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S1. Results and discussion
The thermal conductivity converges within 50 ps for pure n-hentriacontane and encapsulated n-hentriacontane in different diameters of BNNTs at 298 K, as shown in Figure S1. Thermal conductivity value of pure n-hentriacontane converges faster than that of encapsulated paraffin in BNNT. Moreover, encapsulated paraffin has higher thermal conductivity than pure paraffin. It is because of higher thermal conductivity and longer relaxation time in BNNT added to paraffin.
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Figure S1. Thermal conductivity of pure n-hentriacontane and encapsulated n-hentriacontane in different diameters of BNNT at 298 K as a function of correlation time.
image1.png
Thermal conductivity (W/m-K)
o = N w S (O] [e)] ~N

10 20 30 40 50
Correlation time (ps)

——Pure Paraffin

—e—Encapsulated Paraffin
into BNNT(30,30)
—+—Encapsulated Paraffin
into BNNT(40,40)
~o—Encapsulated Paraffin
into BNNT(50,50)
-#—Encapsulated Paraffin
into BNNT(60,60)




