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Good practices for chemical data

Findable

Accessible

Interoperable

Reuseable

Data should be findable by both humans
and machines. This requires data to have
rich metadata, globally unique and
persistent identifiers, and registration or
indexing in a searchable resource.

Wilkinson, M. D. et al. Sci. Data 2016, 3, 160018.

Data and metadata should be accessible
and provided in a machine-readable format,
accompanied by an open, free, and universal
protocol for access.

Examples of chemical identifiers:

IUPAC Name: Benzene
InChI: InChI=1S/C6H6/c1-2-4-6-5-3-1/h1-6H
InChIKey: UHOVQNZJYSORNB-UHFFFAOYSA-N
SMILES: C1=CC=CC=C1
PubChem CID: 241

Examples of accessible chemical data:

Data and metadata should be interoperable,
using shared vocabularies and standardized
formats that can be easily integrated with
other data, software, and workflows.

Data should be reusable. This requires that
data be well-described, openly licensed, and
include clear information about its origin. It
should also follow the standards commonly
used in its scientific field.

Examples of cheminformatics software:

Open Babel
Atomic Simulation 

Environment

Example of open licensing:

CC BY-SA 3.0

CC BY 4.0 Public Domain (CC0)
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