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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 (i) 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 : FAILED

Xtriage (Phenix) : 1.13
EDS : FAILED
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) : 2.35.1



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
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1 Overall quality at a glance (i)

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

The reported resolution of this entry is 0.85 A.
There are no overall percentile quality scores available for this entry.

MolProbity and EDS failed to run properly - the sequence quality summary graphics cannot be
shown.

WORLDWIDE
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PROTEIN DATA BANK


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#overall_quality
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2 Entry composition (i)

There are 5 unique types of molecules in this entry. The entry contains 699880 atoms, of which
315750 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 Dihydrofolate reductase.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 L-A 159 gigtﬁl 8%5 12};1 21;]7 221 g 0 0 0
1 2-A 159 gigaf 8%5 12};1 211]7 221 g 0 0 0
1 3-A 159 gZZaf 8%5 12};1 211]7 251)1 g 0 0 0
1 4-A 159 525? 8%5 12};1 211]7 251)1 g 0 0 0
1 A 159 52511 8(0}5 12};1 2?7 221 g 0 0 0
1 6-A 159 gﬁiﬁﬁl 8(55 12};1 2?7 221 g 0 0 0
1 A 159 gitg?l 8(55 12};1 21117 221 ? 0 0 0
! 8-A 159 gitgﬁl 8%5 12};1 211]7 2(21 3 0 0 0
1 o-A 159 gzg?l 8(55 12H21 21?7 2(21 3 0 0 0
1 10-A 159 gitg?l 8(0]5 12H21 21?7 2(21 g 0 0 0
1 L-A 159 525? 8%]5 12H21 21?7 251)1 ? 0 0 0
1 12-A 159 525?1 8%35 12H21 2?7 2(21 g 0 0 0
1 13-A 159 gitg?l 8(035 12H21 21117 2(21 g 0 0 0
! 14-A 159 gitg?l 8%5 12H21 211]7 221 ? 0 0 0
! 15-A 159 1212;?1 8%5 12H21 211]7 2(21 g 0 0 0
! 16-A 159 gZZ?I 8%5 12H21 211]7 221 g 0 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 17-A 159 gistﬁl 8%5 12};1 21;]7 221 g 0 0 0
1 18-A 159 gigtﬁl 8%5 12};1 21;17 221 g 0 0 0
1 19-A 159 giﬁﬁl 8%5 12};1 21117 221 g 0 0 0
! 20-A 159 gﬁiﬁﬁl 8%5 12};1 21117 251)1 g 0 0 0
1 21-A 159 525?1 8%5 12};1 21117 251)1 g 0 0 0
L 22-A 159 gZSaf 8%5 12};1 2T7 251)1 g 0 0 0
! 23-A 159 rgigaf 8(0}5 12};1 2?7 221 g 0 0 0
1 24-A 159 gzgil 8(55 12};1 2?7 221 g 0 0 0
1 25-A 159 gffg?l 8%5 12};1 2?7 2(21 g 0 0 0
1 26-A 159 gzg?l 8(55 12H21 21117 2(21 3 0 0 0
1 21-A 159 525? 8(0]5 12H21 21?7 2(21 ? 0 0 0
1 28-A 159 gigil 8(0]5 1;{21 21?7 2(21 ? 0 0 0
1 29-A 159 gitg?l 8%35 12H21 2?7 2(21 g 0 0 0
1 30-A 159 gitg?l 8(035 12H21 211]7 221 g 0 0 0
! 31-A 159 gitg?l 8%5 12H21 211]7 2(21 g 0 0 0
! 32-A 159 gitg?l 8%5 12H21 211]7 2(21 g 0 0 0
! 33-A 159 thgil 8%5 12H21 211]7 2(21 g 0 0 0
! 34-A 159 gZZ?I 8%5 12H21 211]7 2(21 g 0 0 0
1 35-A 159 gigaf 8(035 12H21 211]7 221 g 0 0 0
1 36-A 159 gigail 8(035 12H21 211]7 221 g 0 0 0
1 ST-A 159 gﬁfﬁl 8(035 12H21 211]7 221 ? 0 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 38-A 159 gistﬁl 8%5 12};1 21;]7 221 g 0 0 0
1 39-A 159 gigtﬁl 8%5 12};1 21;17 221 g 0 0 0
1 40-A 159 giﬁﬁl 8%5 12};1 21117 221 g 0 0 0
! 41-A 159 gﬁiﬁﬁl 8%5 12};1 21117 251)1 g 0 0 0
1 42-A 159 525?1 8%5 12};1 21117 251)1 g 0 0 0
L 43-A 159 gZSaf 8%5 12};1 2T7 251)1 g 0 0 0
! 44-A 159 rgigaf 8(0}5 12};1 2?7 221 g 0 0 0
1 15-A 159 gzgil 8(55 12};1 2?7 221 g 0 0 0
1 16-A 159 gffg?l 8%5 12};1 2?7 2(21 g 0 0 0
1 AT-A 159 gzg?l 8(55 12H21 21117 2(21 3 0 0 0
1 18-A 159 525? 8(0]5 12H21 21?7 2(21 ? 0 0 0
1 49-A 159 gigil 8(0]5 1;{21 21?7 2(21 ? 0 0 0
1 50-A 159 gitg?l 8%35 12H21 2?7 2(21 g 0 0 0
1 S1-A 159 gitg?l 8(035 12H21 211]7 221 g 0 0 0
! 52-A 159 gitg?l 8%5 12H21 211]7 2(21 g 0 0 0
! 53-A 159 gitg?l 8%5 12H21 211]7 2(21 g 0 0 0
! b-A 159 thgil 8%5 12H21 211]7 2(21 g 0 0 0
! 55-A 159 gZZ?I 8%5 12H21 211]7 2(21 g 0 0 0
1 56-A 159 gigaf 8(035 12H21 211]7 221 g 0 0 0
1 ST-A 159 gigail 8(035 12H21 211]7 221 g 0 0 0
1 58-A 159 gﬁfﬁl 8(035 12H21 211]7 221 ? 0 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 59-A 159 gistﬁl 8%5 12};1 21;]7 221 g 0 0 0
1 60-A 159 gigtﬁl 8%5 12};1 21;17 221 g 0 0 0
1 61-A 159 giﬁﬁl 8%5 12};1 21117 221 g 0 0 0
! 62-A 159 gﬁiﬁﬁl 8%5 12};1 21117 251)1 g 0 0 0
1 63-A 159 525?1 8%5 12};1 21117 251)1 g 0 0 0
L 64-A 159 gZSaf 8%5 12};1 2T7 251)1 g 0 0 0
! 65-A 159 rgigaf 8(0}5 12};1 2?7 221 g 0 0 0
1 66-A 159 gzgil 8(55 12};1 2?7 221 g 0 0 0
1 67-A 159 gffg?l 8%5 12};1 2?7 2(21 g 0 0 0
1 68-A 159 gzg?l 8(55 12H21 21117 2(21 3 0 0 0
1 69-A 159 525? 8(0]5 12H21 21?7 2(21 ? 0 0 0
1 70-A 159 gigil 8(0]5 1;{21 21?7 2(21 ? 0 0 0
1 7-A 159 gitg?l 8%35 12H21 2?7 2(21 g 0 0 0
1 72-A 159 gitg?l 8(035 12H21 211]7 221 g 0 0 0
! 3-A 159 gitg?l 8%5 12H21 211]7 2(21 g 0 0 0
! T4-A 159 gitg?l 8%5 12H21 211]7 2(21 g 0 0 0
! 75-A 159 thgil 8%5 12H21 211]7 2(21 g 0 0 0
! 76-A 159 gZZ?I 8%5 12H21 211]7 2(21 g 0 0 0
1 A 159 gigaf 8(035 12H21 211]7 221 g 0 0 0
1 8-A 159 gigail 8(035 12H21 211]7 221 g 0 0 0
1 79-A 159 gﬁfﬁl 8(035 12H21 211]7 221 ? 0 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 80-A 159 gistﬁl 8%5 12};1 21;]7 221 g 0 0 0
1 81-A 159 gigtﬁl 8%5 12};1 21;17 221 g 0 0 0
1 82-A 159 giﬁﬁl 8%5 12};1 21117 221 g 0 0 0
! 83-A 159 gﬁiﬁﬁl 8%5 12};1 21117 251)1 g 0 0 0
1 84-A 159 525?1 8%5 12};1 21117 251)1 g 0 0 0
L 85-A 159 gZSaf 8%5 12};1 2T7 251)1 g 0 0 0
! 86-A 159 rgigaf 8(0}5 12};1 2?7 221 g 0 0 0
1 8T-A 159 gzgil 8(55 12};1 2?7 221 g 0 0 0
1 88-A 159 gffg?l 8%5 12};1 2?7 2(21 g 0 0 0
1 89-A 159 gzg?l 8(55 12H21 21117 2(21 3 0 0 0
1 90-A 159 525? 8(0]5 12H21 21?7 2(21 ? 0 0 0
1 I1-A 159 gigil 8(0]5 1;{21 21?7 2(21 ? 0 0 0
1 92-A 159 gitg?l 8%35 12H21 2?7 2(21 g 0 0 0
1 93-A 159 gitg?l 8(035 12H21 211]7 221 g 0 0 0
! 94-A 159 gitg?l 8%5 12H21 211]7 2(21 g 0 0 0
! 95-A 159 gitg?l 8%5 12H21 211]7 2(21 g 0 0 0
! 96-A 159 thgil 8%5 12H21 211]7 2(21 g 0 0 0
! OT-A 159 gZZ?I 8%5 12H21 211]7 2(21 g 0 0 0
1 98-A 159 gigaf 8(035 12H21 211]7 221 g 0 0 0
1 99-A 159 gigail 8(035 12H21 211]7 221 g 0 0 0
1 100-A 159 gﬁfﬁl 8(035 12H21 211]7 221 ? 0 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 101-A 159 gistﬁl 8%5 12};1 21;]7 221 g 0 0 0
1 102-A 159 gigtﬁl 8%5 12};1 21;17 221 g 0 0 0
1| 103-4 159 giﬁﬁl 8%5 12};1 21117 221 g 0 0 0
1| 1044 159 gﬁiﬁﬁl 8%5 12};1 21117 251)1 g 0 0 0
L | 105-4 159 525?1 8%5 12};1 21117 251)1 g 0 0 0
L | 106-A 159 gZSaf 8%5 12};1 2T7 251)1 g 0 0 0
L | 107-A 159 rgigaf 8(0}5 12};1 2?7 221 g 0 0 0
1| 108-A 159 gzgil 8(55 12};1 2?7 221 g 0 0 0
L | 109-A 159 gffg?l 8%5 12};1 2?7 2(21 g 0 0 0
1 110-A 159 gzg?l 8(55 12H21 21117 2(21 3 0 0 0
1 LH-A 159 525? 8(0]5 12H21 21?7 2(21 ? 0 0 0
1 L12-A 159 gigil 8(0]5 1;{21 21?7 2(21 ? 0 0 0
1 113-A 159 gitg?l 8%35 12H21 2?7 2(21 g 0 0 0
1 L4-A 159 gitg?l 8(035 12H21 211]7 221 g 0 0 0
