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This is a wwPDB Geometry-Only 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 : 4.02b-467

Percentile statistics : 20191225.v01 (using entries in the PDB archive December 25th 2019)
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) : 2.36.2
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1 Overall quality at a glance (i)

The following experimental techniques were used to determine the structure:
SOLUTION SCATTERING

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

Metric Percentile Ranks Value

Clashscore I b))

Worse Better
0 Percentile relative to all X-ray structures

I] Percentile relative to X-ray structures of similar resolution

Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Clashscore 141614 -

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%

Note EDS was not executed.

Mol | Chain | Length Quality of chain
1 1-L 214 100%
1 1-M 214 100%
1 1-N 214 100%
1 1-0 214 100%
1 10-L 214 100%
1 10-M 214 100%
1 10-N 214 100%
1 10-O 214 100%
1 2-L 214 100%
1 2-M 214 100%

Continued on next page...
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Mol | Chain | Length Quality of chain
1 2-N 214 100%
1 2-0 214 100%
1 3-L 214 100%
1 3-M 214 100%
1 3-N 214 100%
1 3-0 214 100%
1 4-L 214 100%
1 4-M 214 100%
1 4-N 214 100%
1 4-O 214 100%
1 5-L 214 100%
1 5-M 214 100%
1 5-N 214 100%
1 5-0O 214 100%
1 6-L 214 100%
1 6-M 214 100%
1 6-N 214 100%
1 6-O 214 100%
1 7-L 214 100%
1 7-M 214 100%
1 7-N 214 100%
1 7-0O 214 100%
1 8-L 214 100%
1 8-M 214 100%
1 8-N 214 100%

Continued on next page...
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Mol | Chain | Length Quality of chain
1 8-0 214 100%
1 9-L 214 100%
1 9-M 214 100%
1 9-N 214 100%
1 9-O 214 100%
2 1-A 475 100%
2 1-B 475 99%
2 1-C 475 99%
2 1-D 475 99%
2 10-A 475 100%
2 10-B 475 99%
2 10-C 475 99%
2 10-D 475 99%
2 2-A 475 100%
2 2-B 475 99%
2 2-C 475 99%
2 2-D 475 99%
2 3-A 475 100%
2 3-B 475 99%
2 3-C 475 99%
2 3-D 475 99%
2 4-A 475 100%
2 4-B 475 99%
2 4-C 475 99%
2 4-D 475 99%

Continued on next page...
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Mol | Chain | Length Quality of chain
2 5-A 475 100%
2 5-B 475 99%
2 5-C 475 99%
2 5-D 475 99%
2 6-A 475 100%
2 6-B 475 99%
2 6-C 475 99%
2 6-D 475 99%
2 7-A 475 100%
2 7-B 475 99%
2 7-C 475 99%
2 7-D 475 99%
2 8-A 475 100%
2 8-B 475 99%
2 8-C 475 99%
2 8-D 475 99%
2 9-A 475 100%
2 9-B 475 99%
2 9-C 475 99%
2 9-D 475 99%
3 1-J 106 88% 12%
3 10-J 106 91% 9%
3 2-J 106 98%
3 3-J 106 98%
3 4-J 106 98%

Continued on next page...
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Mol | Chain | Length Quality of chain
3 o-J 106 98%
3 6-J 106 98%
3 7-J 106 98%
3 8-J 106 98%
3 9-J 106 93% 7%
4 1-S 285 95% 5%
4 10-S 285 93% 7%
4 2-S 285 95% 5%
4 3-S 085 90% 10%
4 4-S 585 95% 5%
4 5-S 585 95% 5%
4 6-S 585 95% 5%
4 7-S o985 89% 1%
4 8-S o985 87% 13%
4 9-S 585 88% 12%
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2 Entry composition (i)

There are 4 unique types of molecules in this entry. The entry contains 34470 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 Immunoglobulin kappa light chain.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 1-L 214 T;fjl 2(134 0 0 214
1 2L 214 Tzoltjl 2% 0 0 214
1 3L 214 T;fjl 2?4 0 0 214
1| 4L 214 T201tjl 2?4 0 0 214
1 5L 214 T;ltjl 2(134 0 0 214
1 6-L 214 T201t21 2(134 0 0 214
1| 7L 214 T;fjl 2(134 0 0 214
1 8L 214 T201t21 2?4 0 0 214
1 9-L 214 goltjl 2(134 0 0 214
1 | 10L 214 goltjl 2(134 0 0 214
1 1-M 214 goltjl 2(134 0 0 214
1 | oM 214 goltjl 2(134 0 0 214
1 | 3M 214 goltjl 2(134 0 0 214
1 | 4M 214 goltjl 2(134 0 0 214
1 | 5M 214 goltjl 2(;4 0 0 214
1 | 6M 214 goltjl 2(;4 0 0 214

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 | 7M 214 T;fjl 2% 0 0 214
1 | &M 214 T;fjl 2?4 0 0 214
1 | oM 214 Tzoltjl 2(134 0 0 214
1 | 10-M 214 T;fjl 2% 0 0 214
1| 1N 214 T;fjl 2?4 0 0 214
1 2N 214 T201t21 2?4 0 0 214
1 3N 214 T201t21 2(134 0 0 214
1 | 4N 214 T;fjl 2(134 0 0 214
1 5-N 214 T;fjl 2?4 0 0 214
1 6-N 214 1‘20;21 2(134 0 0 214
1 7-N 214 goltjl 2(134 0 0 214
1 8N 214 goltjl 2(134 0 0 214
1 9-N 214 goltjl 2(134 0 0 214
1 | 10-N 214 goltjl 2(134 0 0 214
1 1-0 214 goltjl 2(134 0 0 214
1 2-0 214 goltjl 2(134 0 0 214
1 3-0 214 goltjl 2(111 0 0 214
1 4-0 214 1‘2on1 2(114 0 0 214
1 5-0 214 goltjl 2(134 0 0 214
1 6-0 214 goltjl 2(134 0 0 214
1 7-0 214 T;fjl 2(134 0 0 214

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 8-0 214 T;fjl 2% 0 0 214
1 9-0 214 T;fjl 2?4 0 0 214
1 | 10-0 214 Tzoltjl 2(134 0 0 214
e Molecule 2 is a protein called Ig alpha-1 chain C region.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 1-A 475 Tf;;l 4% 452 0 475
2 | 2A 475 1};5&1 435 452 0 475
2 | 3A 475 1};;1 4% 452 0 475
2 | 4A 475 1:;);56‘1 4(735 452 0 475
2 | 5A 475 1:;)7?1 4(735 452 0 475
2 | 6A 475 1}7?1 4% 452 0 475
2 | TA 475 1};531 4(;5 452 0 475
2 | 8A 475 1:?;5&1 435 452 0 475
2 | oA 475 1};;1 435 452 0 475
2 | 10-A 475 1};;1 4(735 452 0 475
2 | 1B 475 T;;sl 4(735 451 0 475
2 | 2B 475 T;;sl 4(;5 451 0 475
2 | 3B 475 Tg;l 4(735 451 0 475
2 | 4B 475 Tf;;l 4(735 451 0 475
2 | 5B 475 Tf;;l 4(;5 451 0 AT5
2 | 6B 475 Tf;;l 4(735 451 0 AT5

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
> | 7B 475 1};;1 4(735 451 0 475
2 | 8B 475 1:;);53‘1 4(735 451 0 475
2 | 9B 475 1};5&1 4(735 451 0 475
2 | 10-B 475 1};5&1 4% 451 0 475
2 | 1D 475 1};5&1 4(;5 451 0 475
2 | 2D 475 1};;1 4(735 451 0 475
2 | 3D 475 1};;1 435 451 0 475
2 | 4D 475 Tg;l 4(735 451 0 475
2 | 5D 475 Tf?tsl 4(;5 451 0 475
2 | 6D 475 Tg;l 4(735 451 0 475
2 | 7D 475 Tg;l 4(735 451 0 475
2 | 8D 475 ngl 4(;5 451 0 AT5
2 | 9D 475 ngl 4(735 451 0 AT5
2 | 10-D 475 Tg;l 4(735 451 0 475
2 1-C 475 1}%‘1 4(735 451 0 AT5
2 | 2-C 475 1}%‘1 4(735 451 0 AT5
2 3-C 475 1}%‘1 435 451 0 475
2 | 4C 475 1;;;1 4(735 451 0 475
2 5-C 475 1;;;1 4(735 451 0 475
2 6-C 475 1:;);5&1 4(735 451 0 475
P 7-C 475 TES“I 4(735 451 0 475

