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A B S T R A C T

Modelling Data (MODA) reporting guidelines have been proposed for common terminology and for recording 
metadata for physics-based materials modelling and simulations in a CEN Workshop Agreement (CWA 
17284:2018). Their purpose is similar to that of the Quantitative Structure-Activity Relationship (QSAR) model 
report form (QMRF) that aims to increase industry and regulatory confidence in QSAR models, but for a wider 
range of model types. Recently, the WorldFAIR project’s nanomaterials case study suggested that both QMRF and 
MODA templates are an important means to enhance compliance of nanoinformatics models, and their under
pinning datasets, with the FAIR principles (Findable, Accessible, Interoperable, Reusable). Despite the advances 
in computational modelling of materials properties and phenomena, regulatory uptake of predictive models has 
been slow. This is, in part, due to concerns about lack of validation of complex models and lack of documentation 
of scientific simulations. The models are often complex, output can be hardware- and software-dependent, and 
there is a lack of shared standards. Despite advocating for standardised and transparent documentation of 
simulation protocols through its templates, the MODA guidelines are rarely used in practice by modellers because 
of a lack of tools for automating their creation, sharing, and storage. They also suffer from a paucity of user 
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