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Prediction method of chemical structure of an unknown chemical compound
using mass spectral data of known chemical compounds is proposed and the predictability is
validated. This method is effective to predict a ring substructure which is eventually a fundamental

structure of a chemical compound. Each peak®"s score to appear in a spectrum of a known compounds
which has a ring is calculated, and average of scores of peaks in a spectrum of an unknown compounds

is calculated.
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Figure 1: Types of Ring Structure: (@)
single,(b) fused, (c) bridged, (d) Spiro,
(e) assembly
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Figure 2: Extract Rings from a
Compound
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Figure 3: Recall-Precision Graph for
Imidazolidine Prediction
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