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New Launching Activities of PDBjNew Launching Activities of PDBj 

• PDB and BMRB Data in Collaborating with• PDB and BMRB Data-in, Collaborating with 
Other wwPDB Members
PDB th S ti W b f D t b• PDB on the Semantic Web for Database 
Integration in NBDC

• Development of a Validation Tool for PDB Data 
Description

• Development of a New Pipeline Service from 
Sequence to Biological Function ThroughSequence to Biological Function Through 
Structure 

• Development of New Service Tools for BMRB• Development of New Service Tools for BMRB 
Data-in and NMR Data Analysis 



Data Processed at PDBj and wwPDBData Processed at PDBj and wwPDB
Total 75,801 data are available on September 14, 2011

Processed total at PDBj (17,544 Sept 2011)
Processed total at wwPDB 
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PDBj curates and processes about a Quarter of the deposited data, mainly 
from Asian and Oceania regions. 



PDB/RDF for Semantic WebPDB/RDF for Semantic Web 
(Recently developed by PDBj: Akira R. Kinjo et al.)

http://pdbj org/rdfhttp://pdbj.org/rdf

/ fPDB/RDF is a collection of PDB data in the Resource Description Framework 
(RDF) format. The RDF format is the standard format for the Semantic Web. 
An ontology defined in the Web Ontology Language (OWL) is also provided for gy gy g g ( )
the PDB/RDF, which is a straightforward translation of the PDB mmCIF 
Exchange Dictionary.





Get Entry Data from our browser
Access to http://pdbj.org/

12as

PDBID (e.g. 12as)  or Key-word is input 
i b d GO

Summary for each PDBID is 
di l din a box and GO displayed. 



Get Entry Data from our browser, PDBj Mine
Keyword search in Japanese

アスパラギン合成酵素



Summary for each PDBID
http://pdbj.org/ Amino acid sequence (FASTA)

Data viewer at PDBj

Molecular surface DB: eF-site
http://ef-site.hgc.jp/eF-site/

Graphic viewer: jV
http://www.pdbj.org/jV/



Annotation of Protein Function from Molecular 
Surface Similarity: eF-site / eF-seekSurface Similarity: eF-site / eF-seek

Protein Molecular Surface DB Search for Similar SurfaceProtein Molecular Surface DB Search for Similar Surface



Viewing Folds and Dynamics @ PDBj

P t i Gl b P t i F ld B ProMode Protein D namics DatabaseProtein Globe: Protein Folds Browser ProMode: Protein Dynamics Database 
by NMA



Viewing both EM Image and Atomic Strcuture 

EM Navigator: Viewer of Images of Yorodumi: Viewer of both Image andEM Navigator: Viewer of Images of 
EM-DB

Yorodumi: Viewer of both Image and 
Atomic Structure



New PDB formatNew PDB format

1) PDB format is still the most widely used 
formatformat

2) However there are several limitations2) However, there are several limitations, 
which become problematic more and more

・For Large and Complex molecules
・For Meta-data description・For Meta-data description
・ …..

3) PDBx (mmCIF) or PDBML are for machines, 
d t h d bland not very human readable.



Size Matters
• PDB column format limitations

Size Matters

– 1-character for polymer chain labels 
– 5-characters for atom serial numbers

3 characters for monomers and ligand identifiers– 3-characters for monomers and ligand identifiers
– 5-characters for atom names 
– F8.3 for model coordinates 

• Implications –
– Maximum of 62 chains (upper and lower case!)

M i f 99 999 t– Maximum of 99,999 atoms 
• Requires splitting structures across multiple entries (5 

ribosomes in ASU stored in 10 PDB entries!))
• Map and experimental validation are difficult for split entries

– Cannot use standard monomer & ligand nomenclatures 
(e g carbohydrates & protonation variants)(e.g. carbohydrates & protonation variants)

– Cannot use conventional atom names in large ligands
– Limits molecular dimension (< 9999.999 Angstroms)( g )



Example: Vault by Kato et al. (2zuo, 2zv4, 2zv5)



Example: Vault by Kato et al. (2zuo, 2zv4, 2zv5)



Example: Vault by Kato et al. (2zuo, 2zv4, 2zv5)



