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ABSTRACT

In previous papers, we investigated via Monte Carlo simulation the order-disorder behavior of
an individual octahedral phyllosilicate sheet, with respect to two-species systems Al/Fe, Al/Mg, and
Fe/Mg, and some three-species systems Al/Fe/Mg that were relevant to clay compositions found in
nature. We have extended the work on Al/Fe/Mg systems to include a wide range of different octahe-
dral compositions that can represent different natural and synthetic clay minerals, by means of Monte
Carlo simulations based only on atomistic models. In many cases, phase transitions do not occur, in
that long-range order is not attained, but most systems exhibit short-range order at low temperatures.
The ordering of the octahedral cations is highly dependent on the cation composition.



