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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 1.05 A.
There are no percentiles available for this entry.

MolProbity and EDS were not executed - the sequence quality summary graphics cannot be
shown.
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2  Entry composition (i)

There are 5 unique types of molecules in this entry. The entry contains 339833 atoms, of which
157875 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 giffil s(oj5 12%1 2T7 2(21 ? 0 0 0
1 2-A 159 gii?fil 8%5 12%1 2T7 2(21 ? 0 0 0
1 3-A 159 gii?fil 8%5 12%1 2T7 2(21 ? 0 0 0
1 1A 159 gigail 8%5 12HQl 21?7 2(21 ? 0 0 0
1 oA 159 gigail 8%5 12H21 21;]7 221 ? 0 0 0
1 6-A 159 giﬁf’i} 8%5 12H21 21;]7 221 ? 0 0 0
1 A 159 giﬁf’i} 8%5 12H21 2?7 221 ? 0 0 0
1 §-A 159 giﬁf’i} 8%5 12H21 2?7 221 ? 0 0 0
1 A 159 giﬁff 8%5 12H21 2?7 251)1 5 0 0 0
1 10-A 159 giﬁﬁl 8(55 12H21 2?7 221 g 0 0 0
1 H-A 159 giﬁﬁl 8(035 12H21 2?7 221 g 0 0 0
1 12-A 159 giﬁl 8(035 12H21 2?7 221 g 0 0 0
! 13-4 159 giﬁl 8(035 12H21 2?7 221 g 0 0 0
! 14-A 159 giﬁl 8(035 12H21 2?7 221 g 0 0 0
1 15-4 159 gi@? 8(035 12H21 2?7 221 g 0 0 0
1 16-A 159 gi@? 8(55 12H21 2?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 giﬁfil 8%]5 12};1 21?7 221 ? 0 0 0
1 18-A 159 giffil 8%]5 12};1 21?7 2(21 ? 0 0 0
1 19-A 159 gif—fil 8%]5 12};1 21?7 2(21 ? 0 0 0
1 20-A 159 gif—fil 8%]5 12};1 21?7 2(21 ? 0 0 0
1 21-A 159 gif—fil 8%5 12};1 2?7 2(21 ? 0 0 0
1 22-A 159 gi?fil 8%5 12};1 2?7 2(21 ? 0 0 0
1 23-A 159 gizfil 8%5 12};1 21;]7 221 ? 0 0 0
1 24-A 159 giﬁf’i} 8%5 12Hz1 21;]7 221 ? 0 0 0
1 25-A 159 giﬁf’i} 8%5 12H21 2?7 221 ? 0 0 0
1 26-A 159 giﬁﬁl 8%)35 12H21 2?7 221 g 0 0 0
1 27-A 159 gizﬁl 8(035 12};1 2?7 221 ? 0 0 0
1 28-4 159 giﬁﬁl 8(035 12};1 2?7 221 g 0 0 0
1 29-A 159 giﬁﬁl 8(035 12};1 2?7 221 g 0 0 0
1 30-4 159 gﬁl 8(035 12};1 2?7 221 g 0 0 0
! 31-4 159 giﬁl 8(035 12};1 2?7 221 g 0 0 0
! 32-4 159 gi@? 8(035 12};1 2?7 221 g 0 0 0
1 33-4 159 gﬁl 8(55 12};1 2?7 221 g 0 0 0
1 34-4 159 gi@? 8(55 12};1 21f7 221 ? 0 0 0
1 35-4 159 giﬁl 8%5 12};1 21?7 221 ? 0 0 0
! 36-4 159 225?1 8%5 12};1 21?7 221 ? 0 0 0
! 3T-A 159 225?1 8%5 12};1 21?7 221 ? 0 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 38-A 159 giﬁfil 8%]5 12};1 21?7 221 ? 0 0 0
1 39-A 159 giffil 8%]5 12};1 21?7 2(21 ? 0 0 0
1 10-A 159 gif—fil 8%]5 12};1 21?7 2(21 ? 0 0 0
1 A1-A 159 gif—fil 8%]5 12};1 21?7 2(21 ? 0 0 0
1 12-A 159 gif—fil 8%5 12};1 2?7 2(21 ? 0 0 0
1 13-A 159 gi?fil 8%5 12};1 2?7 2(21 ? 0 0 0
1 44-A 159 gizfil 8%5 12};1 21;]7 221 ? 0 0 0
1 15-A 159 giﬁf’i} 8%5 12Hz1 21;]7 221 ? 0 0 0
1 16-A 159 giﬁf’i} 8%5 12H21 2?7 221 ? 0 0 0
1 AT-A 159 giﬁﬁl 8%)35 12H21 2?7 221 g 0 0 0
1 48-4 159 gizﬁl 8(035 12};1 2?7 221 ? 0 0 0
1 49-4 159 giﬁﬁl 8(035 12};1 2?7 221 g 0 0 0
1 50-A 159 giﬁﬁl 8(035 12};1 2?7 221 g 0 0 0
1 p1-A 159 gﬁl 8(035 12};1 2?7 221 g 0 0 0
! 52-A 159 giﬁl 8(035 12};1 2?7 221 g 0 0 0
! 53-4 159 gi@? 8(035 12};1 2?7 221 g 0 0 0
1 b4-4 159 gﬁl 8(55 12};1 2?7 221 g 0 0 0
1 55-4 159 gi@? 8(55 12};1 21f7 221 ? 0 0 0
1 56-4 159 giﬁl 8%5 12};1 21?7 221 ? 0 0 0
! ST-A 159 225?1 8%5 12};1 21?7 221 ? 0 0 0
! 58-A 159 225?1 8%5 12};1 21?7 221 ? 0 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 59-A 159 giﬁfil 8%]5 12};1 21?7 221 ? 0 0 0
