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We reproduce the characteristics of orientation randomization in the low 000005 010 0.15 — 0T 0F e o8
concentration region (X<0.2) of alcohols by MD and discuss its molecular X

mechanism. The orientation of ethanol on the surface
Methods The concentration and orientation of ethanol on the surface were analyzed
for each concentration. p{(cos 8) was used as the weight function w(z) to

Force field Computational time obtain surface-specific quantities such as p° and (cos 8)°.
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Conclusion

= We reproduced experimental results of surface tension, surface excess, distribution width, and SFG by MD simulation
qualitatively or quantitatively.

= We reproduced the characteristic orientation of the ethanol, which decreases in low concentrations by MD simulation.

= In the low concentration region (X < 0. 2), there was isolated ethanol on the surface and the surface was covered with ethanol
with increasing concentration.

=This indicated that the packing structure made the orientation increase in the low concentration region.




