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The RCSB PDB (Berman et al., 2000) has developed tools to make depositing
structure data easier. There are a few steps a depos itor can take to make the process
of depositing a structure to the PDB quick, easy, and accurate! It is an iterative
process — if you encounter problems at a particular step, please make the correction(s)
and go through the steps again.

1.Use the pdb_extract Program Suite (Yang et al., 2004) W

This software tool extracts information about data collection, phasing, density
modification, and the final structure refinement from the output files output files
produced by many applications used for structure determination. The collected
information is organized into an mmCIF file that is ready for deposition. Since
pdb_extract fills in many data fields in this mmCIF file, fewer data items have to be
manually entered -- saving time and minimizing errors.

The online version of pdb-extract (http://pdb-extract.rutgers.edu/) is used to upload
output files and create mmCIF files. The files can be used as input to ADIT for a
complete deposition.

pdb_extract can be downloaded in source and binary versions for Linux, SGI, SUN,
OSF and Mac OSX from http://sw-tools.pdb.org/. Source and Linux binary versions of
ADIT are also available.

pdb_extract is also part of the CCP4i inte rface.

2. Check your structure with the Validation Suite and Server Vé,lsligré‘l”g?n

(Westbrook et al., 2003)
to ensure that the data being deposited is accurate and reflects what you intend to
submit (http://deposit.pdb.org/validate/).

This tool is used by the RCSB PDB for checking an d processing structure data. The
format consistency of the coordinates can be reviewed, along with validation reports



from MOLPROBITY (Davis et al., 2004), NUCheck (Feng et al., 1998), PROCHECK
(Laskowski et al., 1992), and SFCHECK (Vaguine et al., 1999). Sequence/coordinate
alignment, missing and extra atoms or residues, and data inconsistencies are also
reported here.

The Validation Server is also available from PDB Japan (PDBj) at
http://pdbdep.protein.osaka-u.ac.jp/validate/.

3. Run BLAST (http://www.ncbi.nlm.nih.gov/BLAST/) to compare your sequence to
sequence database references (Wheeler et al., 2005). Any necessary corrections can
then be made to your sequence and coordinates.
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4. Use Ligand Depot Depot
/e

at http://ligand-depot.rutgers.edu/ to find the proper codes for existing ligands, to link
to other entries with a particular ligand, and to search for substructures (Feng et al.,
2004). If the ligand is not present in the dictionary, please email detailed information
(complete chemical name, 2D figure showing connectivity, bond order and
sterochemistry) along with the RCSB and PDB IDs of the entries they are associated
to expedite the processing of these files.

Auto Dep

5. Deposit your structure using ADIT (http://deposit.pdb.org/adit/). ' InputTool

Using its editor to add any missing information to the deposition. A desktop version of
ADIT is also available.

ADIT is also available from PDB;j at http://pdbdep.protein.osaka -u.ac.jp/adit/.

For First Time Depositors

For a detailed packet of information about these tools, including reprints about
validation and Ligand Depot, please send your postal address to info@rcsb.org with
the subject line "first time depositor packet".
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