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Figure 1 Image of analysis result in msFineAnalysis Al
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Al library of 100 million compounds
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Figure 2 Main Al workflow Figure 3 Support Al workflow
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Structural Formula Prediction by Main Al Partial Structure Prediction by Support Al

» Displays ranked structural formulas in list. « Displays the predicted partial structure information

» Selecting a structural formula updates the information that is displayed.  Partial structure predicted and present are on the left, predicted and

« Below each structural formula is an Al score that indicates the match absent are on the right.

percentage between structural formula and mass spectrum. » Those with a blue background are the partial structures that match the

o

selected structural formulas. Those with a red background are those
that do not match.

Figure 4 GUI of msFineAnalysis Al
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