A) Particle diffusion RMSD accuracy across timescales
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B) Bulk diffusion RMSD accuracy across timescales
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Supplemental Figure 1: RMSD values of Cell4D particle and bulk diffusion across multiple timescales.

A) Upper panel: Comparison of particle RMSD values in green with theoretical Brownian RMSD in orange. Shaded areas indicate
standard deviation of particle RMSD across 5 replicates. Lower left panel: The percentage error between simulated and theoretical
RMSD at each measured time interval. Lower right panel: Same data as the lower left panel but shown as a function of simulated time
length in seconds. B) Upper panel: Comparison of bulk molecule RMSD values in green with theoretical Brownian RMSD in orange,
with RMSD remaining the same regardless of the simulation timestep length. Theoretical values were predicted by Fick’s laws to
examine timestep dependent effects of the bulk diffusion algorithm. Lower left panel: The percentage error between simulated and
theoretical RMSD at each measured time interval, shown relative to the number of simulated timesteps. Lower right panel: Same data
as the lower left panel but shown as a function of simulated time.



