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Lipid 
classification 

Representative species 

Fatty acyls 

 

Glycerolipids 

 

Glycerophos-
pholipids 



 
 

Lipid 
classification 

Representative species 

Sphingolipids 

Sterol lipids 

 

Prenol lipids 

Sacharolipi-
ds 

 

Polyketides 

 

 



 
 

 

 

Characters Description Example 

1 2 Fixed database designation  LM 

3 4 Two letter category code  FA 

5 6 Two digit class code 03 

7 8 Two digit subclass code 02 

9 12 Unique four character identifier within subclass 7312 

 

 

Category Abbreviation Class or Subclass Example 

GP GPCho Glycerophosphocholines GPCho (16:0/9Z,12Z-18:2) 

SP Cer Ceramides Cer (d18:1/9E-16:1) 

SP SM Phosphosphingolipids SM (d18:1/24:0) 

GL MG Monoradyl glycerols MG (16:0/0:0/0:0) 

GL DG Diradyl glycerols DG (18:0/16:0/0:0) 

GL TG Triradyl glycerols TG (12:0/14:0/18:0) 

 

 

  



 
 



 
 

 

 

 

 

  

 

 

  







 
 

 

Moreover, Li et al. 154 studied 

the phenomenon of acute exacerbation of asthma in pediatric patients using untargeted 

metabolomics. Sometimes urine and blood are analyzed simultaneously for more comprehensive 

metabolomic studies 155.  

Urine, like blood, is also increasingly used in lipidomics studies. In recent years, significant research 

efforts have focused on developing urinary lipidomics as a tool for the early diagnosis, monitoring 

and therapeutic management of both acute and chronic kidney diseases (CKD). Despite these 

advancements, our understanding of lipidomics alterations in urine associated with CKD remains 

limited156. Urinary lipids have occasionally been proposed as diagnostic markers in particularly 

promising candidates for the early detection of prostate157 and breast cancers158. Furthermore, recent 

studies have shown that profiling lipid mediators in urine can serve as a non-invasive method for the 

molecular phenotyping of diseases such as asthma and atopic dermatitis159. These findings support 



 
 

the potential role of urinary lipidomics in identifying biomarkers across a wide range of conditions, 

providing valuable insights into disease mechanisms and supporting the development of personalized 

therapeutic approaches. However, broader clinical application of urinary lipidomics is currently 

limited by insufficient knowledge regarding baseline reference values and the origin of urinary lipid 

species. Nevertheless, due to its non-invasive nature, urinary lipidomics and metabolomic profiling 

represents a particularly appealing strategy for investigating metabolic alterations driven by genetic 

mutations or complex pathological states118.  

 

 Oral fluid 





 
 

 

 

 

 

  



 
 

 

 

 





 
 

  

 

 

  

 



 
 

 

 

 

   

 

  

  

  

 

 

  

 

 

 

 

  

 

  

 

 

 

 

  

  

  

  

 

 

 

 

 

 

 

 

 





 
 

 

 

 

 

 



 
 

 

 

 

 

 



 
 

 

 

 





 
 

 

 
 

  

 

 

 



 
 

 

 

 

 

  



 
 

 

 

 

     

 
    

 
    

   
 

 

     

 

 
  

 

 

 

 
 

 

 



 
 

 

 

 

 

 

 

 

 









 
 

 

 



 
 

 

 

 

 

 

  



 
 

 

 

 

 

  

  



 
 

 



 
 

 

 



 
 

 

 

 

    

    

 

 

 

 



 
 

 

 
 

 

    

   
 

  
  

 

 

  



 
 

 

 

  

 



 
 

 



 
 

 

 

  

 



 
 

 





 
 

 

 

 

  



 
 

 

 

  

 



 
 

 



 
 

 

 







 
 

 

 

  

 

this molecular alteration

 





 
 

 



 
 

 

 

 

  



 
 

 



 
 

 

 



 
 

 

 

 

  



 
 

 

 

 

 



 
 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 
 

  

 

 

 

  

Ethanol, methanol, acetonitrile, pure water, chloroform, isopropanol, dichloromethane, n-heptane, 

ethyl acetate, hexane, buffer solution (pH 6.88-pH 9) and ammonium acetate were acquired from 

Supelco (Merk, Darmstadt, Germany). As an internal standard in metabolomics analyses, 

methionine-d5 (1 mg/mL) was used, which was purchased from Sigma-Aldrich (Milan, Italy). BHT 

is acquired from Alfa Aesar (Fisher Scientific, Milan, Italy). Cocaine-d3 (0.1 mg/mL), BEG-d3 

(Benzoylecgonine-d3, 0.1 mg/mL), MDMA-d5 (3,4-Methylenedioxymethamphetamine-d5, 0.1 

mg/mL), MDA-d5 (3,4-Methylenedioxyamphetamine-d5, 0.1 mg/mL), methamphetamine-d5 (0.1 

mg/mL), Methadone-d9 (0.1 ,g/mL), EDDP-d3 (2-Ethylidene-1,5-dimethyl-3,3-

diphenylpyrrolidine-d3, 0.1 mg/mL), ketamine-d4 (0.1 mg/mL), norketamine-d4 (0.1 mg/mL), 

codeine-d3 (0.1 mg/mL), dihydrocodeine-d6 (0.1 mg/mL), oxycodone-d6 (0.1 mg/mL), 

Norbuprenorphine-d3 (0.1 mg/mL), morphine-d3 (0.1 mg/mL), 

Amphetamine-d5 (0.1 



 
 

mg/mL), buprenorphine-d4 (0.1 mg/mL), EtG-d5 ( -d5, 0.1 mg/mL) were obtained 

as internal standard from Supelco (Merck (Darmstadt, Germany). Pentafluoro-propionic anhydride, 

hexafluoro-2-propanol, N-Methyl-N-(trimethylsilyl)trifluoroacetamide (MSTFA) were acquired 

from Sigma-Aldrich (Milan, Italy). NaOH was acquired from Carlo Erba (Milan , Italy). 

