.16 | 164,178,186,187 0
30 BCR ¢ 101 | 40/40 0.69 0.18 | 151,171,188,190 0
21 CLA B 604 | 65/65 0.69 0.15 | 148,158,172,182 0
33 CL G 415 1/1 0.70 0.20 | 122,122,122,122 0
26 SQD N 601 | 47/54 0.71 0.17 | 141,176,198,202 0
21 CLA C 507 | 65/65 0.71 0.17 | 159,172,185,187 0
30 BCR a 101 | 40/40 0.73 0.25 | 139,159,176,181 0
21 CLA N 607 | 65/65 0.73 0.14 | 133,163,170,175 0
22 PHO A 404 | 64/64 0.74 0.14 | 129,151,167,177 0
30 BCR J 102 | 40/40 0.74 0.25 | 167,182,207,208 0
21 CLA G 406 | 65/65 0.76 0.16 | 145,159,181,186 0
31 | LMT B 630 | 35/35 0.76 0.18 | 157,169,199,220 0
30 | BCR P 514 | 40/40 0.77 0.14 | 139,152,173,175 0
23 PL9 b 101 | 35/55 0.77 0.28 | 168,188,199,208 0
21 CLA C 509 | 65/65 0.77 0.16 | 145,170,180,183 0
22 PHO D 402 | 64/64 0.77 0.12 | 135,155,161,168 0
25 LHG G 412 | 37/49 0.78 0.20 | 147,176,193,204 0
30 BCR T 103 | 40/40 0.78 0.21 | 155,168,181,184 0
31 | LMT B 626 | 35/35 0.79 0.11 | 163,194,202,213 0
30 BCR I 101 | 40/40 0.79 0.22 | 143,155,171,183 0
27 | LMG I 102 | 43/55 0.79 0.18 | 152,184,203,207 0
21 CLA P 509 | 65/65 0.80 0.13 | 152,174,181,184 0

Continued on next page...


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_nonstandard_and_ligands

Page 131

wwPDB X-ray Structure Validation Summary Report

4FBY

Continued from previous page...

Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
27 | LMG P 521 | 45/55 0.80 0.14 | 149,175,191,198 0
21 CLA C 513 | 65/65 0.80 0.13 | 173,193,206,213 0
31 | LMT N 603 | 35/35 0.80 0.16 | 153,179,189,190 0
21 CLA N 620 | 65/65 0.81 0.17 | 156,175,192,194 0
21 CLA P 507 | 65/65 0.81 0.14 | 162,172,191,194 0
34 | HEM 1 201 | 43/43 0.81 0.15 | 131,158,169,172 0
31 | LMT B 629 | 35/35 0.81 0.18 | 153,166,181,185 0
21 CLA C 512 | 65/65 0.82 0.13 | 173,183,196,199 0
32 | BCT | Q | 411 | 4/4 082 | 0.13 | 164,166,168.173 | 0
21 CLA B 609 | 65/65 0.82 0.14 | 162,177,185,186 0
30 BCR B 618 | 40/40 0.83 0.19 | 149,162,168,169 0
21 CLA P 501 | 65/65 0.83 0.13 | 149,170,185,188 0
30 | BCR P 516 | 40/40 0.83 0.18 | 164,173,180,187 0
30 | BCR S 101 | 40/40 0.83 0.21 | 145,159,176,178 0
26 SQD A 414 | 54/54 0.83 0.26 | 139,173,190,200 0
27 | LMG B 623 | 49/55 0.83 0.19 | 128,147,164,167 0
30 BCR W 101 | 40/40 0.84 0.12 | 164,176,182,186 0
24 | DGD C 518 | 66/66 0.84 0.14 | 139,157,179,185 0
24 | DGD D 408 | 63/66 0.84 0.18 | 167,181,198,212 0
27 | LMG a 102 | 43/55 0.84 0.16 | 160,179,196,200 0
91 | CLA | N | 610 | 65/65 | 084 | 0.15 | 152,178,191,194 | 0
30 BCR C 514 | 40/40 0.84 0.13 | 153,160,171,173 0
24 | DGD B 628 | 52/66 0.84 0.15 | 148,173,194,200 0
21 CLA C 505 | 65/65 0.85 0.17 | 147,172,186,188 0
21 CLA P 513 | 65/65 0.85 0.13 | 168,182,207,216 0
27 | LMG D 412 | 42/55 0.85 0.17 | 147,178,195,199 0
21 CLA N 609 | 65/65 0.85 0.12 | 148,165,174,178 0
27 | LMG P 520 | 48/55 0.86 0.29 | 147,168,177,184 0
30 | BCR | T | 101 | 40/40 | 0.86 | 0.16 | 144,167,181,184 | 0
24 | DGD Q 409 | 63/66 0.86 0.20 | 157,183,208,238 0
27 | LMG Q 401 | 42/55 0.86 0.15 | 131,168,174,183 0
24 | DGD C 516 | 53/66 0.86 0.17 | 141,158,168,170 0
24 | DGD B 621 | 58/66 0.86 0.14 | 142,158,168,171 0
27 | LMG D 407 | 48/55 0.86 0.20 | 145,159,169,175 0
23 PL9 J 101 | 35/55 0.86 0.21 | 177,190,200,204 0
26 SQD G 401 | 54/54 0.86 0.19 | 158,176,209,210 0
21 CLA B 607 | 65/65 0.87 0.13 | 135,152,161,165 0
30 BCR B 619 | 40/40 0.87 0.24 | 140,156,169,178 0
26 SQD F 101 | 45/54 0.87 0.17 | 157,176,196,198 0
24 | DGD A 407 | 56/66 0.87 0.14 | 147,171,188,195 0
21 CLA B 608 | 65/65 0.87 0.15 | 147,165,180,186 0
21 CLA B 605 | 65/65 0.87 0.11 | 156,167,176,179 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
27 | LMG C 519 | 48/55 0.87 0.18 | 132,169,183,188 0
21 CLA B 610 | 65/65 0.87 0.11 | 146,163,174,176 0
24 | DGD C 517 | 62/66 0.87 0.12 | 145,169,193,200 0
21 CLA B 615 | 65/65 0.87 0.12 | 162,178,191,194 0
21 CLA N 616 | 65/65 0.87 0.10 | 156,167,181,184 0
31 | LMT e 101 | 35/35 0.87 0.20 | 164,176,191,195 0
22 PHO Q 403 | 64/64 0.87 0.11 | 144,155,164,168 0
95 | LHG | A | 411 | 37/49 | 087 | 0.13 | 156,178,214,232 | 0
23 PL9 A 406 | 45/55 0.87 0.18 | 152,174,185,188 0
21 CLA D 401 | 65/65 0.87 0.15 | 137,149,176,181 0
30 BCR B 617 | 40/40 0.87 0.14 | 151,158,176,180 0
35 | CA £ 301 | 1/1 0.87 | 0.09 | 210,210,210,210 | 0
22 PHO G 405 | 64/64 0.88 0.12 | 131,149,159,162 0
21 CLA N 608 | 65/65 0.88 0.12 | 146,158,176,191 0
21 CLA N 618 | 65/65 0.88 0.13 | 153,171,180,185 0
31 | LMT M 102 | 35/35 0.88 0.16 | 134,165,196,205 0
30 BCR T 102 | 40/40 0.88 0.18 | 143,167,176,178 0
21 CLA P 511 | 65/65 0.88 0.10 | 156,174,184,187 0
26 SQD G 410 | 51/54 0.88 0.18 | 161,172,184,190 0
30 | BCR P 515 | 40/40 0.88 0.13 | 165,176,185,189 0
27 | MG | Q | 407 | 48/55 | 088 | 0.13 | 142,156,168,176 | 0
