Solving the problem of short-range forces in radiation
damage modeling
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as well as quantitative evidence that EDDE’s refitting procedure leads to
more robust outcomes than other currently used methods.

Research Details

— A number of ab initio approaches were tested and validated to calculate short-range interatomic
forces, including those arising under extreme pressures.

— Avrefitting procedure for classical force-fields using this ab initio data was developed and shown to
lead to more robust results than other currently used approaches to generate short-range forces.
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