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Pseudopotential-based ab initio approaches were used to calculate
thermodynamic and structural properties of calcium–magnesium
carbonate CaMg(CO3)2 found as dolomite in the nature. Calcu-
lations were done for densities from 1.0 to 8.0 g/cm3 and tempera-
tures from 0 to 60 kK. The dependence of calculated results on the
particular form of the exchange-correlation functional and parame-
ters of the quantum molecular dynamics method was investigated.
Isotherms were constructed for different polymorphic modifications
of dolomite and their relative stability was evaluated. Calculated
data on static and dynamic compressibility were compared with ex-
perimental data.


