DSSTox Field Definition File: 

DSSTox Full Database Name (NAMEID)
(last updated dd Month yyyy)

Description:  Information in this file is intended to provide a minimum level of annotation to the DSSTox SDF files created for the DSSTox Full Database Name (NAMEID) obtained from the Source website: source website url, if available.  For further explanation of Source-specific fields, a user is encouraged to consult the listed reference(s).  The Source contact and recommended citation is listed on the DSSTox Source Download Page and below.  Provide description of significant changes made to the original Source database that involved field modifications, reorganization, etc.  Provide description of noteworthy particulars with respect to fields or allowable values in this database that deviate from other DSSTox databases.    

Description of DSSTox Standard Chemical Fields can be found in the Central Field Definition Table located at: 

http://www.epa.gov/ncct/dsstox/CentralFieldDef.html 

The first section of the Table below lists the DSSTox Standard Toxicity Fields employed for this database, followed by the NAMEID Source-Specific Fields containing the toxicity information particular to CPDBAS.  The Field Type indicates the type of the field, such as numeric, integer, defined text, memo, etc.  All Units and Descriptions are extracted from Source reference materials unless otherwise noted.  Allowable Entries lists allowed field entries occurring in NAMEID, separated by slashes for exclusive entries (i.e., cannot occur with another entry) and semicolons or spaces for non-exclusive entries (i.e., can occur with other values).  These are defined and explained in the Description section.  
Additional notes pertaining to updates of NAMEID data file.
Source Website:  Provide URL, if available
Source Contact:  Scientific questions pertaining to this database should be directed to Source Name, affiliation; email address
Main Citation(s):  Publications reporting use of DSSTox SDF files for the DSSTox full database name are asked to list the full DSSTox file name(s), including date stamp, and to cite as primary reference the following:
Provide main citation(s) listing or journal article, book chapter or publicly available report.
SDF Usage Notes:

Each DSSTox SDF file contains a single STRUCTURE field.  For each chemical record, the STRUCTURE field entry directly corresponds to the content of the STRUCTURE_... fields.   The STRUCTURE_Shown field documents the relationship between what is displayed in the STRUCTURE field and the actual tested chemical substance, i.e. TestSubstance_... fields, with the latter corresponding directly to the toxicity data field entries.  Commercial chemical relational database (CRD) applications may automatically insert one or more structure identifier fields upon import or export of an SDF file (e.g., Formula, FW or Mol_ID), fields that may augment or duplicate one or more of the DSSTox Standard Chemical Fields.  Users are cautioned that fields containing null values in the first record of the SDF will be reordered upon import into most applications; for this reason, the word “blank” has been inserted into null fields in Record 1 of DSSTox SDF files and can be deleted after SDF import.  Users are additionally cautioned that some fields (STRUCTURE_SMILES and STRUCTURE_InChI, in particular) may exceed the 200 character limit specified in the MDL CTFiles SDF standard (see http://www.epa.gov/ncct/dsstox/MoreonSDF.html), and that some CRD applications may insert a line break or truncate these fields upon SDF import or export.  Finally, CRD application-specific molecular header information in the SDF file is deleted in the final DSSTox SDF files; users running CRD applications requiring a unique molecule header upon import of the SDF can specify either DSSTox_RID or the DSSTox_FileID be used.  Upon SDF import, DSSTox_CID can be used to identify and manage chemical structure duplicates and DSSTox_Generic_SID can be used to identify common Test Substances across and within DSSTox files (similar to CASRN-substance, but available for all DSSTox substances and further distinguishes among different purity/grade substances).  

As an MS Word document, the following table is best viewed onscreen using either Normal or Web Layout View in Landscape page orientation.  
	Field Name
	DSSTox SDF
	Units
	Allowable Entries
	Description
	Comments

	
	
	
	
	DSSTox Standard Toxicity Fields
	

	Study

Type

(no spaces)

	 All
	
	
	Refer to More on DSSTox Standard Toxicity Field Definition Table for the most current field names, definitions, and allowable entries.     

More on DSSTox Standard Toxicity Fields

	Use Comments section to document any special considerations pertaining to these field in relation to original database.  

	Continued…
	
	
	
	Continued…
	

	
	
	
	
	NAMEID Source-Specific Fields
	

	Field1
	NAMEID
	
	
	Enter Source-specific fields and information  for NAMEID database.  
	Use Comments section to document any special considerations pertaining to these field in relation to original database.  

	Continued…
	
	
	
	Continued…
	

	
	
	
	
	
	


Additional NAMEID references:   List of numbered citations referenced in body of table by [#], e.g.

1.  Tong, W., R. Perkins, L. Xing, W.J. Welsh, and D.M. Sheehan (1997) QSAR models for binding of estrogenic compounds to estrogen receptor alpha and beta subtypes.  Endocrinology 138:4022-4025.

Appendix:  Optional, can be used for supporting material.
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