 

  

  

 

 

  

 

 



 
 

 

   

   

   

   

   

   

   

   

   

 

 

  

  

 

 

  



 
 

 

 

 

   

   

   

   

   

   

   

   

   

   

   

   

 

 

  

 



 
 

 

  

-

solution consisting of pure water:MeOH 88:2 v/v. Samples weighing more than 50 mg were spiked 

were centrifuge up to 13400 RPM and then were left at room temperature overnight. After incubation, 

samples were subjected to ultrasonic bath treatment for 2 hours at room temperature, followed by 

centrifugation for 2 minutes at 14500 RPM. The supernatants were transferred into vials and 

analyzed by liquid chromatography coupled with tandem mass spectrometry. 

 

  

bile phase 

consisting of water with 0.1% formic acid (phase A) and acetonitrile with 0.1% formic acid (phase 

B). A 10-minute gradient elution program was applied, as reported in Table 10. The column 

temperature was maintained at 25°C. The analysis was perf

operating in negative ionization mode and using multiple reaction monitoring (MRM) acquisition. 

 

   

   

   

   

   

   

   

   

   

   



 
 

 

 

  

  

f the supernatant were collected and 

analyzed by HPLC-MS/MS. A blank and a control sample were also prepared for each analytical 

batch.  

 

  

0.1% formic acid. The gradient profile is shown in Table 11

 hair samples. The column oven temperature was maintained at 30°C. 

The analysis was performed in positive ionization mode and using multiple reaction monitoring 

(MRM) acquisition. The MRM window was set at 60 s with the target scan time of 0.3 s. 



 
 

 

   

   

   

   

   

   

   

   

   

   

   

   

 

 

  

 

For the confirmatory analysis of basic narcotic substances, the methanol extract obtained during 

analyte, were added to the 2 mL of methanol. From this, 1 mL was combined with 1.5 mL of buffer 

at specific pH (6.88-9, depending on the analyte) and with 3 mL of organic mixture consisting of 

chloroform (50%), n-heptane (33%) and isopropanol (17%). The samples were shaken for 10 

minutes, centrifuged at 13400 RPM for 10 minutes, and the organic phase was separated and 

evaporated to -propionic anhydride 

-2-propanol by heating at 80°C for 15 minutes. After evaporation of the 

acetate for GC-MS/MS 

analysis. A blank and a control sample were also prepared for each analytical batch.  

 



 
 

-methyl-N-(trimethylsilyl)trifluoroacetamide (MSTFA) by 

heating 80°C for 15 minutes. The derivatized extracts were finally analyzed by GC-MS/MS. A blank 

and a control sample were also prepared for each analytical batch.  

 

  

 

d interfaced with a 7000 triple 

quadrupole detector ( . Helium was employed as the 

carrier gas at a constant pressure of 10 psi. The oven temperature was as follows: isothermal at 70°C 

for 2 minute; ramped from 70°C to 200°C at 40°C/min; from 200°C to 240°C at 10°C/min; and from 

240°C to 300°C at 25°C/min. The injector temperature was set at 260°C and the detector temperature 

at 280°C. The mass spectrometer was operated in multiple reaction monitoring (MRM), with an 

electron impact (EI) ionization source.  

 

detector (

 

 

 



 
 

  

ummary of MS-

DIAL parameters used for feature detection, alignment and compound identification in salivary 

metabolomics and lipidomics analyses 

 

 

 

 

 



 
 

The initial aim of this study was to e

individuals this end, saliva samples from healthy young volunteers were analyzed, 

and the resulting lipid profiles were compared with those obtained 

used , and far more extensively studied in 

the fields of metabolomics and lipidomics. In this study, whole blood was employed instead of serum 

or plasma, which are more commonly used in metabolomics and lipidomics analyses. This choice 

was made because is more readily available and easier to obtain. In future investigations, however, 

plasma or serum will be adopted as comparative matrices, allowing for a closer alignment with 

existing literature and more comprehensive interpretation of the results. The subsequent goal was

lipidomic vary across

conditions

a range of 

, and, more importantly, for evaluating its promise as a source of biomarkers. 

 

 

 

 



oral fluid 

by untargeted analyses

The complete list of these metabolites and their corresponding classes is provided in Table 

F (Appendix B).

24%

14%

7%

5%5%
4%

4%

4%

3%

3%

3%

24%

Classes of metabolites in oral fluid

Amino acids and derivatives

Purines and derivatives

Pyridines and derivatives

Organonitrogen compounds

Fatty acids and conjugates

Pyrimidines and derivatives

Benzoic acids and derivatives

Pyrimidine nucleotides

phenylpropanoic acids

Carbohydrates and carbohydrate conjugates

indoles and derivatives

Others



oral fluid 

n oral fluid samples through untargeted

classes. The distribution of these lipids was 

Figure 18 summarized 

the identified lipid subclasses, 

C.