1 60-A 159 giffil 8%]5 12};1 21?7 2(21 ? 0 0 0
1 61-A 159 gif—fil 8%]5 12};1 21?7 2(21 ? 0 0 0
1 62-A 159 gif—fil 8%]5 12};1 21?7 2(21 ? 0 0 0
1 63-A 159 gif—fil 8%5 12};1 2?7 2(21 ? 0 0 0
1 64-A 159 gi?fil 8%5 12};1 2?7 2(21 ? 0 0 0
1 65-A 159 gizfil 8%5 12};1 21;]7 221 ? 0 0 0
1 66-A 159 giﬁf’i} 8%5 12Hz1 21;]7 221 ? 0 0 0
1 67-A 159 giﬁf’i} 8%5 12H21 2?7 221 ? 0 0 0
1 68-A 159 giﬁﬁl 8%)35 12H21 2?7 221 g 0 0 0
1 69-A 159 gizﬁl 8(035 12};1 2?7 221 ? 0 0 0
1 70-A 159 giﬁﬁl 8(035 12};1 2?7 221 g 0 0 0
1 71-A 159 giﬁﬁl 8(035 12};1 2?7 221 g 0 0 0
1 72-A 159 gﬁl 8(035 12};1 2?7 221 g 0 0 0
! 73-A 159 giﬁl 8(035 12};1 2?7 221 g 0 0 0
! T4-A 159 gi@? 8(035 12};1 2?7 221 g 0 0 0
1 -4 159 gﬁl 8(55 12};1 2?7 221 g 0 0 0
1 76-A 159 gi@? 8(55 12};1 21f7 221 ? 0 0 0
1 A 159 giﬁl 8%5 12};1 21?7 221 ? 0 0 0
! 8-A 159 225?1 8%5 12};1 21?7 221 ? 0 0 0
! 79-A 159 225?1 8%5 12};1 21?7 221 ? 0 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 80-A 159 giﬁfil 8%]5 12};1 21?7 221 ? 0 0 0
1 81-A 159 giffil 8%]5 12};1 21?7 2(21 ? 0 0 0
1 82-A 159 gif—fil 8%]5 12};1 21?7 2(21 ? 0 0 0
1 83-A 159 gif—fil 8%]5 12};1 21?7 2(21 ? 0 0 0
1 84-A 159 gif—fil 8%5 12};1 2?7 2(21 ? 0 0 0
1 85-A 159 gi?fil 8%5 12};1 2?7 2(21 ? 0 0 0
1 86-A 159 gizfil 8%5 12};1 21;]7 221 ? 0 0 0
1 87-A 159 giﬁf’i} 8%5 12Hz1 21;]7 221 ? 0 0 0
1 88-A 159 giﬁf’i} 8%5 12H21 2?7 221 ? 0 0 0
1 89-A 159 giﬁﬁl 8%)35 12H21 2?7 221 g 0 0 0
1 90-A 159 gizﬁl 8(035 12};1 2?7 221 ? 0 0 0
1 91-A 159 giﬁﬁl 8(035 12};1 2?7 221 g 0 0 0
1 92-A 159 giﬁﬁl 8(035 12};1 2?7 221 g 0 0 0
1 93-4 159 gﬁl 8(035 12};1 2?7 221 g 0 0 0
! 94-4 159 giﬁl 8(035 12};1 2?7 221 g 0 0 0
! 95-4 159 gi@? 8(035 12};1 2?7 221 g 0 0 0
1 96-4 159 gﬁl 8(55 12};1 2?7 221 g 0 0 0
1 oT-A 159 gi@? 8(55 12};1 21f7 221 ? 0 0 0
1 98-4 159 giﬁl 8%5 12};1 21?7 221 ? 0 0 0
! 99-A 159 225?1 8%5 12};1 21?7 221 ? 0 0 0
! 100-A 159 225?1 8%5 12};1 21?7 221 ? 0 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1| 101-4 159 giﬁfil 8%]5 12};1 21?7 221 ? 0 0 0
L | 1024 159 giffil 8%]5 12};1 21?7 2(21 ? 0 0 0
1| 1034 159 gif—fil 8%]5 12};1 21?7 2(21 ? 0 0 0
1| 1044 159 gif—fil 8%]5 12};1 21?7 2(21 ? 0 0 0
1| 105-4 159 gif—fil 8%5 12};1 2?7 2(21 ? 0 0 0
L | 106-4 159 gi?fil 8%5 12};1 2?7 2(21 ? 0 0 0
1 107-A 159 gizfil 8%5 12};1 21;]7 221 ? 0 0 0
1 108-A 159 giﬁf’i} 8%5 12Hz1 21;]7 221 ? 0 0 0
1 109-A 159 giﬁf’i} 8%5 12H21 2?7 221 ? 0 0 0
1 110-A 159 giﬁﬁl 8%)35 12H21 2?7 221 g 0 0 0
1 TH-A 159 gizﬁl 8(035 12};1 2?7 221 ? 0 0 0
1 H2-A 159 giﬁﬁl 8(035 12};1 2?7 221 g 0 0 0
1 13-4 159 giﬁﬁl 8(035 12};1 2?7 221 g 0 0 0
1 14-A 159 gﬁl 8(035 12};1 2?7 221 g 0 0 0
! H15-A 159 giﬁl 8(035 12};1 2?7 221 g 0 0 0
! 116-A 159 gi@? 8(035 12};1 2?7 221 g 0 0 0
1 1A 159 gﬁl 8(55 12};1 2?7 221 g 0 0 0
1 118-A 159 gi@? 8(55 12};1 21f7 221 ? 0 0 0
1 119-A 159 giﬁl 8%5 12};1 21?7 221 ? 0 0 0
! 120-A 159 225?1 8%5 12};1 21?7 221 ? 0 0 0
! 121-A 159 225?1 8%5 12};1 21?7 221 ? 0 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 122-A 159 gzgail 8%]5 12%1 21?7 251)1 ? 0 0 0
1 123-A 159 gzgail 8%]5 12%1 21?7 2(21 ? 0 0 0
1 124-A 159 gzgail 8%]5 12%1 21?7 2(21 ? 0 0 0
1 125-A 159 gzgail 8%]5 12%1 21?7 2(21 ? 0 0 0