23 PL9 Q 405 | 55/55 0.88 0.13 | 137,146,166,170 0
27 | LMG B 622 | 49/55 0.88 0.18 | 148,163,174,176 0
24 | DGD P 519 | 66/66 0.88 0.14 | 142,157,177,186 0
21 CLA D 403 | 65/65 0.88 0.13 | 153,160,181,189 0
21 CLA C 501 | 65/65 0.88 0.13 | 160,174,184,185 0
30 | BCR C 515 | 40/40 0.88 0.13 | 139,164,177,180 0
30 BCR D 405 | 40/40 0.88 0.14 | 145,161,176,179 0
91 | CLA | P | 502 | 65/65 | 088 | 0.1l | 146,161,175,182 | 0
21 CLA B 614 | 65/65 0.89 0.13 | 157,172,181,184 0
21 CLA P 505 | 65/65 0.89 0.15 | 134,164,180,183 0
26 SQD B 624 | 43/54 0.89 0.13 | 150,181,199,206 0
21 CLA A 405 | 65/65 0.89 0.12 | 144,155,176,187 0
24 | DGD N 602 | 52/66 0.89 0.13 | 154,176,204,206 0
27 | LMG N 623 | 49/55 0.89 0.17 | 139,152,164,171 0
24 | DGD P 518 | 62/66 0.89 0.19 | 144,168,195,200 0
21 CLA C 506 | 65/65 0.89 0.15 | 159,175,202,211 0
21 CLA G 402 | 65/65 0.89 0.12 | 136,148,155,166 0
26 SQD Q 408 | 43/54 0.89 0.15 | 143,180,193,194 0
27 | LMG Q 406 | 46/55 0.89 0.16 | 135,162,171,180 0
24 | DGD W 102 | 58/66 0.89 0.17 | 145,157,168,172 0
21 CLA G 403 | 65/65 0.89 0.12 | 123,139,149,162 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
27 | LMG G 411 | 51/55 0.90 0.14 | 152,164,177,178 0
21 CLA P 503 | 65/65 0.90 0.11 | 144,174,187,195 0
21 CLA P 504 | 65/65 0.90 0.14 | 155,169,181,186 0
21 CLA A 403 | 65/65 0.90 0.15 | 142,161,183,185 0
26 SQD S 102 | 45/54 0.90 0.14 | 160,188,201,203 0
21 CLA N 619 | 65/65 0.90 0.11 | 158,180,190,193 0
26 SQD A 409 | 51/54 0.90 0.15 | 156,178,191,194 0
51 | CLA | C | 511 | 65/65 | 090 | 0.12 | 155,172,181,184 | 0
21 CLA P 510 | 65/65 0.90 0.11 | 145,161,170,178 0
34 | HEM \Y 201 | 43/43 0.90 0.12 | 139,151,166,173 0
21 CLA N 614 | 65/65 0.90 0.11 | 150,162,173,178 0
21 CLA P 512 | 65/65 0.90 0.10 | 172,184,194,199 0
21 CLA B 603 | 65/65 0.90 0.11 | 147,166,178,179 0
21 CLA G 404 | 65/65 0.91 0.12 | 141,159,179,181 0
51 | CLA | N | 611 | 65/65 | 091 | 0.11 | 145,156,164,166 | 0
21 CLA B 612 | 65/65 0.91 0.09 | 152,163,174,176 0
23 PL9 D 404 | 55/55 0.91 0.15 | 129,150,158,160 0
25 LHG A 408 | 39/49 0.91 0.12 | 146,167,179,179 0
24 | DGD G 408 | 56/66 0.91 0.14 | 163,179,188,193 0
21 CLA B 616 | 65/65 0.91 0.13 | 155,166,199,214 0
97 | LMG | R | 102 | 44/55 | 091 | 0.17 | 161,177,180,192 | 0
27 | LMG E 102 | 44/55 0.91 0.13 | 168,188,198,203 0
24 | DGD P 517 | 53/66 0.91 0.14 | 141,160,173,176 0
21 CLA N 612 | 65/65 0.92 0.13 | 151,164,181,190 0
21 CLA P 508 | 65/65 0.92 0.13 | 157,168,182,193 0
21 CLA B 611 | 65/65 0.92 0.11 | 149,160,167,169 0
21 CLA B 602 | 65/65 0.92 0.11 | 152,172,182,185 0
21 CLA N 617 | 65/65 0.92 0.13 | 149,168,182,188 0
30 | BCR | K | 101 | 40/40 | 0.92 | 0.14 | 154,167,176,181 | 0
27 | LMG e 102 | 42/55 0.92 0.20 | 155,166,183,191 0
27 | LMG A 410 | 51/55 0.92 0.14 | 138,157,168,171 0
21 CLA N 606 | 65/65 0.92 0.10 | 152,172,178,182 0
30 BCR N 621 | 40/40 0.92 0.17 | 132,154,165,172 0
34 | HEM R 101 | 43/43 0.92 0.12 | 164,184,192,199 0
51 | CLA | A | 401 | 65/65 | 092 | 0.11 | 138,146,156,160 | 0
30 BCR B 620 | 40/40 0.92 0.15 | 161,168,186,196 0
23 PL9 G 407 | 45/55 0.92 0.17 | 148,160,183,188 0
21 CLA C 510 | 65/65 0.93 0.09 | 149,161,171,178 0
21 CLA A 402 | 65/65 0.93 0.10 | 139,147,158,164 0
21 CLA B 613 | 65/65 0.93 0.11 | 148,160,171,175 0
21 CLA N 613 | 65/65 0.93 0.10 | 160,170,177,182 0
34 | HEM E 101 | 43/43 0.93 0.09 | 166,179,188,190 0