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 | sC 475 1};;1 4(735 451 0 475
2 | 9. 475 1:;);53‘1 4(735 451 0 475
2 | 10-C 475 1};5&1 4(735 451 0 475

There are 488 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
A 1 GLN - SEE REMARK 999 | UNP P01876
A 2 VAL - SEE REMARK 999 | UNP P01876
A 3 LYS - SEE REMARK 999 | UNP P01876
A 4 LEU - SEE REMARK 999 | UNP P01876
A 5 LEU - SEE REMARK 999 | UNP P01876
A 6 GLU - SEE REMARK 999 | UNP P01876
A 7 GLN - SEE REMARK 999 | UNP P01876
A 8 SER - SEE REMARK 999 | UNP P01876
A 9 GLY - SEE REMARK 999 | UNP P01876
A 10 ALA - SEE REMARK 999 | UNP P01876
A 11 GLU - SEE REMARK 999 | UNP P01876
A 12 VAL - SEE REMARK 999 | UNP P01876
A 13 LYS - SEE REMARK 999 | UNP P01876
A 14 LYS - SEE REMARK 999 | UNP P01876
A 15 PRO - SEE REMARK 999 | UNP P01876
A 16 GLY - SEE REMARK 999 | UNP P01876
A 17 ALA - SEE REMARK 999 | UNP P01876
A 18 SER - SEE REMARK 999 | UNP P01876
A 19 VAL - SEE REMARK 999 | UNP P01876
A 20 LYS - SEE REMARK 999 | UNP P01876
A 21 VAL - SEE REMARK 999 | UNP P01876
A 22 SER - SEE REMARK 999 | UNP P01876
A 23 CYS - SEE REMARK 999 | UNP P01876
A 24 LYS - SEE REMARK 999 | UNP P01876
A 25 ALA - SEE REMARK 999 | UNP P01876
A 26 SER - SEE REMARK 999 | UNP P01876
A 27 GLY - SEE REMARK 999 | UNP P01876
A 28 TYR - SEE REMARK 999 | UNP P01876
A 29 SER - SEE REMARK 999 | UNP P01876
A 30 PHE - SEE REMARK 999 | UNP P01876
A 31 THR - SEE REMARK 999 | UNP P01876
A 32 SER - SEE REMARK 999 | UNP P01876

Continued on next page...
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Chain | Residue | Modelled | Actual Comment Reference
A 33 TYR - SEE REMARK 999 | UNP P01876
A 34 GLY - SEE REMARK 999 | UNP P01876
A 35 LEU - SEE REMARK 999 | UNP P01876
A 36 HIS - SEE REMARK 999 | UNP P01876
A 37 TRP - SEE REMARK 999 | UNP P01876
A 38 VAL - SEE REMARK 999 | UNP P01876
A 39 ARG - SEE REMARK 999 | UNP P01876
A 40 GLN - SEE REMARK 999 | UNP P01876
A 41 ALA - SEE REMARK 999 | UNP P01876
A 42 PRO - SEE REMARK 999 | UNP P01876
A 43 GLY - SEE REMARK 999 | UNP P01876
A 44 GLN - SEE REMARK 999 | UNP P01876
A 45 ARG - SEE REMARK 999 | UNP P01876
A 46 LEU - SEE REMARK 999 | UNP P01876
A 47 GLU - SEE REMARK 999 | UNP P01876
A 48 TRP - SEE REMARK 999 | UNP P01876
A 49 MET - SEE REMARK 999 | UNP P01876
A 50 GLY - SEE REMARK 999 | UNP P01876
A 51 TRP - SEE REMARK 999 | UNP P01876
A 52 ILE - SEE REMARK 999 | UNP P01876
A 53 SER - SEE REMARK 999 | UNP P01876
A 54 ALA - SEE REMARK 999 | UNP P01876
A 55 GLY - SEE REMARK 999 | UNP P01876
A 56 THR - SEE REMARK 999 | UNP P01876
A 57 GLY - SEE REMARK 999 | UNP P01876
A 58 ASN - SEE REMARK 999 | UNP P01876
A 59 THR - SEE REMARK 999 | UNP P01876
A 60 LYS - SEE REMARK 999 | UNP P01876
A 61 TYR - SEE REMARK 999 | UNP P01876
A 62 SER - SEE REMARK 999 | UNP P01876
A 63 GLN - SEE REMARK 999 | UNP P01876
A 64 LYS - SEE REMARK 999 | UNP P01876
A 65 PHE - SEE REMARK 999 | UNP P01876
A 66 ARG - SEE REMARK 999 | UNP P01876
A 67 GLY - SEE REMARK 999 | UNP P01876
A 68 ARG - SEE REMARK 999 | UNP P01876
A 69 VAL - SEE REMARK 999 | UNP P01876
A 70 THR - SEE REMARK 999 | UNP P01876
A 71 PHE - SEE REMARK 999 | UNP P01876
A 72 THR - SEE REMARK 999 | UNP P01876
A 73 ARG - SEE REMARK 999 | UNP P01876
A 74 ASP - SEE REMARK 999 | UNP P01876

Continued on next page...
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Chain | Residue | Modelled | Actual Comment Reference
A 75 THR - SEE REMARK 999 | UNP P01876
A 76 SER - SEE REMARK 999 | UNP P01876
A 77 ALA - SEE REMARK 999 | UNP P01876
A 78 THR - SEE REMARK 999 | UNP P01876
A 79 THR - SEE REMARK 999 | UNP P01876
A 80 ALA - SEE REMARK 999 | UNP P01876
A 81 TYR - SEE REMARK 999 | UNP P01876
A 82 MET - SEE REMARK 999 | UNP P01876
A 83 GLY - SEE REMARK 999 | UNP P01876
A 84 LEU - SEE REMARK 999 | UNP P01876
A 85 SER - SEE REMARK 999 | UNP P01876
A 86 SER - SEE REMARK 999 | UNP P01876
A 7 LEU - SEE REMARK 999 | UNP P01876
A 88 ARG - SEE REMARK 999 | UNP P01876
A 89 PRO - SEE REMARK 999 | UNP P01876
A 90 GLU - SEE REMARK 999 | UNP P01876
A 91 ASP - SEE REMARK 999 | UNP P01876
A 92 THR - SEE REMARK 999 | UNP P01876
A 93 ALA - SEE REMARK 999 | UNP P01876
A 94 VAL - SEE REMARK 999 | UNP P01876
A 95 TYR - SEE REMARK 999 | UNP P01876
A 96 TYR - SEE REMARK 999 | UNP P01876
A 97 CYS - SEE REMARK 999 | UNP P01876
A 98 ALA - SEE REMARK 999 | UNP P01876
A 99 ARG - SEE REMARK 999 | UNP P01876
A 100 ASP - SEE REMARK 999 | UNP P01876
A 101 PRO - SEE REMARK 999 | UNP P01876
A 102 TYR - SEE REMARK 999 | UNP P01876
A 103 GLY - SEE REMARK 999 | UNP P01876
A 104 GLY - SEE REMARK 999 | UNP P01876
A 105 GLY - SEE REMARK 999 | UNP P01876
A 106 LYS - SEE REMARK 999 | UNP P01876
A 107 SER - SEE REMARK 999 | UNP P01876
A 108 GLU - SEE REMARK 999 | UNP P01876
A 109 PHE - SEE REMARK 999 | UNP P01876
A 110 ASP - SEE REMARK 999 | UNP P01876
A 111 TYR - SEE REMARK 999 | UNP P01876
A 112 TRP - SEE REMARK 999 | UNP P01876
A 113 GLY - SEE REMARK 999 | UNP P01876
A 114 GLN - SEE REMARK 999 | UNP P01876
A 115 GLY - SEE REMARK 999 | UNP P01876
A 116 THR - SEE REMARK 999 | UNP P01876

