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Description of the database — The data collection database is a series of HTML formatted files. The
organization is based on two frames (“menu” and “main”) (Supplementary Fig. 1). The “menu”
frame on the left contains the individual synchrotron sessions and the “main” frame the details of
each flash-cooled crystal. On clicking on the left menu the details of the individual sessions can be
visualized in the main frame. The HTML formatting codes for a table where each table cell
represents a flash-cooled crystal contained in the dewar and each line represents a carousel of vials
containing the cryo-cooled crystals. If two dewars are used during the synchrotron session, two
tables follow one after the other. Various details of the crystal are easily obtained either directly on
the same HTML page or by following one of the HTML links. The entire database, which includes
raw data storage, extends to over 8 Tb.

X-ray data and processing statistics — The first item of each cell of the table is the codename for
the co-crystal. (TTR-LiC131_1: TTR = transthyretin; LiC = Lidia Ciccone; 131 = compound 131;
_1 = first crystal.) It has an associated HTML link that points to the location where the frames are
stored on disk and where the processed data and statistics can be found. The ligand name or code is
reported in the line below for co-crystals and soaked crystals. An image for the ligand is often
present on the same page (not shown). For soaks: the soak details are given on the “cryo:” line.
Resolution — Since the primary metric for evaluation of success of a data collection experiment is
the resolution limit to which each crystal diffracts to, this data item is reported directly in the cell
corresponding to each crystal. The resolution limit is reported only when the data has been indexed
and merged correctly. In the past, the resolution limit was evaluated from images collected, for
example from a marCCD X-ray detector diffraction image (Supplementary Fig. 1). Evaluating data
collected on the fast PILATUS 2M or 6M detectors visually is difficult, since very few spots are
visible, although the data quality is excellent. Evaluation of the diffraction quality can only be done
after the data has been processed and scaled together. The resolution in the HTML file is updated
each time that the data is reprocessed with the latest software, XDS [2] or MOSFLM [3]. The
resolution limit is set with a correlation coefficient CC(1/2) > 50" [4] and a mean I/o(I) of about 1

1 CC(1/2) = percentage of correlation between intensities from random half-datasets. Correlation significant at
the 0.1% level is marked by an asterisk in CORRECT.LP in XDS [1].



(0.8 <I/o(I) < 2.5). The resolution is associated to an HTML link that points to the first image of the
data set, which allows for an independent visual evaluation of the data.

Images — The number of images collected are reported in the cell. With the fast PILATUS 2M or
6M detectors a strategy calculation is rarely carried out since the data collection terminated before
humans can chose and set up the strategy.

Cryo-soaking — Since there is not enough space in the table cell to describe even in an abbreviated
form the details of the cryosoaking, each cryo-soaking solution is given a name and the exact
composition and details on how it has been carried out is reported below the dewar tables, under the
header cryosolutions. The 40% cryomix, 50% precipitant, 10% buffer is used in all cases when a
cryomix (CM) is mentioned. The composition of the cryomixes is in another table.
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Crystal size is not considered important and there is no note of this parameter. Many small crystals
used on microfocus beamlines give excellent data, at times better than larger ones. The main
problem is getting them well centred. The implementation of mesh and line scans in MxCuBE [5]
provides a good aid for difficult cases. Parameters like mosaicity and other details are not stored in
the data collection database, but accessible via the HTML link to the stored data. The space group
details for all solved structures are stored in a separate structure within the database. All polymorphs



are listed in another HTML table as an aid to indexing data.

Crystallization & ligand solubilization — Protein production, ligand solubilization, protein-ligand
complexation details are accessible via the HTML link to the crystallization drop, which opens in
the “main” frame the crystallization tray.

Connection to other databases — In addition, for data collected at the ESRF in Grenoble the HTML
database stores all the details needed to connect to the ISPyB database [5].

The main advantage of an HTML database is that it can be used over various platforms, Windows,
Mac and Linux with the simple use of a navigator. By keeping images small, a subset of the entire
data collection, crystallization, and solved structure databases, without access to the raw and
processed data fits on an 8 Gb. USB key. The subset contains sufficient details useful for collecting
new data, indexing data, retrieving crystallization details and viewing the PDB files of all solved
structures with COOT [6] or PyMOL [7] (no maps nor MTZ files). Details can be extracted from
the database using Linux commands like “grep”. HTML is user-friendly and all new students can
navigate the web. Unfortunately, at present it is difficult to mine the data using a computer program
since the database is not homogeneous nor sufficiently well structured for program use.
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