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

Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
30 BCR Z 101 | 40/40 0.93 0.10 | 163,178,192,197 0
21 CLA Q 402 | 65/65 0.93 0.12 | 136,144,158,169 0
21 CLA Q 404 | 65/65 0.93 0.13 | 152,162,187,194 0
21 CLA C 503 | 65/65 0.93 0.10 | 155,171,181,183 0
21 CLA C 504 | 65/65 0.93 0.11 | 153,172,198,204 0
21 CLA C 502 | 65/65 0.94 0.09 | 142,157,179,185 0
28 OEC G 413 5/9 0.94 0.14 | 91,102,115,124 0
21 CLA N 615 | 65/65 0.94 0.09 | 152,158,168,173 0
21 CLA C 508 | 65/65 0.94 0.09 | 154,170,194,203 0
27 | LMG M 101 | 42/55 0.94 0.15 | 166,174,184,188 0
27 | LMG D 406 | 46/55 0.94 0.13 | 140,153,176,181 0
21 CLA P 506 | 65/65 0.94 0.14 | 159,176,194,202 0
27 | LMG N 622 | 49/55 0.94 0.16 | 145,154,172,174 0
32 | BCT D 410 4/4 0.94 0.07 | 166,167,167,169 0
21 CLA B 606 | 65/65 0.95 0.10 | 156,173,194,204 0
25 LHG G 409 | 39/49 0.95 0.11 | 156,168,188,191 0
29 FE2 A 413 1/1 0.97 0.07 | 166,166,166,166 0
28 OEC A 412 5/9 0.99 0.05 | 122,122,126,129 0
29 FE2 G 414 1/1 0.99 0.07 | 149,149,149,149 0

The following is a graphical depiction of the model fit to experimental electron density of all
instances of the Ligand of Interest. In addition, ligands with molecular weight > 250 and outliers
as shown on the geometry validation Tables will also be included. Each fit is shown from different
orientation to approximate a three-dimensional view.
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Electron density around LMT Q 410:
"/ y

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around LMT I 103:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around CLA N 605:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF, (at 3 rmsd) in purple (negative)
and green (positive)




Page 137 wwPDB X-ray Structure Validation Summary Report 4FBY

Electron density around LMT D 409:

2mF,-DF. (at 0.7 rmsd) in gray posd
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
Electron density around LMT N 624:
=
7NN

