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The following table gives a detailed description of the type of information prompted for by the data entry fields.
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	Field type
Display type
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	Help text
	Remarks 
Guidance 
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	Confidentiality

Display: Basic
	
	Set confidentiality and regulatory program flags.
	

	
	Reference substance name
	Text (2,000 char.)

Display: Basic
	
	The reference substance is used to store the identifiers related to a specific chemical substance. The reference substance can for example be used in the identification of a substance dataset, a composition, or a test material.

Provide a name for the reference substance which easily allows the understanding of the identifiers collected under it.
	

	
	IUPAC name
	Text (2,000 char.)

Display: Basic
	
	The IUPAC name can be entered here. For microorganisms the scientific name has to be indicated.
	

	
	Description
	Text template

Display: Basic
	Freetext template:
- Number and identity/nature of different constituents:

- Relative amounts of the different constituents:

- Rationale for grouping in one reference substance (e.g. to describe an additive):
	Include in this field, as appropriate, additional information about the reference substance. Such information is important especially when the reference substance does not correspond to a well-defined chemical substance.
	

	
	Inventory
	Header 1
	
	Report here the inventory entries that describe the reference substance, as appropriate.
	

	
	Inventory number
	Link to entity (multiple)

Display: Basic
	
	Link here the inventory entry that describes the reference substance, as appropriate.
	Cross-reference:
CHEMICAL_INVENTORY

	
	No inventory information available - Justification
	List sup. (picklist with remarks)

Display: Basic
	Picklist values:
- not yet assigned
- no previous notification obligation
- previous identifier no longer suitable
- produced, but not marketed in relevant region
- research and development only
- not applicable
- other:
	Indicate here, as appropriate, the reason why no inventory information was linked. If none of pre-defined items apply, select ‘other:’ and enter the appropriate description of the substance type in the adjacent text field.
	

	
	CAS number
	Text (255 char.)

Display: Basic
	
	The CAS number can be entered here.
	

	
	CAS name
	Text (2,000 char.)

Display: Basic
	
	The CAS name can be entered here.
	

	
	Synonyms
	Header 1
	
	
	

	
	Synonyms
	Block of fields (repeatable) Start
	
	Provide in this table synonym identifiers of the reference substance, as appropriate. Such synonyms can include alternate CAS numbers, general or retained IUPAC names or other identifiers that refer to the same chemical substance as the main identifiers reported. Do not include here identifiers which refer to a related, but not the same reference substance.
	

	
	
	Confidentiality

Display: Basic
	
	Set confidentiality and regulatory program flags
	

	
	Identifier
	List (picklist)

Display: Basic
	Picklist values:
- BAS number
- CAS name
- CAS number
- ChemSpider ID
- Colour Index
- E number
- EC name
- EC number
- INCI name
- IUPAC name
- PubChem
- common name
- taxonomic name and strain
- other:
	Select the type of identifier you wish to provide using the picklist. If none of pre-defined items apply, select ‘other:’. A text field is then activated next to the list field in which you can specify the type of identifier you wish to provide.
	

	
	Identity
	Text (2,000 char.)

Display: Basic
	
	Enter here the identity (name, number, code) corresponding to the identifier type selected.
	

	
	Remarks
	Text (255 char.)

Display: Basic
	
	
	

	
	Synonyms
	Block of fields (repeatable) End
	
	
	

	
	Molecular and structural information
	Header 1
	
	
	

	
	
	Confidentiality

Display: Basic
	
	
	

	
	Molecular formula
	Text (2,000 char.)

Display: Basic
	
	Provide the molecular formula of the reference substance, as appropriate.
	

	
	Molecular weight
	Numeric range (decimal)

Display: Basic
	Lower numeric field [xx]:
- >
- >=
- ca.

Upper numeric field [xx]:
- <
- <=
- ca.
	Provide the molecular weight or the molecular weight range of the reference substance, as appropriate.
	

	
	SMILES notation
	Text (2,000 char.)

Display: Basic
	
	Provide the SMILES notation of the reference substance, if available.

The simplified molecular-input-line-entry system or SMILES is a specification for unambiguously describing the structure of chemical molecules using ASCII strings.
	

	
	InChl
	Text (2,000 char.)

Display: Basic
	
	Insert the IUPAC International Chemical Identifier (InChI), if available. InChI is a non-proprietary identifier for chemical substances that can be used in printed and electronic data sources thus enabling easier linking of diverse data compilations notation. It was developed by IUPAC and NIST and is a digital equivalent of the IUPAC name for any particular covalent compound. Chemical structures are expressed in terms of information layers, encoding information related to connectivity, tautomerism, isotopy, stereochemistry, and electronic charge.
	

	
	Structural formula
	Image upload

Display: Basic
	
	Attach here the chemical structural formula of the reference substance. Click on the ‘Load’ button to select an image file from your computer for upload. Remove the attached file with the ‘Delete’ button. The following file types are supported:

*.gif

*.jpg 

*.jpeg

*.png
	

	
	Remarks
	Text (32,768 char.)

Display: Basic
	
	Include in this field, as appropriate, additional information about the reference substance. Such information may for example include an explanation to why molecular and structural information could not be provided due to the nature of the substance.
	

	
	Chemical structure files
	Block of fields (repeatable) Start
	
	
	

	
	Structure file
	Attachment (single)

Display: Basic
	
	
	

	
	Remarks on structure file
	Text (255 char.)

Display: Basic
	
	
	

	
	Chemical structure files
	Block of fields (repeatable) End
	
	
	

	
	Related substances
	Header 1
	
	
	

	
	
	Block of fields (repeatable) Start
	
	
	

	
	Identifier
	List (picklist)

Display: Basic
	Picklist values:
- BAS number
- CAS name
- CAS number
- ChemSpider ID
- Colour Index
- E number
- EC name
- EC number
- INCI name
- IUPAC name
- PubChem
- common name
- taxonomic name and strain
- other:
	Select the type of identifier you wish to provide using the picklist. If none of pre-defined items apply, select ‘other:’. A text field is then activated next to the list field in which you can specify the type of identifier you wish to provide.
	

	
	Identity
	Text (32,768 char.)

Display: Basic
	
	Enter here the identity (name, number, code) corresponding to the identifier type selected.
	

	
	Remarks
	Text (255 char.)

Display: Basic
	
	
	

	
	Relation
	List (picklist)

Display: Basic
	Picklist values:
- anhydrate
- hydrate
- isomer
- mixture of isomers
- monomer
- polymer
- contains the reference substance
- is contained in the reference substance
- other:
	
	

	
	
	Block of fields (repeatable) End
	
	
	

	
	Group / category information
	Text (2,000 char.)

Display: Basic
	
	Insert information about chemical groups and categories the substance belongs to.
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