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Using the new detection algorithm that is present in Compound Discoverer 3.3, it is now possible to
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compounds persistent across the chromatography, have long tails, or are very jagged peaks.

Purpose: This collaboration with Omega Yeast is designed to show how the use of high-resolution mass
spectrometry can enlighten small molecule changes within a complex matrix. Scientists are always
seeking to know more about what is present in their samples and how their experimental conditions are
affecting these compounds. Beer’s flavor is generated from a combination of yeast’'s metabolic activity,
various plant derived compound, and the initial source for starch. Using information that was discovered
in previous experiments, hop timing was targeted to show a relationship between the dry hop time and

PCA (Figure 12) creates an unsupervised metric to show there is a distinct metabolite profile between
the 24 and 48 hour hopped beers. PC1 explains 18.5% of the variation while PC2 only explains 10%.
There also appears to be some intragroup variation as represented by the wide distribution of the orange
and blue circles.

A volcano plot was used to initially screen the untargeted data for compounds that show large (>|4x|) and
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Sample Preparation: 2 different dry hopping time were used: 24 and 48 hours. There were 5 biological B RN B " 48 Hours to work on the orthogonal proteomics portion of this project.
replicates, and 3 technical replicates created for all both time points. Samples were collected upon _ Fiow Figure 9- Example for TIC for BeerOmics sample .
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Data Analysis: Compound Discoverer 3.3 software was used to process all data files. (Figure 8) e o™
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