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MD simulations

The thermal conductivities of Model C-X and Model C-HyY, are calculated by equilibrium
molecular dynamics through the Green-Kubo formula. The thermal conductivity is the mean
value of six realizations with different initial conditions. Figure S1-S4 show typical heat flux
autocorrelation function and their integrations for Model C-X and Model C-Hn,Y/, during EMD

calculations.

Figure S1 and S2 show the heat flux autocorrelation function and thermal conductivity versus
correlation time for Model C-X with myx = 0.5 g/mol and my = 80 g/mol, respectively. Figure S1
shows the HFACF decays to zero in 10ps. The blue curve of thermal conductivity converges

within 10ps which is consistent with the decay of HFACF.

Figure S3 and S4 shows the heat flux autocorrelation function and thermal conductivity versus
correlation time for Model C-Hp,,Y,, with my = 17 g/mol and @&y = 50% and Model C-Hp,,Y,, with
my = 35.5 g/mol and @y =50%, respectively.
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Figure S1. The heat flux autocorrelation function and thermal conductivity versus correlation

time for Model C-X with myx = 0.5 g/mol.
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Figure S2. The heat flux autocorrelation function and thermal conductivity versus correlation

time for Model C-X with my = 80 g/mol.
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Figure S3. The heat flux autocorrelation function and thermal conductivity versus correlation

time for Model C-Hp,,Y,, with my = 17 g/mol and @& = 50%.
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Figure S4. The heat flux autocorrelation function and thermal conductivity versus correlation

time for Model C-Hp,, Y, with my = 35.5 g/mol and @&, = 50%.