! L15-A 159 gitg?l 8%5 12H21 211]7 2(21 g 0 0 0
! L16-A 159 gitg?l 8%5 12H21 211]7 2(21 g 0 0 0
! H7-A 159 thgil 8%5 12H21 211]7 2(21 g 0 0 0
! L18-A 159 gZZ?I 8%5 12H21 211]7 2(21 g 0 0 0
1 L19-A 159 gigaf 8(035 12H21 211]7 221 g 0 0 0
1 120-A 159 gigail 8(035 12H21 211]7 221 g 0 0 0
1 121-A 159 gﬁfﬁl 8(035 12H21 211]7 221 ? 0 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 122-A 159 gistﬁl 8%5 12};1 21;]7 221 g 0 0 0
1 123-A 159 gigtﬁl 8%5 12};1 21;17 221 g 0 0 0
L | 1244 159 giﬁﬁl 8%5 12};1 21117 221 g 0 0 0
L | 125-4 159 gﬁiﬁﬁl 8%5 12};1 21117 251)1 g 0 0 0
L | 126-4 159 525?1 8%5 12};1 21117 251)1 g 0 0 0
L 127-A 159 gZSaf 8%5 12};1 2T7 251)1 g 0 0 0
L | 1284 159 rgigaf 8(0}5 12};1 2?7 221 g 0 0 0
1| 1294 159 gzgil 8(55 12};1 2?7 221 g 0 0 0
1| 130-A 159 gffg?l 8%5 12};1 2?7 2(21 g 0 0 0
1 131-A 159 gzg?l 8(55 12H21 21117 2(21 3 0 0 0
1 132-A 159 525? 8(0]5 12H21 21?7 2(21 ? 0 0 0
1 133-A 159 gigil 8(0]5 1;{21 21?7 2(21 ? 0 0 0
1 134-A 159 gitg?l 8%35 12H21 2?7 2(21 g 0 0 0
1 135-A 159 gitg?l 8(035 12H21 211]7 221 g 0 0 0
! 136-A 159 gitg?l 8%5 12H21 211]7 2(21 g 0 0 0
! 137-A 159 gitg?l 8%5 12H21 211]7 2(21 g 0 0 0
! 138-A 159 thgil 8%5 12H21 211]7 2(21 g 0 0 0
! 139-A 159 gZZ?I 8%5 12H21 211]7 2(21 g 0 0 0
1 140-A 159 gigaf 8(035 12H21 211]7 221 g 0 0 0
1 141-A 159 gigail 8(035 12H21 211]7 221 g 0 0 0
1 142-A 159 gﬁfﬁl 8(035 12H21 211]7 221 ? 0 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 143-A 159 gistﬁl 8%5 12};1 21;]7 221 g 0 0 0
1 144-A 159 gigtﬁl 8%5 12};1 21;17 221 g 0 0 0
1| 1454 159 giﬁﬁl 8%5 12};1 21117 221 g 0 0 0
L | 146-A 159 gﬁiﬁﬁl 8%5 12};1 21117 251)1 g 0 0 0
L | 1474 159 525?1 8%5 12};1 21117 251)1 g 0 0 0
L | 1484 159 gZSaf 8%5 12};1 2T7 251)1 g 0 0 0
1| 1494 159 rgigaf 8(0}5 12};1 2?7 221 g 0 0 0
1| 150-A 159 gzgil 8(55 12};1 2?7 221 g 0 0 0
L | 151-A 159 gffg?l 8%5 12};1 2?7 2(21 g 0 0 0
1 152-A 159 gzg?l 8(55 12H21 21117 2(21 3 0 0 0
1 153-A 159 525? 8(0]5 12H21 21?7 2(21 ? 0 0 0
1 154-A 159 gigil 8(0]5 1;{21 21?7 2(21 ? 0 0 0
1 155-A 159 gitg?l 8%35 12H21 2?7 2(21 g 0 0 0
1 156-A 159 gitg?l 8(035 12H21 211]7 221 g 0 0 0
! 157-A 159 gitg?l 8%5 12H21 211]7 2(21 g 0 0 0
! 158-A 159 gitg?l 8%5 12H21 211]7 2(21 g 0 0 0
! 159-A 159 thgil 8%5 12H21 211]7 2(21 g 0 0 0
! 160-A 159 gZZ?I 8%5 12H21 211]7 2(21 g 0 0 0
1 161-A 159 gigaf 8(035 12H21 211]7 221 g 0 0 0
1 162-A 159 gigail 8(035 12H21 211]7 221 g 0 0 0
1 163-A 159 gﬁfﬁl 8(035 12H21 211]7 221 ? 0 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 164-A 159 gistﬁl 8%5 12};1 21;]7 221 g 0 0 0
1 165-A 159 gigtﬁl 8%5 12};1 21;17 221 g 0 0 0
L | 166-A 159 giﬁﬁl 8%5 12};1 21117 221 g 0 0 0
L | 167-A 159 gﬁiﬁﬁl 8%5 12};1 21117 251)1 g 0 0 0
L | 1684 159 525?1 8%5 12};1 21117 251)1 g 0 0 0
L) 169-A 159 gZSaf 8%5 12};1 2T7 251)1 g 0 0 0
L | 170-A 159 rgigaf 8(0}5 12};1 2?7 221 g 0 0 0
L 171-A 159 gzgil 8(55 12};1 2?7 221 g 0 0 0
L 172A 159 gffg?l 8%5 12};1 2?7 2(21 g 0 0 0
1 173-A 159 gzg?l 8(55 12H21 21117 2(21 3 0 0 0
1 174-A 159 525? 8(0]5 12H21 21?7 2(21 ? 0 0 0
1 175-A 159 gigil 8(0]5 1;{21 21?7 2(21 ? 0 0 0
1 176-A 159 gitg?l 8%35 12H21 2?7 2(21 g 0 0 0
1 17-A 159 gitg?l 8(035 12H21 211]7 221 g 0 0 0
! 178-A 159 gitg?l 8%5 12H21 211]7 2(21 g 0 0 0
! 179-A 159 gitg?l 8%5 12H21 211]7 2(21 g 0 0 0
! 180-A 159 thgil 8%5 12H21 211]7 2(21 g 0 0 0
! 181-A 159 gZZ?I 8%5 12H21 211]7 2(21 g 0 0 0
1 182-A 159 gigaf 8(035 12H21 211]7 221 g 0 0 0
1 183-A 159 gigail 8(035 12H21 211]7 221 g 0 0 0
1 184-A 159 gﬁfﬁl 8(035 12H21 211]7 221 ? 0 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 185-A 159 gistﬁl 8%5 12};1 21;]7 221 g 0 0 0
1 186-A 159 gigtﬁl 8%5 12};1 21;17 221 g 0 0 0
L | 1874 159 giﬁﬁl 8%5 12};1 21117 221 g 0 0 0
L | 1884 159 gﬁiﬁﬁl 8%5 12};1 21117 251)1 g 0 0 0
L | 189-4 159 525?1 8%5 12};1 21117 251)1 g 0 0 0
L| 190-A 159 gZSaf 8%5 12};1 2T7 251)1 g 0 0 0
1| 191-A 159 rgigaf 8(0}5 12};1 2?7 221 g 0 0 0
1| 1924 159 gzgil 8(55 12};1 2?7 221 g 0 0 0
1| 193-A 159 gffg?l 8%5 12};1 2?7 2(21 g 0 0 0
1 194-A 159 gzg?l 8(55 12H21 21117 2(21 3 0 0 0
1 195-A 159 525? 8(0]5 12H21 21?7 2(21 ? 0 0 0
1 196-A 159 gigil 8(0]5 1;{21 21?7 2(21 ? 0 0 0
1 197-A 159 gitg?l 8%35 12H21 2?7 2(21 g 0 0 0
1 198-A 159 gitg?l 8(035 12H21 211]7 221 g 0 0 0
! 199-A 159 gitg?l 8%5 12H21 211]7 2(21 g 0 0 0
| 200-A 159 gitg?l 8%5 12H21 211]7 2(21 g 0 0 0
1| 201-4 159 thgil 8%5 12H21 211]7 2(21 g 0 0 0
L| 2024 159 gZZ?I 8%5 12H21 211]7 2(21 g 0 0 0
L | 203-A 159 gigaf 8(035 12H21 211]7 221 g 0 0 0
1| 2044 159 gigail 8(035 12H21 211]7 221 g 0 0 0
1| 205-A 159 gﬁfﬁl 8(035 12H21 211]7 221 ? 0 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
L | 206-4 159 gistﬁl 8%5 12};1 21;]7 221 g 0 0 0
L | 2074 159 gigtﬁl 8%5 12};1 21;17 221 g 0 0 0
1| 2084 159 giﬁﬁl 8%5 12};1 21117 221 g 0 0 0
1| 209-4 159 gﬁiﬁﬁl 8%5 12};1 21117 251)1 g 0 0 0
L | 2104 159 525?1 8%5 12};1 21117 251)1 g 0 0 0
L | 2l-A 159 gZSaf 8%5 12};1 2T7 251)1 g 0 0 0
1| 2124 159 rgigaf 8(0}5 12};1 2?7 221 g 0 0 0
1| 213-A 159 gzgil 8(55 12};1 2?7 221 g 0 0 0
1| 2144 159 gffg?l 8%5 12};1 2?7 2(21 g 0 0 0
1| 215-A 159 gzg?l 8(55 12H21 21117 2(21 3 0 0 0
L | 216-A 159 525? 8(0]5 12H21 21?7 2(21 ? 0 0 0
L | 217-A 159 gigil 8(0]5 1;{21 21?7 2(21 ? 0 0 0
1| 2184 159 gitg?l 8%35 12H21 2?7 2(21 g 0 0 0
1| 219-A 159 gitg?l 8(035 12H21 211]7 221 g 0 0 0
1| 220-A 159 gitg?l 8%5 12H21 211]7 2(21 g 0 0 0
L 221-A 159 gitg?l 8%5 12H21 211]7 2(21 g 0 0 0
L| 2224 159 thgil 8%5 12H21 211]7 2(21 g 0 0 0
L| 2234 159 gZZ?I 8%5 12H21 211]7 2(21 g 0 0 0
L | 2244 159 gigaf 8(035 12H21 211]7 221 g 0 0 0
1| 2254 159 gigail 8(035 12H21 211]7 221 g 0 0 0
1| 226-4 159 gﬁfﬁl 8(035 12H21 211]7 221 ? 0 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1| 224 159 gistﬁl 8%5 12};1 21;]7 221 g 0 0 0
1| 2284 159 gigtﬁl 8%5 12};1 21;17 221 g 0 0 0
L | 2294 159 giﬁﬁl 8%5 12};1 21117 221 g 0 0 0
L | 230-4 159 gﬁiﬁﬁl 8%5 12};1 21117 251)1 g 0 0 0
L | 2314 159 525?1 8%5 12};1 21117 251)1 g 0 0 0
L | 2324 159 gZSaf 8%5 12};1 2T7 251)1 g 0 0 0
1| 2334 159 rgigaf 8(0}5 12};1 2?7 221 g 0 0 0
1| 2344 159 gzgil 8(55 12};1 2?7 221 g 0 0 0
1| 2354 159 gffg?l 8%5 12};1 2?7 2(21 g 0 0 0
L | 236-A 159 gzg?l 8(55 12H21 21117 2(21 3 0 0 0
1| 237A 159 525? 8(0]5 12H21 21?7 2(21 ? 0 0 0
1| 2384 159 gigil 8(0]5 1;{21 21?7 2(21 ? 0 0 0
1| 2394 159 gitg?l 8%35 12H21 2?7 2(21 g 0 0 0
1| 240-A 159 gitg?l 8(035 12H21 211]7 221 g 0 0 0
L | 2414 159 gitg?l 8%5 12H21 211]7 2(21 g 0 0 0
L | 2424 159 gitg?l 8%5 12H21 211]7 2(21 g 0 0 0
L | 2434 159 thgil 8%5 12H21 211]7 2(21 g 0 0 0
L | 2444 159 gZZ?I 8%5 12H21 211]7 2(21 g 0 0 0
L | 2454 159 gigaf 8(035 12H21 211]7 221 g 0 0 0
1| 246-A 159 gigail 8(035 12H21 211]7 221 g 0 0 0
1| 2474 159 gﬁfﬁl 8(035 12H21 211]7 221 ? 0 0 0

Continued on next page...