Continued on next page...
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Chain | Residue | Modelled | Actual Comment Reference
A 117 LEU - SEE REMARK 999 | UNP P01876
A 118 VAL - SEE REMARK 999 | UNP P01876
A 119 THR - SEE REMARK 999 | UNP P01876
A 120 VAL - SEE REMARK 999 | UNP P01876
A 121 SER - SEE REMARK 999 | UNP P01876
A 122 SER - SEE REMARK 999 | UNP P01876
B 1 GLN - SEE REMARK 999 | UNP P01876
B 2 VAL - SEE REMARK 999 | UNP P01876
B 3 LYS - SEE REMARK 999 | UNP P01876
B 4 LEU - SEE REMARK 999 | UNP P01876
B 5 LEU - SEE REMARK 999 | UNP P01876
B 6 GLU - SEE REMARK 999 | UNP P01876
B 7 GLN - SEE REMARK 999 | UNP P01876
B 8 SER - SEE REMARK 999 | UNP P01876
B 9 GLY - SEE REMARK 999 | UNP P01876
B 10 ALA - SEE REMARK 999 | UNP P01876
B 11 GLU - SEE REMARK 999 | UNP P01876
B 12 VAL - SEE REMARK 999 | UNP P01876
B 13 LYS - SEE REMARK 999 | UNP P01876
B 14 LYS - SEE REMARK 999 | UNP P01876
B 15 PRO - SEE REMARK 999 | UNP P01876
B 16 GLY - SEE REMARK 999 | UNP P01876
B 17 ALA - SEE REMARK 999 | UNP P01876
B 18 SER - SEE REMARK 999 | UNP P01876
B 19 VAL - SEE REMARK 999 | UNP P01876
B 20 LYS - SEE REMARK 999 | UNP P01876
B 21 VAL - SEE REMARK 999 | UNP P01876
B 22 SER - SEE REMARK 999 | UNP P01876
B 23 CYS - SEE REMARK 999 | UNP P01876
B 24 LYS - SEE REMARK 999 | UNP P01876
B 25 ALA - SEE REMARK 999 | UNP P01876
B 26 SER - SEE REMARK 999 | UNP P01876
B 27 GLY - SEE REMARK 999 | UNP P01876
B 28 TYR - SEE REMARK 999 | UNP P01876
B 29 SER - SEE REMARK 999 | UNP P01876
B 30 PHE - SEE REMARK 999 | UNP P01876
B 31 THR - SEE REMARK 999 | UNP P01876
B 32 SER - SEE REMARK 999 | UNP P01876
B 33 TYR - SEE REMARK 999 | UNP P01876
B 34 GLY - SEE REMARK 999 | UNP P01876
B 35 LEU - SEE REMARK 999 | UNP P01876
B 36 HIS - SEE REMARK 999 | UNP P01876

Continued on next page...
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Chain | Residue | Modelled | Actual Comment Reference
B 37 TRP - SEE REMARK 999 | UNP P01876
B 38 VAL - SEE REMARK 999 | UNP P01876
B 39 ARG - SEE REMARK 999 | UNP P01876
B 40 GLN - SEE REMARK 999 | UNP P01876
B 41 ALA - SEE REMARK 999 | UNP P01876
B 42 PRO - SEE REMARK 999 | UNP P01876
B 43 GLY - SEE REMARK 999 | UNP P01876
B 44 GLN - SEE REMARK 999 | UNP P01876
B 45 ARG - SEE REMARK 999 | UNP P01876
B 46 LEU - SEE REMARK 999 | UNP P01876
B 47 GLU - SEE REMARK 999 | UNP P01876
B 48 TRP - SEE REMARK 999 | UNP P01876
B 49 MET - SEE REMARK 999 | UNP P01876
B 50 GLY - SEE REMARK 999 | UNP P01876
B 51 TRP - SEE REMARK 999 | UNP P01876
B 52 ILE - SEE REMARK 999 | UNP P01876
B 53 SER - SEE REMARK 999 | UNP P01876
B 54 ALA - SEE REMARK 999 | UNP P01876
B 55 GLY - SEE REMARK 999 | UNP P01876
B 56 THR - SEE REMARK 999 | UNP P01876
B 57 GLY - SEE REMARK 999 | UNP P01876
B 58 ASN - SEE REMARK 999 | UNP P01876
B 59 THR - SEE REMARK 999 | UNP P01876
B 60 LYS - SEE REMARK 999 | UNP P01876
B 61 TYR - SEE REMARK 999 | UNP P01876
B 62 SER - SEE REMARK 999 | UNP P01876
B 63 GLN - SEE REMARK 999 | UNP P01876
B 64 LYS - SEE REMARK 999 | UNP P01876
B 65 PHE - SEE REMARK 999 | UNP P01876
B 66 ARG - SEE REMARK 999 | UNP P01876
B 67 GLY - SEE REMARK 999 | UNP P01876
B 68 ARG - SEE REMARK 999 | UNP P01876
B 69 VAL - SEE REMARK 999 | UNP P01876
B 70 THR - SEE REMARK 999 | UNP P01876
B 71 PHE - SEE REMARK 999 | UNP P01876
B 72 THR - SEE REMARK 999 | UNP P01876
B 73 ARG - SEE REMARK 999 | UNP P01876
B 74 ASP - SEE REMARK 999 | UNP P01876
B 75 THR - SEE REMARK 999 | UNP P01876
B 76 SER - SEE REMARK 999 | UNP P01876
B 77 ALA - SEE REMARK 999 | UNP P01876
B 78 THR - SEE REMARK 999 | UNP P01876

Continued on next page...
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Chain | Residue | Modelled | Actual Comment Reference
B 79 THR - SEE REMARK 999 | UNP P01876
B 80 ALA - SEE REMARK 999 | UNP P01876
B 81 TYR - SEE REMARK 999 | UNP P01876
B 82 MET - SEE REMARK 999 | UNP P01876
B 83 GLY - SEE REMARK 999 | UNP P01876
B 84 LEU - SEE REMARK 999 | UNP P01876
B 85 SER - SEE REMARK 999 | UNP P01876
B 86 SER - SEE REMARK 999 | UNP P01876
B 87 LEU - SEE REMARK 999 | UNP P01876
B 88 ARG - SEE REMARK 999 | UNP P01876
B 89 PRO - SEE REMARK 999 | UNP P01876
B 90 GLU - SEE REMARK 999 | UNP P01876
B 91 ASP - SEE REMARK 999 | UNP P01876
B 92 THR - SEE REMARK 999 | UNP P01876
B 93 ALA - SEE REMARK 999 | UNP P01876
B 94 VAL - SEE REMARK 999 | UNP P01876
B 95 TYR - SEE REMARK 999 | UNP P01876
B 96 TYR - SEE REMARK 999 | UNP P01876
B 97 CYS - SEE REMARK 999 | UNP P01876
B 98 ALA - SEE REMARK 999 | UNP P01876
B 99 ARG - SEE REMARK 999 | UNP P01876
B 100 ASP - SEE REMARK 999 | UNP P01876
B 101 PRO - SEE REMARK 999 | UNP P01876
B 102 TYR - SEE REMARK 999 | UNP P01876
B 103 GLY - SEE REMARK 999 | UNP P01876
B 104 GLY - SEE REMARK 999 | UNP P01876
B 105 GLY - SEE REMARK 999 | UNP P01876
B 106 LYS - SEE REMARK 999 | UNP P01876
B 107 SER - SEE REMARK 999 | UNP P01876
B 108 GLU - SEE REMARK 999 | UNP P01876
B 109 PHE - SEE REMARK 999 | UNP P01876
B 110 ASP - SEE REMARK 999 | UNP P01876
B 111 TYR - SEE REMARK 999 | UNP P01876
B 112 TRP - SEE REMARK 999 | UNP P01876
B 113 GLY - SEE REMARK 999 | UNP P01876
B 114 GLN - SEE REMARK 999 | UNP P01876
B 115 GLY - SEE REMARK 999 | UNP P01876
B 116 THR - SEE REMARK 999 | UNP P01876
B 117 LEU - SEE REMARK 999 | UNP P01876
B 118 VAL - SEE REMARK 999 | UNP P01876
B 119 THR - SEE REMARK 999 | UNP P01876
B 120 VAL - SEE REMARK 999 | UNP P01876