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

FOL

ONH

J]NH o

oM

_HO [ :
Mol | Chain | Residues Atoms ZeroOcc | AltConf
e | W SRY O] 0 [
e SR [
o o RN v |
IR
o o RN v |
NN I
T o RN v |

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
IR H R
NS RN
2 | 10-A 1 ngal 1% E 1;1 (g 0 0
2 | 11-A 1 ngal 1% E 1;1 (g 0 0
2 | 12:A 1 ngal 1% E 1;1 (g 0 0
2 | 13-A 1 ngal 1% E 1;1 g 0 0
2 | 14-A 1 ngal 1% E 1;1 g 0 0
2 | 15-A 1 ngal 1% E 1;1 (6) 0 0
2 | 16-A 1 ngal 1% E 1;1 (6) 0 0
2 | 17-A 1 ngal fg E 1;1 (6) 0 0
2 | 18-A 1 ngal Eg E 1;1 (g 0 0
2 | 19-A 1 ngal fg E 1;1 (g 0 0
2 | 20-A 1 ngal fg E 1;1 (g 0 0
2 | 21-A 1 ngal fg E 1;1 (g 0 0
2 | 22:A 1 ngal fg E 1;1 (g 0 0
2 | 23-A 1 ngal fg F? 1;1 (g 0 0
2 | 24 1 ngal 1% F? 1;1 CG) 0 0
2 | 25-A 1 ngal 1% i 1;1 g 0 0
2 | 26-A 1 ngal 1% ﬁ 1;1 (g 0 0
9 | 27-A 1 ngal 1% ﬁ 1;1 (g 0 0
9 | 28-A 1 ngal 1% ﬁ 1;1 (g 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
2 | 29-A 1 ngal 1% E 1;1 (g 0 0
2 | 30-A 1 ngal 1% E 1;1 (b? 0 0
2 | 31-A 1 ngal 1% E 1;1 (g 0 0
2 | 32-A 1 ngal 1% E 1;1 (g 0 0
2 | 33-A 1 ngal 1% E 1;1 (g 0 0
2 | 34-A 1 ngal 1% E 1;1 g 0 0
2 | 35-A 1 ngal 1% E 1;1 g 0 0
2 | 36-A 1 ngal 1% E 1;1 (6) 0 0
2 | 37-A 1 ngal 1% E 1;1 (6) 0 0
2 | 38-A 1 ngal fg E 1;1 (6) 0 0
2 | 39-A 1 ngal Eg E 1;1 (g 0 0
2 | 40-A 1 ngal fg E 1;1 (g 0 0
2 | 41-A 1 ngal fg E 1;1 (g 0 0
2 | 42-A 1 ngal fg E 1;1 (g 0 0
2 | 43-A 1 ngal fg E 1;1 (g 0 0
2 | 44-A 1 ngal fg F? 1;1 (g 0 0
2 | 45-A 1 ngal 1% F? 1;1 CG) 0 0
9 | 46-A 1 ngal 1% i 1;1 g 0 0
9 | 47-A 1 ngal 1% ﬁ 1;1 (g 0 0
9 | 48-A 1 ngal 1% ﬁ 1;1 (g 0 0
9 | 49-A 1 ngal 1% ﬁ 1;1 (g 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
2 | 50-A 1 ngal 1% E 1;1 (g 0 0
2 | 51-A 1 ngal 1% E 1;1 (b? 0 0
2 | 52-A 1 ngal 1% E 1;1 (g 0 0
2 | 53-A 1 ngal 1% E 1;1 (g 0 0
2 | 54-A 1 ngal 1% E 1;1 (g 0 0
2 | 55-A 1 ngal 1% E 1;1 g 0 0
2 | 56-A 1 ngal 1% E 1;1 g 0 0
2 | 57-A 1 ngal 1% E 1;1 (6) 0 0
2 | 58-A 1 ngal 1% E 1;1 (6) 0 0
2 | 59-A 1 ngal fg E 1;1 (6) 0 0
2 | 60-A 1 ngal Eg E 1;1 (g 0 0
2 | 61-A 1 ngal fg E 1;1 (g 0 0
2 | 62-A 1 ngal fg E 1;1 (g 0 0
2 | 63-A 1 ngal fg E 1;1 (g 0 0
2 | 64-A 1 ngal fg E 1;1 (g 0 0
2 | 65-A 1 ngal fg F? 1;1 (g 0 0
2 | 66-A 1 ngal 1% F? 1;1 CG) 0 0
2 | 67-A 1 ngal 1% i 1;1 g 0 0
2 | 68-A 1 ngal 1% ﬁ 1;1 (g 0 0
2 | 69-A 1 ngal 1% ﬁ 1;1 (g 0 0
9 | 70-A 1 ngal 1% ﬁ 1;1 (g 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
2 | 71-A 1 ngal 1% E 1;1 (g 0 0
2 | 72-A 1 ngal 1% E 1;1 (b? 0 0
2 | 73-A 1 ngal 1% E 1;1 (g 0 0
2 | 74-A 1 ngal 1% E 1;1 (g 0 0
2 | 75-A 1 ngal 1% E 1;1 (g 0 0
2 | 76-A 1 ngal 1% E 1;1 g 0 0
2 | 77-A 1 ngal 1% E 1;1 g 0 0
2 | 78-A 1 ngal 1% E 1;1 (6) 0 0
2 | 79-A 1 ngal 1% E 1;1 (6) 0 0
2 | 80-A 1 ngal fg E 1;1 (6) 0 0
2 | 81-A 1 ngal Eg E 1;1 (g 0 0
2 | 82-A 1 ngal fg E 1;1 (g 0 0
2 | 83-A 1 ngal fg E 1;1 (g 0 0
2 | 84-A 1 ngal fg E 1;1 (g 0 0
2 | 85-A 1 ngal fg E 1;1 (g 0 0
2 | 86-A 1 ngal fg F? 1;1 (g 0 0
2 | 87-A 1 ngal 1% F? 1;1 CG) 0 0
2 | 88-A 1 ngal 1% i 1;1 g 0 0
2 | 89-A 1 ngal 1% ﬁ 1;1 (g 0 0
2 | 90-A 1 ngal 1% ﬁ 1;1 (g 0 0
2 | 91-A 1 ngal 1% ﬁ 1;1 (g 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
2 | 92-A 1 ngal 1% E 1;1 (g 0 0
2 | 93-A 1 ngal 1% E 1;1 (b? 0 0
2 | 94-A 1 ngal 1% E 1;1 (g 0 0
2 | 95-A 1 ngal 1% E 1;1 (g 0 0
2 | 96-A 1 ngal 1% E 1;1 (g 0 0
2 | 97-A 1 ngal 1% E 1;1 g 0 0
2 | 98-A 1 ngal 1% E 1;1 g 0 0
2 | 99-A 1 ngal 1% E 1;1 (6) 0 0
2 | 100-A 1 ngal 1% E 1;1 (6) 0 0
2 | 101-A 1 ngal fg E S (6) 0 0
2 | 102-A 1 ngal Eg E 1;1 (g 0 0
2 | 103-A 1 ngal fg E 1;1 (g 0 0
2 | 104-A 1 ngal fg E 1;1 (g 0 0
2 | 105-A 1 ngal fg E 1;1 (g 0 0
2 | 106-A 1 ngal fg E 1;1 (g 0 0
2 | 107-A 1 ngal fg F? 1;1 (g 0 0
2 | 108-A 1 ngal 1% F? 1;1 CG) 0 0
2 | 109-A 1 ngal 1% i 1;1 g 0 0
2 | 110-A 1 ngal 1% ﬁ 1;1 (g 0 0
2 | 111-A 1 ngal 1% ﬁ 1;1 (g 0 0
2 | 112-A 1 ngal 1% ﬁ 1;1 (g 0 0