Page 15 wwPDB X-ray Structure Validation Summary Report 4PTH
Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1| 2484 159 gistﬁl 8%5 12};1 21;]7 221 g 0 0 0
L] 249-A 159 gigtﬁl 8%5 12};1 21;17 221 g 0 0 0
1 250-A 159 gzgil 8%)35 12};1 21117 221 g 0 0 0

e Molecule 2 is FOLIC ACID (three-letter code: FOL) (formula: C19H;9N7Og).

FOL
oo ol
0 [ - X
HO - :
o

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C H N O

2 | 1A 1 9 19 17 7 6 0 0
Total C H N O

2 | A I 9 19 17 7 6 0 0
Total C H N O

2 3-A 1 49 19 17 7 6 0 0
Total C H N O

2 A 1 49 19 17 7 6 0 0
Total C H N O

2 5-A 1 49 19 17 7 6 0 0
Total C H N O

2 6-A 1 49 19 17 7 6 0 0
Total C H N O

2 A 1 49 19 17 7 6 0 0
Total C H N O

2 &-A 1 49 19 17 7 6 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
IR R R
2 | 10A 1 ol N 0 0
2 | 1LA 1 ng‘“ 1% E I;I (g 0 0
2 | 12A 1 ngal 1% E I;I %) 0 0
2 | 13A 1 ngal 1% E I;I (6) 0 0
2 | 14 1 ol b0 0 0
2 | 15A 1 ngal 1% ]I_{7 1;1 (g 0 0
2 | 16-A 1 thgal 109 E 1;1 (6) 0 0
2 | 17A 1 ngal 1% E 1;1 (6) 0 0
2 | 18A 1 ngal 1% 1% 1;1 (g 0 0
2 | 19A 1 ngal 1% 1% 1;1 (g 0 0
2 | 20-A 1 ngal fq 1% 1;1 (g 0 0
2 | 21-A | ngal fq 1% I;I (6) 0 0
2 | 22A 1 ngal 1% 1% I;I (6? 0 0
2 | 23A 1 ngal 1% 1% I;I (6) 0 0
2 | 24A | ngal 1(39 1% I;I (6) 0 0
2 | 25-A 1 thgal Eq 1% I;I (6? 0 0
2 | 26-A 1 ngal 109 F? I;I (6? 0 0
2 | 27-A 1 ngal 1C9 1H7 I;I (g 0 0
2 | 28-A 1 ngal 109 ?7 I;I (g 0 0
2 | 29-A 1 nga‘l 109 E 1; (g 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
2 | 30A 1 ol N 0 0
2 | 31A 1 ol N 0 0
2 | 32A 1 ol 0N 0 0
2 | 33A 1 ngal 1% E I;I %) 0 0
2 | 34A 1 ngal 1% E I;I (6) 0 0
2 | 35-A 1 ngal 1% ]I_{7 1; (é) 0 0
2 | 36-A 1 ngal 1% ]I_{7 1;1 (g 0 0
2 | 37A 1 thgal 109 E 1;1 (6) 0 0
2 | 38A 1 ngal 1% E 1;1 (6) 0 0
2 | 39-A 1 ngal 1% 1% 1;1 (g 0 0
2 | 40-A 1 ngal 1% 1% 1;1 (g 0 0
2 | 41-A 1 ngal fq 1% 1;1 (g 0 0
2 | 42A | ngal fq 1% I;I (6) 0 0
2 | 43-A 1 ngal fq 1% I;I (6? 0 0
2 | 4d4A | ngal 1% 1% I;I (6) 0 0
2 | 45A 1 ngal 109 1% I;I (6) 0 0
2 | 46-A 1 thgal Eq 1% I;I (6? 0 0
2 | 47-A 1 ngal 109 F? I;I (6? 0 0
2 | 48-A 1 ngal 1C9 1H7 I;I (g 0 0
2 | 49-A 1 ngal 109 ?7 I;I (g 0 0
2 | 50-A 1 ol N 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
2 | 51A 1 ol N 0 0
2 | 52A 1 ol N 0 0
2 | 53A 1 ol 0N 0 0
2 | 54A 1 ngal 1% E I;I %) 0 0
2 | 55A 1 ngal 1% E I;I (6) 0 0
2 | 56-A 1 ngal 1% ]I_{7 1; (é) 0 0
2 | 57A 1 ngal 1% ]I_{7 1;1 (g 0 0
2 | 58A 1 thgal 109 E 1;1 (6) 0 0
2 | 59-A 1 ngal 1% E 1;1 (6) 0 0
2 | 60-A 1 ngal 1% 1% 1;1 (g 0 0
2 | 6L-A 1 ngal 1% 1% 1;1 (g 0 0
2 | 62A 1 ngal fq 1% 1;1 (g 0 0
2 | 63A 1 ngal fq 1% I;I (6) 0 0
2 | 64-A 1 ngal fq 1% I;I (6? 0 0
2 | 65A 1 ngal 1% 1% I;I (6) 0 0
2 | 66-A 1 ngal 109 1% I;I (6) 0 0
2 | 67-A 1 thgal Eq 1% I;I (6? 0 0
2 | 68A 1 ngal 109 F? I;I (6? 0 0
2 | 69-A 1 ngal 1C9 1H7 I;I (g 0 0
2 | 70-A 1 ngal 109 ?7 I;I (g 0 0
2 | 71-A 1 nga‘l 109 E 1; (g 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
2 | 72A 1 ol N 0 0
2 | 73A 1 ol N 0 0
2 | 74A 1 ol 0N 0 0
2 | 75A 1 ol 0N 0 0
2 | 76-A 1 ol b0 0 0
2 | 7T-A 1 ngal 1% ]I_{7 1; (é) 0 0
2 | T8A 1 ngal 1% ]I_{7 1;1 (g 0 0
2 | 79A 1 thgal 109 E 1;1 (6) 0 0
2 | 80-A 1 ngal 1% E 1;1 (6) 0 0
2 | 8L-A 1 ngal 1% 1% 1;1 (g 0 0
2 | 82A 1 ngal 1% 1% 1;1 (g 0 0
2 | 83A 1 ngal fq 1% 1;1 (g 0 0
2 | 84A 1 ngal fq 1% I;I (6) 0 0
2 | 85A 1 ngal fq 1% I;I (6? 0 0
2 | 86-A 1 ngal 1% 1% I;I (6) 0 0
2 | 8T-A 1 ngal 109 1% I;I (6) 0 0
2 | 88A 1 thgal Eq 1% I;I (6? 0 0
2 | 89-A 1 ngal 109 F? I;I (6? 0 0
2 | 90-A 1 ngal 1C9 1H7 I;I (g 0 0
2 | 91-A 1 ngal 109 ?7 I;I (g 0 0
2 | 92-A 1 nga‘l 109 E 1; (g 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
2 | 93-A 1 ngal 1% 1H7 lj (g 0 0
2 | 94-A 1 ngal 1% 1H7 lj (g 0 0
2 | 95-A 1 ng‘“ 1% E lj (g 0 0
2 | 96-A 1 ngal 1% E lj g 0 0
2 | 97-A 1 ngal 1% E 1; (6) 0 0
2 | 98A 1 ngal 1% ]I_{7 1; (é) 0 0
2 | 99-A 1 ngal 1% ]I_{7 1;1 (g 0 0
2 | 100-A 1 thgal 109 E 1;1 (6) 0 0
2 | 101-A | ngal 1% E 1;1 (6) 0 0
2 | 102-A 1 ngal 1% 1% 1;1 (g 0 0
2 | 103-A 1 ngal 1% 1% 1;1 (g 0 0
2 | 104A 1 ngal fq 1% 1;1 (g 0 0
2 | 105-A 1 ngal fq 1% I;I (6) 0 0
2 | 106-A 1 ngal fq 1% I;I (6? 0 0
2 | 107-A 1 ngal 1% 1% I;I (6) 0 0
2 | 108A 1 ngal 109 1% I;I (6) 0 0
2 | 109-A 1 thgal Eq 1% I;I (6? 0 0
2 | 110-A 1 ngal 109 F? I;I (6? 0 0
2 | 111-A | ngal 109 1H7 I;I (g 0 0
2 | 112-A | ngal 109 ?7 I;I (g 0 0
2 | 113-A 1 nga‘l 109 E 1; (g 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
2 | 1aA | 1 ol N 0 0
2 | usA | 1 ol N 0 0
2 |16 | 1 ol 0N 0 0
2 | 117-A 1 ngal 1% E I;I %) 0 0
2 | 118A 1 ngal 1% E I;I (6) 0 0
2 | 119-A 1 ol b0 0 0
2 | 120-A | ngal 1% ]I_{7 1;1 (g 0 0
2 | 121-A 1 thgal 1% E 1;1 (6) 0 0
2 | 122-A | ngal 1% E 1;1 (6) 0 0
2 | 123A 1 ngal 1% 1% 1;1 (g 0 0
2 | 124-A | ngal 1% 1% 1;1 (g 0 0
2 | 125A 1 ngal fq 1% 1;1 (g 0 0
2 | 126.A | ngal fq 1% I;I (6) 0 0
2 | 127-A 1 ngal fq 1% I;I (6? 0 0
2 | 128A | ngal 1% 1% I;I (6) 0 0
2 | 129-A | ngal 109 1% I;I (6) 0 0
2 | 130-A 1 thgal Eq 1% I;I (6? 0 0
2 | 131-A 1 ngal 109 F? I;I (6? 0 0
2 | 132-A | ngal 1C9 1H7 I;I (g 0 0
2 | 133-A 1 ngal 109 ?7 I;I (g 0 0
2 | 134-A 1 nga‘l 109 E 1; (g 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
2 | 135 | 1 ol N 0 0
2 | 13eA | 1 ol N 0 0
2 | 137A | 1 ol 0N 0 0
2 | 138A 1 ngal 1% E I;I %) 0 0
2 | 139-A 1 ngal 1% E I;I (6) 0 0
2 | 140-A 1 ol b0 0 0
2 | 141-A | ngal 1% ]I_{7 1;1 (g 0 0
2 | 142-A 1 thgal 1% E 1;1 (6) 0 0
2 | 143-A | ngal 1% E 1;1 (6) 0 0
2 | 144-A 1 ngal 1% 1% 1;1 (g 0 0
2 | 145-A | ngal 1% 1% 1;1 (g 0 0
2 | 146-A 1 ngal fq 1% 1;1 (g 0 0
2 | 147-A | ngal fq 1% I;I (6) 0 0
2 | 148-A 1 ngal fq 1% I;I (6? 0 0
2 | 149-A | ngal 1% 1% I;I (6) 0 0
2 | 150-A 1 ngal 109 1% I;I (6) 0 0
2 | 151-A 1 thgal Eq 1% I;I (6? 0 0
2 | 152-A 1 ngal 109 F? I;I (6? 0 0
2 | 153-A 1 ngal 1C9 1H7 I;I (g 0 0
2 | 154-A | ngal 109 ?7 I;I (g 0 0
2 | 155-A 1 nga‘l 109 E 1; (g 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
2 | 156A |1 ol N 0 0
2 | 17A | 1 ol N 0 0
2 | sA | 1 ol 0N 0 0
2 | 159-A 1 ngal 1% E I;I %) 0 0
2 | 160-A 1 ngal 1% E I;I (6) 0 0
2 | 161-A 1 ol b0 0 0
2 | 162-A | ngal 1% ]I_{7 1;1 (g 0 0
2 | 163-A 1 thgal 109 E 1;1 (6) 0 0
2 | 164-A | ngal 1% E 1;1 (6) 0 0
2 | 165-A 1 ngal 1% 1% 1;1 (g 0 0
2 | 166-A 1 ngal 1% 1% 1;1 (g 0 0
2 | 167-A 1 ngal fq 1% 1;1 (g 0 0
2 | 168-A 1 ngal fq 1% I;I (6) 0 0
2 | 169-A 1 ngal fq 1% I;I (6? 0 0
2 | 170-A 1 ngal 1% 1% I;I (6) 0 0
2 | 171-A | ngal 109 1% I;I (6) 0 0
2 | 172-A 1 thgal Eq 1% I;I (6? 0 0
2 | 173-A 1 ngal 109 F? I;I (6? 0 0
2 | 174-A | ngal 1C9 1H7 I;I (g 0 0
2 | 175-A 1 ngal 109 ?7 I;I (g 0 0
2 | 176-A 1 nga‘l 109 E 1; (g 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
2 | 1A | 1 ol N 0 0
2 | rsAa | 1 ol N 0 0
2 | 17ea | 1 ol 0N 0 0
2 | 180-A 1 ngal 1% E I;I %) 0 0
2 | 181-A 1 ngal 1% E I;I (6) 0 0
2 | 182-A 1 ol b0 0 0
2 | 183-A 1 ngal 1% ]I_{7 1;1 (g 0 0
2 | 184-A 1 thgal 109 E 1;1 (6) 0 0
2 | 185-A 1 ngal 1% E 1;1 (6) 0 0
2 | 186-A 1 ngal 1% 1% 1;1 (g 0 0
2 | 187-A 1 ngal 1% 1% 1;1 (g 0 0
2 | 188A 1 ngal fq 1% 1;1 (g 0 0
2 | 189-A 1 ngal fq 1% I;I (6) 0 0
2 | 190-A 1 ngal fq 1% I;I (6? 0 0
2 | 191-A | ngal 1% 1% I;I (6) 0 0
2 | 192-A | ngal 109 1% I;I (6) 0 0
2 | 193-A 1 thgal Eq 1% I;I (6? 0 0
2 | 194A 1 ngal 109 F? I;I (6? 0 0
2 | 195-A 1 ngal 1C9 1H7 I;I (g 0 0
2 | 196-A 1 ngal 109 ?7 I;I (g 0 0
2 | 197-A 1 nga‘l 109 E 1; (g 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
2 | 198A | 1 ol N 0 0
2 | 199-a | 1 ol N 0 0
2 | 200a | 1 ol 0N 0 0
2 | 201-A 1 ngal 1% E I;I %) 0 0
2 | 202-A 1 ngal 1% E I;I (6) 0 0
2 | 203-A 1 ngal 1% ]I_{7 1; (é) 0 0
2 | 204-A | ngal 1% ]I_{7 1;1 (g 0 0
2 | 205-A 1 thgal 109 E 1;1 (6) 0 0
2 | 206-A 1 ngal 1% E 1;1 (6) 0 0
2 | 207-A 1 ngal 1% 1% 1;1 (g 0 0
2 | 208A 1 ngal 1% 1% 1;1 (g 0 0
2 | 200-A 1 ngal fq 1% 1;1 (g 0 0
2 | 210-A | ngal fq 1% I;I (6) 0 0
2 | 211-A 1 ngal 1% 1% I;I (6? 0 0
2 | 212-A | ngal 1% 1% I;I (6) 0 0
2 | 213A | ngal 109 1% I;I (6) 0 0
2 | 214-A 1 thgal 1% 1% I;I (6? 0 0
2 | 215-A 1 ngal 109 F? I;I (6? 0 0
2 | 216.-A | ngal 1C9 1H7 I;I (g 0 0
2 | 217-A | ngal 109 ?7 I;I (g 0 0
2 | 218A | 1 ol N 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
2 | 2194 | 1 ol N 0 0
2 | 220A | 1 ol N 0 0
2 | 2214 | 1 ol 0N 0 0
2 | 222A 1 ngal 1% E I;I %) 0 0
2 | 223A 1 ngal 1% E I;I (6) 0 0
2 | 224.A 1 ol b0 0 0
2 | 225.A | ngal 1% ]I_{7 1;1 (g 0 0
2 | 226-A 1 thgal 109 E 1;1 (6) 0 0
2 | 227.A | ngal 1% E 1;1 (6) 0 0
2 | 228A 1 ngal 1% 1% 1;1 (g 0 0
2 | 229-A | ngal 1% 1% 1;1 (g 0 0
2 | 230-A 1 ngal fq 1% 1;1 (g 0 0
2 | 231-A | ngal fq 1% I;I (6) 0 0
2 | 232-A 1 ngal fq 1% I;I (6? 0 0
2 | 233-A 1 ngal 1% 1% I;I (6) 0 0
2 | 234A | ngal 109 1% I;I (6) 0 0
2 | 235-A 1 thgal Eq 1% I;I (6? 0 0
2 | 236-A 1 ngal 109 F? I;I (6? 0 0
2 | 237-A 1 ngal 1C9 1H7 I;I (g 0 0
2 | 238-A 1 ngal 109 ?7 I;I (g 0 0
2 | 239-A 1 nga‘l 109 E 1; (g 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
2 | 240-A 1 ngal 1% 1H7 lj (g 0 0
2 | 241-A | ngal 1% 1H7 lj (g 0 0
2 | 242-A | ngal 1% E lj (g 0 0
2 | 243-A 1 ngal 1% E I;I %) 0 0
2 | 244-A | ngal 1% E 1; (6) 0 0
2 | 245-A | ngal 1% ]I_{7 1; (é) 0 0
2 | 246-A | ngal 1% ]I_{7 1;1 (g 0 0
2 | 247-A 1 thgal 109 E 1;1 (6) 0 0
2 | 28A | ngal 1% E 1;1 (6) 0 0
2 | 249-A 1 ngal 1% 1% 1;1 (g 0 0
2 | 250-A 1 ngal 1% 1% 1;1 (g 0 0