Refinement Details Example
REMARK   3  DATA USED IN REFINEMENT.                                            
REMARK   3   RESOLUTION RANGE HIGH (ANGSTROMS) : 1.57                           
REMARK 3 RESOLUTION RANGE LOW (ANGSTROMS) : 23 00 PDBREMARK   3   RESOLUTION RANGE LOW  (ANGSTROMS) : 23.00                          
REMARK   3   DATA CUTOFF            (SIGMA(F)) : 0.000                          
REMARK   3   COMPLETENESS FOR RANGE        (%) : NULL                           
REMARK   3   NUMBER OF REFLECTIONS             : 43316                          
REMARK   3                                                                      
REMARK 3 FIT TO DATA USED IN REFINEMENTREMARK   3  FIT TO DATA USED IN REFINEMENT.                                     
REMARK   3   CROSS-VALIDATION METHOD          : NULL                            
REMARK   3   FREE R VALUE TEST SET SELECTION  : NULL                            
REMARK   3   R VALUE     (WORKING + TEST SET) : NULL                            
REMARK   3   R VALUE            (WORKING SET) : 0.191                           
REMARK 3 FREE R VALUE : 0 221REMARK   3   FREE R VALUE                     : 0.221                           
REMARK   3   FREE R VALUE TEST SET SIZE   (%) : NULL                            
REMARK   3   FREE R VALUE TEST SET COUNT      : 2189                            
REMARK   3                                                                      

_refine.entry_id                               1XBB 
_refine.ls_d_res_high                          1.57 
_refine.ls_d_res_low                           23.00 
_refine.pdbx_ls_sigma_F                        0.0
refine ls percent reflns obs ?

mmCIF

_refine.ls_percent_reflns_obs                  ? 
_refine.ls_number_reflns_obs                   43316

_refine.pdbx_ls_cross_valid_method             ? 
_refine.pdbx_R_Free_selection_details          ? 
refine ls R factor obs ?_refine.ls_R_factor_obs                        ? 
_refine.ls_R_factor_R_work                     0.191 
_refine.ls_R_factor_R_free                     0.221 
_refine.ls_percent_reflns_R_free               ? 
_refine.ls_number_reflns_R_free                2189 



New PDB formatNew PDB format
• Internal data architecture of the 

PDB is built on mmCIF dictionary 
t h l

wwPDB
Annotation

technology
• There will be continued support PDBx/mm

CIF

for mmCIF/PDBx and PDBML 
archival formats

Si lifi d Current

• There is a critical need to adopt 
an alternative to the current PDB 

Simplified
Format

New
Format PDBML

Current 
PDB Format

format

• A hybrid approach which takes the best of PDB & mmCIFA hybrid approach which takes the best of PDB & mmCIF
formats is put forward as a new format



Method Specific Atom Records 
Atom Records Retain Familiar Look and Feel
!!BEGIN_TABLE_DATA atom_site_xray (record_name,atom_id,atom_name,element,residue_name,chain_id,residue_sequence_number,¥

insertion_code,Cartn_x,Cartn_y,Cartn_z,formal_charge,model_number,group_id,occupancy,alternate_location,B_isotropic)
ATOM          1 N          N ARG        A               4 _      16.757      8.703     13.450   0    1   1 0.620 _    21.740
ATOM          2 CA         C  ARG        A               4 _      17.014      7.699     12.351   0    1   1 0.620 _    18.890

!!BEGIN_TABLE_DATA atom_site_xray (record_name,atom_id,atom_name,element,residue_name,chain_id,residue_sequence_number,¥
insertion_code,Cartn_x,Cartn_y,Cartn_z,formal_charge,model_number,group_id,occupancy,alternate_location,B_isotropic)

ATOM          1 N          N ARG        A               4 _      16.757      8.703     13.450   0    1   1 0.620 _    21.740
ATOM          2 CA         C  ARG        A               4 _      17.014      7.699     12.351   0    1   1 0.620 _    18.890
ATOM          3 C          C ARG        A               4 _      16.929      8.224     10.937   0    1   1 0.620 _    18.590
ATOM          4 O          O ARG        A               4 _      17.177      7.506      9.922   0    1   1 0.620 _    16.720
ATOM          5 CB         C  ARG        A               4 _      16.060      6.546     12.613   0    1   1 0.620 _    20.010
ATOM          6 CG         C  ARG        A               4 _      16.429      5.815     13.916   0    1   1 0.620 _    22.740
ATOM 7 CD C ARG A 4 15 282 4 910 14 340 0 1 1 0 620 24 130

