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Fig. 4. Schematic diagram of the UVFA program.

There are versions for 60-bit CDC computers and 32-bit DEC VAX
computers. The VAX version should be well compatible with other DEC
and IBM computers. The whole program is written in FORTRAN, and is
available from Infometrix, (P.O. Box 25808, Seattle, WA 98125).

APPLICATIONS

Among the various applications, three are discussed in more detail: a mass
spectral data set, a constitutional similarity set of chemical compounds, and
a data set of physical parameters of biologically interesting compounds.

The first data set consists of the mass spectra of 11 mono- and sesqui
terpenes [9]. These are isoprene (1), myrcene (2),p-cymene(3),{3-pinene(4),
camphene (5), limonene (6), a-cedrene (7), caryophyllene (8), {3-selinene (9),
santene (10), o-cadinene (11). Figure 5A shows the plot of the loadings of
the first two vectors of the factor weight matrix. These two factors encom
pass 97% of the total variance. Two clusters of compounds can be seen; only
compound 8 seems to lie in between. It turns out that one cluster consists
of the monoterpenes and isoprene; the second are of the sesquiterpenes.
Compound 8 (caryophyllene) should therefore belong to the second cluster
(see below). Because the first factor encounters 94% of the total variance,
there is clearly one main factor, Le., there is one main underlying fragmen
tation pattern.

The nonlinear multidimensional scaling configuration of these data in two
dimensions shows the separation of the two clusters very clearly (Fig. 5B).
The very similar fragmentation pattern of isoprene and the monoterpenes
is reflected by their close neighborhood within the cluster. The one-dimen-
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