PoudriX : Intensity mormalisation.








The normalisation on the maximum intensity is not good because it depends on the the theta range.The structure factor expression is :





Fhkl=Sj=1,N [Bj.exp(-s).fj.exp(s.rj)]





with s=2p.(ha*+kb*+lc*) and rj=xja+yjb+zjc , N : atoms number in the cell, B isotropic thermal parameter, f atomic scattering factor. The intensity of the (hkl) peak is proportional to :





Ihkl = [Fhkl]2.Lp.Mult





(Lp is the Lorentz-polarisation factor (it depends on q) and Mult is the number of equivalent reflections). It can be seen that the intensities Ihkl could be represented by big numbers (square electrons) proportional to to N and proportional to the atomic number Z of the atoms. To display values not depending on the theta range and not too big I use : 





I’hkl =1000. Ihkl/ (Sj=1,N[fj(0)]2.Multmax)





(with f(0)=Z and Multmax the maximum equivalent number of reflections of the Laue group). In the output file Poudrix displays the scale factor. So it is possible to calculate the absolute intensities.


To compare the results given by Poudrix with the result given by an other program e.g. Pulverix, it is necessary to compare the Fhkl values.