13%

8%

6%

6%

5%

5%
3%3%3%

30%

Classes of lipids in oral fluid

EtherPE SM

PE PC

EtherPC TG

CL OxTG

OxFA EtherTG

LPC FA

Cer_AP Hex2Cer

OxPE EtherLPE

PG PE_Cer

Other



Comprehensive lists of the metabolites and lipids 

identified in oral fluid, along with their respective classes and subclasses, are provided in Tables F 

and G (Appendix B), while the corresponding data for whole blood are reported in Tables H and I 

(Appendix B).
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ed

is i



 
 

 

 

P ed, as expected, 

V  plot  (Figure 20.c)

compared

 

Subclasses N° of species Subclasses N° of species 

PC 29 SHexCer 1 

EtherPE 29 Pyridines and derivatives  1 

EtherPC 21 Organonitrogen compounds 1 

PE 20 SSulfate 1 

SM 13 CAR 1 

LPC 10 Ureas 1 

CE 6 Indoles and derivatives 1 

TG 6 Pyrimidine nucleotides 1 

Hex2Cer 6 Keto acids and derivatives 1 

Purines and derivatives 6 DG 1 

Amino acids and derivatives 5 PI 1 

Cer_NS 2 ST 1 

FA 2 Piperidinones 1 

PS 2 VAE 1 

EtherPS 2 LNAPE 1 

Fatty acids and conjugates  2 OxPE 1 

EtherLPE 2 Alkaloids and derivatives  1 

Steroids 1 LPE 1 





 
 

 

 

  The impact of aging on salivary lipidomic profile 

Table 14 summarizes the main demographic characteristics of the two study groups: adult (n = 27) 

and young (n = 20). The mean age of the adult group was 65.4 years (range 51-87), whereas the 

young group had a mean age of 29.3 years (range 23-35). Concerning gender distribution, the adult 

group included 15 men (55.5%) and 12 women (44.4%), while the young group comprised 5 men 

(25%) and 15 women (75%). Overall, the demographic data indicated that the two cohorts differed 

as expected in terms of age, while maintaining a sufficiently balanced gender representation to allow 

for reliable comparative statistical analyses. 

 

 
 
 

 
 

   

 
 

 
 

 
   

 
 

 
 

 

 
 

 
 

 



 
 

 

adults compared to young individuals (Appendix F, Table Q), using 

a threshold of p-value < 0.05 and of fold change > 2. 

s

,

adult young .

d

strongly 

the two 

. 





 
 

 

Subclasses N° of species 

TG 20 

OxTG 12 

Ether PE 7 

PE 3 

LPE 3 

DG 2 

PC 2 

LPC 2 

FA 1 

VAE 1 

PI 1 

Ether PC 1 

Acyl carnitines 1 

CL 1 

NAE 1 

Ether PG 1 

OxFA 1 

 

  Salivary lipidomic signature as a potential biomarker in 

 

One of the principal s  the reliability of saliva as a biomarker source 

in lipidomic and metabolomic studies. Since oral fluid is closely linked to pathologies of the oral 

cavity, saliva has traditionally been investigated in relation to these diseases. However, we aimed to 

assess whether variations in metabolic and lipidomic profiles could be associated with an 

independent pathology

 

-amyloid 42 was 557.7 pg/mL (range 358-1798), total tau 

was 577.6 pg/mL (range 259-1097) and phosphorylated tau was 95.7 pg/mL (range 39-187). 



 
 

Cognitive function, evaluated using the Mini-mental state examination (MMSE), showed a mean 

score of 20.7 (range 13-26.2) in the AD group compared to scores above 26 in the control group. 

Overall, the two groups were comparable in terms of age and gender, while the AD group exhibited 

-amyloid and tau biomarkers, along with reduced cognitive 

performance, consistent with the clinical diagnosis. 

 

 
 

 
 

 
 

    

 
 

 
 

 
 

    

 
 

 
 

 
 

 
 

 
 

 
 

    

  
 

 
 

  
 

 
 

  
 

 
 

  
 

 
 

 

the  between patients with AD 

and cognitively healthy age-matched controls

 through lipidomic and metabolomic analyses were jointly processed. 

 subclasses

 

v



 
 

 





 
 

 

Sublclasses N° of species 

PE 11 

PG 6 

EtherPC 5 

LPC 5 

DG 2 

PI 2 

OxTG 2 

EtherLPE 2 

PS 2 

EtherPE 2 

NAE 2 

HexCer_HDS 1 

HexCer_AP 1 

CL 1 

5'-deoxy-5'-thionucleosides 1 

ST 1 

LPE 1 

Cer_HS 1 

CE 1 

FA 1 

NAOrn 1 

SM 1 

OxFA 1 

EtherLPC 1 

PC 1 

s

 



 
 

 of drug addiction on salivary lipidomic and metabolomic 

profiles 

 

 

 

 
 

 
 

 
 

    

 
 

 
 

 
 

    

 
 

 
 

 
 

 
 

 
 

 
 



 
 

 

 

 

Substance   

   

   

   

   

   

   

   

 

   

   

 

s  



 
 

 

 

 





 
 

 

Subclasses N° of species 

EtherPC 4 

DG 3 

PE 3 

OxTG 2 

EtherPE 2 

PG 2 

EtherLPE 2 

EtherDG 1 

HexCer_HS 1 

HexCer_AP 1 

Cer_HS 1 

OxFA 1 
Dicarboxylic acids and 
derivatives 

1 

CL 1 

Hex2Cer 1 

CAR 1 

Acyl carnitines 1 

 

 

 

 

 

 

 

 

 

 



 
 

 

 

  Characterization of lipidomic and metabolic profiles of oral fluid 

 

In line with the current findings, amino acids were the most abundant class of metabolites in 

whole saliva, probably because free salivary amino acids are largely generated by endogenous and 

exogenous proteases originating from salivary glands, exfoliated cells and the oral microbiota.



