[bookmark: _GoBack]The neutron diffraction data are contained in two folders corresponding to the instruments:
1. HRPT with one data file and the instrument parameter file.
2. D20 with one instrument parameter file and five sub-folders containing the datasets for the temperature ranges indicated.  The individual file names can be used to deduce the temperature for that particular measurement.  For example, the sub-folder 50-145_degC contains 20 datasets for which the first (run 895262) relates to 50C and the last (run 895281) to 145C.  All data files have had background due to the quartz tube subtracted.  The inclusion of run number in the file name means that they can immediately be used for sequential refinement using seqgsas.
The Mössbauer data contain two columns that correspond with the experimental x-axis (mm s-1) and y-axis (−absorption / %) points for the collected raw data.  The heating temperature is included in the file name.
