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Supplementary Figure 1  

 

 

Supplementary Figure 1. Retention time behavior of lipid species as reported in the 

literature. a. Triacylglycerols with three double bonds1, b. Triacylglycerols with four double 

bonds2 c. Phosphatidylcholines with five double bonds3 and d. Phosphatidylcholines with six 

double bonds3,  
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Supplementary Figure 2 

 

 

Supplementary Figure 2. Two retention time models applied to lipids detected in plasma samples. Vertical grey 

lines show retention times of all reported lipid species per lipid category (class). Skyblue bars indicate the retention 

time window corresponding to 3.5x the Median Absolute Deviation (MAD) of all lipids per lipid subclass (model 1, 

similar to for example ref. 4). Green bars indicate the retention time range of each lipid subclass (model 2, similar to 

for example ref. 5). We calculated the limits based on lipids that are in accordance with the ECN model. Opacity of 

the bars was set <1 to visualize overlap of the two models. 
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Supplementary Figure 3 

 

 

 

Supplementary Figure 3. Re-analysis of the human plasma raw data from Vasilopoulou et al. with MS-DIAL. 

Blue bars show the number of unique lipid species annotated with SimLipid as presented in the original Vasilopoulou 

et al. publication. Grey bars show the number of unique lipid species annotated with MS-DIAL (Supplementary Data 

1). The analysis is based on the unique lipid short names as annotated from the respective software package, 

considering only lipid classes identified with both tools. Data from positive and negative ionization modes are merged.   
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Supplementary Note 1. Response to comments on specific lipid annotations (see 

Supplementary Data 1 in the Matters Arising article).  

a. PG 17:1@_22:6. The elemental composition (raw result output by the software) corresponds 

to the reported mass (m/z 881.519) within the specified mass tolerance, and our annotation 

considered the FA 22:6. Please see main text for discussion of acetate adducts.  

b. LPE O-16:0_0:0. This entry links to LMGP02070001, which matches the reported elemental 

formula and observed mass with the abbreviation LPE O-16:1 and the common name PE(P-

16:0_0:0). 

c. PC 15:0@_20:4. This entry matches the reported elemental composition and observed mass. 

d. Oxidized PE 18:0@_20:4. This entry links to LMGP20020007, which is a lipid of the subclass 

oxidized glycerophosphoethanolamine and listed in LIPID MAPS with the name PE(P-

18:0/20:4 (OH)). This annotation matches the reported elemental composition and observed 

mass (same as PE 38:4).  

e. Oxidized PC 38:4. This annotation does not match the elemental composition and should read 

“Oxidized PC 38:5” which matches the reported elemental formula and observed mass. 

f. PA 17:0_22:0@. This is a potential false positive linked to a chemically implausible fragment 

ion contained in the spectral library (see main text).  

g. PC 15:0_16:0 (observed in negative mode) and PI & PS species. Our reporting is concordant 

with the procedure described in the Methods section of our original work. Please see main text 

for discussion.  

h. Sterol lipid species (5alpha,6beta-dihydroxycholestanol, 24,25-Epoxycholesterol, Dormatinol, 

24-northornasterol A). Note that we simply referred to “cholesterol and derivatives” in the 

main text, as this compound class typically yields non-informative fragment ions (see also 

LIPID MAPS reference spectra). All detected peaks are indicated in the Supplementary Table 

and we mentioned in the Methods section that no information about stereochemistry can be 

derived. The structure proposed by the commenters is not supported by further evidence. 

i. PI 18:1_19:1. This diacyl phosphatidylinositol annotation is a potential false positive linked to 

a chemically implausible ion formation. Please see main text for further discussion.  
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