Analysing bulk- and microviscosity effects from
Phuysies multilevel computation results of the properties DA_/V-‘§_C,
of BODIPY-based molecular sensors
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BODIPY viscosity sensors [1] Membrane-specific BODIPY derivative [2]
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Hardware and simulations Sensor in a lipid bilayer membrane [3]

* GROMACS molecular dynamics (MD) package
o Lipidl4/21, gaff (sensor) force fields

« Gaussian16 electronic structure package
o Sensor parametrization (PM6, HF, MP2)

« CPU: Bull Sequana X1000 (VU HPC Saulétekis)
o 191 ns/day, 2400 h CPU time (19 h wall)

* GPU: NVIDIA RTX 3070
o 167 ns/day, 43 h GPU time
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