Continued on next page...
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Chain | Residue | Modelled | Actual Comment Reference
B 121 SER - SEE REMARK 999 | UNP P01876
B 122 SER - SEE REMARK 999 | UNP P01876
D 1 GLN - SEE REMARK 999 | UNP P01876
D 2 VAL - SEE REMARK 999 | UNP P01876
D 3 LYS - SEE REMARK 999 | UNP P01876
D 4 LEU - SEE REMARK 999 | UNP P01876
D 5 LEU - SEE REMARK 999 | UNP P01876
D 6 GLU - SEE REMARK 999 | UNP P01876
D 7 GLN - SEE REMARK 999 | UNP P01876
D 8 SER - SEE REMARK 999 | UNP P01876
D 9 GLY - SEE REMARK 999 | UNP P01876
D 10 ALA - SEE REMARK 999 | UNP P01876
D 11 GLU - SEE REMARK 999 | UNP P01876
D 12 VAL - SEE REMARK 999 | UNP P01876
D 13 LYS - SEE REMARK 999 | UNP P01876
D 14 LYS - SEE REMARK 999 | UNP P01876
D 15 PRO - SEE REMARK 999 | UNP P01876
D 16 GLY - SEE REMARK 999 | UNP P01876
D 17 ALA - SEE REMARK 999 | UNP P01876
D 18 SER - SEE REMARK 999 | UNP P01876
D 19 VAL - SEE REMARK 999 | UNP P01876
D 20 LYS - SEE REMARK 999 | UNP P01876
D 21 VAL - SEE REMARK 999 | UNP P01876
D 22 SER - SEE REMARK 999 | UNP P01876
D 23 CYS - SEE REMARK 999 | UNP P01876
D 24 LYS - SEE REMARK 999 | UNP P01876
D 25 ALA - SEE REMARK 999 | UNP P01876
D 26 SER - SEE REMARK 999 | UNP P01876
D 27 GLY - SEE REMARK 999 | UNP P01876
D 28 TYR - SEE REMARK 999 | UNP P01876
D 29 SER - SEE REMARK 999 | UNP P01876
D 30 PHE - SEE REMARK 999 | UNP P01876
D 31 THR - SEE REMARK 999 | UNP P01876
D 32 SER - SEE REMARK 999 | UNP P01876
D 33 TYR - SEE REMARK 999 | UNP P01876
D 34 GLY - SEE REMARK 999 | UNP P01876
D 35 LEU - SEE REMARK 999 | UNP P01876
D 36 HIS - SEE REMARK 999 | UNP P01876
D 37 TRP - SEE REMARK 999 | UNP P01876
D 38 VAL - SEE REMARK 999 | UNP P01876
D 39 ARG - SEE REMARK 999 | UNP P01876
D 40 GLN - SEE REMARK 999 | UNP P01876

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

Chain | Residue | Modelled | Actual Comment Reference
D 41 ALA - SEE REMARK 999 | UNP P01876
D 42 PRO - SEE REMARK 999 | UNP P01876
D 43 GLY - SEE REMARK 999 | UNP P01876
D 44 GLN - SEE REMARK 999 | UNP P01876
D 45 ARG - SEE REMARK 999 | UNP P01876
D 46 LEU - SEE REMARK 999 | UNP P01876
D 47 GLU - SEE REMARK 999 | UNP P01876
D 48 TRP - SEE REMARK 999 | UNP P01876
D 49 MET - SEE REMARK 999 | UNP P01876
D 50 GLY - SEE REMARK 999 | UNP P01876
D 51 TRP - SEE REMARK 999 | UNP P01876
D 52 ILE - SEE REMARK 999 | UNP P01876
D 53 SER - SEE REMARK 999 | UNP P01876
D 54 ALA - SEE REMARK 999 | UNP P01876
D 55 GLY - SEE REMARK 999 | UNP P01876
D 56 THR - SEE REMARK 999 | UNP P01876
D 57 GLY - SEE REMARK 999 | UNP P01876
D 58 ASN - SEE REMARK 999 | UNP P01876
D 59 THR - SEE REMARK 999 | UNP P01876
D 60 LYS - SEE REMARK 999 | UNP P01876
D 61 TYR - SEE REMARK 999 | UNP P01876
D 62 SER - SEE REMARK 999 | UNP P01876
D 63 GLN - SEE REMARK 999 | UNP P01876
D 64 LYS - SEE REMARK 999 | UNP P01876
D 65 PHE - SEE REMARK 999 | UNP P01876
D 66 ARG - SEE REMARK 999 | UNP P01876
D 67 GLY - SEE REMARK 999 | UNP P01876
D 68 ARG - SEE REMARK 999 | UNP P01876
D 69 VAL - SEE REMARK 999 | UNP P01876
D 70 THR - SEE REMARK 999 | UNP P01876
D 71 PHE - SEE REMARK 999 | UNP P01876
D 72 THR - SEE REMARK 999 | UNP P01876
D 73 ARG - SEE REMARK 999 | UNP P01876
D 74 ASP - SEE REMARK 999 | UNP P01876
D 75 THR - SEE REMARK 999 | UNP P01876
D 76 SER - SEE REMARK 999 | UNP P01876
D 77 ALA - SEE REMARK 999 | UNP P01876
D 78 THR - SEE REMARK 999 | UNP P01876
D 79 THR - SEE REMARK 999 | UNP P01876
D 80 ALA - SEE REMARK 999 | UNP P01876
D 81 TYR - SEE REMARK 999 | UNP P01876
D 82 MET - SEE REMARK 999 | UNP P01876

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

Chain | Residue | Modelled | Actual Comment Reference
D 83 GLY - SEE REMARK 999 | UNP P01876
D 84 LEU - SEE REMARK 999 | UNP P01876
D 85 SER - SEE REMARK 999 | UNP P01876
D 86 SER - SEE REMARK 999 | UNP P01876
D 87 LEU - SEE REMARK 999 | UNP P01876
D 88 ARG - SEE REMARK 999 | UNP P01876
D 89 PRO - SEE REMARK 999 | UNP P01876
D 90 GLU - SEE REMARK 999 | UNP P01876
D 91 ASP - SEE REMARK 999 | UNP P01876
D 92 THR - SEE REMARK 999 | UNP P01876
D 93 ALA - SEE REMARK 999 | UNP P01876
D 94 VAL - SEE REMARK 999 | UNP P01876
D 95 TYR - SEE REMARK 999 | UNP P01876
D 96 TYR - SEE REMARK 999 | UNP P01876
D 97 CYS - SEE REMARK 999 | UNP P01876
D 98 ALA - SEE REMARK 999 | UNP P01876
D 99 ARG - SEE REMARK 999 | UNP P01876
D 100 ASP - SEE REMARK 999 | UNP P01876
D 101 PRO - SEE REMARK 999 | UNP P01876
D 102 TYR - SEE REMARK 999 | UNP P01876
D 103 GLY - SEE REMARK 999 | UNP P01876
D 104 GLY - SEE REMARK 999 | UNP P01876
D 105 GLY - SEE REMARK 999 | UNP P01876
D 106 LYS - SEE REMARK 999 | UNP P01876
D 107 SER - SEE REMARK 999 | UNP P01876
D 108 GLU - SEE REMARK 999 | UNP P01876
D 109 PHE - SEE REMARK 999 | UNP P01876
D 110 ASP - SEE REMARK 999 | UNP P01876
D 111 TYR - SEE REMARK 999 | UNP P01876
D 112 TRP - SEE REMARK 999 | UNP P01876
D 113 GLY - SEE REMARK 999 | UNP P01876
D 114 GLN - SEE REMARK 999 | UNP P01876
D 115 GLY - SEE REMARK 999 | UNP P01876
D 116 THR - SEE REMARK 999 | UNP P01876
D 117 LEU - SEE REMARK 999 | UNP P01876
D 118 VAL - SEE REMARK 999 | UNP P01876
D 119 THR - SEE REMARK 999 | UNP P01876
D 120 VAL - SEE REMARK 999 | UNP P01876
D 121 SER - SEE REMARK 999 | UNP P01876
D 122 SER - SEE REMARK 999 | UNP P01876
C 1 GLN - SEE REMARK 999 | UNP P01876
C 2 VAL - SEE REMARK 999 | UNP P01876

