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In the absence of a known crystal structure, the quantitative phase analysis (QPA) cannot be done through the Riet-
veld method (RM). In these situations the methodology described by Scarlet and Madsen and known as PONKCS
(Partial Or No Known Crystal Structure) can be as efficient as the Rietveld method. Even for cases of high peak
overlap, like pharmaceuticals, the QPA can be applied satisfactorily, mainly if the crystal structure is partially known,
i.e., only the unit cell parameters and space group are known. We use simulations of a mixture of two polymorphs
of norfloxacin, to show that the results of the Rietveld method and PONKCS provide the same results, since we take
very care to not refine unit cell in the beginning of the refinement. If preferred orientation is present in the sample
used for pattern decomposition through the Pawley or Le Bail method, or in the mixture, it is possible correct it in the
mixture after correction of the unit cell of the unknown phase. One well known problem with the Rietveld method in
the QPA of pharmaceuticals is the atom displacement when high angle data is provided. Try to correct it can be very
confusing in Rietveld method. It is an advantage for PONKCS, since the thermal displacement is not a parameter.
Anyway, for copper radiation data up to 35° (2q) the scattering factor for the atoms do not change significantly to
cause a significant change in the scale factor and then PONKCS and Rietveld methods are similar.
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