Continued on next page...



Page 15 wwPDB X-ray Structure Validation Summary Report 4PTJ

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
2 | 113-A 1 ngal 1% E 1;1 (g 0 0
2 | 114-A 1 ngal 1% E 1;1 (b? 0 0
2 | 115-A 1 ngal 1% E 1;1 (g 0 0
2 | 116-A 1 ngal 1% E 1;1 (g 0 0
2 | 117-A 1 ngal 1% E 1;1 (g 0 0
2 | 118-A 1 ngal 1% E 1;1 g 0 0
2 | 119-A 1 ngal 1% E 1;1 g 0 0
2 | 120-A 1 ngal 1% E 1;1 (6) 0 0
2 | 121-A 1 ngal 1% E 1;1 (6) 0 0
2 | 122-A 1 ngal Eg E S (6) 0 0
2 | 123-A 1 ngal Eg E 1;1 (g 0 0
2 | 124-A 1 ngal fg E 1;1 (g 0 0
2 | 125-A 1 ngal fg E 1;1 (g 0 0

e Molecule 3 is NADP NICOTINAMIDE-ADENINE-DINUCLEOTIDE PHOSPHATE
(three-letter code: NAP) (formula: Cy1HogN7O417P3).
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
A R L.
A R L.
s w1 R s | 0|0
A R L
A R L
s lea | 1 s s 0|0
s w1 S s s | 0|0
s e | 1 s | 0|
s e | 1 g s | 0|0
3| 10-A 1 ol o 2o 0 0
3 | 11-A 1 T?gal 201 ;{5 1;1 107 g 0 0
3 | 12-A 1 T%al 201 ;{5 1;1 107 g 0 0
3 | 13-A 1 T(;gal 201 ;{5 1;1 107 g 0 0
3 | 14-A 1 T(;tgal 201 ;{5 1;1 107 g 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
3 | 15-A 1 T%al 201 ;{5 1;1 ?7 g 0 0
3 | 16-A 1 T(;tgal 201 ;{5 1;1 107 g 0 0
3 | 17-A 1 T(;tgal 201 ;{5 1;1 107 g 0 0
3 | 18-A 1 T(;tgal 201 ;{5 1;1 ?7 g 0 0
3 | 19-A 1 T(;tgal ch ;{5 1;1 ?7 g 0 0
3 | 20-A 1 T%al ch ;{5 1;1 ?7 g 0 0
3 | 21-A 1 T%al 201 ;{5 1;1 ?7 g 0 0
3 | 22:A 1 T(;gal 201 ;{5 1;1 ?7 g 0 0
3 | 23-A 1 T(;gal ch ;{5 1;1 ?7 g 0 0
3 | 24-A 1 T(;gal 201 ;{5 S ?7 g 0 0
3| 25-A 1 T?gal 201 ;{5 1;1 ?7 1; 0 0
3 | 26-A 1 T?gal 201 ;{5 1;1 107 1; 0 0
3 | 27-A 1 T‘;gal 201 ;{5 1;1 107 1; 0 0
3 | 28-A 1 T‘;gal 201 ;{5 1;1 107 g 0 0
3 | 29-A 1 T‘;gal 201 ;{5 1;1 107 g 0 0
3 | 30-A 1 T‘;gal 201 ;{5 1;1 ?7 g 0 0
3 | 31-A 1 T‘;gal 201 ;{5 1;1 ?7 g 0 0
3 | 32-A 1 T‘;gal 201 ;{5 1;1 ?7 g 0 0
3 | 33A 1 T‘;gal 201 ;{5 1;1 ?7 g 0 0
3 | 34-A 1 T‘;gal 201 ;{5 1;1 107 g 0 0
3 | 35A 1 T?gal 201 ;{5 1;1 107 1; 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
3 | 36-A 1 T%al 201 ;{5 1;1 ?7 g 0 0
3 | 37A 1 T(;tgal 201 ;{5 1;1 107 g 0 0
3 | 38A 1 T(;tgal 201 ;{5 1;1 107 g 0 0
3 | 39-A 1 T(;tgal 201 ;{5 1;1 ?7 g 0 0
3 | 40-A 1 T(;tgal ch ;{5 1;1 ?7 g 0 0
3| 41-A 1 T%al ch ;{5 1;1 ?7 g 0 0
3| 42-A 1 T%al 201 ;{5 1;1 ?7 g 0 0
3 | 43-A 1 T(;gal 201 ;{5 1;1 ?7 g 0 0
3| 44-A 1 T(;gal ch ;{5 1;1 ?7 g 0 0
3 | 45-A 1 T(;gal 201 ;{5 S ?7 g 0 0
3 | 46-A 1 T?gal 201 ;{5 1;1 ?7 1; 0 0
3 | 47-A 1 T?gal 201 ;{5 1;1 107 1; 0 0
3 | 48-A 1 T‘;gal 201 ;{5 1;1 107 1; 0 0
3 | 49-A 1 T‘;gal 201 ;{5 1;1 107 g 0 0
3 | 50-A 1 T‘;gal 201 ;{5 1;1 107 g 0 0
3 | 51-A 1 T‘;gal 201 ;{5 1;1 ?7 g 0 0
3 | 52-A 1 T‘;gal 201 ;{5 1;1 ?7 g 0 0
3 | 53A 1 T‘;gal 201 ;{5 1;1 ?7 g 0 0
3 | 54-A 1 T‘;gal 201 ;{5 1;1 ?7 g 0 0
