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Software Setup

● PyMOL 2.5
● Python 3.9
● CS 279 Conda environment:

○ Making a conda environment: conda create -n cs279 python=3.9
○ Activating a conda environment: conda activate cs279

https://conda.io/projects/conda/en/latest/user-guide/tasks/manage-environments.html#activating-an-environment


Force Fields and Free Energy Calculation
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Deriving a knowledge-based energy function

train_structures = [ [

              ('ASP', 'CB', 1, (0, 0, 0)),

              ('LYS', 'CB', 10, (0, 0, 1))         

]]
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Deriving a knowledge-based energy function

Aspartate

Arginine

y = [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0]



Deriving a knowledge-based energy function

Tips for observed distance:

- Look at how the get_coords, get_distances, and distribution functions are 
implemented. 

- Look at how the observed_distribution tests are implemented.
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Deriving a knowledge-based energy function
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Protein structure prediction with AlphaFold


