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I\/Iethodology Thermal conductivity measurement by Equilibrium Orientation Factor

Molecular Dynamics (EMD):

« Green-Kubo formula: «S = 0.5(3<cos?(6) > -1)

«<> |ndicating the average obtained over all
molecules;

@ is the angle between the end-to-end vector of
iIndividual molecules and z axis.

In this study, the thermal conductivity of long chain n-
alkanes (C,,H,,) Is studied by utilizing equilibrium
molecular dynamics (EMD) and non-equilibrium @ <Time step=0.5fs .
molecular dynamics (NEMD) simulations. In order to @ NPT atT =320 K
remove the possible size effect from the results for solid (Liquid)

n-alkanes, a new method is used to determine the B «Cooled downto T =

Initialization and Equilibration:

* Integration of heat current auto-correlation function
(HCACF) contains Information about thermal
boundary conductance.
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