Geometrical matching between 2D structures and molecules

This project is something left to your intuition / creativity …
The problems comes from the aim of building nanostructured objects made of vertically stacked inorganic 2D materials with speciﬁc molecular groups at their surface (see e.g.: https://onlinelibrary.wiley.com/doi/epdf/10.1002/adma.201706103 )
Optimal matching (the optimal “2D material – molecule pairs”) of course depends on interatomic interactions, electronic structures of the constituents…
In this project we simplify the question, considering ONLY structural matching.
In particular, in the simplest case, we can consider the matching between a 2D Bravais lattice  and a geometrical planar figure (a regular polygon).
Try to define a score function that , for a given Bravais lattice index (say, ibrav; you should consider all the 5 possible 2D Bravais  lattices) and lattice parameter (say, alat) measure the quality of the matching with a regular polygon with a given number of sides (n) of a given length (l).  The scoring function should be f = f(ibrav,alat,n,l; ….)
Hint: 
Zero order criterion: some distance / average of distances …
A better one: consider harmonic interactions (springs) linking the Bravais lattice sites and the corners of the polygon… (it is up to you to define an equilibrium length and the spring constant)
Test your code on some simple examples
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