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Introduction AiiDA Workflow Management System

MLP Standard Workflows )
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o Common interface for popular MLP packages Fig 1. General scheme of the MLP workflow can be run over the command line can be Fig 2. Schematic overview of the architecture of AiiDA 1.0

o Containerized workflow solution for MLP development integrated through AiiDA’s plugin system.

MLP workflow in AiiDA AiiDA-n2p2 plugin
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