
Things to consider when analyzing your LCMS data: 

 

1. Did your reactions work? Did you make your desired products?  

 

2. Did your reactions work well? Is your desired product one of the main components of the crude mixture? 

 

3. If you have multiple components in the mixture, can you identify any of the byproducts based on their masses 

plus any other information you have from your procedures? What other structures did you consider? 

 

4. What is the relative polarity of the products you made? 

 

5. Are there other data you would like from these chromatograms (e.g., the mass spectrum at a different time 

range)? If so, please see Dr. Fuller for help. 

 

6. Can you account for any side products of less successful reaction sequences with procedural challenges? 

 

7. How do your results compare to your lab partner’s data? Can you draw any conclusions from this comparison? 

In addition to the reactions, consider differences in LCMS sample preparation that might cause differences in 

your data. 

 

8. How do your results compare to your group’s other pair? Can you draw any conclusions from this comparison? 

 

9. Do you have any suggestions for changes to the procedures or reagents used that might improve the outcomes 

of the reactions? 

  



Looking at your LCMS data: 

Here’s an example of the chromatograms and what information you get from them: 

 

1. Sample ID—this should match where I put it in the document with all of your data 

2. Total ion chromatogram (TIC): MS signal plotted vs. time. This is where the MS detector sees ANY mass/charge 

signal 100-2000 AMU.  

3. UV chromatogram: Signal vs. time plot where the UV detector sees any species that absorbs light at 254 nm, 

indicating that the molecule that generates that peak has an aromatic ring.  

4. Extracted ion chromatogram. Anywhere in the time plot where the MS detector sees a certain mass/charge 

range. This m/z range on the right side of the plot in very small print (here it’s 559-561). It should correlate to 

the mass of your compound from the chemdraw files you generated. 

5. Mass spectrum at a certain time or time range. The time range is at the top of the mass spectrum and also 

shown by the horizontal red bar in one of the chromatograms above (here it’s 7.43-7.57 min). If you have 

multiple data shown for a sample, I’ve given you the mass spectrum signal at more than one peak in the 

chromatogram, so this RT range will change (as will the placement of the red bar in the chromatograms). I can 

get you more data if you want to see other peaks—just ask. 
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