e Molecule 3 is NADP NICOTINAMIDE-ADENINE-DINUCLEOTIDE PHOSPHATE
(three-letter code: NAP) (formula: CoHogN7O17P3).

NAP
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
s a1 R T 0 |0
s a1 R Y s 0 0
s s o L Y s 0 0
I T R
IR T R
s e o Y T s 0 0
IR T R
s sa o Y S s 0 0
IR T R
3 | 10-A 1 T%al 201 2H5 1; 107 g 0 0
3 | 11-A | T(;gal 2(’1 2H5 1;1 1% g 0 0
3 | 12:A | T%al 2(31 2}; 1;1 1% g 0 0
3 | 13A 1 T(;gal 201 2}; 1;1 1% g 0 0
3 | 14A | T(;gal 201 2}; 1;1 1% g 0 0
3 | 15A 1 T(;gal 2(31 2}; 1,\; 1% g 0 0
3 | 16A 1 T(;gal 201 2}; 1;1 1% g 0 0
3 | 17A 1 T%al 2(31 z}é I;I 1% g 0 0
3 | 18A 1 T‘;gal 2(31 z}é I;I 1% g 0 0
3 | 19A 1 T%al 201 2}; I;I 1% 1; 0 0
3 | 20-A 1 T%al 201 2}; I;I 1% 1; 0 0
3 | 21-A | T‘;gal 201 2}; I;I 1% 13) 0 0
3 | 22.A | T‘;gal 261 2}; l,j 1% 1; 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
3 | 23-A 1 T‘;gal 2(’1 2}; lj 107 g 0 0
3 | 24A 1 T‘;gal 2% 2}; lj 107 g 0 0
3 | 25-A 1 T‘;gal 201 21; lj 107 g 0 0
3 | 26-A 1 T%al 201 2H5 I;I 107 g 0 0
3 | 27-A 1 T%al 201 ; 1; 107 g 0 0
3 | 28A 1 T(;gal 261 2H5 1; 1% g 0 0
3 | 20A 1 T(;gal 2(’1 2H5 1;1 1% g 0 0
3 | 30-A 1 T%al 201 2}; 1;1 1% g 0 0
3 | 3LA 1 T%al 201 2}; 1;1 1% g 0 0
3 | 32A 1 T%al 2(31 2}; 1;1 1% g 0 0
3 | 33A 1 T(;gal 201 2}; 1;1 1% g 0 0
3 | 34A 1 T(;gal 201 2}; 1;1 1% g 0 0
3 | 35A 1 T?gal 2(31 z}é I;I 1% g 0 0
3 | 36-A 1 T%al 2(31 2}; I;I 1% 1; 0 0
3 | 37-A 1 T%al 201 2}; I;I 1% 1; 0 0
3 | 38A 1 T‘;gal 201 2}; I;I 1% 1; 0 0
3 | 30-A 1 T‘;gal 201 2}; I;I 1% 1; 0 0
3 | 40-A 1 T%al 201 2}; I;I 1% 1; 0 0
3 | 41-A | T(;gal 2C1 2}; I;I 3 1; 0 0
3 | 42:A | T(;gal 201 2}; I;I 107 1; 0 0
3| 43A 1 T‘;gal 201 2% 1; 107 I; 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
3| 44-A 1 T‘;gal 2(’1 2}; lj 107 g 0 0
3 | 45-A 1 T‘;;al 2% 2}; lj 107 g 0 0
3 | 46-A 1 T‘;gal 201 21; lj 107 g 0 0
3 | 47-A 1 T%al 201 ; lj 107 g 0 0
3 | 48A 1 T%al 201 ; 1; 107 g 0 0
3 | 49A 1 T(;gal 261 2H5 1; 1% g 0 0
3 | 50-A 1 T(;gal 2(’1 2H5 1;1 1% g 0 0
3 | 5LA 1 T%al 201 2}; 1;1 1% g 0 0
3 | 52A 1 T%al 201 2}; 1;1 1% g 0 0
3 | 53A 1 T%al 2(31 2}; 1;1 1% g 0 0
3 | 54A 1 T(;gal 201 2}; 1;1 1% g 0 0
3 | 55A 1 T(;gal 201 2}; 1;1 1% g 0 0
3 | 56-A 1 T?gal 2(31 z}é I;I 1% g 0 0
3 | 57-A 1 T%al 2(31 2}; I;I 1% 1; 0 0
3 | 58A 1 T%al 201 2}; I;I 1% 1; 0 0
3 | 59-A 1 T‘;gal 201 2}; I;I 1% 1; 0 0
3 | 60-A 1 T‘;gal 201 2}; I;I 1% 1; 0 0
3 | 6L-A 1 T%al 201 2}; I;I 1% 1; 0 0
3 | 62-A 1 T(;gal 2C1 2}; I;I 3 1; 0 0
3 | 63-A 1 T(;gal 201 2}; I;I 107 1; 0 0
3 | 64A 1 T‘;gal 201 2% 1; 107 I; 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
3 | 65-A 1 T‘;gal 2(’1 2}; lj 107 g 0 0
3 | 66-A 1 T‘;;al 2% 2}; lj 107 g 0 0
3 | 67-A 1 T‘;gal 201 21; lj 107 g 0 0
3 | 68-A 1 T%al 201 ; lj 107 g 0 0
3 | 69-A 1 T%al 201 ; 1; 107 g 0 0
3 | T0-A 1 T(;gal 261 2H5 1; 1% g 0 0
3 | TLA 1 T(;gal 2(’1 2H5 1;1 1% g 0 0
3 | T2A 1 T%al 201 2}; 1;1 1% g 0 0
3 | 73A 1 T%al 201 2}; 1;1 1% g 0 0
3| T4A 1 T%al 2(31 2}; 1;1 1% g 0 0
3 | 75A 1 T(;gal 201 2}; 1;1 1% g 0 0
3 | 76-A 1 T(;gal 201 2}; 1;1 1% g 0 0
3 | 77-A 1 T%al 2(31 212 1;1 f? g 0 0
3 | 78A 1 T%al 2(31 2}; I;I 1% 1; 0 0
3 | 79A 1 T%al 201 2}; I;I 1% 1; 0 0
3 | 80-A 1 T‘;gal 201 2}; I;I 1% 1; 0 0
3 | 8L-A 1 T‘;gal 201 2}; I;I 1% 1; 0 0
3 | 82A 1 T%al 201 2}; I;I 1% 1; 0 0
3 | 83-A 1 T(;gal 2C1 2}; I;I 3 1; 0 0
3 | 84-A 1 T(;gal 201 2}; I;I 107 1; 0 0
3 | 85A 1 T‘;gal 201 2% 1; 107 I; 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
3 | 86-A 1 T‘;gal 2(’1 2}; lj 107 g 0 0
3 | 87-A 1 T‘;;al 2% 2}; lj 107 g 0 0
3 | 88 1 T‘;gal 201 21; lj 107 g 0 0
3 | 89-A 1 T%al 201 ; lj 107 g 0 0
3 | 90-A 1 T%al 201 ; 1; 107 g 0 0
3 | 9LA 1 T(;gal 261 2H5 1; 1% g 0 0
3 | 92A 1 T(;gal 2(’1 2H5 1;1 1% g 0 0
3 | 93A 1 T%al 201 2}; 1;1 1% g 0 0
3 | 04A 1 T%al 201 2}; 1;1 1% g 0 0
3 | 95A 1 T%al 2(31 2}; 1;1 1% g 0 0
3 | 96-A 1 T(;gal 201 2}; 1;1 1% g 0 0
3 | 97A 1 T(;gal 201 2}; 1;1 1% g 0 0
3 | 98A 1 T?gal 2(31 z}é I;I 1% g 0 0
3 | 99-A 1 T%al 2(31 2}; I;I 1% 1; 0 0
3 | 100-A 1 T%al 201 2}; I;I 1% 1; 0 0
3 | 101-A 1 T‘;gal 201 2}; I;I 1% 1; 0 0
3 | 102A 1 T‘;gal 201 2}; I;I 1% 1; 0 0
3 | 103-A 1 T%al 201 2}; I;I 1% 1; 0 0
3 | 104-A 1 T(;gal 2C1 2}; I;I 3 1; 0 0
3 | 105-A 1 T(;gal 201 2}; I;I 107 1; 0 0
3 | 106-A 1 T‘;gal 201 2% 1; 107 I; 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
3 | 107-A 1 T‘;gal 2(’1 2}; lj 107 g 0 0
3 | 108-A 1 T‘;;al 2% 2}; lj 107 g 0 0
3| 109-A 1 T‘;gal 201 21; lj 107 g 0 0
3 | 110-A 1 T%al 201 2H5 I;I 107 g 0 0
3 | 111-A 1 T%al 201 2H5 I;I 107 1;,) 0 0
3 | 112-A | T(;gal 261 2H5 1; 1% g 0 0
3 | 113-A 1 T(;gal 2(’1 2H5 1;1 1% g 0 0
3 | 114-A 1 T%al 201 2}; 1;1 1% g 0 0
3 | 115A 1 T%al 201 2}; 1;1 1% g 0 0
3 | 116-A 1 T%al 2(31 2}; 1;1 1% g 0 0
3 | 17-A 1 T(;gal 201 2}; 1;1 1% g 0 0
3 | 118A 1 T(;gal 201 2}; 1;1 1% g 0 0
3 | 119-A 1 T?gal 2(31 z}é I;I 1% g 0 0
3 | 120-A 1 T%al 2(31 2}; I;I 1% 1; 0 0
3 | 121-A | T‘;gal 201 2}; I;I 1% 1; 0 0
3 | 122-A | T‘;gal 201 2}; I;I 1% 1; 0 0
3 | 123A 1 T‘;gal 201 2}; I;I 1% 1; 0 0
3 | 124-A 1 T?gal 201 2}; I;I 1% 1; 0 0
3 | 125-A 1 T(;gal 2C1 2}; I;I 3 1; 0 0
3 | 126-A 1 T(;gal 201 2}; I;I 107 1; 0 0
3 | 127-A 1 T(;gal 201 2H5 1; 107 1; 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