 
 

 

Recently, studies

 



 
 

 

 

yed

 

Triglycerides and fatty acids 

serve

regulated

 



 
 

 

 

 

  How aging process impact on salivary lipid profile 

 



 
 

 



 
 

 

d

 

 

 

  

In the present work, we aimed to investigate alterations in salivary metabolic and lipidomic profiles 

associated with AD by comparing 17 patients diagnosed with the disease to 17 age- and sex-matched 

cognitively healthy controls (CTRL). oral fluid 

d



 
 

been 

on

, with the aim 

have also examined 

or different stages of the disease, s 

results show discrepancies across studies caused by 

 

s

 



 
 

employed

 employed an LC-MS/MS triple quadrupole, while 

in this study an HPLC coupled to a time-of-flight (TOF) mass spectrometer was used. 

 



 
 

 

 as  showed by 

 

with 

AD  

d

 as a 

promising, non-

peripheral origin and distance from the primary sites of pathology. 

 

 

 



 
 

  

forensic applications
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Young and healthy individuals 

Samples Name Oral Fluid 
Whole 
Blood 

Gender Age Pathology 

TsBs_01 - 1 M 33 - 

TsBs_02 1 1 F 24 - 

TsBs_03 - 1 M 25 - 

TsBs_04 1 1 M 25 - 

TsBs_05 1 1 F 35 - 

TsBs_06 1 1 F 27 - 

TsBs_07 - 1 F 30 - 

TsBs_08 - 1 M 28 - 

TsBs_09 1 1 F 29 - 

TsBs_10 - 1 M 35 - 

TsBs_11 1 1 F 30 - 

TsBs_12 1 1 F 23 - 

TsBs_13 1 1 F 25 - 

TsBs_14 1 1 F 24 - 

TsBs_15 1 1 F 30 - 

TsBs_16 1 1 F 33 - 

TsBs_17 1 1 F 32 - 

TsBs_18 1 1 F 34 - 

TsBs_19 1 1 F 33 - 

TsBs_20 1 1 F 34 - 

TsBs_21 1 1 F 32 - 

 



 
 

 

Adult  Young 

Sample 
Name 

Oral 
Fluid 

Gender Age  
Sample 
Name 

Oral Fluid Gender Age 

1_O 1 F 55  1_Y 1 M 33 

2_O 1 M 62  2_Y 1 F 24 

3_O 1 F 59  3_Y 1 M 25 

4_O 1 F 69  4_Y 1 M 25 

5_O 1 F 51  5_Y 1 F 35 

6_O 1 F 67  6_Y 1 F 27 

7_O 1 F 61  7_Y 1 F 30 

8_O 1 M 66  8_Y 1 M 28 

9_O 1 F 52  9_Y 1 F 29 

10_O 1 F 76  10_Y 1 M 35 

11_O 1 F 56  11_Y 1 F 30 

12_O 1 M 66  12_Y 1 F 23 

13_O 1 M 61  13_Y 1 F 25 

14_O 1 M 51  14_Y 1 F 24 

15_O 1 M 87  15_Y 1 F 30 

16_O 1 M 71  16_Y 1 F 33 

17_O 1 M 60  17_Y 1 F 32 

18_O 1 M 82  18_Y 1 F 34 

19_O 1 M 80  19_Y 1 F 33 

20_O 1 F 81  21_Y 1 F 32 

21_O 1 M 77      

22_O 1 M 70      

23_O 1 F 52      

24_O 1 M 58      

25_O 1 M 66      

26_O 1 M 72      

27_O 1 F 57      

 

 

Control group 

Sample 
Name 

Oral 
Fluid 

Gender Age Co-morbidity 

1_CTRL 1 F 55 NO 

2_CTRL 1 M 62 NO 

3_CTRL 1 F 59 NO 

4_CTRL 1 F 69 NO 

6_CTRL 1 F 67 NO 

7_CTRL 1 F 61 NO 

8_CTRL 1 M 66 Diabet II 

9_CTRL 1 F 52 NO 

10_CTRL 1 F 76 NO 

11_CTRL 1 F 56 NO 



 
 

Control group

Sample 
Name 

Oral 
Fluid 

Gender Age Co-morbidity 

12_CTRL 1 M 66 NO 

13_CTRL 1 M 61 Hypertension 

15_CTRL 1 M 87 NO 

16_CTRL 1 M 71 NO 

17_CTRL 1 M 60 NO 

18_CTRL 1 M 77 NO 

19_CTRL 1 M 70 NO 

 

 

 

