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The above workshop was held during the Tuesday evening session and was done in person by Dr.
Donald Chace and Dr. Timothy Garrett. The presentation was organized by Dr. Candice Z. Ulmer. There
was still restricted travel because of Covid for many attendees. The presentation was also broadcast on
Zoom. Thirty plus people attended the workshop.

Our focus and that of the attendees (based on their participation) was quality assurance in
metabolomics studies specifically. Example slides are below.

Best Prac�ces Discussion Ques�ons
What criteria should be used to determine the number of
internal standards needed for an untargeted metabolomics run?
Common Sugges�ons
• Enough to span the elu�on proﬁle of the method
• Enough in nega�ve and posi�ve ion mode
• Plot log p vs. m/z to cover as much of the mass range and RT of the run
• +/- 10 internal standards
• 1 -2 per class of interest and/or metabolic pathway

Best Prac�ces Discussion Ques�ons
Is a universal system suitability tes�ng (SST) sample AND assay speciﬁc SST sample needed in untargeted metabolomics?
Use of SSS

Purpose

Frequency

Before Analysis

Conﬁrm instrument performance

Before the start of a run (a�er several
priming injec�ons)

During a run

Conﬁrm and monitor performance of
instrument during the en�re run

Depends on stability of instrument; if
changes in parameters are common,
consider more injec�ons

A�er instrument
Conﬁrm instrument is within performance
maintenance, power
speciﬁca�ons and stable prior to sample
outage, break in vacuum, analysis
tuning/calibra�on

Mul�ple injec�ons, approx. 5-10

We also had extensive discussion with regard to instrument performance across a run which is
applicable to both untargeted (discovery) and targeted (practice).

We had active participation in discussing the need for “rules” and QA/QC in metabolomics, so studies
are better compared across laboratories. Clearly, this is where the interest of the attendees was
focused and will likely serve as a potential focus of next years workshop topic.

