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DiffractionImage
The DiffractionImage library is a small class for the reading of X-Ray diffraction images from a few common manufacturers:

· MAR image plates and CCD detectors

· Rigaku Raxis

· ADSC quantum CCD detectors

These are mapped on to a standard “DiffractionImage” interface class, which provides access to the header information, file format and the image itself.

At the moment this is deployed in a couple of places, in particular DNA and XIA, but has a lot of potential to be used elsewhere.
This is written in C++ with interfaces in Python. It is the python interfaces which are most commonly used.

Proposal

There are two stages to this proposal – a minimum and some ideas on extension. The minimum proposal is that this is included in the CCP4 library by the next major release (e.g. 6.1.0), requiring:

· Documentation similar to the rest of the library (e.g. mtzlib) – some documentation already exists along with example programs.

· Build process modified to work on common platforms beyond Linux, possibly via “configure”.

· Tidying of the existing code base to a “standard” format. Currently the code base is in my standard which may not agree with yours.

In this case I would be happy to provide input to the process and expression of my requirements for what this should provide, but I am looking to delegate the “doing”, how it is done and how it all looks. At the moment it is all stored in the XIA and DNA repositories (there are two versions – the XIA version is by far the most up to date) – this will need to be the case for the moment until it’s safely available as a stand alone library which can be included separately.

I am happy to champion this development if necessary.

Extension

If the above goes well then there are a couple of places this could go:

· Development towards a more general library to cover a larger range of libraries.

· Tcl/Tk interface to provide option on writing a CCP4i “view image” option.

· Replacement for IPDisp.

All of these are possible with the existing code, and I would be very interested in supporting this through guiding the direction of developments and “finding out” things as & when needed.