Sample 
Name 

Oral 
Fluid 

Gender Age 
Beta 

Amiloide 
42 

Tau 
Fosfo-
Tau 

Familiarità 
per demenza 

Età 
MMSE 

MMSE 
corretto 

1_AD 1 M 59 456 642 126 sì 59 18.2 

2_AD 1 F 74 467 444 79  74 19.7 

3_AD 1 M 68 556 482 72 sì 67 26.2 

4_AD 1 M 76       

5_AD 1 F 76 565 949 187 no 71 17.7 

6_AD 1 F 74 529 548 96 sì 73 25.7 

7_AD 1 M 69     65 22.9 

8_AD 1 F 61 527 505 82 no 60 18.2 

9_AD 1 M 75 413 259 49 sì   

10_AD 1 M 69 359 665 115  69 22.2 

11_AD 1 M 78 1798 517 77.2    

12_AD 1 F 72 423 385 39 sì 72 18 

13_AD 1 M 50 358 476 97 sì 45 24.2 

14_AD 1 F 68 496 588 93 no 68 26.2 

15_AD 1 F 78 596 1097 154 sì 78 13 

16_AD 1 F 78 359 494 74  77 19.3 

17_AD 1 M 64 464 613 95  64 19 

 

 

Control group  Test group 

Sample Name Oral Fluid Gender Age 
 Sample 

Name 
Oral 
Fluid 

Gender Age 

24 1 M 42  12 1 M 42 

25 1 M 39  63 1 M 57 

85 1 F 42  97 1 M 29 

90 1 M 28  128 1 M 35 

92 1 M 26  133 1 M 26 

93 1 M 30  134 1 M 29 

149 1 M 32  156 1 F 42 

154 1 M 22  165 1 F 33 

213 1 M 25  177 1 F 26 



 
 

Control group Test group

Sample Name Oral Fluid Gender Age 
Sample 
Name 

Oral 
Fluid 

Gender Age 

243 1 M 35  186 1 F 26 

249 1 M 53  187 1 F 35 

     189 1 M 39 

     192 1 F 38 

     193 1 M 55 

     194 1 M 60 
     198 1 M 32 

     227 1 M 25 

     230 1 M 36 
     234 1 M 30 
     240 1 M 30 

     247 1 M 21 

     248 1 M 53 

     263 1 M 22 

     266 1 M 25 

 

 

 

 

Metabolite Name class 

1-Methylguanine Purines and derivatives 

2-Piperidinone Piperidinones 

3-Indolepropionic acid Indoles and derivatives 

4-Ethylbenzoic acid Benzoic acids and derivatives 

5-Aminopentanoic acid Amino acids and derivatives 

5'-Methylthioadenosine Purines and derivatives 

6-Hydroxypurine Purines and derivatives 

7-Methylguanine Purines and derivatives 

7-Methylxanthine Purines and derivatives 

Adenine Purines and derivatives 

Adenosine Purine nucleotides  

Alpha-ketoisovaleric acid Keto acids and derivatives 

Betaine Amino acids and derivatives 

Capric acid Fatty acids and conjugates  



 
 

Metabolite Name class

Cholesterol sulfate Steroids 

Choline Bile acids 

Cinnamic acid Cinnamic acid 

Cotinine Pyridines and derivatives  

Creatine Amino acids and derivatives 

Creatinine Amino acids and derivatives 

Desaminotyrosine Phenylpropanoic acids 

Hesperidin? Flavonoids 

Hydroxyphenyllactic acid Phenylpropanoic acids 

Indoleacetic acid Indoles and derivatives 

Inosine Purines and derivatives 

L-Acetylcarnitine Fatty acid esters  

Lactic acid Hydroxy acids 

L-Carnitine Organonitrogen compounds 

Leucinic acid Fatty acids and conjugates  

L-Glutamic acid Amino acids and derivatives 

L-Isoleucine Amino acids and derivatives 

L-Leucine Amino acids and derivatives 

L-Phenylalanine Amino acids and derivatives 

L-Proline Amino acids and derivatives 

L-Tryptophan Amino acids and derivatives 

L-Tyrosine Amino acids and derivatives 

L-Valine Amino acids and derivatives 

Mannitol Carbohydrates and carbohydrate conjugates   

Monosaccaride - C6H12O6 Carbohydrates and carbohydrate conjugates   

N-Acetyl-L-phenylalanine Amino acids and derivatives 

N-Acetylputrescine Carboximidic acids 

Niacinamide Pyridines and derivatives  

Nicotinic acid Pyridines and derivatives  

N-Methylnicotinamide Pyridines and derivatives  

PC(16:0/16:0) Organonitrogen compounds 

Phthalic acid Benzoic acids and derivatives 

Pyrrolidonecarboxylic acid Amino acids and derivatives 

Riboflavin Pteridines and derivatives 

Senecioic acid Fatty acids and conjugates  

Sphinganine Organonitrogen compounds 

Taurine Sulfate and sulfonates 

Theophylline Purines and derivatives 

Thymidine Pyrimidine nucleotides 

Thymine Pyrimidines and derivatives 

Trigonelline Alkaloids and derivatives  

Uracil Pyrimidines and derivatives 

Urea Ureas 

Uridine Pyrimidine nucleotides 



 
 

 

 