3 | 128A 1 T‘;gal 2(’1 2}; lj 107 g 0 0
3| 129-A 1 T‘;;al 2% 2}; lj 107 g 0 0
3| 130-A 1 T‘;gal 201 21; lj 107 g 0 0
3 | 131A 1 T%al 201 2H5 I;I 107 g 0 0
3 | 132A 1 T(;tgal 201 2H5 I;I 107 1;,) 0 0
3 | 133A 1 T(;gal 261 2H5 1; 1% g 0 0
3 | 134A 1 T(;gal 2(’1 2H5 1;1 1% g 0 0
3 | 135A 1 T%al 201 2}; 1;1 1% g 0 0
3 | 136-A 1 T%al 201 2}; 1;1 1% g 0 0
3 | 137-A 1 T%al 2(31 2}; 1;1 1% g 0 0
3 | 138A 1 T(;gal 201 2}; 1;1 1% g 0 0
3 | 139-A 1 T(;gal 201 2}; 1;1 1% g 0 0
3 | 140-A 1 T?gal 2(31 z}é I;I 1% g 0 0
3 | 141-A 1 T‘;gal 2(31 2}; I;I 1% 1; 0 0
3| 142-A | T‘;gal 201 2}; I;I 1% 1; 0 0
3| 143-A 1 T‘;gal 201 2}; I;I 1% 1; 0 0
3| 144-A 1 T‘;gal 201 2}; I;I 1% 1; 0 0
3 | 145A 1 T%al 201 2}; I;I 1% 1; 0 0
3 | 146-A 1 T(;gal 2C1 2}; I;I 3 1; 0 0
3 | 147-A 1 T(;gal 201 2}; I;I 107 1; 0 0
3 | 148A 1 T‘;gal 201 2% 1; 107 I; 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
3| 149-A 1 T‘;gal 2(’1 2}; lj 107 g 0 0
3| 150-A 1 T‘;;al 2% 2}; lj 107 g 0 0
3 | 151-A 1 T‘;gal 201 2H5 I;I 107 g 0 0
3 | 152-A 1 T%al 201 2H5 I;I 107 g 0 0
3 | 153-A | T%al 201 ; 1; 107 g 0 0
3 | 154-A 1 T(;gal 261 2H5 1; 1% g 0 0
3 | 155-A 1 T(;gal 2(’1 2H5 1;1 1% g 0 0
3 | 156-A 1 T%al 201 2}; 1;1 1% g 0 0
3 | 157-A 1 T%al 201 2}; 1;1 1% g 0 0
3 | 158-A 1 T%al 2(31 2}; 1;1 1% g 0 0
3| 159-A 1 T(;gal 201 2}; 1;1 1% g 0 0
3 | 160-A 1 T(;gal 201 2}; 1;1 1% g 0 0
3 | 161-A 1 T?gal 2(31 z}é I;I 1% g 0 0
3 | 162-A 1 T%al 2(31 2}; I;I 1% 1; 0 0
3 | 163-A 1 T%al 201 2}; I;I 1% 1; 0 0
3 | 164-A 1 T‘;gal 201 2}; I;I 1% 1; 0 0
3 | 165-A 1 T‘;gal 201 2}; I;I 1% 1; 0 0
3 | 166-A 1 T%al 201 2}; I;I 1% 1; 0 0
3 | 167-A 1 T(;gal 2C1 2}; I;I 3 1; 0 0
3 | 168-A 1 T(;gal 201 2}; I;I 107 1; 0 0
3| 169-A | T‘;gal 201 2% 1; 107 I; 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
3| 170-A 1 T‘;gal 2(’1 2}; lj 107 g 0 0
3| 171-A 1 T‘;;al 2% 2}; lj 107 g 0 0
3| 172-A 1 T‘;gal 201 21; lj 107 g 0 0
3| 173-A 1 T%al 201 ; lj 107 g 0 0
3| 174-A 1 T%al 201 ; 1; 107 g 0 0
3 | 175A 1 T(;gal 261 2H5 1; 1% g 0 0
3 | 176-A 1 T(;gal 2(’1 2H5 1;1 1% g 0 0
3 | 177-A 1 T%al 2(31 2}; 1; 107 g 0 0
3 | 178A 1 T%al 201 2}; 1;1 1% g 0 0
3 | 179-A 1 T%al 2(31 2}; 1;1 1% g 0 0
3 | 180-A 1 T(;gal 201 2}; 1;1 1% g 0 0
3 | 181-A 1 T(;gal 201 2}; 1;1 1% g 0 0
3 | 182A 1 T?gal 2(31 z}é I;I 1% g 0 0
3 | 183A 1 T%al 2(31 2}; I;I 1% 1; 0 0
3 | 184-A 1 T%al 201 2}; I;I 1% 1; 0 0
3 | 185-A 1 T‘;gal 201 2}; I;I 1% 1; 0 0
3 | 186-A 1 T‘;gal 201 2}; I;I 1% 1; 0 0
3 | 187-A 1 T%al 201 2}; I;I 1% 1; 0 0
3 | 188-A 1 T(;gal 2C1 2}; I;I 3 1; 0 0
3 | 189-A 1 T(;gal 201 2}; I;I 107 1; 0 0
3 | 190-A 1 T‘;gal 201 2% 1; 107 I; 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
3 | 191-A 1 T‘;gal 2(’1 2}; lj 107 g 0 0
3| 192-A 1 T‘;;al 2% 2}; lj 107 g 0 0
3| 193-A 1 T‘;gal 201 21; lj 107 g 0 0
3| 194-A 1 T%al 201 ; lj 107 g 0 0
3| 195-A 1 T%al 201 ; 1; 107 g 0 0
3 | 196-A 1 T(;gal 261 2H5 1; 1% g 0 0
3 | 197-A 1 T(;gal 2(’1 2H5 1;1 1% g 0 0
3 | 198A 1 T%al 201 2}; 1;1 1% g 0 0
3 | 199-A 1 T%al 201 2}; 1;1 1% g 0 0
3 | 200-A 1 T%al 2(31 2}; 1;1 1% g 0 0
3 | 201-A 1 T(;gal 201 2}; 1;1 1% g 0 0
3 | 202A 1 T(;gal 201 2}; 1;1 1% g 0 0
3 | 203-A 1 T?gal 2(31 z}é I;I 1% g 0 0
3| 204-A 1 T%al 2(31 2}; I;I 1% 1; 0 0
3 | 205-A 1 T%al 201 2}; I;I 1% 1; 0 0
3 | 206-A 1 T‘;gal 201 2}; I;I 1% 1; 0 0
3 | 207-A 1 T‘;gal 201 2}; I;I 1% 1; 0 0
3 | 208A 1 T%al 201 2}; I;I 1% 1; 0 0
3 | 209-A 1 T(;gal 2C1 2}; I;I 3 1; 0 0
3 | 210-A 1 T(;gal 201 2}; I;I 107 1; 0 0
3 | 211-A 1 T(;gal 201 2H5 1; 107 1; 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
3 | 212-A | T‘;gal 2(’1 2}; lj 107 g 0 0
3| 213-A 1 T‘;;al 2% 2}; lj 107 g 0 0
3 | 214A | T‘;gal 201 21; lj 107 g 0 0
3 | 215-A 1 T%al 201 2H5 I;I 107 g 0 0
3 | 216-A 1 T(;tgal 201 2H5 I;I 107 1;,) 0 0
3 | 217-A 1 T(;gal 261 2H5 1; 1% g 0 0
3 | 218-A 1 T(;gal 2(’1 2H5 1;1 1% g 0 0
3 | 219-A 1 T%al 201 2}; 1;1 1% g 0 0
3 | 220-A 1 T%al 201 2}; 1;1 1% g 0 0
3 | 221-A | T(;gal 2(31 2}; 1;1 1% g 0 0
3| 222:A 1 T?gal 201 2}; 1;1 1% g 0 0
3 | 223-A 1 T(;gal 201 2}; 1;1 1% g 0 0
3| 224-A 1 T;’gal 2(31 z}é I;I 1% g 0 0
3| 225-A 1 T%al 2(31 2}; I;I 1% 1; 0 0
3 | 226-A 1 T%al 201 2}; I;I 1% 1; 0 0
3 | 227-A 1 T‘;gal 201 2}; I;I 1% 1; 0 0
3 | 228-A 1 T‘;gal 201 2}; I;I 1% 1; 0 0
3 | 229-A 1 T%al 201 2}; I;I 1% 1; 0 0
3 | 230-A 1 T(;gal 2C1 2}; I;I 3 1; 0 0
3 | 231-A 1 T(;gal 201 2}; I;I 107 1; 0 0
3 | 232-A 1 T(;gal 201 2H5 1; 107 1; 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
3 | 233-A 1 T‘;gal 2(’1 2}; lj 107 g 0 0
3| 234-A 1 T‘;;al 2% 2}; lj 107 g 0 0
3| 235-A 1 T‘;gal 201 21; lj 107 g 0 0
3| 236-A 1 T‘;gal 201 21; lj 107 g 0 0
3 | 237-A 1 T%al 201 ; 1; 107 g 0 0
3 | 238A 1 T(;gal 261 2H5 1; 1% g 0 0
3 | 239-A 1 T(;gal 2(’1 2H5 1;1 1% g 0 0
3 | 240-A 1 T%al 201 2}; 1;1 1% g 0 0
3 | 241-A | T(;gal 201 2}; 1;1 1% g 0 0
3 | 242-A 1 T(;gal 2(31 2}; 1;1 1% g 0 0
3 | 243-A 1 T(;gal 201 2}; 1;1 1% g 0 0
3 | 244-A 1 T?gal 201 2}; 1;1 1% g 0 0
3 | 245A 1 T?gal 2(31 z}é I;I 1% g 0 0
3 | 246-A 1 T%al 2(31 2}; I;I 1% 1; 0 0
3 | 247-A 1 T%al 201 2}; I;I 1% 1; 0 0
3 | 248A 1 T‘;gal 201 2}; I;I 1% 1; 0 0
3 | 249-A 1 T‘;gal 201 2}; I;I 1% 13) 0 0
3| 250-A 1 T%al 201 2}; I;I 1% 1; 0 0

