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Parameter Estimation for a Chemical Reaction

Introduction
This application estimates the rate parameters for a reversible reaction with dimerization of an 
intermediate.

It does this by 

parameterizing (with respect to and ) the numerical solution of the different equations

that describe the reaction kinetics
calculating the sum of the square of the errors between the model predictions and experimental
data
minimizing the sum of the square of the errors to find the best fit values of and 

Parameters and Experimental Data

Concentrations of C and D over time

Reaction Kinetics
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Sum of Square of Errors

2.00578059621453

Minimize the Sum of the Square of the Errors

Compare Experimental Results to Model
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