Lipid Name Class  Lipid Name Class 

ADGGA 50:2|ADGGA 16:0_16:0_18:2 ADGGA  PE 28:0|PE 14:0_14:0 PE 

ADGGA 52:4|ADGGA 16:0_18:2_18:2 ADGGA  PE 29:0|PE 14:0_15:0 PE 
AHexCer 60:9;3O|AHexCer (O-
18:2)42:7;3O AHexCer  PE 30:0|PE 14:0_16:0 PE 
AHexCer 62:11;3O|AHexCer (O-
20:3)42:8;3O AHexCer  PE 30:0|PE 15:0_15:0 PE 

ASG 27:1;O;Hex;FA 16:0 AHexCS  PE 30:1|PE 14:0_16:1 PE 

ASG 27:1;O;Hex;FA 18:2 AHexCS  PE 31:0|PE 15:0_16:0 PE 

ASG 27:1;O;Hex;FA 20:0 AHexCS  PE 31:1|PE 15:0_16:1 PE 

ASG 28:1;O;Hex;FA 16:0 AHexCAS  PE 32:0|PE 15:0_17:0 PE 

ASG 28:1;O;Hex;FA 18:2 AHexCAS  PE 32:0|PE 16:0_16:0 PE 

ASG 29:1;O;Hex;FA 18:1 AHexSIS  PE 32:1|PE 16:0_16:1 PE 

ASG 29:1;O;Hex;FA 18:2 AHexSIS  PE 32:2|PE 16:1_16:1 PE 

ASG 29:2;O;Hex;FA 26:6 AHexSTS  PE 33:0|PE 16:0_17:0 PE 

BA 24:1;O4;G;S BASulfate  PE 33:1|PE 15:0_18:1 PE 

CAR 11:0 CAR  PE 33:2|PE 15:0_18:2 PE 

CAR 15:1 CAR  PE 34:0|PE 16:0_18:0 PE 

CAR 16:0 CAR  PE 34:1|PE 16:0_18:1 PE 

CAR 5:0 CAR  PE 34:2|PE 16:0_18:2 PE 

CE 18:2 CE  PE 34:3|PE 16:0_18:3 PE 

CE 18:3 CE  PE 34:3|PE 16:1_18:2 PE 

CE 20:3 CE  PE 35:1|PE 17:0_18:1 PE 

CE 20:4 CE  PE 35:2|PE 17:1_18:1 PE 

CE 20:5 CE  

PE 36:0;O|PE 
18:0_18:0;O OxPE 

CE 22:6 CE  

PE 36:1;2O|PE 
18:1_18:0;2O OxPE 

Cer 29:1;4O Cer_AP  

PE 36:1;O|PE 
18:1_18:0;O OxPE 

Cer 31:1;4O Cer_AP  PE 36:1|PE 18:0_18:1 PE 

Cer 34:0;2O|Cer 18:0;2O/16:0 Cer_NDS  PE 36:2|PE 18:1_18:1 PE 

Cer 34:0;3O|Cer 18:0;2O/16:0;(2OH) Cer_ADS  PE 36:3|PE 18:1_18:2 PE 

Cer 34:0;3O|Cer 21:0;2O/13:0;O Cer_HDS  PE 36:4|PE 16:0_20:4 PE 

Cer 34:1;2O|Cer 18:1;2O/16:0 Cer_NS  PE 36:4|PE 18:2_18:2 PE 

Cer 34:1;3O|Cer 18:1;2O/16:0;(2OH) Cer_AS  PE 37:2|PE 18:1_19:1 PE 

Cer 34:5;4O Cer_AP  

PE 37:4;O|PE 
20:3_17:1;O OxPE 

Cer 35:1;4O|Cer 18:0;3O/17:1;(2OH) Cer_AP  

PE 37:5;O|PE 
20:3_17:2;O OxPE 

Cer 36:1;3O|Cer 18:0;2O/18:1;O Cer_ADS  PE 38:1|PE 18:0_20:1 PE 

Cer 37:1;4O|Cer 20:0;3O/17:1;(2OH) Cer_AP  PE 38:1|PE 20:0_18:1 PE 

Cer 39:1;4O|Cer 22:0;3O/17:1;(2OH) Cer_AP  PE 38:2|PE 18:1_20:1 PE 

Cer 40:0;4O|Cer 18:0;3O/22:0;(2OH) Cer_AP  PE 38:3|PE 18:0_20:3 PE 

Cer 41:1;4O|Cer 22:0;3O/19:1;(2OH) Cer_AP  PE 38:4 PE 

Cer 41:7;4O|Cer 25:3;3O/16:4;(2OH) Cer_AP  PE 38:4|PE 18:0_20:4 PE 

Cer 42:1;2O|Cer 18:1;2O/24:0 Cer_NS  PE 38:4|PE 18:1_20:3 PE 

Cer 42:1;3O|Cer 18:1;2O/24:0;(2OH) Cer_AS  

PE 38:5;O|PE 
18:2_20:3;O OxPE 



 
 

