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textM is a domain-specific programming language that combines workflow management
systems (e.g. FireWorks) and workload management systems (e.g. Slurm). Together, they
create avirtual research environment (VRE) that increases the data FAIRness of
research projects on high-performance computing systems in the materials simulation
domain. The VRE covers the full life cycle of a computational model, from development
and execution to analysis and archiving. The models are archived in a local or cloud
MongoDB database. The original FAIR principles state aspirational goals for data to be
findable, accessible, interoperable and reusable for machines and humans. Through
concrete use-case examples, we will discuss different data FAIRness aspects and
demonstrate best practices for leveraging textM to enhance the data FAIRness of
atomistic simulations. At the end, we will highlight some remaining challenges and how
we plan to overcome them.



