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Biomolecular simulations

• largest HPC user worldwide

• simulation trajectories are large (GB-TB)

• transfer from HPC center to local (but..)

• analyzing multiple times, but typically < 1 year 

  (low data lifetime)

• raw data submission often unfeasible

• long term storage challenging



Data sharing/repository: pros

• reproducibility

• transparency

• helps getting started

• meta-analysis

• training AI

• helps fighting scientific misconduct

• …



Data sharing/repository: challenges

• curation/quality control?

• bias? (positive results)

• overhead

• comparability?

• storage/management/retrieval infrastructure

• re-generation may be easier than retrieval

• existing repositories successful?

• good scientific practice should already cover     

      reproducibility and sharing?



Data management -- experiences

• sometimes better to reproduce rather than retrieve

• data access useful for debugging/reproducibility

• standards difficult to implement: e.g. new methods

• more frequent need of key data rather than raw



Data management -- thoughts

• sharing “essentials” rather than raw data?

• should be feasible to do better than journal SI

    (github, zenodo, …)

• standards/flexibility/versioning

• ownership/copyright/responsibility

Goal?

• contributor – open access, visibility

• user – new science, reproducibility, reference data

• community – raised standards, new  science
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