e Molecule 4 is MANGANESE (II) ION (three-letter code: MN) (formula: Mn).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Mn
4 1-A 2 5 9 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf

4 9 A 9 Total Mn 0 0
9 9

4 3 A 9 Total Mn 0 0
9 9

4 LA 9 Total Mn 0 0
9 9
Total Mn

4 5-A 9 ) ) 0 0
Total Mn

4 6-A 9 ) ) 0 0

4 T A 5 Total Mn 0 0
9 9

4 3 A 9 Total Mn 0 0
9 9
Total Mn

4 9-A 9 ) ) 0 0

4 | 10-A 9 Total - Mn 0 0
9 9

4 | 1A 9 Total - Mn 0 0
9 9

4 | 12:A 9 Total - Mn 0 0
9 9

4 | 13-A 9 Total - Mn 0 0
9 9

4 | 14A 9 Total - Mn 0 0
9 9

4 | 15-A 9 Total - Mn 0 0
9 9

4 | 16-A 9 Total -~ Mn 0 0
9 9

4 | 17-A 9 Total -~ Mn 0 0
9 9

4 | 18-A 9 Total -~ Mn 0 0
9 9

4 | 19-A 9 Total = Mn 0 0
9 9

4 | 20-A 9 Total = Mn 0 0
9 9

4 | 21-A 9 Total = Mn 0 0
9 9

4 | 922-A 9 TO;a‘l l\gn 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf

4| 23A 2 total - Mo 0 0
2 2

4| 21A 2 total - Mn 0 0
2 2

4 95 A 9 Total Mn 0 0
2 2

4 26-A 9 Total Mn 0 0
2 2

4 97 A 9 Total Mn 0 0
2 2

4 98 A 5 Total Mn 0 0
2 2

4 90-A 9 Total Mn 0 0
2 2

4 30-A 9 Total Mn 0 0
2 2

4 3LA 9 Total Mn 0 0
2 2

4 29 A 9 Total Mn 0 0
2 2

4 33 A 5 Total Mn 0 0
2 2

4 LA 5 Total Mn 0 0
2 2

4 35 A 5 Total Mn 0 0
2 2

4 36A 5 Total Mn 0 0
2 2

4 37 A 5 Total Mn 0 0
2 2

4 23 A 5 Total Mn 0 0
2 2

4 30.A 5 Total Mn 0 0
2 2

4 A0-A 5 Total Mn 0 0
2 2

4 | 4LA 2 Total - Mn 0 0
2 2

4| 42.A 2 Total - Mn 0 0
2 2

4 | 43-A 9 TO;a‘l l\gn 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf

4| e 2 total - Mo 0 0
9 9

4| 45A 2 total - Mn 0 0
9 9

4| 46A 2 fotal - Mn 0 0
9 9

4| arA 2 total - Mn 0 0
9 9

4 | 48-A 9 Total = Mn 0 0
9 9

4 | 49-A 9 Total - Mn 0 0
9 9

4 | 50-A 9 Total - Mn 0 0
9 9

4 | 51-A 9 Total - Mn 0 0
9 9

4 | 52-A 9 Total - Mn 0 0
9 9

4 | 53-A 9 Total - Mn 0 0
9 9

4 | 54-A 9 Total - Mn 0 0
9 9

4 | 55-A 9 Total - Mn 0 0
9 9

4 | 56-A 9 Total - Mn 0 0
9 9

4 | 57T-A 9 Total - Mn 0 0
9 9

4 | 5%A 9 Total -~ Mn 0 0
9 9

4 | 59-A 9 Total -~ Mn 0 0
9 9

4 | 60-A 9 Total -~ Mn 0 0
9 9

4 | 61-A 9 Total = Mn 0 0
9 9

4 | 62-A 9 Total = Mn 0 0
9 9

4 | 63-A 9 Total = Mn 0 0
9 9

4 | 64-A 9 TO;a‘l l\gn 0 0




Page 43

wwPDB X-ray Structure Validation Summary Report

4PTH

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf

4| 65A 2 total - Mo 0 0
9 9

4| 66-A 2 total - Mn 0 0
9 9

4| 67A 2 fotal - Mn 0 0
9 9

4| 63A 2 total - Mn 0 0
9 9

4 | 69-A 9 Total = Mn 0 0
9 9

4 | 70-A 9 Total - Mn 0 0
9 9

4 | T1-A 9 Total - Mn 0 0
9 9

4 | 72-A 9 Total - Mn 0 0
9 9

4 | 73-A 9 Total - Mn 0 0
9 9

4 | T4-A 9 Total - Mn 0 0
9 9

4 | 75-A 9 Total - Mn 0 0
9 9

4 | 76-A 9 Total - Mn 0 0
9 9

4 | T7-A 9 Total - Mn 0 0
9 9

4 | 78-A 9 Total - Mn 0 0
9 9

4 | 79-A 9 Total -~ Mn 0 0
9 9

4 | 80-A 9 Total -~ Mn 0 0
9 9

4 | 81-A 9 Total -~ Mn 0 0
9 9

4 | 82-A 9 Total = Mn 0 0
9 9

4 | 83-A 9 Total = Mn 0 0
9 9

4 | 84-A 9 Total = Mn 0 0
9 9

4 | 85A 9 TOQtal hgn 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf

4| 86-A 2 total - Mo 0 0
9 9

4 STA 9 Total Mn 0 0
9 9

4 88 A 9 Total Mn 0 0
2 9

4 80-A 9 Total Mn 0 0
9 9

4 90-A 9 Total Mn 0 0
9 9

4 O1-A 5 Total Mn 0 0
9 9

4 92 A 9 Total Mn 0 0
9 9

4 03-A 9 Total Mn 0 0
9 9

4 O4A 9 Total Mn 0 0
9 9

4 | 95-A 9 Total - Mn 0 0
9 9

4 | 96-A 9 Total - Mn 0 0
9 9

4 | 97-A 9 Total - Mn 0 0
9 9

4 08 A 5 Total Mn 0 0
9 9

4 00-A 5 Total Mn 0 0
9 9

4 | 100-A 9 Total -~ Mn 0 0
9 9

4 | 101-A 9 Total -~ Mn 0 0
9 9

4 | 102-A 9 Total -~ Mn 0 0
9 9

4 | 103-A 9 Total = Mn 0 0
9 9

4 | 104-A 9 Total = Mn 0 0
9 9

4 | 105-A 9 Total = Mn 0 0
9 9

4 | 106-A 9 TOQtal hgn 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf

4 | 107-A 9 Total ~ Mn 0 0
9 9

4 | 108A 9 Total = Mn 0 0
9 9

4 | 109-A 9 Total = Mn 0 0
9 9

4 | 110-A 9 Total - Mn 0 0
9 9

4 | 111A 9 Total ~ Mn 0 0
2 2

4 | 1124 9 Total = Mn 0 0
9 9

4 | 113-A 9 Total - Mn 0 0
9 9

4 | 1144 9 Total = Mn 0 0
9 9

4 | 115-A 9 Total - Mn 0 0
9 9

4 | 116-A 9 Total - Mn 0 0
9 9

4 | 117-A 9 Total - Mn 0 0
9 9

4 | 118A 9 Total - Mn 0 0
9 9

4 | 119-A 9 Total - Mn 0 0
9 9

4 | 120-A 9 Total - Mn 0 0
9 9

4 | 121A 9 Total - Mn 0 0
9 9

4 | 1227 9 Total - Mn 0 0
9 9

4 | 123-A 9 Total -~ Mn 0 0
9 9

4 | 1247 9 Total Mn 0 0
9 9

4 | 125-A 9 Total = Mn 0 0
9 9

4 | 126-A 9 Total = Mn 0 0
9 9

4 | 127-A 9 TO;a‘l l\gn 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf

4 | 198A 9 Total ~ Mn 0 0
9 9

4 | 129-A 9 Total = Mn 0 0
9 9

4 | 130-A 9 Total = Mn 0 0
9 9

4 | 131-A 9 Total ~ Mn 0 0
9 9

4 | 132-A 9 Total = Mn 0 0
2 2

4 | 133-A 9 Total - Mn 0 0
9 9

4 | 134-A 9 Total - Mn 0 0
9 9

4 | 135-A 9 Total - Mn 0 0
9 9

4 | 136-A 9 Total - Mn 0 0
9 9

4 | 137-A 9 Total - Mn 0 0
9 9

4 | 138A 9 Total - Mn 0 0
9 9

4 | 139-A 9 Total - Mn 0 0
9 9

4 | 140-A 9 Total - Mn 0 0
9 9

4 | 141A 9 Total - Mn 0 0
9 9

4 | 1427 9 Total - Mn 0 0
9 9

4 | 143-A 9 Total -~ Mn 0 0
9 9

4 | 1447 9 Total Mn 0 0
9 9

4 | 145-A 9 Total = Mn 0 0
9 9

4 | 146-A 9 Total = Mn 0 0
9 9

4 | 147-A 9 Total = Mn 0 0
9 9

4 | 148A 9 TOQtal hgn 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf

4 | 149-A 9 Total ~ Mn 0 0
9 9

4 | 150-A 9 Total = Mn 0 0
9 9

4 | 151A 9 Total = Mn 0 0
9 9

4 | 152-A 9 Total ~ Mn 0 0
9 9

4 | 153-A 9 Total = Mn 0 0
9 9

4 | 154-A 9 Total - Mn 0 0
9 9

4 | 155-A 9 Total - Mn 0 0
9 9

4 | 156-A 9 Total - Mn 0 0
9 9

4 | 157-A 9 Total - Mn 0 0
9 9

4 | 158A 9 Total - Mn 0 0
9 9

4 | 159-A 9 Total - Mn 0 0
9 9

4 | 160-A 9 Total - Mn 0 0
9 9

4 | 161-A 9 Total - Mn 0 0
9 9

4 | 162-A 9 Total - Mn 0 0
9 9

4 | 163-A 9 Total -~ Mn 0 0
9 9

4 | 164-A 9 Total -~ Mn 0 0
9 9

4 | 165-A 9 Total -~ Mn 0 0
9 9

4 | 166-A 9 Total = Mn 0 0
9 9

4 | 167-A 9 Total = Mn 0 0
9 9

4 | 168-A 9 Total = Mn 0 0
9 9

4 | 169-A 9 TO;a‘l l\gn 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf

4 | 170-A 9 Total ~ Mn 0 0
9 9

4 | 17LA 9 Total = Mn 0 0
9 9

4 | 172A 9 Total = Mn 0 0
9 9

4 | 173A 9 Total - Mn 0 0
9 9

4 | 174-A 9 Total = Mn 0 0
9 9

4 | 175-A 9 Total - Mn 0 0
9 9

4 | 176-A 9 Total - Mn 0 0
9 9

4 | 17T7-A 9 Total - Mn 0 0
9 9

4 | 178-A 9 Total - Mn 0 0
9 9

4 | 179-A 9 Total - Mn 0 0
9 9

4 | 180-A 9 Total - Mn 0 0
9 9

4 | 181-A 9 Total - Mn 0 0
9 9

4 | 182-A 9 Total - Mn 0 0
9 9

4 | 183-A 9 Total - Mn 0 0
9 9

4 | 184-A 9 Total -~ Mn 0 0
9 9

4 | 185-A 9 Total -~ Mn 0 0
9 9

4 | 186-A 9 Total -~ Mn 0 0
9 9

4 | 187-A 9 Total = Mn 0 0
9 9

4 | 188-A 9 Total = Mn 0 0
9 9

4 | 189-A 9 Total = Mn 0 0
9 9

4 | 190-A 9 TOQtal hgn 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf

4 | 191A 9 Total ~ Mn 0 0
9 9

4 | 192.A 9 Total = Mn 0 0
9 9

4 | 193A 9 Total = Mn 0 0
9 9

4 | 194A 9 Total - Mn 0 0
9 9

4 | 195-A 9 Total = Mn 0 0
9 9

4 | 196-A 9 Total - Mn 0 0
9 9

4 | 197-A 9 Total - Mn 0 0
9 9

4 | 198-A 9 Total - Mn 0 0
9 9

4 | 199-A 9 Total - Mn 0 0
9 9

4 | 200-A 9 Total - Mn 0 0
9 9

4 | 201-A 9 Total - Mn 0 0
9 9

4 | 202-A 9 Total - Mn 0 0
9 9

4 | 203-A 9 Total - Mn 0 0
9 9

4 | 204-A 9 Total - Mn 0 0
9 9

4 | 205-A 9 Total -~ Mn 0 0
9 9

4 | 206-A 9 Total -~ Mn 0 0