ATOM          3 C          C ARG        A               4 _      16.929      8.224     10.937   0    1   1 0.620 _    18.590
ATOM          4 O          O ARG        A               4 _      17.177      7.506      9.922   0    1   1 0.620 _    16.720
ATOM          5 CB         C  ARG        A               4 _      16.060      6.546     12.613   0    1   1 0.620 _    20.010
ATOM          6 CG         C  ARG        A               4 _      16.429      5.815     13.916   0    1   1 0.620 _    22.740
ATOM 7 CD C ARG A 4 15 282 4 910 14 340 0 1 1 0 620 24 130ATOM          7 CD         C  ARG        A               4 _      15.282      4.910     14.340   0    1   1 0.620 _    24.130
ATOM          8 NE         N  ARG        A               4 _      15.103      3.825     13.351   0    1   1 0.620 _    22.450
ATOM          9 CZ         C  ARG        A               4 _      14.137      2.914     13.579   0    1   1 0.620 _    24.510
ATOM         10 NH1        N  ARG        A               4 _      13.382      3.040     14.677   0    1   1 0.620 _    24.220
ATOM         11 NH2        N  ARG        A               4 _      13.920      1.913     12.748   0    1   1 0.620 _    24.130

ATOM          7 CD         C  ARG        A               4 _      15.282      4.910     14.340   0    1   1 0.620 _    24.130
ATOM          8 NE         N  ARG        A               4 _      15.103      3.825     13.351   0    1   1 0.620 _    22.450
ATOM          9 CZ         C  ARG        A               4 _      14.137      2.914     13.579   0    1   1 0.620 _    24.510
ATOM         10 NH1        N  ARG        A               4 _      13.382      3.040     14.677   0    1   1 0.620 _    24.220
ATOM         11 NH2        N  ARG        A               4 _      13.920      1.913     12.748   0    1   1 0.620 _    24.130
ATOM         12 N          N LYS        A               5 _      16.357      9.426     10.835   0    1   1 0.620 _    19.660
ATOM         13 CA         C  LYS        A               5 _      16.206     10.152      9.575   0    1   1 0.620 _    21.670
ATOM         14 C          C LYS        A               5 _      15.607      9.229      8.538   0    1   1 0.620 _    20.880
ATOM         15 O          O LYS        A               5 _      16.057      8.995      7.416   0    1   1 0.620 _    20.640
ATOM         16 CB         C  LYS        A               5 _      17.506     10.742      9.045   0    1   1 0.620 _    23.450

ATOM         12 N          N LYS        A               5 _      16.357      9.426     10.835   0    1   1 0.620 _    19.660
ATOM         13 CA         C  LYS        A               5 _      16.206     10.152      9.575   0    1   1 0.620 _    21.670
ATOM         14 C          C LYS        A               5 _      15.607      9.229      8.538   0    1   1 0.620 _    20.880
ATOM         15 O          O LYS        A               5 _      16.057      8.995      7.416   0    1   1 0.620 _    20.640
ATOM         16 CB         C  LYS        A               5 _      17.506     10.742      9.045   0    1   1 0.620 _    23.450_ _
ATOM         17 CG         C  LYS        A               5 _      17.959     11.915      9.911   0    1   1 0.620 _    26.960
ATOM         18 CD         C  LYS        A               5 _      19.253     12.533      9.415   0    1   1 0.620 _    30.300
ATOM         19 CE         C  LYS        A               5 _      20.441     11.595      9.492   0    1   1 0.620 _    31.990
ATOM         20 NZ         N  LYS        A               5 _      21.676     12.193      8.914   0    1   1 0.620 _    33.340
!!END TABLE DATA

_ _
ATOM         17 CG         C  LYS        A               5 _      17.959     11.915      9.911   0    1   1 0.620 _    26.960
ATOM         18 CD         C  LYS        A               5 _      19.253     12.533      9.415   0    1   1 0.620 _    30.300
ATOM         19 CE         C  LYS        A               5 _      20.441     11.595      9.492   0    1   1 0.620 _    31.990
ATOM         20 NZ         N  LYS        A               5 _      21.676     12.193      8.914   0    1   1 0.620 _    33.340
!!END TABLE DATA!!END_TABLE_DATA!!END_TABLE_DATA

Standard
M th d S ifiMethod Specific



Additional Records
!!WWPDB_PWF_VERSION 1.0
!!WWPDB PWF DEFINITION pwf-def-x-ray-alt.pwf
!!WWPDB_PWF_VERSION 1.0
!!WWPDB PWF DEFINITION pwf-def-x-ray-alt.pwf Version details!!WWPDB_PWF_DEFINITION pwf def x ray alt.pwf
!!CREATOR wwPDB
!!TIMESTAMP 2011-08-28:10:17:22

