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MD simulations and theoretical analysis of liquid pyrenes
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[Abstract] Alkylated pyrene compounds 1-4 are Newtonian fluids at room temperature, and
there liquid structures were characterized by using distance-dependent fluorescence of pyrene.
[1] In order to clarify the origin of differences in physical properties due to atomic differences
among alkyl chains of these molecules, we carried out MD simulations and theoretical analysis
for bulk systems of the liquid pyrenes.
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Fig 1. Molecular structures of liquid pyrenes 1-4 and a snapshot of MD simulation system.
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- \_‘ —2 Fig 2. (a) Calculated value of time-resolved

& \ fluorescence spectrum (solid line) and

TE —1 experimental values of steady state fluorescence
Sl  — 4 spectrum in solution and in neat liquid state

\E, (broken line). (b) Slopes of the averaged mean
s 13 —3 square displacement divided by 6. According to
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