

    
      
          
            
  
Welcome to Read the Docs

This is an autogenerated index file.

Please create an index.rst or README.rst file with your own content
under the root (or /docs) directory in your repository.

If you want to use another markup, choose a different builder in your settings.
Check out our Getting Started Guide [https://docs.readthedocs.io/en/latest/getting_started.html] to become more
familiar with Read the Docs.
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  # Drift-diffusion (DrDiff) framework
The Stochastic drift-diffusion (DrDiff) framework can determine the coordinate-dependent diffusion coefficient D(Q), the drift velocity v(Q) and the free-energy landscape F(Q) using a given single-molecule trajectory Q(t) as input. It can also resolve the mean first passage time and mean transition path time from trajectory and calculate the first passage time and the transition path time by Kramers’ theory using D(Q) and F(Q) previously settled.

References:

Stochastic diffusion framework determines the free-energy landscape and rate from single-molecule trajectory. Ronaldo J. Oliveira. The Journal of Chemical Physics, Volume 149, Issue 23, Page 234107, 2018.
https://aip.scitation.org/doi/10.1063/1.5052142

Drift-diffusion (DrDiff) framework determines kinetics and thermodynamics of two-state folding trajectory and tunes diffusion models. Frederico Campos Freitas, Angelica Nakagawa Lima, Vinicius de Godoi Contessoto, Paul C. Whitford and Ronaldo Junio de Oliveira.
https://aip.scitation.org/doi/full/10.1063/1.5113499

### Snapshot with transitions between two states, alongside the D(Q), F(Q) and v(Q) for prion protein (PrP) analysis.
![Snapshot with transitions between two states, alongside the D(Q), F(Q) and v(Q) for prion protein (PrP) analysis.](https://github.com/ronaldolab/DrDiff/blob/master/figures/Prion_Traj_F_D_D02_v4.png)

### Fist passage and transition path times analyzes.
![Fist passage and transition path times analyzes.](https://github.com/ronaldolab/DrDiff/blob/master/figures/Prion_tau_f_tp2_v7.png)



            

          

      

      

    

  

    
      
          
            
  # contacts-python
Created by Frederico Campos Freitas
This is a set of scripts to evaluate the number of contacts in a GROMACS-SMOG simulation. Some features were implemented to fit our needs, so feel free to make any changes in order to tailor the scripts to your needs.
It relies on mdtraj, so you will need it installed alongside the numpy library.
You may find some useful information in the comments of each script.
Feel free to contact us if you need some help: fredcfreitas(at)gmail.com
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