9 9

4 | 207-A 9 Total -~ Mn 0 0
9 9

4 | 208-A 9 Total = Mn 0 0
9 9

4 | 209-A 9 Total = Mn 0 0
9 9

4 | 210-A 9 Total = Mn 0 0
9 9

4 | 211-A 9 TO;a‘l l\gn 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf

4 | 212.A 9 Total ~ Mn 0 0
9 9

4 | 213A 9 Total = Mn 0 0
9 9

4 | 214A 9 Total = Mn 0 0
9 9

4 | 215-A 9 Total ~ Mn 0 0
9 9

4 | 216-A 9 Total = Mn 0 0
9 9

4 | 217-A 9 Total - Mn 0 0
9 9

4 | 218A 9 Total - Mn 0 0
9 9

4 | 219-A 9 Total - Mn 0 0
9 9

4 | 220-A 9 Total - Mn 0 0
9 9

4 | 2214 9 Total = Mn 0 0
9 9

4 | 2227 9 Total  Mn 0 0
9 9

4 | 223-A 9 Total - Mn 0 0
9 9

4 | 2247 9 Total = Mn 0 0
9 9

4 | 9225-A 9 Total - Mn 0 0
9 9

4 | 9226-A 9 Total -~ Mn 0 0
9 9

4 | 227-A 9 Total -~ Mn 0 0
9 9

4 | 228A 9 Total -~ Mn 0 0
9 9

4 | 9220-A 9 Total = Mn 0 0
9 9

4 | 230-A 9 Total = Mn 0 0
9 9

4 | 231-A 9 Total = Mn 0 0
9 9

4 | 232-A 9 TO;a‘l l\gn 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf

4 | 233A 9 Total ~ Mn 0 0
9 9

4 | 234A 9 Total = Mn 0 0
9 9

4 | 235.A 9 Total = Mn 0 0
9 9

4 | 236-A 9 Total ~ Mn 0 0
9 9

4 | 9237-A 9 Total = Mn 0 0
9 9

4 | 238-A 9 Total - Mn 0 0
9 9

4 | 239-A 9 Total - Mn 0 0
9 9

4 | 240-A 9 Total - Mn 0 0
9 9

4 | 2417 9 Total - Mn 0 0
9 9

4 | 2427 9 Total - Mn 0 0
9 9

4 | 243-A 9 Total - Mn 0 0
9 9

4 | 2447 9 Total - Mn 0 0
9 9

4 | 245-A 9 Total - Mn 0 0
9 9

4 | 246-A 9 Total - Mn 0 0
9 9

4 | 247-A 9 Total -~ Mn 0 0
9 9

4 | 248A 9 Total -~ Mn 0 0
9 9

4 | 249-A 9 Total -~ Mn 0 0
9 9

4 | 250-A 9 Total = Mn 0 0
9 9

e Molecule 5 is water.

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O

5 1-A 180 %0 180 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 | 2A 171 Tlo;fl 1(;1 0 0
5 | 3A 185 110;51 125 0 0
5 | 4-A 189 110;51 129 0 0
5 | 5A 176 110;21 1(7)6 0 0
5 | 6A 189 1;°§gl 129 0 0
5 | 7-A 179 Tf?tgl 1(7)9 0 0
5 | 8A 196 Tiogtgl 186 0 0
5 | 9-A 198 Tlogtgl 188 0 0
5 | 10-A 197 Tlogt,?l 187 0 0
5 | 11-A 199 Tloggl 189 0 0
5 | 12-A 191 Tlogtfl 181 0 0
5 | 13-A 176 Tf;gl 1(;6 0 0
5 | 14-A 191 Tlogf‘l 1(31 0 0
5 | 15-A 197 Tlog;‘l 187 0 0
5 | 16-A 183 Tloggl 123 0 0
5 | 17-A 177 110;,?1 1(7)7 0 0
5 | 18-A 170 Tlo;gl 1(7)0 0 0
5 | 19-A 173 110;??1 1(7)3 0 0
5 | 20-A 179 Tf?tgl 1(7)9 0 0
5 | 21-A 185 Tlogsl 1(;5 0 0
5 | 22.A 195 Tloggl 1(35 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 | 23-A 181 Tf;fl 1(51 0 0
5 | 24A 172 110;;1 1(7)2 0 0
5 | 25-A 179 110;51 1(7)9 0 0
5 | 26-A 196 110;21 1(9)6 0 0
5 | 27-A 195 11055&1 1(9)5 0 0
5 | 28-A 193 Tiogtgl 183 0 0
5 | 29-A 184 Tiogjl 1(53 ] 0 0
5 | 30-A 185 Tlogsl 125 0 0
5 | 31-A 190 Tlogtgl 180 0 0
5 | 32-A 175 Tlo;;l 1?5 0 0
5 | 33A 199 Tloggl 189 0 0
5 | 34-A 196 Tloggl 186 0 0
5 | 35A 185 Tloggl 1(55 0 0
5 | 36-A 191 Tlogtfl 1(31 0 0
5 | 37-A 191 110531 1(9)1 0 0
5 | 38A 183 110;31 1(;3 0 0
5 | 39-A 177 Tlo;,?l 1(7)7 0 0
5 | 40-A 183 110;;1 123 0 0
5 | 41-A 182 Tf;;l 122 0 0
5 | 42-A 176 Tlo;gl 1(7)6 0 0
5 | 43-A 172 Tlo;gl 1(7)2 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 | 44A 181 Tf;fl 1(51 0 0
5 | 45-A 194 110;21 1(9)4 0 0
5 | 46-A 198 110531 1(9)8 0 0
5 | 47-A 194 110;21 1(9) , 0 0
5 | 48A 177 110;?1 1(7)7 0 0
5 | 49-A 165 Tioggl 1(6)5 0 0
5 | 50-A 172 Ti()?t;l 1(7)2 0 0
5 | 51-A 171 Tf;fl 1(7)1 0 0
5 | 52-A 175 Tf;g‘l 1?5 0 0
5 | 53-A 191 Tlogtfl 181 0 0
5 | 54-A 185 Tlogsl 125 0 0
5 | 55A 183 Tloggl 1(;3 0 0
5 | 56-A 186 Tloggl 1(;6 0 0
5 | 57-A 187 Tl(’;?l 1(;7 0 0
5 | 58A 193 110551 1(9)3 0 0
5 | 59-A 187 110;,?1 1(;7 0 0
5 | 60-A 178 Tlo7t§1 1(7)8 0 0
5 | 61-A 169 Tloggl 1(6)9 0 0
5 | 62-A 169 I;Oggl 1(6)9 0 0
5 | 63-A 179 Tlo;g“l 1(7)9 0 0
5 | 64A 180 Tloggl 1(;0 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 | 65-A 189 Tf;gl 129 0 0
5 | 66-A 194 110;21 18 , 0 0
5 | 67-A 170 110;31 1(7)0 0 0
5 | 68A 174 110;21 1(7) , 0 0
5 | 69-A 193 Tlogtgl 183 0 0
5 | T0-A 199 Tiogtgl 189 0 0
5 | 71-A 176 Tf?tgl 1(7)6 0 0
5 | 72-A 172 Tf;;l 1(7)2 0 0
5 | 73A 175 Tf;g‘l 1?5 0 0
5 | 74A 185 Tlogsl 125 0 0
5 | 75A 186 Tloggl 126 0 0
5 | 76-A 183 Tloggl 1(;3 0 0
5 | 77-A 192 Tf;;l 1(32 0 0
5 | 78-A 192 Tf;;l 1(32 0 0
5 | 79-A 178 Tlo7t§1 1(7)8 0 0
5 | 80-A 181 110;31 121 0 0
5 | 81-A 178 Tlo7t§1 1(7)8 0 0
5 | 82-A 188 Tloggl 128 0 0
5 | 83-A 189 Tloggl 129 0 0
5 | 84-A 189 Tlogg“l 1(;9 0 0
5 | 85A 179 Tlo;gl 1(7)9 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 | 86-A 185 Tloggl 1(55 0 0
5 | 87-A 192 110;;1 1(9)2 0 0
5 | 88-A 187 110;?1 127 0 0
5 | 89-A 185 110;531 125 0 0
5 | 90-A 182 1;°§;1 122 0 0
5 | 91-A 183 Tioggl 1(533 0 0
5 | 92-A 182 Tioggl 1(532 0 0
5 | 93A 186 Tloggl 126 0 0
5 | o4A 175 Tlo;sl 1?5 0 0
5 | 95A 186 Tloggl 126 0 0
5 | 96-A 188 Tloggl 128 0 0
5 | 97-A 186 Tloggl 1(;6 0 0
5 | 98A 180 Tloggl 1(;0 0 0
5 | 99-A 183 Tl(’;;l 1(;3 0 0
5 | 100-A 172 110;;1 1(7)2 0 0
5 | 101-A 175 Tf;? 1(7)5 0 0
5 | 102-A 183 1;0;31 1(53 0 0
5 | 103-A 200 20531 2%)0 0 0
5 | 104-A 185 Tf;;l 125 0 0
5 | 105-A 180 Tlogg“l 1(;0 0 0
5 | 106-A | 189 Tloggl 1(;9 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 | 107-A | 193 110551 1(33 0 0
5 | 108A | 185 110;51 125 0 0
5 | 100-A | 181 110;?1 121 0 0
5 | 110-A 212 T2°1t2al 2(1)2 0 0
5 | 111-A 207 TQOS?I 2(37 0 0
5 | 112-A 206 T;ggl 2(0)6 0 0
5 | 113-A 189 Tioggl 1(539 0 0
5 | 114-A 173 T1°7t§1 1(7)3 0 0
5 | 115-A 182 Tlogsl 122 0 0
5 | 116-A 189 Tloggl 129 0 0
5 | 117-A 174 Tlo;jl 1? ] 0 0
5 | 118-A 180 Tloggl 1(;0 0 0
5 | 119-A 181 Tlogtf‘l 1(51 0 0
5 | 120-A 179 Tl(’?tgl 1(;9 0 0
5 | 121-A 189 Tloggl 129 0 0
5 | 122-A 201 go(ffl 2(0)1 0 0
5 | 123-A 202 1;05;1 2(32 0 0
5 | 124-A 198 110531 1(9)8 0 0
5 | 125-A 204 gogjl 2(84 0 0
5 | 126-A 192 T109t§“1 1(;2 0 0
5 | 127-A | 183 Tloggl 1(;3 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 | 128A | 184 Tf;jl 124 0 0
5 | 120-A | 186 110;21 1(56 0 0
5 | 130-A | 196 110;21 1(9)6 0 0
5 | 131-A | 176 110;21 1(7)6 0 0
5 | 132A | 187 1;°§?1 127 0 0
5 | 133-A 183 Tioggl 1(533 0 0
5 | 134-A 182 Tioggl 1(532 0 0
5 | 135-A 193 Tlogtgl 183 0 0
5 | 136-A 185 Tloggl 125 0 0
5 | 137-A 185 Tlogsl 125 0 0
5 | 138-A 181 Tlogfl 121 0 0
5 | 139-A 167 Tlogjl 127 0 0
5 | 140-A 173 Tf?t;l 1(;3 0 0
5 | 141-A 186 Tloggl 1(;6 0 0
5 | 142-A 206 goggl 2%)6 0 0
5 | 143-A | 187 Ilog?l 1(;7 0 0
5 | 144-A 178 Tlo7t§1 1(7)8 0 0
5 | 145-A 171 Tlo;fl 1(7)1 0 0
5 | 146-A 174 Tf?tjl 1(7) , 0 0
5 | 147-A 171 Tlo;f“l 1(7)1 0 0
5 | 148A | 176 Tlo;gl 1(7)6 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 | 149-A | 196 110521 1(36 0 0
5 | 150-A | 185 110;51 125 0 0
5 | 151-A 184 Tf;jl 124 0 0
5 | 152-A 179 Tlo;gal 1(7)9 0 0
5 | 153-A 186 Tloggl 126 0 0
5 | 154-A 184 Tiogjl 1(534 0 0
5 | 155-A 188 Tioggl 1(838 0 0
5 | 156-A 176 Tf;gl 1(7)6 0 0
5 | 157-A | 174 Tlo;jl 1? , 0 0
5 | 158-A 181 Tlogfl 121 0 0
5 | 159-A 180 Tloggl 120 0 0
5 | 160-A 186 Tloggl 1(;6 0 0
5 | 161-A 199 Tloggl 1(39 0 0
5 | 162-A 199 Tloggl 189 0 0
5 | 163-A 199 110531 1(9)9 0 0
5 | 164-A 181 110;31 121 0 0
5 | 165-A 191 1;05?1 1(9)1 0 0
5 | 166-A 189 Tloggl 129 0 0
5 | 167-A 171 Tf?tfl 1(7)1 0 0
5 | 168-A 171 Tlo;f“l 1(7)1 0 0
5 | 169-A 187 Tf;;‘“l 1(;7 0 0