Lipid Name Class Lipid Name Class 

Cer 42:2;2O|Cer 18:1;2O/24:1 Cer_NS  PE 38:5|PE 18:1_20:4 PE 

Cer 42:3;2O|Cer 18:1;2O/24:2 Cer_NS  

PE 38:6;O|PE 
18:2_20:4;O OxPE 

Cer 43:1;3O|Cer 18:1;2O/25:0;(2OH) Cer_AS  PE 38:6|PE 16:0_22:6 PE 

Cer 43:1;4O|Cer 27:0;3O(FA 16:0) Cer_EODS PE 38:6|PE 20:1_18:5 PE 

Cer 43:2;4O|Cer 26:1;3O/17:1;(2OH) Cer_AP  PE 39:3|PE 19:1_20:2 PE 

Cer 43:8;4O Cer_AP  

PE 39:5;O|PE 
17:0_22:5;O OxPE 

Cer 45:2;4O|Cer 28:1;3O/17:1;(2OH) Cer_AP  

PE 39:5;O|PE 
22:4_17:1;O OxPE 

Cer 45:3;4O|Cer 18:2;2O/27:1;2O Cer_EOS  PE 40:0|PE 20:0_20:0 PE 

Cer 45:8;2O|Cer 17:2;2O/28:6 Cer_NS  PE 40:1|PE 22:0_18:1 PE 

Cer 48:10;4O|Cer 26:3;3O(FA 22:6) Cer_EOS  PE 40:2|PE 18:1_22:1 PE 

Cer 48:9;3O Cer_NP  PE 40:4|PE 18:0_22:4 PE 

Cer 53:9;4O|Cer 21:3;3O/32:6;(2OH) Cer_AP  PE 40:5|PE 18:1_22:4 PE 

Cer 55:9;4O|Cer 21:3;3O/34:6;(2OH) Cer_AP  PE 40:6 PE 

Cer 56:11;4O|Cer 38:9;3O(FA 18:1) Cer_EOS  

PE 40:6;O|PE 
18:2_22:4;O OxPE 

Cer 57:5;4O|Cer 17:2;2O/40:3;2O Cer_EOS  PE 40:6|PE 18:1_22:5 PE 

Cer 57:9;4O|Cer 21:3;3O/36:6;(2OH) Cer_AP  

PE 40:7;O|PE 
20:4_20:3;O OxPE 

Cer 61:8;4O|Cer 17:3;2O/44:5;2O Cer_EOS  PE 42:1|PE 24:0_18:1 PE 

Cer 66:5;4O|Cer 18:2;2O/48:3;2O Cer_EOS  

PE 42:8;O|PE 
20:4_22:4;O OxPE 

Cer 75:5;4O|Cer 18:1;2O/57:4;2O Cer_EOS  

PE O-29:1|PE O-
15:1_14:0 EtherPE 

CL 68:1|CL 16:0_16:0_18:0_18:1 CL  

PE O-30:1|PE O-
16:1_14:0 EtherPE 

CL 68:2|CL 34:1_34:1 CL  

PE O-30:2|PE O-
16:2_14:0 EtherPE 

CL 70:4|CL 16:0_18:1_18:1_18:2 CL  

PE O-31:1|PE O-
16:1_15:0 EtherPE 

CL 72:0|CL 16:0_16:0_16:0_24:0 CL  

PE O-31:2|PE O-
15:1_16:1 EtherPE 

CL 72:3|CL 24:0_16:1_16:1_16:1 CL  

PE O-32:0|PE O-
16:0_16:0 EtherPE 

CL 73:1|CL 16:0_17:0_22:0_18:1 CL  

PE O-32:1|PE O-
16:1_16:0 EtherPE 

CL 74:6|CL 16:0_18:1_18:1_22:4 CL  

PE O-32:2|PE O-
16:1_16:1 EtherPE 

CL 76:7|CL 18:1_18:1_18:2_22:3 CL  

PE O-32:3|PE O-
16:2_16:1 EtherPE 

CL 76:8|CL 18:1_18:1_20:3_20:3 CL  

PE O-33:1|PE O-
16:1_17:0 EtherPE 

CL 76:9|CL 18:1_18:2_18:2_22:4 CL  

PE O-33:2|PE O-
15:1_18:1 EtherPE 

CL 77:4|CL 16:0_17:0_24:0_20:4 CL  

PE O-33:3|PE O-
16:2_17:1 EtherPE 

CL 78:1|CL 16:0_18:0_26:0_18:1 CL  

PE O-34:0;2O|PE O-
18:0_16:0;2O EtherOxPE 

CL 79:6|CL 24:0_17:1_18:1_20:4 CL  

PE O-34:0|PE O-
18:0_16:0 EtherPE 

CL 80:0|CL 16:0_18:0_18:0_28:0 CL  

PE O-34:1|PE O-
18:1_16:0 EtherPE 

CL 80:10|CL 18:1_20:3_20:3_22:3 CL  

PE O-34:2|PE O-
16:1_18:1 EtherPE 

CL 80:2|CL 16:0_28:0_18:1_18:1 CL  

PE O-34:3|PE O-
16:1_18:2 EtherPE 

CL 81:6|CL 28:0_17:2_18:2_18:2 CL  

PE O-35:2|PE O-
17:1_18:1 EtherPE 



 
 