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

Chain | Residue | Modelled | Actual Comment Reference
C 3 LYS - SEE REMARK 999 | UNP P01876
C 4 LEU - SEE REMARK 999 | UNP P01876
C 5 LEU - SEE REMARK 999 | UNP P01876
C 6 GLU - SEE REMARK 999 | UNP P01876
C 7 GLN - SEE REMARK 999 | UNP P01876
C 8 SER - SEE REMARK 999 | UNP P01876
C 9 GLY - SEE REMARK 999 | UNP P01876
C 10 ALA - SEE REMARK 999 | UNP P01876
C 11 GLU - SEE REMARK 999 | UNP P01876
C 12 VAL - SEE REMARK 999 | UNP P01876
C 13 LYS - SEE REMARK 999 | UNP P01876
C 14 LYS - SEE REMARK 999 | UNP P01876
C 15 PRO - SEE REMARK 999 | UNP P01876
C 16 GLY - SEE REMARK 999 | UNP P01876
C 17 ALA - SEE REMARK 999 | UNP P01876
C 18 SER - SEE REMARK 999 | UNP P01876
C 19 VAL - SEE REMARK 999 | UNP P01876
C 20 LYS - SEE REMARK 999 | UNP P01876
C 21 VAL - SEE REMARK 999 | UNP P01876
C 22 SER - SEE REMARK 999 | UNP P01876
C 23 CYS - SEE REMARK 999 | UNP P01876
C 24 LYS - SEE REMARK 999 | UNP P01876
C 25 ALA - SEE REMARK 999 | UNP P01876
C 26 SER - SEE REMARK 999 | UNP P01876
C 27 GLY - SEE REMARK 999 | UNP P01876
C 28 TYR - SEE REMARK 999 | UNP P01876
C 29 SER - SEE REMARK 999 | UNP P01876
C 30 PHE - SEE REMARK 999 | UNP P01876
C 31 THR - SEE REMARK 999 | UNP P01876
C 32 SER - SEE REMARK 999 | UNP P01876
C 33 TYR - SEE REMARK 999 | UNP P01876
C 34 GLY - SEE REMARK 999 | UNP P01876
C 35 LEU - SEE REMARK 999 | UNP P01876
C 36 HIS - SEE REMARK 999 | UNP P01876
C 37 TRP - SEE REMARK 999 | UNP P01876
C 38 VAL - SEE REMARK 999 | UNP P01876
C 39 ARG - SEE REMARK 999 | UNP P01876
C 40 GLN - SEE REMARK 999 | UNP P01876
C 41 ALA - SEE REMARK 999 | UNP P01876
C 42 PRO - SEE REMARK 999 | UNP P01876
C 43 GLY - SEE REMARK 999 | UNP P01876
C 44 GLN - SEE REMARK 999 | UNP P01876

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

Chain | Residue | Modelled | Actual Comment Reference
C 45 ARG - SEE REMARK 999 | UNP P01876
C 46 LEU - SEE REMARK 999 | UNP P01876
C 47 GLU - SEE REMARK 999 | UNP P01876
C 48 TRP - SEE REMARK 999 | UNP P01876
C 49 MET - SEE REMARK 999 | UNP P01876
C 50 GLY - SEE REMARK 999 | UNP P01876
C 51 TRP - SEE REMARK 999 | UNP P01876
C 52 ILE - SEE REMARK 999 | UNP P01876
C 53 SER - SEE REMARK 999 | UNP P01876
C 54 ALA - SEE REMARK 999 | UNP P01876
C 55 GLY - SEE REMARK 999 | UNP P01876
C 56 THR - SEE REMARK 999 | UNP P01876
C 57 GLY - SEE REMARK 999 | UNP P01876
C 58 ASN - SEE REMARK 999 | UNP P01876
C 59 THR - SEE REMARK 999 | UNP P01876
C 60 LYS - SEE REMARK 999 | UNP P01876
C 61 TYR - SEE REMARK 999 | UNP P01876
C 62 SER - SEE REMARK 999 | UNP P01876
C 63 GLN - SEE REMARK 999 | UNP P01876
C 64 LYS - SEE REMARK 999 | UNP P01876
C 65 PHE - SEE REMARK 999 | UNP P01876
C 66 ARG - SEE REMARK 999 | UNP P01876
C 67 GLY - SEE REMARK 999 | UNP P01876
C 68 ARG - SEE REMARK 999 | UNP P01876
C 69 VAL - SEE REMARK 999 | UNP P01876
C 70 THR - SEE REMARK 999 | UNP P01876
C 71 PHE - SEE REMARK 999 | UNP P01876
C 72 THR - SEE REMARK 999 | UNP P01876
C 73 ARG - SEE REMARK 999 | UNP P01876
C 74 ASP - SEE REMARK 999 | UNP P01876
C 75 THR - SEE REMARK 999 | UNP P01876
C 76 SER - SEE REMARK 999 | UNP P01876
C 77 ALA - SEE REMARK 999 | UNP P01876
C 78 THR - SEE REMARK 999 | UNP P01876
C 79 THR - SEE REMARK 999 | UNP P01876
C 80 ALA - SEE REMARK 999 | UNP P01876
C 81 TYR - SEE REMARK 999 | UNP P01876
C 82 MET - SEE REMARK 999 | UNP P01876
C 83 GLY - SEE REMARK 999 | UNP P01876
C 84 LEU - SEE REMARK 999 | UNP P01876
C 85 SER - SEE REMARK 999 | UNP P01876
C 86 SER - SEE REMARK 999 | UNP P01876

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

Chain | Residue | Modelled | Actual Comment Reference
C 87 LEU - SEE REMARK 999 | UNP P01876
C 88 ARG - SEE REMARK 999 | UNP P01876
C 89 PRO - SEE REMARK 999 | UNP P01876
C 90 GLU - SEE REMARK 999 | UNP P01876
C 91 ASP - SEE REMARK 999 | UNP P01876
C 92 THR - SEE REMARK 999 | UNP P01876
C 93 ALA - SEE REMARK 999 | UNP P01876
C 94 VAL - SEE REMARK 999 | UNP P01876
C 95 TYR - SEE REMARK 999 | UNP P01876
C 96 TYR - SEE REMARK 999 | UNP P01876
C 97 CYS - SEE REMARK 999 | UNP P01876
C 98 ALA - SEE REMARK 999 | UNP P01876
C 99 ARG - SEE REMARK 999 | UNP P01876
C 100 ASP - SEE REMARK 999 | UNP P01876
C 101 PRO - SEE REMARK 999 | UNP P01876
C 102 TYR - SEE REMARK 999 | UNP P01876
C 103 GLY - SEE REMARK 999 | UNP P01876
C 104 GLY - SEE REMARK 999 | UNP P01876
C 105 GLY - SEE REMARK 999 | UNP P01876
C 106 LYS - SEE REMARK 999 | UNP P01876
C 107 SER - SEE REMARK 999 | UNP P01876
C 108 GLU - SEE REMARK 999 | UNP P01876
C 109 PHE - SEE REMARK 999 | UNP P01876
C 110 ASP - SEE REMARK 999 | UNP P01876
C 111 TYR - SEE REMARK 999 | UNP P01876
C 112 TRP - SEE REMARK 999 | UNP P01876
C 113 GLY - SEE REMARK 999 | UNP P01876
C 114 GLN - SEE REMARK 999 | UNP P01876
C 115 GLY - SEE REMARK 999 | UNP P01876
C 116 THR - SEE REMARK 999 | UNP P01876
C 117 LEU - SEE REMARK 999 | UNP P01876
C 118 VAL - SEE REMARK 999 | UNP P01876
C 119 THR - SEE REMARK 999 | UNP P01876
C 120 VAL - SEE REMARK 999 | UNP P01876
C 121 SER - SEE REMARK 999 | UNP P01876
C 122 SER - SEE REMARK 999 | UNP P01876
e Molecule 3 is a protein called Secretory component.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C
3 1-J 106 106 106 0 0 106