3 | 55A 1 T‘;gal 201 ;{5 1;1 107 g 0 0
3 | 56-A 1 T?gal 201 ;{5 1;1 107 1; 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
3 | 57-A 1 T%al 201 ;{5 1;1 ?7 g 0 0
3 | 58A 1 T(;tgal 201 ;{5 1;1 107 g 0 0
3 | 59-A 1 T(;tgal 201 ;{5 1;1 107 g 0 0
3 | 60-A 1 T(;tgal 201 ;{5 1;1 ?7 g 0 0
3 | 61-A 1 T(;tgal ch ;{5 1;1 ?7 g 0 0
3 | 62-A 1 T%al ch ;{5 1;1 ?7 g 0 0
3 | 63-A 1 T%al 201 ;{5 1;1 ?7 g 0 0
3 | 64-A 1 T(;gal 201 ;{5 1;1 ?7 g 0 0
3 | 65A 1 T(;gal ch ;{5 1;1 ?7 g 0 0
3 | 66-A 1 T(;gal 201 ;{5 S ?7 g 0 0
3 | 67-A 1 T?gal 201 ;{5 1;1 ?7 1; 0 0
3 | 68A 1 T?gal 201 ;{5 1;1 107 1; 0 0
3 | 69-A 1 T‘;gal 201 ;{5 1;1 107 1; 0 0
3 | 70-A 1 T‘;gal 201 ;{5 1;1 107 g 0 0
3 | 71-A 1 T‘;gal 201 ;{5 1;1 107 g 0 0
3 | 72-A 1 T‘;gal 201 ;{5 1;1 ?7 g 0 0
3 | 73A 1 T‘;gal 201 ;{5 1;1 ?7 g 0 0
3 | 74-A 1 T‘;gal 201 ;{5 1;1 ?7 g 0 0
3 | 75A 1 T‘;gal 201 ;{5 1;1 ?7 g 0 0
3 | 76-A 1 T‘;gal 201 ;{5 1;1 107 g 0 0
3 | TT-A 1 T?gal 201 ;{5 1;1 107 1; 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
3 | 78A 1 T%al 201 ;{5 1;1 ?7 g 0 0
3 | T9-A 1 T(;tgal 201 ;{5 1;1 107 g 0 0
3 | 80-A 1 T(;tgal 201 ;{5 1;1 107 g 0 0
3 | 81-A 1 T(;tgal 201 ;{5 1;1 ?7 g 0 0
3 | 82-A 1 T(;tgal ch ;{5 1;1 ?7 g 0 0
3 | 83A 1 T%al ch ;{5 1;1 ?7 g 0 0
3 | 84-A 1 T%al 201 ;{5 1;1 ?7 g 0 0
3 | 85A 1 T(;gal 201 ;{5 1;1 ?7 g 0 0
3 | 86-A 1 T(;gal ch ;{5 1;1 ?7 g 0 0
3 | 87-A 1 T(;gal 201 ;{5 S ?7 g 0 0
3 | 88A 1 T?gal 201 ;{5 1;1 ?7 1; 0 0
3 | 89-A 1 T?gal 201 ;{5 1;1 107 1; 0 0
3 | 90-A 1 T‘;gal 201 ;{5 1;1 107 1; 0 0
3 | 91-A 1 T‘;gal 201 ;{5 1;1 107 g 0 0
3 | 92-A 1 T‘;gal 201 ;{5 1;1 107 g 0 0
3 | 93A 1 T‘;gal 201 ;{5 1;1 ?7 g 0 0
3 | 94-A 1 T‘;gal 201 ;{5 1;1 ?7 g 0 0
3 | 95A 1 T‘;gal 201 ;{5 1;1 ?7 g 0 0
3 | 96-A 1 T‘;gal 201 ;{5 1;1 ?7 g 0 0
3 | 97-A 1 T‘;gal 201 ;{5 1;1 107 g 0 0
3 | 98A 1 T?gal 201 ;{5 1;1 107 1; 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
w0 O EYTE
3 | 100-A 1 T(;tgal 201 ;{5 1;1 107 g 0 0
3 | 101-A 1 T(;tgal 201 ;{5 1;1 107 g 0 0
3| 102-A 1 T(;tgal 201 ;{5 1;1 ?7 g 0 0
3 | 103-A 1 T(;tgal ch ;{5 1;1 ?7 g 0 0
3 | 104-A 1 T%al ch ;{5 1;1 ?7 g 0 0
3 | 105-A 1 T%al 201 ;{5 1;1 ?7 g 0 0
3 | 106-A 1 T(;gal 201 ;{5 1;1 ?7 g 0 0
3 | 107-A 1 T(;gal ch ;{5 1;1 ?7 g 0 0
3 | 108-A 1 T(;gal 201 ;{5 S ?7 g 0 0
3 | 109-A 1 T?gal 201 ;{5 1;1 ?7 1; 0 0
3 | 110-A 1 T?gal 201 ;{5 1;1 107 1; 0 0
3| 111-A 1 T‘;gal 201 ;{5 1;1 107 1; 0 0
3| 112-A 1 T‘;gal 201 ;{5 1;1 107 g 0 0
3 | 113-A 1 T‘;gal 201 ;{5 1;1 107 g 0 0
3| 114-A 1 T‘;gal 201 ;{5 1;1 ?7 g 0 0
3| 115-A 1 T‘;gal 201 ;{5 1;1 ?7 g 0 0
3 | 116-A 1 T‘;gal 201 ;{5 1;1 ?7 g 0 0
3 | 117-A 1 T‘;gal 201 ;{5 1;1 ?7 g 0 0
3 | 118-A 1 T‘;gal 201 ;{5 1;1 107 g 0 0
3 | 119-A 1 T?gal 201 ;{5 1;1 107 1; 0 0

Continued on next page...