!!BEGIN_TABLE_DATA audit_author (record_name,pdbx_ordinal,name)
1 l k

!!WWPDB_PWF_DEFINITION pwf def x ray alt.pwf
!!CREATOR wwPDB
!!TIMESTAMP 2011-08-28:10:17:22

!!BEGIN_TABLE_DATA audit_author (record_name,pdbx_ordinal,name)
1 l k

Version details

Table section with 
i li d fi i iAUTH       1 Kovalevsky,¥_A.Y.

AUTH       2 Hanson,¥_L.
AUTH       3 Langan,¥_P.
!!END_TABLE_DATA

AUTH       1 Kovalevsky,¥_A.Y.
AUTH       2 Hanson,¥_L.
AUTH       3 Langan,¥_P.
!!END_TABLE_DATA

inline definition

!!BEGIN_TABLE_DATA cell (record_name,length_a,length_b,length_c,angle_alpha,angle_beta,angle_gamma)
CRYST        93.908       99.503      102.971   90.00   90.00   90.00
!!END_TABLE_DATA

!!BEGIN TABLE DATA symmetry (record name space group name H-M)

!!BEGIN_TABLE_DATA cell (record_name,length_a,length_b,length_c,angle_alpha,angle_beta,angle_gamma)
CRYST        93.908       99.503      102.971   90.00   90.00   90.00
!!END_TABLE_DATA

!!BEGIN TABLE DATA symmetry (record name space group name H-M)!!BEGIN_TABLE_DATA symmetry (record_name,space_group_name_H M)
SPGRP  I¥_2¥_2¥_2
!!END_TABLE_DATA

!!BEGIN_TABLE_DATA refine (record_name,refine_id,diffrn_id,number_reflns_all,number_reflns_obs,percent_reflns_obs,¥

!!BEGIN_TABLE_DATA symmetry (record_name,space_group_name_H M)
SPGRP  I¥_2¥_2¥_2
!!END_TABLE_DATA

!!BEGIN_TABLE_DATA refine (record_name,refine_id,diffrn_id,number_reflns_all,number_reflns_obs,percent_reflns_obs,¥
res_high,res_low,B_iso_min,B_iso_max,R_factor_R_work,R_factor_R_free,R_factor_R_free_error,number_reflns_R_free,¥
percent_reflns_R_free,sigma_F,R_factor_obs,solvent_model_param_bsol,solvent_model_param_ksol,R_Free_selection_details,¥
data_cutoff_high_rms_absF,method_to_determine_struct,starting_model,stereochemistry_target_values,cross_valid_method,¥
solvent_model_details)
REFINE   NEUTRON¥ DIFFRACTION 1          28290      26760  81.4   2.00  20.00     9.03    72.85  0.254  0.280  0.004  ...   

res_high,res_low,B_iso_min,B_iso_max,R_factor_R_work,R_factor_R_free,R_factor_R_free_error,number_reflns_R_free,¥
percent_reflns_R_free,sigma_F,R_factor_obs,solvent_model_param_bsol,solvent_model_param_ksol,R_Free_selection_details,¥
data_cutoff_high_rms_absF,method_to_determine_struct,starting_model,stereochemistry_target_values,cross_valid_method,¥
solvent_model_details)
REFINE   NEUTRON¥ DIFFRACTION 1          28290      26760  81.4   2.00  20.00     9.03    72.85  0.254  0.280  0.004  ...   _
REFINE   X-RAY¥_DIFFRACTION   2          51320      49805  93.6   1.70  20.00     9.03    72.85  0.195  0.211  0.005  ... 
!!END_TABLE_DATA

_
REFINE   X-RAY¥_DIFFRACTION   2          51320      49805  93.6   1.70  20.00     9.03    72.85  0.195  0.211  0.005  ... 
!!END_TABLE_DATA

Table section for meta-
data (hybrid)



