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Difference Spatial Distribution Function A nalysis of
Methanol and Ethanol Solutions '

Toshiyuki Hata and Yukio Ono

ABSTRACT Spatial distribution function (SDF), goo(x,¥,2z), has been used to
characterize the anisotropic structure of solutions in computer simulations. In this
article, a new method for structural change analysis is proposed based on the
difference spatial distribution function, (DSDF) Agoo(x,¥,z), and is applied to liquid
water, and to infinitely dilute aqueous solutions of methanol and ethanol. The new
DSDF method presented in this work should -be widely applicable to structural change
analysis of anisotropic hydration structure for various solutions by computer

simulation.
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