Crystallographic fragment screening

Fragment-based screening is now well-established as a powerful approach to early drug
discovery. Synchrotron based MX has played a major role in this area in the past 20 years but
often there are limitations in how widely it can be used for activities such as primary screening of

drug targets.

At the fixed wavelength monochromatic MX beamline 104-1, with the XChem facility, the full X-ray
screening experiment has now been implemented as a highly streamlined process, allowing up
to 1000 compounds to be screened individually in less than a week, using less than 40 hours of

automated beamtime.

out of a partnership started in 2012, between Diamond

of beamline 104-1 at Diamond as a high processing

104-1 and XChem: a High throughput In-
Crystallo Fragment Screening Platform

The platform for X-ray accelerated Chemistry, or XChem,
has been running at Diamond since April 2016, and grew

and the Structural Genomics Consortium (SGC)
in Oxford. It leverages on SGC sample production
developments and their experience as a user of

synchrotron facilities coupled with the optimisation

capacity hub.

The process covers soaking, harvesting, automatic data
collection, and data analysis; drug fragment libraries are
available, although some users can bring their own.
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from both usages. In 2017, the

oversubscribed, and demand from industry growing, the
facility is expanding its capacity: a dedicated user support
team has been assembled, with extra capacity and an
iIncrease in dedicated lab space. Additional beamtime has
been assigned for the allocation period for 2018.
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