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Lennard-Jones potential

Simple pairwise model for interatomic interactions

Short-range repulsion + dispersion attraction

Used to model short-range interactions in molecular dynamics simulations 



2

Specific vs. general implementation

A class is a data type 

➢ Creates new data type 

➢ Objects made from the class are instances of that type 

Bundles data and behavior

➢ Packs data (attributes) and functions (methods) operating on them

➢ Avoids setting global variables (and related side effects) 

➢ Optimal for multiple parameter sets

➢ Improves reusability and readability
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General structure of a class

def Class_Name:
    """
    Description of the class
    """ 
    def __init__(self, p1, p2, ...):
        self.var1 = p1
        self.var2 = p2
             ...
             ...

    def function_name(self, fp1, ...):
        <expression> 

        return result_1, result_2, ...          
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self parameter holding object instance 
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Assignment 5
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