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The Crystallography Open Database (COD, https://www.crystallography.net/cod) [1] has been openly disseminating small
organic, metal-organic and inorganic (mineral) structure data for more than 20 years. With increasing computational
capabilities, more data are stored in the COD structure collection. Since 2009, the COD deposits scattering intensity and
structure factor data in separate files. As modern data-driven science imposes stricter requirements for data provenance, we
are announcing a new function — the possibility to store links to raw data (diffraction image) in the COD CIF records, making
it searchable in the COD database tables. The raw data images are typically orders of magnitude larger than coordinate and
even structure factor records, thus making their storage in one place a challenge [2]. The COD has therefore adopted a policy
to support any combinations of distributed raw data archives. For example, data can be stored in the XRDa [3] raw data
archive. Vilnius University and the Research Council of Lithuania also support Data Center for Machine Learning and
Quantum Computing in Natural and Biomedical Sciences, which can in the future also host raw data for structures that will
be deposited to the COD.

The implemented COD data links are not only suitable for linking COD structures (or any other CIFs) with raw data, but can
establish semantic links, using documented predicates, with other databases or data sets. Other databases are invited to
collaborate on building a distributed scientific data Web.
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Figure 1. An example of a COD record linked with the XRDa raw image set, for the entry from the T. Sasaki et al. [4].
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