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omd: filter the molecular descriptors for QSAR

This packagze including two useful function, which can be used for filter the molecular descriptors matrixz for GQSAR.

Version: 1.0

Published: 2009-11-03

futhor: Bin Na

Maintalner: Bin Na <kinmall at gmail. com>
License: GPL (= 2)

CEAN checks: omd results
Downloads:

Package source: omd_l.0. tar. sz

MacOS ¥ binary: omd_1.0. tzz
Mindows binary: ond 1.0.zip Thanks to Yihui Xie from COS

Reference manual @ omd. pdf :
and Kurt.Hornik from R-group

http://cran.r-project.org/web/packages/omd/index.html
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* fcons: filter the constant and nearly
constant indices

* fhcor: filter the highly correlated indices
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fcons
# filter the constant and nearly constant indices

fcons<-function(indices,k){
samp<-c()

dim.ind<-dim(indices)

for(i in 1:(dim.ind[2])){

if (length(unique(indices|,i]))<=k)
samp<-c(samp,i)

h

indices.fil<-indices[,-samp]
indices.fil
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fhcor
#filter the highly correlated indices

fhcor<-function(indices,k){
cor.matrix<-cor(indices)
dim.cor<-dim(cor.matrix)
samp<-c|)
for(i in 1:(dim.cor[1]-1))
for(j in (i+1):dim.cor[2]){
if(abs(cor.matrix|[i,j|)>=k){
samp<-c(samp,j);
break}
I

indices.fil<-indices[,-samp]
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Genetic Algorithm —Partial Least square

#GA-PLS

library(genalg)
evalVals<-function(chromosome=c()) {
returnVal = 1
Y<-c()
if (sum(chromosome)>2) {
MOL = mol3[,chromosome==1];
PLS<-plsr(lnR~.,data=MOL,method="simpls’',validation='CV');
rmsep<-RMSEP(PLS)
returnVal <-min(rmsep$val|1,1,])

h

returnVal

h

rbga.results.pls4 = rbga.bin(size=48, zeroToOneRatio=5,
evalFunc=evalVals, popSize=200, iters=100,verbose=TRUE)
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All dataset (spearman=0.21,p=0.42)
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The relationship between predicted and calculated effect sizes
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Conclusion

* The promised package omd have been released
online.

* I have grow up from a green hand to a R-user
putting a foot in the door.
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