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HEADER    OXYGEN TRANSPORT                        06-MAY-92   1BAB              
TITLE     HEMOGLOBIN THIONVILLE: AN ALPHA-CHAIN VARIANT WITH A SUBSTITUTION OF A
TITLE    2 GLUTAMATE FOR VALINE AT NA-1 AND HAVING AN ACETYLATED METHIONINE NH2 
TITLE    3 TERMINUS                                                             
COMPND    MOL_ID: 1;                                                            
COMPND   2 MOLECULE: HEMOGLOBIN THIONVILLE (DEOXY) (ALPHA CHAIN);               
COMPND   3 CHAIN: A, C;                                                         
COMPND   4 ENGINEERED: YES;                                                     
COMPND   5 MOL_ID: 2;                                                           
COMPND   6 MOLECULE: HEMOGLOBIN THIONVILLE (DEOXY) (BETA CHAIN);                
COMPND   7 CHAIN: B, D;                                                         
COMPND   8 ENGINEERED: YES                                                      
SOURCE    MOL_ID: 1;                                                            
SOURCE   2 ORGANISM_SCIENTIFIC: HOMO SAPIENS;                                   
SOURCE   3 ORGANISM_COMMON: HUMAN;                                              
SOURCE   4 ORGANISM_TAXID: 9606;                                                
SOURCE   5 MOL_ID: 2;                                                           
SOURCE   6 ORGANISM_SCIENTIFIC: HOMO SAPIENS;                                   
SOURCE   7 ORGANISM_COMMON: HUMAN;                                              
SOURCE   8 ORGANISM_TAXID: 9606                                                 
KEYWDS    OXYGEN TRANSPORT                                                      
EXPDTA    X-RAY DIFFRACTION                                                     
AUTHOR    J.S.KAVANAUGH,A.ARNONE 
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...
HETATM    1  C   ACE A   0       2.779  16.023   3.370  1.00 31.31           C  
HETATM    2  O   ACE A   0       2.503  15.263   2.399  1.00 44.36           O  
HETATM    3  CH3 ACE A   0       1.802  17.070   3.818  1.00 36.07           C  
ATOM      4  N   MET A   1       3.731  15.587   4.153  1.00 37.41           N  
ATOM      5  CA  MET A   1       5.138  15.646   4.141  1.00 35.32           C  
ATOM      6  C   MET A   1       5.633  16.755   3.199  1.00 36.65           C  
ATOM      7  O   MET A   1       5.247  17.091   2.090  1.00 38.17           O  
ATOM      8  CB AMET A   1       5.948  14.392   4.107  0.50 41.69           C  
ATOM      9  CB BMET A   1       5.845  14.342   3.844  0.50 50.59           C  
ATOM     10  CG AMET A   1       5.190  13.146   4.444  0.50 48.68           C  
ATOM     11  CG BMET A   1       7.255  14.502   3.338  0.50 55.46           C  
ATOM     12  SD AMET A   1       5.671  12.457   6.047  0.50 38.49           S
ATOM     13  SD BMET A   1       7.674  13.001   2.363  0.50 64.47           S
ATOM     14  CE AMET A   1       5.513  10.705   5.729  0.50 15.99           C  
ATOM     15  CE BMET A   1       6.791  13.369   0.844  0.50 50.65           C  
ATOM     16  N   GLU A   2       6.572  17.395   3.874  1.00 29.52           N  
ATOM     17  CA  GLU A   2       7.303  18.521   3.312  1.00 27.19           C  
ATOM     18  C   GLU A   2       8.797  18.347   3.570  1.00 21.42           C  
ATOM     19  O   GLU A   2       9.243  17.888   4.644  1.00 25.36           O  
ATOM     20  CB  GLU A   2       6.844  19.851   3.878  1.00 30.27           C  
ATOM     21  CG  GLU A   2       6.452  20.870   2.781  1.00 42.56           C  
ATOM     22  CD  GLU A   2       6.771  22.291   3.186  1.00 54.97           C  
ATOM     23  OE1 GLU A   2       7.058  22.597   4.382  1.00 45.83           O
... 

�������ATOM/HETATM�
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http://www.wwpdb.org/documentation/file-format-
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http://legacy.pdbj.org/doc/pdbformats/pdb_ja.html
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data_1BAB
# 
_entry.id 1BAB 
# 
_audit_conform.dict_name mmcif_pdbx.dic
_audit_conform.dict_version 4.007 
_audit_conform.dict_location http://mmcif.pdb.org/dictionaries/ascii/mmcif_pdbx.dic
# 
_database_2.database_id     PDB 
_database_2.database_code   1BAB 
# 
loop_
_database_PDB_rev.num
_database_PDB_rev.date
_database_PDB_rev.date_original
_database_PDB_rev.status
_database_PDB_rev.replaces
_database_PDB_rev.mod_type
1 1994-01-31 1992-05-06 ? 1BAB 0 
2 2003-04-01 ?          ? 1BAB 1 
3 2009-02-24 ?          ? 1BAB 1 
4 2011-07-13 ?          ? 1BAB 1 
…

���������.���� �

��

��
�
(database_PDB_rev)