Page 22

wwPDB X-ray Structure Validation Summary Report

4PTJ

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
3 | 120-A 1 T%al 201 ;{5 1;1 ?7 g 0 0
3| 121-A 1 T(;t;‘l 201 ;{5 1;1 107 g 0 0
3| 122-A 1 T(;tgal 201 ;{5 1;1 107 g 0 0
3| 123-A 1 T(;tgal 201 ;{5 1;1 ?7 g 0 0
3| 124-A 1 T(;tgal ch ;{5 1;1 ?7 g 0 0
3| 125-A 1 T%al ch ;{5 1;1 ?7 g 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf

4 | 1224 5 Total = Mn 0 0
9 9

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

4 | 37-A 9 Total = Mn 0 0
9 9

A 30-A 5 Total Mn 0 0
9 9

A O4A 5 Total Mn 0 0
9 9

4 60-A 9 Total Mn 0 0
9 9

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

4 A4 A 5 Total Mn 0 0
9 9

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

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

4| 124 9 Total = Mn 0 0
9 9

4 | 1144 9 Total - Mn 0 0
9 9

4 | 19-A 9 Toztal Mzn 0 0

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

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

4 1-A 9 ) 5 0 0

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

4 | 25-A 9 Total = Mn 0 0
9 9

4 | 32-A 9 Total = Mn 0 0
9 9

4 | 93-A 9 Total = Mn 0 0
9 9

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

4 | 58A 9 Total = Mn 0 0
9 9

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

4 | 29-A 9 Total = Mn 0 0
9 9

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

4 3A 9 ) ) 0 0

4 | 114 9 Total - Mn 0 0
9 9

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

4 | 98-A 9 Total = Mn 0 0
9 9

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

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

4 | 65-A 9 Total = Mn 0 0
9 9

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

4 | 41A 5 Total ~ Mn 0 0
9 9
Total Mn

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

4 8-A 2 5 5 0 0

A 91 A 5 Total Mn 0 0
2 2

4 | 109-A p Total - Mn 0 0
2 2

4 | 102-A p Total - Mn 0 0
2 2

4 | 113-A p Total - Mn 0 0
2 2

A 36A 5 Total Mn 0 0
2 2

A SLA 5 Total Mn 0 0
2 2

A O7-A 5 Total Mn 0 0
2 2

A GLA 5 Total Mn 0 0
2 2

A A A 5 Total Mn 0 0
2 2

4 | 1244 2 Total -~ Mn 0 0
2 2

4 | 45-A p Total -~ Mn 0 0
2 2

4 | 35-A p Total -~ Mn 0 0
2 2

4 | 105-A p Total = Mn 0 0
2 2

Total Mn

4 7-A 2 9 9 0 0

4 15.A 5 Total Mn 0 0
2 2

4 38 A 5 Total Mn 0 0
2 2

4 13.A 5 Total Mn 0 0
2 2

4 79 A 5 Total Mn 0 0
2 2

4 59.A 5 Total Mn 0 0
2 2

4 | 26-A p TOQtal MQH 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf

4 | 120-A p Total -~ Mn 0 0
2 2

4 | 118A p Total - Mn 0 0
2 2

A 9. A 9 Total Mn 0 0
2 2

A 31A 5 Total Mn 0 0
2 2

A 9. A 5 Total Mn 0 0
2 2

A 99.A 5 Total Mn 0 0
2 2

A T6A 5 Total Mn 0 0
2 2

A A6A 5 Total Mn 0 0
2 2

A 5GA 5 Total Mn 0 0
2 2

4 | 106-A p Total - Mn 0 0
2 2

4 | 10-A p Total -~ Mn 0 0
2 2

4 | 85-A p Total -~ Mn 0 0
2 2

4 | 39-A p Total -~ Mn 0 0
2 2

A 1A 5 Total Mn 0 0
2 2

4 66-A 5 Total Mn 0 0
2 2

4 70-A 5 Total Mn 0 0
2 2

4 55 A 5 Total Mn 0 0
2 2

4 99 A 5 Total Mn 0 0
2 2

4 | 103-A p Total -~ Mn 0 0
2 2

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

4 | 86-A p TOQtal MQH 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf

4 | 96-A p Total -~ Mn 0 0
2 2

A 62-A 5 Total Mn 0 0
2 2

A 49-A 9 Total Mn 0 0
2 2

4 | 125-A p Total - Mn 0 0
2 2

A 49 A 5 Total Mn 0 0
2 2

4 | 119-A p Total - Mn 0 0
2 2

A A 5 Total Mn 0 0
2 2

A LA 5 Total Mn 0 0
2 2

A 63A 5 Total Mn 0 0
2 2

A 68A 5 Total Mn 0 0
2 2

4 TLA 5 Total Mn 0 0
2 2

4 | 27-A p Total -~ Mn 0 0
2 2

4 | 121A 2 Total -~ Mn 0 0
2 2

4 | 111A 2 Total = Mn 0 0
2 2

4 30-A 5 Total Mn 0 0
2 2

4 83 A 5 Total Mn 0 0
2 2

4 05 A 5 Total Mn 0 0
2 2

Total Mn
4 2-A 2 5 5 0 0
Total Mn

4 9-A 2 5 5 0 0

4 75 A 5 Total Mn 0 0
2 2

4 | 47-A p TOQtal MQH 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf

4 51A 9 Total Mn 0 0
2 2

4 | 107-A p Total - Mn 0 0
2 2

A 13-A 9 Total Mn 0 0
2 2

4 | 115-A p Total - Mn 0 0
2 2

A TAA 5 Total Mn 0 0
2 2

A 94 A 5 Total Mn 0 0
2 2

Total Mn

4 4-A 2 5 9 0 0

4 | 38A p Total - Mn 0 0
2 2

4 | 33A p Total - Mn 0 0
2 2

4 | 116-A p Total - Mn 0 0
2 2

4 | 90-A p Total -~ Mn 0 0
2 2

4 6T-A 5 Total Mn 0 0
2 2

4 78 A 5 Total Mn 0 0
2 2

A 50.A 5 Total Mn 0 0
2 2

4 SAA 5 Total Mn 0 0
2 2

4 93 A 5 Total Mn 0 0
2 2

4 93 A 5 Total Mn 0 0
2 2

4 | 100-A p Total -~ Mn 0 0
2 2

4 S7A 5 Total Mn 0 0
