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PROBLEM: Complex computational

Reproducibility requires data to be Findable, A | R studies require increasing effort and
Accessible, Reusable and Interoperable (FAIR) O @j & o time to progress in the scale from
FAIR data includes: ’ il repeatability to runnability,

reproducibility,
and replicability.
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* Explicit data-result mappings (Data ‘X’ is used to produce Figure ‘A’)
* Clear identification of resources required (crystal structures, models)
* Clearly stated processing parameters (EQ, energy ranges)
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> Two interdependent topics were chosen:
PR o She * FAIR Digital Objects packaged reproducible results
 Scientific Workflows for processing and analysis
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