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
3| 24 106 110521 1%16 0 0 106
3| 3 106 110521 136 0 0 106
3| 4] 106 110521 136 0 0 106
3| 5 106 110521 136 0 0 106
3 | 6J 106 110521 136 0 0 106
3 7-J 106 Tioggl 1%6 0 0 106
3 8-J 106 Tiootgl 1(036 0 0 106
3 9-J 106 Tioggl 1(56 0 0 106
3 | 10 106 Tloggl 1%6 0 0 106

There is a discrepancy between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment | Reference
J 347 SER GLY variant UNP P01833
e Molecule 4 is a protein called Secretory component.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
4 | 1S 585 1;0;58“1 555 0 0 585
14 | 28 585 T50;5a“1 5;35 0 0 585
4 | 38 585 | el L 0 0 585
4 | 48 585 | el L 0 0 585
4 | 58 585 | el L 0 0 585
4 | 6 585 | el L 0 0 585
4 | 78 585 | el b 0 0 585
4 | 8 585 | el b 0 0 585

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C
4 9-S 585 585 535 0 0 585
Total C
4 10-S 585 585 535 0 0 585

There is a discrepancy between the modelled and reference sequences:

Chain

Residue

Modelled

Actual

Comment

Reference

S

347

SER

GLY

variant

UNP P01833
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3 Residue-property plots (i)

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

Note EDS was not executed.

e Molecule 1: Immunoglobulin kappa light chain

Chain 1-L: 100%
There are no outlier residues recorded for this chain.

e Molecule 1: Immunoglobulin kappa light chain

Chain 1-M: 100%
There are no outlier residues recorded for this chain.

e Molecule 1: Immunoglobulin kappa light chain

Chain 1-N: 100%
There are no outlier residues recorded for this chain.

e Molecule 1: Immunoglobulin kappa light chain

Chain 1-O: 100%
There are no outlier residues recorded for this chain.

e Molecule 1: Immunoglobulin kappa light chain

Chain 2-L: 100%
There are no outlier residues recorded for this chain.

e Molecule 1: Immunoglobulin kappa light chain

Chain 2-M: 100%
There are no outlier residues recorded for this chain.

e Molecule 1: Immunoglobulin kappa light chain

Chain 2-N: 100%

There are no outlier residues recorded for this chain.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#residue_plots
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e Molecule 1: Immunoglobulin kappa light chain

Chain 2-0O: 100%
There are no outlier residues recorded for this chain.

e Molecule 1: Immunoglobulin kappa light chain

Chain 3-L: 100%
There are no outlier residues recorded for this chain.

e Molecule 1: Immunoglobulin kappa light chain

Chain 3-M: 100%
There are no outlier residues recorded for this chain.

e Molecule 1: Immunoglobulin kappa light chain

Chain 3-N: 100%
There are no outlier residues recorded for this chain.

e Molecule 1: Immunoglobulin kappa light chain

Chain 3-O: 100%
There are no outlier residues recorded for this chain.

e Molecule 1: Immunoglobulin kappa light chain

Chain 4-L: 100%
There are no outlier residues recorded for this chain.

e Molecule 1: Immunoglobulin kappa light chain

Chain 4-M: 100%
There are no outlier residues recorded for this chain.

e Molecule 1: Immunoglobulin kappa light chain

Chain 4-N: 100%
There are no outlier residues recorded for this chain.

e Molecule 1: Immunoglobulin kappa light chain

Chain 4-0O: 100%

There are no outlier residues recorded for this chain.
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e Molecule 1: Immunoglobulin kappa light chain

Chain 5-L: 100%
There are no outlier residues recorded for this chain.

e Molecule 1: Immunoglobulin kappa light chain

Chain 5-M: 100%
There are no outlier residues recorded for this chain.

e Molecule 1: Immunoglobulin kappa light chain

Chain 5-N: 100%
There are no outlier residues recorded for this chain.

e Molecule 1: Immunoglobulin kappa light chain

Chain 5-O: 100%
There are no outlier residues recorded for this chain.

e Molecule 1: Immunoglobulin kappa light chain

Chain 6-L: 100%
There are no outlier residues recorded for this chain.

e Molecule 1: Immunoglobulin kappa light chain

Chain 6-M: 100%
There are no outlier residues recorded for this chain.

e Molecule 1: Immunoglobulin kappa light chain

Chain 6-N: 100%
There are no outlier residues recorded for this chain.

e Molecule 1: Immunoglobulin kappa light chain

Chain 6-0O: 100%
There are no outlier residues recorded for this chain.

e Molecule 1: Immunoglobulin kappa light chain

Chain 7-L: 100%

There are no outlier residues recorded for this chain.
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e Molecule 1: Immunoglobulin kappa light chain

Chain 7-M: 100%
There are no outlier residues recorded for this chain.

e Molecule 1: Immunoglobulin kappa light chain

Chain 7-N: 100%
There are no outlier residues recorded for this chain.

e Molecule 1: Immunoglobulin kappa light chain

Chain 7-0O: 100%
There are no outlier residues recorded for this chain.

e Molecule 1: Immunoglobulin kappa light chain

Chain 8-L: 100%
There are no outlier residues recorded for this chain.

e Molecule 1: Immunoglobulin kappa light chain

Chain 8-M: 100%
There are no outlier residues recorded for this chain.

e Molecule 1: Immunoglobulin kappa light chain

Chain 8-N: 100%
There are no outlier residues recorded for this chain.

e Molecule 1: Immunoglobulin kappa light chain

Chain 8-0O: 100%
There are no outlier residues recorded for this chain.

e Molecule 1: Immunoglobulin kappa light chain

Chain 9-L: 100%
There are no outlier residues recorded for this chain.

e Molecule 1: Immunoglobulin kappa light chain

Chain 9-M: 100%

There are no outlier residues recorded for this chain.
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e Molecule 1: Immunoglobulin kappa light chain

Chain 9-N: 100%
There are no outlier residues recorded for this chain.

e Molecule 1: Immunoglobulin kappa light chain

Chain 9-0O: 100%
There are no outlier residues recorded for this chain.

e Molecule 1: Immunoglobulin kappa light chain

Chain 10-L: 100%
There are no outlier residues recorded for this chain.

e Molecule 1: Immunoglobulin kappa light chain

Chain 10-M: 100%
There are no outlier residues recorded for this chain.

e Molecule 1: Immunoglobulin kappa light chain

Chain 10-N: 100%
There are no outlier residues recorded for this chain.

e Molecule 1: Immunoglobulin kappa light chain

Chain 10-O: 100%
There are no outlier residues recorded for this chain.

e Molecule 2: Ig alpha-1 chain C region

Chain 1-A: 100%

i

e Molecule 2: Ig alpha-1 chain C region

C244

Chain 1-B: 99%

foeif

e Molecule 2: Ig alpha-1 chain C region

€223
P224
S243

Chain 1-D: 99%
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€223
P224
C244

oo

e Molecule 2:

Ig alpha-1 chain C region

Chain 1-C:

foeid

e Molecule 2:

Cc223
P224
5243

Ig alpha-1 chain C region

99%

Chain 2-A:

it

e Molecule 2:

C244

Ig alpha-1 chain C region

100%

Chain 2-B:

o

e Molecule 2:

€223
P224
5243

Ig alpha-1 chain C region

Chain 2-D:

oo

e Molecule 2:

€223
P224
C244

Ig alpha-1 chain C region

Chain 2-C:

foeif

e Molecule 2:

€223
P224
S243

Ig alpha-1 chain C region

99%

Chain 3-A:

it

e Molecule 2:

C244

Ig alpha-1 chain C region

100%

Chain 3-B:

99%
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€223
P224
5243

foeid

e Molecule 2:

Ig alpha-1 chain C region

Chain 3-D:

o

e Molecule 2:

Cc223
P224
C244

Ig alpha-1 chain C region

Chain 3-C:

foeif

e Molecule 2:

€223
P224
S243

Ig alpha-1 chain C region

99%

Chain 4-A:

B

e Molecule 2:

Ig alpha-1 chain C region

100%

Chain 4-B:

ot

e Molecule 2:

€223
P224
5243

Ig alpha-1 chain C region

Chain 4-D:

foei

e Molecule 2:

€223
P224
C244

Ig alpha-1 chain C region

99%

Chain 4-C:

foei

e Molecule 2:

€223
P224
$243

Ig alpha-1 chain C region

99%

Chain 5-A:

100%
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C244

i

e Molecule 2:

Ig alpha-1 chain C region

Chain 5-B:

foeid

e Molecule 2:

Cc223
P224
5243

Ig alpha-1 chain C region

Chain 5-D:

foei

e Molecule 2:

€223
P224
C244

Ig alpha-1 chain C region

99%

Chain 5-C:

o

e Molecule 2:

€223
P224
5243

Ig alpha-1 chain C region

99%

Chain 6-A:

i

e Molecule 2:

Cc244

Ig alpha-1 chain C region

100%

Chain 6-B:

foeif

e Molecule 2:

€223
P224
S243

Ig alpha-1 chain C region

Chain 6-D:

foeid

e Molecule 2:

€223
P224
C244

Ig alpha-1 chain C region

Chain 6-C:

99%
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€223
P224
5243

foeid

e Molecule 2:

Ig alpha-1 chain C region

Chain 7-A:

i

e Molecule 2:

C244

Ig alpha-1 chain C region

100%

Chain 7-B:

foeif

e Molecule 2:

€223
P224
S243

Ig alpha-1 chain C region

99%

Chain 7-D:

o

e Molecule 2:

€223
P224
C244

Ig alpha-1 chain C region

Chain 7-C:

ot

e Molecule 2:

€223
P224
5243

Ig alpha-1 chain C region

99%

Chain 8-A:

it

e Molecule 2:

C244

Ig alpha-1 chain C region

100%

Chain 8-B:

foei

e Molecule 2:

€223
P224
$243

Ig alpha-1 chain C region

Chain &-D:

99%
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€223
P224
C244

oo

e Molecule 2:

Ig alpha-1 chain C region

Chain 8-C:

foeid

e Molecule 2:

Cc223
P224
5243

Ig alpha-1 chain C region

99%

Chain 9-A:

it

e Molecule 2:

C244

Ig alpha-1 chain C region

100%

Chain 9-B:

o

e Molecule 2:

€223
P224
5243

Ig alpha-1 chain C region

Chain 9-D:

oo

e Molecule 2:

€223
P224
C244

Ig alpha-1 chain C region

Chain 9-C:

foeif

e Molecule 2:

€223
P224
S243

Ig alpha-1 chain C region

99%

Chain 10-A:

it

e Molecule 2:

C244

Ig alpha-1 chain C region

100%

Chain 10-B:

99%
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€223
P224
5243

foeid

e Molecule 2: Ig alpha-1 chain C region

Chain 10-D: 99%

o

e Molecule 2: Ig alpha-1 chain C region

Cc223
P224
C244

Chain 10-C: 99%

foeif

e Molecule 3: Secretory component

€223
P224
S243

Chain 1-J: 88% 12%

Frifiaafio

e Molecule 3: Secretory component

A372
N374
$383
E384
G385
w386
A389
Q390
E392
G393
R394
L395
$396

Chain 2-J: 98%

il

e Molecule 3: Secretory component

A372
N374

Chain 3-J: 98%

el

e Molecule 3: Secretory component

A372
N374

Chain 4-J: 8%

el

e Molecule 3: Secretory component

A372
N374

Chain 5-J: 98%
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A372
N374

el

e Molecule 3: Secretory component

Chain 6-J:

il

A372
N374

Chain 7-J:

il

A372
N374

Chain 8-J:

el

A372
N374

Chain 9-J:

3

A372
N374
E384

Chain 10-J:

A372
N374
K388
A389

i

Chain 1-S:

E108
G112
L115

3

98% .
e Molecule 3: Secretory component
98% .
e Molecule 3: Secretory component
98% .
e Molecule 3: Secretory component
93% 7%
e Molecule 3: Secretory component
91% 9%
82888 &
e Molecule 4: Secretory component
95% 5%
S §I§-§ SmimE SmEmE G EmimEmSmimimamEmy 3 Smy § 5'3-%1
2 2l B2 F 2 B 8328 & § 8 2 89 2 3 BEE RRRE S
e Molecule 4: Secretory component
95% 5%

Chain 2-S:

WO RLDWIDE

er

PROTEIN DATA BANK



3CHN

wwPDB Geometry-Only Validation Summary Report

Page 37

1

6%SY

PAELS
felasics
feiasics
6ESV
8€SY
LESL
0S¥%D
Tvva

€¥ED
(4745}

9C€eT

eecey

€0€D

66231

SveA
¥¥ca

02z

z8Th
181D

9ETd

YETD
E€ETN

8¢Tyd
L21D
9CT1
STT1
(435

TIN

Secretory component

e Molecule 4

10%

90%

Chain 3-S

S6€T
v6ed
£6ED

T6ER

8¥ves
LYES

i
vven

43 4

€0€D

€811

08TL

8LT0

9.1Q

iZA%:

Y9TX
€9TD
2918
1918

EVTA
[444:]
v

LETA
9€Td

STTT
i42%5]

0TS

63X

083V
6193

€L94
TLSD
TLSS
0.45a

09SY
659X

B6ESY
8ESY

YESK
€€94

T€9D
0€sh

987D

€871
T8YN

€SPL
[4si718
TSPN

Secretory component

e Molecule 4

5%

95%

Chain 4-S

S85Y
€850

SSSA
¥55a

673V
L9949

80ST
L0SY

LY
Tvvd
8THV
ST¥S
€CTEV
€0€D
vveca
7811
€811
[4:34)]
81D
08TL
6.L1D
8.0
TSTI
9€Td
1435
€T1d
(435
60TA

L0771

Secretory component

e Molecule 4

5%

95%

Chain 5-S

1

673V

L%S4
felactc
s¥vsa
6ESY
8ESY
LESL
0S¥%D
92eT
E€CEV
€0€D
66231
SvCA
¥vea
€¥ed
02z
06TN
z81h

9€Td

Secretory component

¥ET0
E€ETN

6CT.L

L21D

e Molecule 4

5%

95%

Chain 6-S

el

1094
908s

208D
TOSN

0Lvd
697X

L9%d
6%vd
147758

8T¥V
L1%a

ST¥S
v0%D
8¥ves
Lves
9¥ed
SveEV
62EN
Szed
€TEY
€0€D
66231
[474%
S6TS

9€Td

STT1

Secretory component

e Molecule 4

11%

89%

Chain 7-S

shev
vven

€CEV

€0€D

Sve

€¥ed
(444

€811

08T.L

8LT0

9.1Q

ZAx:

791X
€910
2918
1918

EVIA
[444:]
15434

LETH
9€Td

sc1a
vein

STTT
7110

0TTS

694

08SY
6.LS)