2 2

4 09-A 5 Total Mn 0 0
2 2

Total Mn
4 6-A 2 5 5 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf

4 | 43-A p Total -~ Mn 0 0
2 2

4 | 17-A p Total - Mn 0 0
2 2

A GAA 9 Total Mn 0 0
2 2

A 69-A 5 Total Mn 0 0
2 2

A T0-A 5 Total Mn 0 0
2 2

A A0-A 5 Total Mn 0 0
2 2

A 90-A 5 Total Mn 0 0
2 2

e Molecule 5 is water.
Mol | Chain | Residues Atoms ZeroOcc | AltConf

Total O

5 1-A &9 39 29 0 0
Total O

5 2-A 91 01 01 0 0
Total O

5 3-A 82 29 29 0 0
Total O

5 4-A 108 108 108 0 0
Total O

5 5-A 105 105 105 0 0
Total O

5 6-A 112 119 119 0 0
Total O

5 7-A 107 107 107 0 0
Total O

5 8-A 102 102 102 0 0
Total O

5 9-A 96 06 96 0 0
Total O

5 10-A 90 90 9 0 0
Total O

5 11-A 110 110 110 0 0
Total O

5 12-A 102 102 102 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 | 13-A 117 Tlof;‘l 1(1)7 0 0
5 | 14-A 116 Tlofgl 1?6 0 0
5 | 15-A 113 Tlofgl 1?3 0 0
5 | 16-A 105 Tloot;‘l 185 0 0
5 | 17-A 05 Tgt;‘l 55 0 0
5 | 18-A 105 Tlog;l 1%)5 0 0
5 | 19-A 108 Tloot;l 1%)8 0 0
5 | 20-A 100 Tlootgl 1%)0 0 0
5 | 21-A 103 Tlo(f;l 183 0 0
5 | 22-A 96 ngal 9% 0 0
5 | 23-A 110 Tloltgl 1(1)0 0 0
5 | 24-A 97 T;t;‘l 57 0 0
5 | 25-A 106 Tlootgl 1(36 0 0
5 | 26-A 112 Tloltgl 1(1)2 0 0
5 | 27-A 102 Tloot;l 1(32 0 0
5 | 28-A 100 Tlootgl 1(30 0 0
5 | 29-A 05 ngal 9())5 0 0
5 | 30-A 96 ngal 9% 0 0
5 | 31-A 03 ngal 903 0 0
5 | 32-A 106 Tlootgl 1(36 0 0
5 | 33A 105 Tlootg‘l 1%)5 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 | 34-A 108 Tlootgl 1%)8 0 0
5 | 35A 100 Tlootgl 1C0)0 0 0
5 | 36-A 104 Tlootjl 1%)4 0 0
5 | 37-A 108 Tlootgl 188 0 0
5 | 38-A 119 Tffgl 1?9 0 0
5 | 39-A 118 Tlofgl 1?8 0 0
5 | 40-A 102 Tloot;l 1%)2 0 0
5 | 41-A 08 Tgtgal 9% 0 0
5 | 42-A 97 Tg;al 57 0 0
5 | 43-A 102 Tloot;l 1%)2 0 0
5 | 44-A 108 Tloot;l 1(38 0 0
5 | 45-A 107 Tlootjl 1(87 0 0
5 | 46-A 102 Tloot;l 1(32 0 0
5 | 47-A 102 Tloot;l 1(32 0 0
5 | 48-A 102 Tloot;l 1(32 0 0
5 | 49-A 105 Tlootg‘l 1(35 0 0
5 | 50-A 96 ngal 906 0 0
5 | 51-A 104 Tlootjl 1(34 0 0
5 | 52-A 107 Tloot;‘l 1(37 0 0
5 | 53A 105 Tlootg‘l 1(35 0 0
5 | 54-A 103 Tloot;l 1%)3 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 | 55A 106 Tlootgl 1%)6 0 0
5 | 56-A 110 Tlofgl 1?0 0 0
5 | 57-A 108 Tlootgl 1%)8 0 0
5 | 58-A 116 Tlofgl 1?6 0 0
5 | 59-A 108 Tfot;l 188 0 0
5 | 60-A 03 ngal 903 0 0
5 | 61-A 109 Tlootgl 1%)9 0 0
5 | 62-A 107 Tlo(f?l 1%)7 0 0
5 | 63-A 110 Tloltgl 1(1)0 0 0
5 | 64-A 102 Tloot;l 1%)2 0 0
5 | 65-A 96 ngal 9% 0 0
5 | 66-A 104 Tlootjl 1(84 0 0
5 | 67-A 99 T;gal 9% 0 0
5 | 68A 03 ngal 9% 0 0
5 | 69-A 05 ngal 55 0 0
5 | 70-A 103 Tloot;l 1(33 0 0
5 | 71-A 103 Tlo(f;l 1(33 0 0
5 | 72-A 97 Tgtfl ;)7 0 0
5 | 73-A 108 Tloot;l 1(38 0 0
5 | 74-A 111 Tloltfl 1(1)1 0 0
5 | 75-A 109 Tlootgl 1%)9 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 | 76-A 03 ngal 53 0 0
5 | 77-A 87 Tgt;‘l é)? 0 0
5 | 78A 05 ngal 55 0 0
5 | 79-A 115 Tlofg‘l 1?5 0 0
5 | 80-A 109 Tfotgl 189 0 0
5 | 81-A 106 Tlootgl 1%)6 0 0
5 | 82-A 107 Tloot?l 1%)7 0 0
5 | 83-A 116 Tloltgl 1?6 0 0
5 | 84-A 111 Tloltfl 1(1)1 0 0
5 | 85-A 118 Tlolt;l 1(1)8 0 0
5 | 86-A 109 Tloot;l 1(39 0 0
5 | 87-A 113 Tlolt;l 1?3 0 0
5 | 88A 103 Tloot;l 1(33 0 0
5 | 89-A 109 Tlootgl 1(39 0 0
5 | 90-A 103 Tloot;l 1(33 0 0
5 | 91-A 03 ngal 9% 0 0
5 | 92-A 08 ngal 908 0 0
5 | 93-A 117 Tloltjl 1(1)7 0 0
5 | 94-A 121 Tf;fl 1(2)1 0 0
5 | 95-A 111 Tloltfl 1(1)1 0 0
5 | 96-A 104 Tlootjl 1%)4 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 | 97-A 03 ngal 53 0 0
5 | 98A 08 T(g)‘;al 58 0 0
5 | 99-A 99 ngal 9% 0 0
5 | 100-A 107 Tloot;‘l 1%)7 0 0
5 | 101-A 107 Tfot;‘l 1(37 0 0
5 | 102-A 100 Tlootgl 1%)0 0 0
5 | 103-A 105 Tloot;l 1%)5 0 0
5 | 104-A 04 Tgflal 54 0 0
5 | 105-A 90 ngal g) 0 0
5 | 106-A 01 Tgtlal ;)1 0 0
5 | 107-A 113 Tloltgl 1(1)3 0 0
5 | 108-A 108 Tlootsl 188 0 0
5 | 109-A 111 Tloltfl 1(1)1 0 0
5 | 110-A 113 Tlolt;l 1(1)3 0 0
5 | 111-A 109 Tlootgl 1(39 0 0
5 | 112-A 92 Tgt;‘l 52 0 0
5 | 113-A 101 Tlootfl 1(31 0 0
5 | 114-A 103 Tloot;l 1(33 0 0
5 | 115-A 102 Tloot;l 1(32 0 0
5 | 116-A 101 Tlootfl 1(31 0 0
5 | 117-A 05 ngal 55 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 | 118-A 107 Tloot;‘l 1(37 0 0
5 | 119-A 106 Tlootgl 1%)6 0 0
5 | 120-A 105 Tloot;‘l 1%)5 0 0
5 | 121-A 115 Tlofg‘l 1(1)5 0 0
5 | 122-A 97 Tgtfl 57 0 0
5 | 123-A 105 Tlog;l 1%)5 0 0
5 | 124-A 03 ngal 903 0 0
5 | 125-A 102 Tloot;l 1%)2 0 0

