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Case study: model the LJ potential with sum

of many Gaussians
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Case study: model the LJ potential with sum

of many Gaussians. Some activities to do

* Implement OLS directly, and using Mma’s Fit function
— Compute test-set MSE and compare PES W= (X'X)"' Xy

— Examine effect of precision on results (wp=50 vs 100 for nG = 5)

* Implement Ridge regression using Mma’s Fit function

0 T —1~T
— Examine effect of A on validation MSE w=(X"X+AI)" Xy