	���
(audit_confirm)
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data_1BAB
# 
_entry.id 1BAB 
# 
_audit_conform.dict_name mmcif_pdbx.dic
_audit_conform.dict_version 4.007 
_audit_conform.dict_location http://mmcif.pdb.org/dictionaries/ascii/mmcif_pdbx.dic
# 
_database_2.database_id     PDB 
_database_2.database_code   1BAB 
# 
loop_
_database_PDB_rev.num
_database_PDB_rev.date
_database_PDB_rev.date_original
_database_PDB_rev.status
_database_PDB_rev.replaces
_database_PDB_rev.mod_type
1 1994-01-31 1992-05-06 ? 1BAB 0 
2 2003-04-01 ?          ? 1BAB 1 
3 2009-02-24 ?          ? 1BAB 1 
4 2011-07-13 ?          ? 1BAB 1 
…

��
*_ %!(
.��
+ �

&)#�2���
loop
����
���
	&)#"$'���������
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…
loop
_atom_site.group_PDB
_atom_site.id
_atom_site.type_symbol
_atom_site.label_atom_id
_atom_site.label_alt_id
_atom_site.label_comp_id
_atom_site.label_asym_id
_atom_site.label_entity_id
_atom_site.label_seq_id
_atom_site.pdbx_PDB_ins_code
_atom_site.Cartn_x
_atom_site.Cartn_y
_atom_site.Cartn_z
_atom_site.occupancy
_atom_site.B_iso_or_equiv
_atom_site.Cartn_x_esd
_atom_site.Cartn_y_esd
_atom_site.Cartn_z_esd
_atom_site.occupancy_esd
_atom_site.B_iso_or_equiv_esd
_atom_site.pdbx_formal_charge
_atom_site.auth_seq_id
_atom_site.auth_comp_id
_atom_site.auth_asym_id
_atom_site.auth_atom_id
_atom_site.pdbx_PDB_model_num
ATOM   1    C  C   . ACE A 1 1   ? 2.779   16.023  3.370   1.00 31.31  ? ? ? ? ? ? 0   ACE A C   1 
ATOM   2    O  O   . ACE A 1 1   ? 2.503   15.263  2.399   1.00 44.36  ? ? ? ? ? ? 0   ACE A O   1 
ATOM   3    C  CH3 . ACE A 1 1   ? 1.802   17.070  3.818   1.00 36.07  ? ? ? ? ? ? 0   ACE A CH3 1
… 

�
�������.���� �

����	�
(atom_site)
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entity_group 	��8��0',2��
�<entity+entity_poly:*��;+

entity_poly_seq:&���;+
entity_src_gen:$�����;+
entity_src_nat:�����;+
pdbx_entity_src_syn:������;

struct_group �#��
�<struct_asym:)��
�;+struct_biol:�
���
�;+struct_ref:�DB��;+
struct_conf:α1-38597;+struct_sheet
:β496;+struct_site:��%�8"�
�%�/.;



©2018 PDBj��� licensed under CC �	 4.0 ��

おまけ5 ‒ データの書式
PDBx/mmCIF関係リンク

29

����
http://mmcif.pdbj.org/docs/tutorials/mechanics/pdbx-
mmcif-syntax.html

�����

http://mmcif.pdbj.org/dictionaries/mmcif_pdbx_v40.dic
/Index/

http://mmcif.pdbj.org/docs/tutorials/mechanics/pdbx-mmcif-syntax.html
http://mmcif.pdbj.org/dictionaries/mmcif_pdbx_v40.dic/Index/
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<?xml version="1.0" encoding="UTF-8" ?>

<PDBx:datablock datablockName="1BAB"
xmlns:PDBx="http://pdbml.pdb.org/schema/pdbx-v40.xsd"
xmlns:xsi="http://www.w3.org/2001/XMLSchema-instance"
xsi:schemaLocation="http://pdbml.pdb.org/schema/pdbx-v40.xsd pdbx-v40.xsd">

<PDBx:atom_siteCategory>
<PDBx:atom_site id="1">

<PDBx:B_iso_or_equiv>31.31</PDBx:B_iso_or_equiv>
<PDBx:Cartn_x>2.779</PDBx:Cartn_x>
<PDBx:Cartn_y>16.023</PDBx:Cartn_y>
<PDBx:Cartn_z>3.370</PDBx:Cartn_z>
<PDBx:auth_asym_id>A</PDBx:auth_asym_id>
<PDBx:auth_atom_id>C</PDBx:auth_atom_id>
<PDBx:auth_comp_id>ACE</PDBx:auth_comp_id>
<PDBx:auth_seq_id>0</PDBx:auth_seq_id>
<PDBx:group_PDB>ATOM</PDBx:group_PDB>
<PDBx:label_alt_id xsi:nil="true" />
<PDBx:label_asym_id>A</PDBx:label_asym_id>
<PDBx:label_atom_id>C</PDBx:label_atom_id>
<PDBx:label_comp_id>ACE</PDBx:label_comp_id>
<PDBx:label_entity_id>1</PDBx:label_entity_id>
<PDBx:occupancy>1.00</PDBx:occupancy>
<PDBx:pdbx_PDB_model_num>1</PDBx:pdbx_PDB_model_num>
<PDBx:type_symbol>C</PDBx:type_symbol>

</PDBx:atom_site>
…
</PDBx:atom_siteCategory>

���

�	�� �
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