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Figure S1. Liquid Chromatography/Mass Spectroscopy (LC/MS) analysis of the active

compounds MSSM-1 and MSSM-2 (panel A and B, respectively).
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read.table ("database.ECFP4",sep=",") -> fingers
print (dim(fingers))

nst<-dim(fingers) [1]

cfinger<-as.matrix (fingers|[,2:1length(fingers[1,])])

read.table ("subset-dataset.ECFP4",sep=",") -> selecfinger
print (dim(selecfinger))
nstselect<-dim(selecfinger) [1]

cselecfingerelec<-as.matrix (selecfinger[,2:1length(selecfinger[l,1)])

tanimotos<-matrix (NA, nrow=nstselect,ncol=nst)

for ( 1 in l:nstselect) {
vl <- cselecfingerelec|[i, ]
print (1)
norml <- vl %*% vl
for ( j in l:nst) {
v2<- cfinger[j,]
common <-v1 %*% v2
norm?2 <- v2 %*% v2
tanimotos[i,j] <- common / (norml+norm2 - common)
}
}

mostsim<-NA* (1:6)
howsim<-NA* (1:6)

Nmostsim<-NA* (1:6)
Nhowsim<-NA* (1:6)

for ( 1 in l:nstselect) {
mostsim[i]<-which.max (tanimotos[i, ])

howsim[i]<-max (tanimotos[i,])

Nmostsim[i]<-order (tanimotos[i, ], decreasing=TRUE) [2]
Nhowsim[i]<-tanimotos[i,Nmostsim[i]]

}

cbind(1l:6,mostsim, howsim, Nmostsim,Nhowsim)->results

colnames (results)<-c("Select","Best Mol.","Best Tc","II Best. Mol."

Best Tc")
results

"II
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