MolProbity and EDS were not executed - this setion will therefore be empty.
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3 Data and refinement statistics (i)

Xtriage (Phenix) and EDS were not executed - this section will therefore be incomplete.

Property Value Source
Space group P 212121 Depositor
Cell constants 34.30A 45.52A 98.71A .
Depositor
a, b, c,a, 3,7 90.00°  90.00°  90.00°
Resolution (A) 49.40 - 1.05 Depositor
7 Data completencss 98.2 (49.40-1.05) Depositor
(in resolution range)
Rinerge 0.04 Depositor
Raym (Not available) Depositor
Refinement program PHENIX 1.8.4-1496 Depositor
R, Rree 0.136 , 0.166 Depositor
Estimated twinning fraction No twinning to report. Xtriage
Total number of atoms 339833 wwPDB-VP
Average B, all atoms (A2) 11.0 wwPDB-VP



http://wwpdb.org/validation/2016/XrayValidationReportHelp#data_stats
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4 Model quality (i)

4.1 Standard geometry (i)

MolProbity was not executed - this section will therefore be empty.

4.2 Too-close contacts (i)

MolProbity was not executed - this section will therefore be empty.

4.3 Torsion angles (i)
4.3.1 Protein backbone (1)

MolProbity was not executed - this section will therefore be empty.

4.3.2 Protein sidechains (1)

MolProbity was not executed - this section will therefore be empty.

4.3.3 RNA (D

MolProbity was not executed - this section will therefore be empty.

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

validation-pack and Mogul were not executed - this section will therefore be empty.

4.5 Carbohydrates (i)

validation-pack and Mogul were not executed - this section will therefore be empty.

4.6 Ligand geometry (i)

validation-pack and Mogul were not executed - this section will therefore be empty.

4.7 Other polymers (i)

validation-pack and Mogul were not executed - this section will therefore be empty.


http://wwpdb.org/validation/2016/XrayValidationReportHelp#model_quality
http://wwpdb.org/validation/2016/XrayValidationReportHelp#standard_geometry
http://wwpdb.org/validation/2016/XrayValidationReportHelp#close_contacts
http://wwpdb.org/validation/2016/XrayValidationReportHelp#torsion_angles
http://wwpdb.org/validation/2016/XrayValidationReportHelp#protein_backbone
http://wwpdb.org/validation/2016/XrayValidationReportHelp#protein_sidechains
http://wwpdb.org/validation/2016/XrayValidationReportHelp#rna
http://wwpdb.org/validation/2016/XrayValidationReportHelp#nonstandard_residues_and_ligands
http://wwpdb.org/validation/2016/XrayValidationReportHelp#nonstandard_residues_and_ligands
http://wwpdb.org/validation/2016/XrayValidationReportHelp#nonstandard_residues_and_ligands
http://wwpdb.org/validation/2016/XrayValidationReportHelp#nonstandard_residues_and_ligands
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4.8 Polymer linkage issues (i)

There are no chain breaks in this entry.


http://wwpdb.org/validation/2016/XrayValidationReportHelp#polymer_linkage
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5 Fit of model and data (i)

5.1 Protein, DNA and RNA chains (i)

EDS was not executed - this section will therefore be empty.

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

EDS was not executed - this section will therefore be empty.

5.3 Carbohydrates (i)

EDS was not executed - this section will therefore be empty.

5.4 Ligands (i)

EDS was not executed - this section will therefore be empty.

5.5 Other polymers (i)

EDS was not executed - this section will therefore be empty.


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