
This is the template code from the repo directory
libra-code\tests\test_md\example_1_SubPc-C60\case1

The parameters are : system object, list of atoms, list of atoms to interact with the ones in the first list, force field object and 
two boolean values



Here, the function .set_interactions_for_atoms demands an additional parameter named
Hamiltonian_Atomistic



Here, I tried to add MM as the first parameter as the file 
Hamiltonian_Atomistic.cpp has the code for two types : MM & QM



This is what I get

This error is common in all the Libra MD code that I have run so far, including the ones where I
am using my own force field settings and geometry files. 
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