€154
TLSD
TLSS
045a

098V
659)

6ESY
8ESY

YESK
€€Sd

T€SD
0€sh

9870

€871
T8YN

€SPL
[4si\8
TSPN

S6€T
v6ed
£6ED
T6EA

8¥ves
PAZS

Secretory component

e Molecule 4

13%

87%

Chain 8-S

RLDWIDE

erpBe

0O
PROTEIN DATA BANK

W



3CHN

wwPDB Geometry-Only Validation Summary Report

Page 38

00SA
6674
867V
L8YY
8L¥0
LLVM
9LVA
v.Lvd
677d
8vvA
LY93

(4440
vva

L1%a
9T¥Y
ST¥S
124528
SO%L
v5ed

Seged
veer

62EN
€TEV
€0€D
iz

€¥ed
(444

961d
S6TS
¥6T1

€811
[4:343]
181D

TTT
0T1S

188

S8a
80

€890
z8sh

8LSN
WAL
9,81

TLSD
TLSS

6951
89SA

€95V
29SV
T98d
095V

LGS
9G5S

¥99a
€694
[4ciy
199D
0SSV
PAL S
¥¥sA
LESL
SESD
0€Sh
129D
928D
STSM
7408
€SN

1181

Secretory component

e Molecule 4

12%

88%

Chain 9-S

L9€0
95€EN
SSER
vsed
LEES
EEEL
Teed
8CZEN
szed
veen
€TEV

€0€D
c0ey

662X
vveca

€ETH
(434

0€2a
6ceH

rTeen
02e1

v611
89TN
197d
99TN
SS1d
¢STH
6ETH

LETH
9€Td

S¢1a
STTT
i42%5]
€TTd
0118

780

1

yX4p]

SOSN
7053

203D

00SA

68%d

L8YY

9LVA
SLvY

CTLYS

S.€D
TLEN
€Led

TLED
0.L€3

e Molecule 4

89€T

Secretory component

7%

93%

Chain 10-S

8ESY
LESL

90SS

70s3a
€0SQ

TOSN
00SA

€9%d

LY%

LLED

S.LED

€Led

0Led
69€M

€TEV
€0€D
vocy

2611

06TN
68TI
88TA

€LTI

TL1D

157454

6ETT
8ETL

9€Td
SETd

6CTL
8¢TYd

425

0TS

L9S%

0SSV
675V

i
¥PSA

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Page 39

wwPDB Geometry-Only Validation Summary Report

4 Model quality (i)

4.1 Standard geometry (i)

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).

There are no protein, RNA or DNA chains available to summarize Z scores of covalent bonds and

angles.

There are no bond length outliers.

There are no bond angle outliers.

There are no chirality outliers.

There are no planarity outliers.

4.2 Too-close contacts (i)

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

the asymmetric unit, whereas Symm-Clashes lists symmetry-related clashes.

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 1-L 214 0 0 0 0
1 1-M 214 0 0 0 0
1 1-N 214 0 0 0 0
1 1-O 214 0 0 0 0
1 2-L 214 0 0 0 0
1 2-M 214 0 0 0 0
1 2-N 214 0 0 0 0
1 2-0 214 0 0 0 0
1 3-L 214 0 0 0 0
1 3-M 214 0 0 0 0
1 3-N 214 0 0 0 0
1 3-0 214 0 0 0 0
1 4-L 214 0 0 0 0
1 4-M 214 0 0 0 0
1 4-N 214 0 0 0 0
1 4-0 214 0 0 0 0
1 5-L 214 0 0 0 0
1 5-M 214 0 0 0 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 5-N 214 0 0 0 0
1 5-0 214 0 0 0 0
1 6-L 214 0 0 0 0
1 6-M 214 0 0 0 0
1 6-N 214 0 0 0 0
1 6-O 214 0 0 0 0
1 7-L 214 0 0 0 0
1 7-M 214 0 0 0 0
1 7-N 214 0 0 0 0
1 7-0O 214 0 0 0 0
1 8-L 214 0 0 0 0
1 8-M 214 0 0 0 0
1 8-N 214 0 0 0 0
1 8-0 214 0 0 0 0
1 9-L 214 0 0 0 0
1 9-M 214 0 0 0 0
1 9-N 214 0 0 0 0
1 9-0 214 0 0 0 0
1 10-L 214 0 0 0 0
1 10-M 214 0 0 0 0
1 10-N 214 0 0 0 0
1 10-O 214 0 0 0 0
2 1-A 475 0 0 1 0
2 1-B 475 0 0 2 0
2 1-C 475 0 0 2 0
2 1-D 475 0 0 2 0
2 2-A 475 0 0 1 0
2 2-B 475 0 0 2 0
2 2-C 475 0 0 2 0
2 2-D 475 0 0 2 0
2 3-A 475 0 0 1 0
2 3-B 475 0 0 2 0
2 3-C 475 0 0 2 0
2 3-D 475 0 0 2 0
2 4-A 475 0 0 1 0
2 4-B 475 0 0 2 0
2 4-C 475 0 0 2 0
2 4-D 475 0 0 2 0
2 5-A 475 0 0 1 0
2 5-B 475 0 0 2 0
2 5-C 475 0 0 2 0
2 o-D 475 0 0 2 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
2 6-A 475 0 0 1 0
2 6-B 475 0 0 2 0
2 6-C 475 0 0 2 0
2 6-D 475 0 0 2 0
2 7-A 475 0 0 1 0
2 7-B 475 0 0 2 0
2 7-C 475 0 0 2 0
2 7-D 475 0 0 2 0
2 8-A 475 0 0 1 0
2 8-B 475 0 0 2 0
2 8-C 475 0 0 2 0
2 8-D 475 0 0 2 0
2 9-A 475 0 0 1 0
2 9-B 475 0 0 2 0
2 9-C 475 0 0 2 0
2 9-D 475 0 0 2 0
2 10-A 475 0 0 1 0
2 10-B 475 0 0 2 0
2 10-C 475 0 0 2 0
2 10-D 475 0 0 2 0
3 1-J 106 0 0 15 0
3 2-J 106 0 0 2 0
3 3-J 106 0 0 2 0
3 4-J 106 0 0 2 0
3 5-J 106 0 0 2 0
3 6-J 106 0 0 2 0
3 7-J 106 0 0 2 0
3 8-J 106 0 0 2 0
3 9-J 106 0 0 10 0
3 10-J 106 0 0 12 0
4 1-S 585 0 0 27 0
4 2-S 5985 0 0 18 0
4 3-S 585 0 0 41 0
4 4-S 585 0 0 20 0
4 5-S 585 0 0 17 0
4 6-S 585 0 0 16 0
4 7-S 585 0 0 44 0
4 8-S 985 0 0 50 0
4 9-S o985 0 0 49 0
4 10-S 585 0 0 30 0

All All 34470 0 0 362 0

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

WO RLDWIDE
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hydrogen atoms). The all-atom clashscore for this structure is 22.

The worst 5 of 362 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)
3:J:391:TYR:CA | 4:S:190:ASN:CA 1.74 1.64
4:S:58:SER:CA | 4:S:164:TYR:CA 1.76 1.62
4:S:13:VAL:CA | 4:S:181:GLY:CA 1.76 1.61
3:J:393:GLY:CA | 4:S:188:VAL:CA 1.77 1.61
4:S:58:SER:CA | 4:S:164:TYR:CA 1.76 1.59

There are no symmetry-related clashes.

4.3 Torsion angles (i)

4.3.1 Protein backbone (1)

There are no protein backbone outliers to report in this entry.

4.3.2 Protein sidechains (1)

There are no protein residues with a non-rotameric sidechain to report in this entry.

4.3.3 RNA (D

There are no RNA molecules in this entry.

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

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

4.5 Carbohydrates (i)

There are no monosaccharides in this entry.

4.6 Ligand geometry (i)

There are no ligands in this entry.
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4.7 Other polymers (i)

There are no such residues in this entry.

4.8 Polymer linkage issues (i)

There are no chain breaks in this entry.
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