Chemical Description Example
!!BEGIN TABLE DATA pdbx geom bond (record name,atom id 1,atom signature 1,atom id 2,¥!!BEGIN TABLE DATA pdbx geom bond (record name,atom id 1,atom signature 1,atom id 2,¥

p p
_ _ p _g _ ( _ , _ _ , _ g _ , _ _ ,

atom_signature_2,symmetry_oper_2,bond_order)
CONECT     2360 NZ:_:LYS:A:296:_:1            5227 C15:_:RET:A:1332:_:1      1_555  SING      
CONECT     5213 C1:_:RET:A:1332:_:1           5214 C2:_:RET:A:1332:_:1       1_555  SING      
CONECT     5213 C1:_:RET:A:1332:_:1           5218 C6:_:RET:A:1332:_:1       1_555  SING      

_ _ p _g _ ( _ , _ _ , _ g _ , _ _ ,
atom_signature_2,symmetry_oper_2,bond_order)

CONECT     2360 NZ:_:LYS:A:296:_:1            5227 C15:_:RET:A:1332:_:1      1_555  SING      
CONECT     5213 C1:_:RET:A:1332:_:1           5214 C2:_:RET:A:1332:_:1       1_555  SING      
CONECT     5213 C1:_:RET:A:1332:_:1           5218 C6:_:RET:A:1332:_:1       1_555  SING      _ _ _ _ _
CONECT     5213 C1:_:RET:A:1332:_:1           5228 C16:_:RET:A:1332:_:1      1_555  SING      
CONECT     5213 C1:_:RET:A:1332:_:1           5229 C17:_:RET:A:1332:_:1      1_555  SING      
CONECT     5214 C2:_:RET:A:1332:_:1           5215 C3:_:RET:A:1332:_:1       1_555  SING      
CONECT     5215 C3:_:RET:A:1332:_:1           5216 C4:_:RET:A:1332:_:1       1_555  SING      

_ _ _ _ _
CONECT     5213 C1:_:RET:A:1332:_:1           5228 C16:_:RET:A:1332:_:1      1_555  SING      
CONECT     5213 C1:_:RET:A:1332:_:1           5229 C17:_:RET:A:1332:_:1      1_555  SING      
CONECT     5214 C2:_:RET:A:1332:_:1           5215 C3:_:RET:A:1332:_:1       1_555  SING      
CONECT     5215 C3:_:RET:A:1332:_:1           5216 C4:_:RET:A:1332:_:1       1_555  SING      
CONECT     5216 C4:_:RET:A:1332:_:1           5217 C5:_:RET:A:1332:_:1       1_555  SING      
CONECT     5217 C5:_:RET:A:1332:_:1           5218 C6:_:RET:A:1332:_:1       1_555  DOUB      
CONECT     5217 C5:_:RET:A:1332:_:1           5230 C18:_:RET:A:1332:_:1      1_555  SING      
CONECT     5218 C6:_:RET:A:1332:_:1           5219 C7:_:RET:A:1332:_:1       1_555  SING      

CONECT     5216 C4:_:RET:A:1332:_:1           5217 C5:_:RET:A:1332:_:1       1_555  SING      
CONECT     5217 C5:_:RET:A:1332:_:1           5218 C6:_:RET:A:1332:_:1       1_555  DOUB      
CONECT     5217 C5:_:RET:A:1332:_:1           5230 C18:_:RET:A:1332:_:1      1_555  SING      
CONECT     5218 C6:_:RET:A:1332:_:1           5219 C7:_:RET:A:1332:_:1       1_555  SING      
CONECT     5219 C7:_:RET:A:1332:_:1           5220 C8:_:RET:A:1332:_:1       1_555  DOUB      
CONECT     5220 C8:_:RET:A:1332:_:1           5221 C9:_:RET:A:1332:_:1       1_555  SING      
CONECT     5221 C9:_:RET:A:1332:_:1           5222 C10:_:RET:A:1332:_:1      1_555  DOUB      
CONECT     5221 C9:_:RET:A:1332:_:1           5231 C19:_:RET:A:1332:_:1      1_555  SING      
CONECT 5222 C10 RET A 1332 1 5223 C11 RET A 1332 1 1 555 SING