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)

and green (positive)




Page 138 wwPDB X-ray Structure Validation Summary Report 4FBY

Electron density around CLA B 601:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF, (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around BCR H 101:

)

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around BCR b 102:

2mF,-DF. (at 0.7 rmsd) in gray L S ) s A
mF,-DF, (at 3 rmsd) in purple (negative) k ' .
and green (positive)
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Electron density around LMT N 625:

2mF,-DF. (at 0.7 rmsd) in gray

mF,-DF. (at 3 rmsd) in purple (negative) )’< ! W‘“ "
and green (positive) i 4 i
:::.- Ja¥ 1 - "--_'.—"';;'““'-_‘_r.
e 4#"% q;_ = -
Electron density around LMT N 604:
e
2mF,-DF. (at 0.7 rmsd) in gray S "TA'/ | pa
mF,-DF, (at 3 rmsd) in purple (negative) l."'"-‘""'/ ”/W | .
and green (positive) )\ A
el T s N
DB
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Electron density around LMT B 625:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around SQD B 627:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around LMT a 103:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)

and green (positive)

Electron density around LMG C 520:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)

and green (positive)
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Electron density around BCR c 101:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around CLA B 604:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around SQD N 601:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around CLA C 507:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around BCR a 101:

2mF,-DF, (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)

and green (positive)
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Electron density around CLA N 607:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around PHO A 404:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around BCR J 102:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)

and green (positive)
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Electron density around CLA G 406:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)

and green (positive) TN

Electron density around LMT B 630:

2mF,-DF. (at 0.7 rmsd) in gray i
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around BCR P 514:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

TR . . e ay

Electron density around PL9 b 101:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around CLA C 509:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around PHO D 402:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around LHG G 412:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around BCR T 103:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)

and green (positive)
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Electron density around LMT B 626:

o [
Q T ¥
2mF,-DF. (at 0.7 rmsd) in gray ol A
mF,-DF. (at 3 rmsd) in purple (negative) L g |
and green (positive) o ]

Electron density around BCR 1 101:

omF,-DF, (at 0.7 rmsd) in gray v T TNA P
mF,-DF. (at 3 rmsd) in purple (negative) ' . P
and green (positive)
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Electron density around LMG I 102:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around CLA P 509:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around LMG P 521:

2mF,-DF, (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around CLA C 513:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around LMT N 603:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around CLA N 620:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around CLA P 507:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around HEM i 201:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around LMT B 629:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)

and green (positive)

A e~ =
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Electron density around CLA C 512:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around CLA B 609:
2mF,-DF. (at 0.7 rmsd) in gray }

mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around BCR B 618:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around CLA P 501:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around BCR P 516:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around BCR S 101:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)

and green (positive)

Electron density around SQD A 414: J"

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around LMG B 623:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around BCR W 101:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around DGD C 518:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around DGD D 408:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around LMG a 102:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around CLA N 610:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around BCR C 514:

2mF,-DF, (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)

and green (positive)

Electron density around DGD B 628:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around CLA C 505:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around CLA P 513:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF, (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around LMG D 412:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around CLA N 609:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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N
Electron density around LMG P 520: LS
_ f
> . *«F
2mF,-DF. (at 0.7 rmsd) in gray N |
mF,-DF. (at 3 rmsd) in purple (negative) N - & ‘\"o
and green (positive) W
Y »
9
é’—} \l
v Dl R -
A e el {
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.
Electron density around BCR T 101:
2mF,-DF. (at 0.7 rmsd) in gray (‘)\.P g g
mF,-DF. (at 3 rmsd) in purple (negative) v
and green (positive)
x:,________ A —iﬁ'\.\ - LJ’
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Electron density around DGD Q 409:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around LMG Q 401:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around DGD C 516:

2mF,-DF. (at 0.7 rmsd) in gray

and green (positive)

S

mF,-DF. (at 3 rmsd) in purple (negative) s\

AV
s

o

LA

Electron density around DGD B 621:

2mF,-DF. (at 0.7 rmsd) in gray

mF,-DF. (at 3 rmsd) in purple (negative)

and green (positive)
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Electron density around LMG D 407:
2mF,-DF. (at 0.7 rmsd) in gray e
mF,-DF. (at 3 rmsd) in purple (negative) '
and green (positive)
J :
s
-
Electron density around PL9 J 101:
}'--..M _K,A\ )
2mF,-DF. (at 0.7 rmsd) in gray d J ﬁ

mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around SQD G 401:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around CLA B 607:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around BCR B 619:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around SQD F 101:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around DGD A 407:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around CLA B 608:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around CLA B 605:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around LMG C 519:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around CLA B 610:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around DGD C 517: i)/\

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around CLA B 615:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around CLA N 616:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around LMT e 101:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around PHO Q 403:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around LHG A 411:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF, (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around PL9 A 406:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around CLA D 401:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around BCR B 617:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)

and green (positive)

Electron density around PHO G 405:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around CLA N 608:

2mF,-DF. (at 0.7 rmsd) in gray >/‘J-—\‘}\ \
T

mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around CLA N 618:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around LMT M 102:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around BCR T 102:
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Electron density around CLA P 511:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around SQD G 410:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around BCR P 515:

2mF,-DF. (at 0.7 rmsd) in gray X T \\\“ﬁ“ ~)
mF,-DF. (at 3 rmsd) in purple (negative) | W
and green (positive)

Electron density around LMG Q 407:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around PL9 Q 405:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around LMG B 622:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around DGD P 519:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)

and green (positive)

Electron density around CLA D 403:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around CLA C 501:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

L

Electron density around BCR C 515:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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4FBY

Electron density around BCR D 405:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around CLA P 502:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around CLA B 614:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around CLA P 505:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF, (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around SQD B 624:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around CLA A 405:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around DGD N 602:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around LMG N 623:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around DGD P 518:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around CLA C 506:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around CLA G 402:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around SQD Q 408:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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4FBY

Electron density around LMG Q 406:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around DGD W 102:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around CLA G 403:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around LMG G 411:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around CLA P 503:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around CLA P 504:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around CLA A 403:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around SQD S 102:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around CLA N 619:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around SQD A 409:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around CLA C 511:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around CLA P 510:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around HEM V 201:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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4FBY

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around CLA N 614:

Electron density around CLA P 512:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF, (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around CLA B 603:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around CLA G 404:

2mF,-DF. (at 0.7 rmsd) in gray N
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around CLA N 611:

Electron density around CLA B 612:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF, (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around PL9 D 404:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around LHG A 408:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around DGD G 408:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative) N
and green (positive)
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Electron density around CLA B 616:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around LMG R 102:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around LMG E 102:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around DGD P 517:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)

and green (positive)
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Electron density around CLA N 612:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around CLA P 508:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF, (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around CLA B 611:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around CLA B 602:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around CLA N 617:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around BCR K 101:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)

and green (positive)
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Electron density around LMG e 102:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around LMG A 410:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around CLA N 606:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around BCR N 621:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around HEM R 101:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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wwPDB X-ray Structure Validation Summary Report

4FBY

Electron density around CLA A 401:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around BCR B 620:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around PL9 G 407:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around CLA C 510:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF, (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around CLA A 402:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around CLA B 613:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around CLA N 613:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around HEM E 101:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around BCR Z 101:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF, (at 3 rmsd) in purple (negative)
and green (positive)
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2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around CLA Q 402:

Electron density around CLA Q 404:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around CLA C 503:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around CLA C 504:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around CLA C 502:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around CLA N 615:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around CLA C 508:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around LMG M 101:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)

and green (positive)
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Electron density around LMG D 406:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around CLA P 506:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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wwPDB X-ray Structure Validation Summary Report
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Electron density around LMG N 622:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around CLA B 606:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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6.5 Other polymers (i)
There are no such residues in this entry.
erDB
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