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The Problem

A typical bench scientist synthesis, purifies and characterizes samples, collects the scattering data, and interprets the results, often using simplistic models. It is rare that the same individual also has the skills to use advanced atomistic simulation software for example. Furthermore, the cost of
developing, deploying and supporting computational tools for a large pool of end users is prohibitive and significantly limits what can be realistically provided. This provides a bottleneck in the discovery process between collecting data and their interpretation.

A Solution?

The CCP-SAS consortium was initiated as a UK/US jointly funded SI2 project. CCP-SAS’s initial goals were to build a web-based GUI front-end coupled to a high-performance back-end and to develop advanced analysis modules and new simulation methods. These goals were designed to increase the
accessibility of advanced atomistic modeling of scattering data by novice users. The web/HPC framework developed, GenApp, which has led to its own newly funded project, also allows the support of legacy “dark” code as well as helping smaller projects be more accessible. The SASSIE workflow
has been built into that framework. Along with the development of new modeling tools, this workflow has enabled the study of an increasing range of mostly biological macromolecules, while more general soft matter problems remains a work in progress as does the eventual goal of integrating
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importantly, the process of community building, of connecting people and projects, and of fostering contributions to existing tools and infrastructures, needs to accelerate and, to these ends, a variety of efforts to build
collaborations are under way. In the US GenApp has secured independent funding while in the UK the Perkins group has received a grant to extend tools to better support carbohydrate modelling. CCP renewal efforts are
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