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Abstract 

We present a study of adsorption of small molecules on insulating crystal surfaces performed by means of the CRYSCOR program [1], an ab-initio periodic tool that applies a second-order Møller-Plesset correlation correction in a local approach (L-MP2) on top of the accurate Hartree-Fock solution provided by the CRYSTAL program [2]. The general features of the code will be illustrated and the adsorption of N2 on hexagonal BN [3], methane on MgO [4] and Ar on MgO [5] will be discussed as example cases.

References

1.www.cryscor.unito.it . 

2.www.crystal.unito.it.

3. M. Rérat et al. (in preparation)

4. D. Usvyat et al. (in preparation)

