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Abstract

In our previous study, a new agorithm has
been developed for automatically finding the
isomers of decane. Our previous agorithm is based
on the sampling space where the branching carbon
can be placed on. Find out all the combination of
the sampling space except the symmetry and
redundancy. However, our previous algorithm can
not handle the case which have more than three
branching carbons, e.g., decane has such situation
when main chain contains 3 or 5 carbons. In this
study, the graph theory will be included to
overcome this problem.

In previous study, it is very time consuming to
calculate the combination of the sampling space by
means of “permutation algorithm”. Sometimes, it
needs 14! times calculation, it aimost spends more
than 10 minutes by Pentium 4 2.4GHz PC. In this
study, the “combination algorithm” is used instead
of “permutation algorithm”.
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Algorithm: Generating the next r-combination in
lexicographic order.
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i:=r

while g=n-r+i
i=i-1

a=a+l
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