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Solving the Chemical Equilibrium Problem Using the Gradient Projection Method

Takafumi Matsumoto, Harumi Yokokawa*

(Received June 8, 1992)

An algorithm for searching the minium point of G, Gibbs energy of the system, by successively

projecting the gradient vector of G into the space which satisfies mass balance equations, has been

developed. A PC-based software implementing this algorithm has precisely determined the equilibrium

points of numerous solid-gas systems.

Since this algorithm neither needs any estimated initial point

other than the point given as the quantities of input materials, nor passes unreasonable point such as

negatives, it features high stability of the solution. The same algorithm can be applied for searching

the minimum point of Helmholtz energy.
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Fig.1 An example of output 6. = =
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