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® Au nanotube
® Water molecules

® Ethanol molecules
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¢ ENCAD
(water - water, water - ethanol, ethanol - ethanol)

@ Spohr

(water - Au)

@ Dreiding
(Au - ethanol)

¢ Tight-Binding
(Au - Au)
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Spohr (water - Au)
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Dreiding (Au - ethanol)
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* For the lower water weight fraction, there is no size effect.

« The water/ethanol weight fraction in Region | display a slight
increase with the increase of Au nanotube diameter, indicating that
if the diameter of Au nanotube is larger, the water/ethanol weight
fraction in Region | will increase to the average weight fraction.
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