CONECT     5219 C7:_:RET:A:1332:_:1           5220 C8:_:RET:A:1332:_:1       1_555  DOUB      
CONECT     5220 C8:_:RET:A:1332:_:1           5221 C9:_:RET:A:1332:_:1       1_555  SING      
CONECT     5221 C9:_:RET:A:1332:_:1           5222 C10:_:RET:A:1332:_:1      1_555  DOUB      
CONECT     5221 C9:_:RET:A:1332:_:1           5231 C19:_:RET:A:1332:_:1      1_555  SING      
CONECT 5222 C10 RET A 1332 1 5223 C11 RET A 1332 1 1 555 SINGCONECT     5222 C10:_:RET:A:1332:_:1          5223 C11:_:RET:A:1332:_:1      1_555  SING      
CONECT     5223 C11:_:RET:A:1332:_:1          5224 C12:_:RET:A:1332:_:1      1_555  DOUB      
CONECT     5224 C12:_:RET:A:1332:_:1          5225 C13:_:RET:A:1332:_:1      1_555  SING      
CONECT     5225 C13:_:RET:A:1332:_:1          5226 C14:_:RET:A:1332:_:1      1_555  DOUB      
CONECT 5225 C13: :RET:A:1332: :1 5232 C20: :RET:A:1332: :1 1 555 SING

CONECT     5222 C10:_:RET:A:1332:_:1          5223 C11:_:RET:A:1332:_:1      1_555  SING      
CONECT     5223 C11:_:RET:A:1332:_:1          5224 C12:_:RET:A:1332:_:1      1_555  DOUB      
CONECT     5224 C12:_:RET:A:1332:_:1          5225 C13:_:RET:A:1332:_:1      1_555  SING      
CONECT     5225 C13:_:RET:A:1332:_:1          5226 C14:_:RET:A:1332:_:1      1_555  DOUB      
CONECT 5225 C13: :RET:A:1332: :1 5232 C20: :RET:A:1332: :1 1 555 SINGCONECT     5225 C13:_:RET:A:1332:_:1          5232 C20:_:RET:A:1332:_:1      1_555  SING      
CONECT     5226 C14:_:RET:A:1332:_:1          5227 C15:_:RET:A:1332:_:1      1_555  SING 
!!END_TABLE_DATA

CONECT     5225 C13:_:RET:A:1332:_:1          5232 C20:_:RET:A:1332:_:1      1_555  SING      
CONECT     5226 C14:_:RET:A:1332:_:1          5227 C15:_:RET:A:1332:_:1      1_555  SING 
!!END_TABLE_DATA

Atom Serial 
numbers

Atom
signatures

Bond 
orders



Definition File Example
!!BEGIN_TABLE_DECLARATION atom_site_xray
!!BEGIN_COLUMN_LIST 17
!!BEGIN_TABLE_DECLARATION atom_site_xray
!!BEGIN_COLUMN_LIST 17

Table description

record_name
atom_id
atom_name
element

record_name
atom_id
atom_name
elementelement
residue_name
chain_id
residue_sequence_number

element
residue_name
chain_id
residue_sequence_number

Column list

insertion_code
Cartn_x
Cartn_y
Cartn z

insertion_code
Cartn_x
Cartn_y
Cartn zCartn_z
formal_charge
model_number
group_id_list

Cartn_z
formal_charge
model_number
group_id_list_ _
occupancy
alternate_location
B_isotropic
!!END COLUMN LIST

_ _
occupancy
alternate_location
B_isotropic
!!END COLUMN LIST

Program formats

!!END_COLUMN_LIST
!!FORMAT_STRING_C   ROW (%-6s %8d %-10s %-2s %-10s %-10s %6d %-2s %10.3f %10.3f %10.3f ¥
%3d %4d %3d %5.3f %-2s %8.3f¥n)
!!FORMAT STRING F77 ROW (A6,1X,I8,1X,A10,1X,A2,1X,A10,1X,A10,1X,I6,1X,A2,1X,F10.3,1X,F10.3,¥

!!END_COLUMN_LIST
!!FORMAT_STRING_C   ROW (%-6s %8d %-10s %-2s %-10s %-10s %6d %-2s %10.3f %10.3f %10.3f ¥
%3d %4d %3d %5.3f %-2s %8.3f¥n)
!!FORMAT STRING F77 ROW (A6,1X,I8,1X,A10,1X,A2,1X,A10,1X,A10,1X,I6,1X,A2,1X,F10.3,1X,F10.3,¥_ _
1X,F10.3,1X,I3,1X,I4,1X,I3,1X,F5.3,1X,A2,1X,F8.3)
!!END_TABLE_DECLARATION

_ _
1X,F10.3,1X,I3,1X,I4,1X,I3,1X,F5.3,1X,A2,1X,F8.3)
!!END_TABLE_DECLARATION



We would appreciate any 
comments to the new PDB format

Please send your comments toy

http://pdbj orghttp://pdbj.org


