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6-oxo 7-oxo 1l-oxo 12-oxo 15-oxo 16-oxo 17-oxo
480 703 874 601 923 856 668
480 703 874 601 923 856 668
480 703 874 601 923 856 668
480 703 874 601 923 856 668
534 699 888 500 936 769 524
306 .718. 832 659 933 819 671
405 669 888 589 937 © 809 635
413 588 757 615 943 760 644
202 553 793 515 967 789 674
209 505 824 570 936 793 668
292 553 793 515 967 789 = 674
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Abstract

A program is described for predicting the masy spectrwin of @ given nigfecuviar structure based
on basic fragmentatien ruks. Given a set of candidete struciures for an unknown compound, this
program cin Le used to evaluate each candidate based on a comparison of the predicted and ob-
served spectra. A dynamic method is used to describe the fragmentation rules, and the program

can predict mass spectra automatically for compounds of various kinds of structures.
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