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The ongoing site selection process for a repository for
high level nuclear waste in Germany is investigating salt, clay
and granite rocks as possible host rocks. The pore waters of
these rocks can contain saline solutions with high ionic
strength.

Thermodynamic equilibria in high saline solutions can be
calculated using the Pitzer approach [1]. The THEREDA
project [2] provides ready-to-use parameter files for some
widely used geochemical codes (PHREEQC, Geochemist’s
Workbench, ChemApp, and EQ 3/6). The project is going to
extend this service to even more codes, one of them being
TOUGHREACT.

TOUGHREACT will integrate the Pitzer approach.
Scripts have been developed to convert datasets from
THEREDA into parameter files for TOUGHREACT. To
validate data conversion we performed benchmark
calculations, comparing results with PHREEQC and
TOUGHREACT. First results will be shown and discussed.
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