Chemistry 696D – Analytical Informatics

Project 3 – Due Monday March 24, 2003

1. Using Data from the website (TrainC.dat, TestC.dat, ExamC.dat), perform a k-fold cross validation for:

a. The kNN classifier

b. An multi-layer neural network

c. A Support vector machine

d. A single tree (using rpart)

Each of these models has various parameters, use the k-fold cross validation approach to determine the best parameters for each model.

Of the libraries available for R, only SVM’s have cross validation built in.  Develop a generic  algorithm for cross-validation which splits the data into a test and training set and use this to perform the validation.

Plot the error rate (% error) for the classification error (called class “a” when it was really class “b”) and determine mean and standard deviation for the critical model parameters.

Compare estimated error from k-fold validation to actual performance on the ExamC.dat data set (TestC.dat is a subset of ExamC.dat)










