Mucin data collection time/frame stats
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Overall data:

Trajectory data was saved every 5000 steps. Each of these saved trajectory steps is a
“frame.” Each simulation step represents 0.002 ps. So, frames were saved every 10 ps.
Quick calculation to determine time in microseconds: move decimal in number of frames
to the left five spaces. That is, 7654321 frames is 76.54321 microseconds.

There was a hardware malfunction during the runs. This caused data corruption on a few
frames throughout the simulations. The corrupt frames were identified and removed.
Specific numbers of frames reported here represent only the uncorrupted frames.

Also, some runs that failed (for reasons unrelated to the simulation) were restarted from
the failure point, but for times longer than necessary to merely complete the simulation.
For this reason, and the issue mentioned in the last paragraph, there is some variability in
number of frames collected from each simulation.

The GalNAc Runs

e 32 simulations (runs) total.
e Runs 1-16 were begun from starting structures 1-16. Runs 17-32 were also begun
from starting structures 1-16.
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e Total frames saved in all simulations: 317739 (3.17739 microseconds)
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The Mannose Runs

e 36 simulations (runs) total.
e Runs 1-36 were begun from starting structures 1-36.
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e Total frames saved in all simulations: 355642 (3.55642 microseconds)
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The Peptide Runs

e 48 simulations (runs) total.
e Runs 1-48 were begun from starting structures 1-48.
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e Total frames saved in all simulations: 520407 (5.20407 microseconds)
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