
PreProcessing/Simulation
[Container]

Integrators
[Container]

Solves Newton's
equation of motion.

Thermostats
[Container]

Thermalizes the
system

Species
[Container]

Stores Species
physical properties,

(e.g. mass, charge...)

Particles
[Container]

Stores particles
data

Potentials
[Container]

Interaction algorithms
+ 

Input/Output
[Container]

Parameters
[Container]

Stores simulations
parameters

Timer
[Container]

Helper class for
timing.

Input File
[Container: YAML]

Contains simulations
parameters

Particles Data
[Container: Database]

Positions, Velocities,
Accelerations

Writes

Passes Info

Passes Info

Passes Info

Passes Info

Passes Info

Updates coordinates via

Updates accelerations via

Sets up

Saves particles data via

Updates coordinate via 

Times loops via

Reads

Simulation Data
[Container: Database]

Simulation Parameters