Continued on next page...



Page 60

wwPDB X-ray Structure Validation Summary Report

4PTH

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 | 170-A | 186 Tf;gl 126 0 0
5 | 171-A | 184 110;21 1(54 0 0
5 | 172-A | 185 110;51 125 0 0
5 | 173-A | 193 110;??1 1(9)3 0 0
5 | 174-A | 184 1;°§ZI 12 , 0 0
5 | 175-A 187 Tiog;‘l 1(537 0 0
5 | 176-A 186 Tioggl 1(836 0 0
5 | 1A | 173 T1°7t§1 1(7)3 0 0
5 | 178-A 185 Tloggl 125 0 0
5 | 179-A | 174 Tlo;jl 1? , 0 0
5 | 180-A 173 Tlo;gl 1?3 0 0
5 | 181-A 199 Tloggl 189 0 0
5 | 182-A 192 Tf;;l 1(32 0 0
5 | 183-A 199 Tloggl 189 0 0
5 | 184A | 187 11055?1 1(;7 0 0
5 | 185-A 174 Tf;jl 1(7)4 0 0
5 | 186-A 169 1;0531 1(6?9 0 0
5 | 187-A 165 Tlog;l 1((?5 0 0
5 | 188-A 180 Tloggl 120 0 0
5 | 189-A 175 Tlo;sl 1(7)5 0 0
5 | 190-A | 181 Tlogtf“l 1(;1 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 0 191-A | 192 110531 1(32 0 0
5 | 192-A 191 110;?1 1(9)1 0 0
5 1 193-A | 190 110531 1(9)0 0 0
5 | 194-A | 193 110;??1 1(9)3 0 0
5 | 195A | 194 110521 184 0 0
5 | 196-A 186 Tioggl 1(836 0 0
5 | 197-A 167 Tiogsl 1(6)7 0 0
5 | 198-A 174 Tf;jl 1(7) ] 0 0
5 | 199-A 184 Tlogjl 124 0 0
5 | 200-A 190 Tloggl 180 0 0
5 | 201-A 189 Tloggl 129 0 0
5 | 202-A 171 Tf;fl 1(7)1 0 0
5 | 203-A 185 Tloggl 1(55 0 0
5 | 204-A 188 Tf;gl 1(;8 0 0
5 | 205-A 185 Tlogsl 125 0 0
5 | 206-A 186 110;21 1(;6 0 0
5 | 207-A 199 1;0531 1(9)9 0 0
5 | 208-A 186 110;21 126 0 0
5 | 200-A 179 Tf?tgl 1(7)9 0 0
5 | 210-A 179 Tlo;g“l 1(7)9 0 0
5 | 211-A | 176 Tlo;gl 1(7)6 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 | 212-A 175 110;56‘1 1(;5 0 0
5 | 213-A | 180 110;31 1(50 0 0
5 | 214A | 181 110;?1 121 0 0
5 | 215-A | 191 110;131 1(9)1 0 0
5 | 216-A | 185 1;°§§1 125 0 0
5 | 217-A 204 T;gjl 2(0)4 0 0
5 | 218-A 191 Tiogtfl 181 0 0
5 | 219-A 176 Tf;gl 1(7)6 0 0
5 | 220-A 185 Tloggl 125 0 0
5 | 221-A 179 Tlo;gl 1?9 0 0
5 | 222-A 173 Tlo;gl 1?3 0 0
5 | 223-A 180 Tloggl 1(;0 0 0
5 | 224-A 178 Tf?tgl 1(;8 0 0
5 | 2254 | 187 Tf;?l 1(;7 0 0
5 | 226-A 189 Tloggl 129 0 0
5 | 227.A | 187 Ilog?l 1(;7 0 0
5 | 228-A 184 1;0;21 1(54 0 0
5 | 229-A 183 110;;1 123 0 0
5 | 230-A 193 1‘109t§1 1(53 0 0
5 | 231-A 198 Tlogtsl 1(;8 0 0
5 | 232A | 183 Tloggl 1(;3 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 | 233-A | 180 Tf;gl 120 0 0
5 | 234-A | 175 Tlo;gl 1(7)5 0 0
5 | 235-A | 201 gogfl 2(31 0 0
5 | 236-A | 204 gogjl 2(34 0 0
5 | 237-A | 103 11055‘1 183 0 0
5 | 238-A 159 Tioggl 129 0 0
5 | 239-A 164 Tiogjl 1(6)4 0 0
5 | 240-A 179 Tf;gl 1(7)9 0 0
5 | 241-A 183 T108t§l 123 0 0
5 | 242-A 183 Tloggl 123 0 0
5 | 243-A 194 Tlogjl 184 0 0
5 | 244-A 205 goggl 2(35 0 0
5 | 245-A 198 Tloggl 1(38 0 0
5 | 246-A 166 Tloggl 1(6?6 0 0
5 | 247-A 171 Tf;fl 1(7)1 0 0
5 | 248-A 171 Tf;fl 1(7)1 0 0
5 | 249-A 191 1;05?1 1(9)1 0 0
5 | 250-A 202 20531 222 0 0

MolProbity and EDS failed to run properly - this section is therefore empty.
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3 Data and refinement statistics (i)

EDS failed to run properly - this section is therefore incomplete.

Property Value Source
Space group P 21 21 21 Depositor
Cell constants 33.96A 44.82A 98.25A .
Depositor
a, b, c,a, 8,7y 90.00°  90.00°  90.00°
Resolution (A) 49.00 — 0.85 Depositor
7 Data completeness 98.0 (49.00-0.85) Depositor
(in resolution range)
Rinerge 0.05 Depositor
Raym (Not available) Depositor
<I/o(l)>"1 1.92 (at 0.85A) Xtriage
Refinement program PHENIX 1.8.4-1496 Depositor
R, Ryree 0.126 , 0.144 Depositor
Wilson B-factor (A?) 7.7 Xtriage
Anisotropy 0.182 Xtriage
L-test for twinning? <|L| > =048, < [?*> = 0.31 Xtriage
Estimated twinning fraction No twinning to report. Xtriage
Total number of atoms 699880 wwPDB-VP
Average B, all atoms (A?) 6.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patter-
son function is 11.86% of the height of the origin peak. No significant pseudotranslation is de-

tected.

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
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https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#data_stats
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4 Model quality (i)

4.1 Standard geometry (i)

MolProbity failed to run properly - this section is therefore empty.

4.2 Too-close contacts (i)

MolProbity failed to run properly - this section is therefore empty.

4.3 Torsion angles (i)
4.3.1 Protein backbone (3)

MolProbity failed to run properly - this section is therefore empty.

4.3.2 Protein sidechains (1)

MolProbity failed to run properly - this section is therefore empty.

4.3.3 RNA (D

MolProbity failed to run properly - this section is therefore empty.

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

validation-pack failed to run properly - this section is therefore empty.

4.5 Carbohydrates (i)

validation-pack failed to run properly - this section is therefore empty.

4.6 Ligand geometry (i)

validation-pack failed to run properly - this section is therefore empty.

4.7 Other polymers (i)

validation-pack failed to run properly - this section is therefore empty.

WO RLDWIDE
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https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#model_quality
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#standard_geometry
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#close_contacts
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#torsion_angles
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#protein_backbone
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#protein_sidechains
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#rna
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands
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4.8 Polymer linkage issues (i)

There are no chain breaks in this entry.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#polymer_linkage
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5 Fit of model and data (i)

5.1 Protein, DNA and RNA chains (i)

EDS failed to run properly - this section is therefore empty.

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

EDS failed to run properly - this section is therefore empty.

5.3 Carbohydrates (i)

EDS failed to run properly - this section is therefore empty.

5.4 Ligands (i)

EDS failed to run properly - this section is therefore empty.

5.5 Other polymers (i)

EDS failed to run properly - this section is therefore empty.


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