Lipid Name Class Lipid Name Class 

CL 83:9|CL 26:0_17:1_18:2_22:6 CL  

PE O-35:3|PE O-
17:1_18:2 EtherPE 

CL 84:13|CL 18:0_22:3_22:5_22:5 CL  

PE O-36:1|PE O-
18:0_18:1 EtherPE 

CL 86:12|CL 26:0_20:4_20:4_20:4 CL  

PE O-36:2|PE O-
18:1_18:1 EtherPE 

CL 90:1|CL 24:0_24:0_24:0_18:1 CL  

PE O-36:3|PE O-
16:0_20:3 EtherPE 

CL 94:1|CL 26:0_26:0_26:0_16:1 CL  

PE O-36:3|PE O-
18:2_18:1 EtherPE 

Daidzein Others  

PE O-36:4|PE O-
16:1_20:3 EtherPE 

DG 34:1|DG 16:0_18:1 DG  

PE O-36:5|PE O-
16:1_20:4 EtherPE 

DG 34:2|DG 16:0_18:2 DG  

PE O-36:6|PE O-
16:1_20:5 EtherPE 

DG 36:4|DG 18:2_18:2 DG  

PE O-37:2|PE O-
19:1_18:1 EtherPE 

DG 37:0|DG 16:0_21:0 DG  

PE O-37:3|PE O-
19:1_18:2 EtherPE 

DG 38:4|DG 18:0_20:4 DG  

PE O-37:4|PE O-
17:0_20:4 EtherPE 

DGDG 34:1|DGDG 16:0_18:1 DGDG  

PE O-37:4|PE O-
17:1_20:3 EtherPE 

DGDG 34:2|DGDG 16:0_18:2 DGDG  

PE O-37:5|PE O-
17:1_20:4 EtherPE 

DGDG 34:3|DGDG 16:0_18:3 DGDG  

PE O-38:2|PE O-
20:1_18:1 EtherPE 

DGDG 36:1|DGDG 18:0_18:1 DGDG  

PE O-38:3|PE O-
20:2_18:1 EtherPE 

DGDG 36:2|DGDG 18:0_18:2 DGDG  

PE O-38:4|PE O-
18:1_20:3 EtherPE 

DGDG 36:3|DGDG 18:1_18:2 DGDG  

PE O-38:5|PE O-
16:1_22:4 EtherPE 

DGDG 36:4|DGDG 18:2_18:2 DGDG  

PE O-38:5|PE O-
18:1_20:4 EtherPE 

DGDG 36:5|DGDG 18:2_18:3 DGDG  

PE O-38:5|PE O-
22:5_16:0 EtherPE 

DGGA 29:2|DGGA 14:1_15:1 DGGA  

PE O-38:6|PE O-
18:2_20:4 EtherPE 

DGGA 33:0|DGGA 15:0_18:0 DGGA  

PE O-38:7|PE O-
16:1_22:6 EtherPE 

DGGA 36:2|DGGA 18:1_18:1 DGGA  

PE O-38:7|PE O-
18:2_20:5 EtherPE 

FA 18:0;2O OxFA  

PE O-39:7|PE O-
17:1_22:6 EtherPE 

FA 18:1;3O OxFA  

PE O-40:2|PE O-
22:1_18:1 EtherPE 

FA 18:1;O OxFA  

PE O-40:3|PE O-
22:2_18:1 EtherPE 

FA 18:2 FA  

PE O-40:4|PE O-
22:2_18:2 EtherPE 

FA 18:2;3O OxFA  

PE O-40:5|PE O-
18:1_22:4 EtherPE 

FA 18:2;O OxFA  

PE O-40:5|PE O-
20:1_20:4 EtherPE 

FA 18:3 FA  

PE O-40:6|PE O-
20:2_20:4 EtherPE 

FA 18:3;O OxFA  

PE O-40:7|PE O-
18:1_22:6 EtherPE 

FA 19:2 FA  

PE O-40:7|PE O-
20:3_20:4 EtherPE 

FA 20:0 FA  

PE O-40:8|PE O-
18:2_22:6 EtherPE 

FA 20:0;2O OxFA  

PE O-42:2|PE O-
24:1_18:1 EtherPE 



 
 

Lipid Name Class Lipid Name Class 

FA 20:2;3O OxFA  

PE O-42:3|PE O-
24:2_18:1 EtherPE 

FA 20:2;O OxFA  

PE O-42:4|PE O-
24:2_18:2 EtherPE 

FA 20:3 FA  

PE O-42:5|PE O-
22:1_20:4 EtherPE 

FA 20:3;2O OxFA  

PE O-42:5|PE O-
24:3_18:2 EtherPE 

FA 20:3;3O OxFA  

PE O-42:6|PE O-
22:2_20:4 EtherPE 

FA 20:3;4O OxFA  

PE O-42:7|PE O-
20:1_22:6 EtherPE 

FA 20:3;O OxFA  

PE O-42:7|PE O-
22:3_20:4 EtherPE 

FA 20:4 FA  

PE O-42:8|PE O-
20:2_22:6 EtherPE 

FA 20:4;2O OxFA  

PE O-44:4|PE O-
26:3_18:1 EtherPE 

FA 20:4;4O OxFA  

PE O-44:5|PE O-
24:1_20:4 EtherPE 

FA 20:4;O OxFA  

PE O-44:6|PE O-
24:2_20:4 EtherPE 

FA 20:5 FA  

PE O-44:7|PE O-
24:3_20:4 EtherPE 

FA 20:5;2O OxFA  

PE O-44:8|PE O-
22:2_22:6 EtherPE 

FA 20:5;O OxFA  

PE O-46:8|PE O-
24:2_22:6 EtherPE 

FA 22:4 FA  PE P-34:1|PE P-16:0_18:1 EtherPE 

FA 22:5 FA  PE P-34:2|PE P-16:0_18:2 EtherPE 

FA 22:5;(2OH) OxFA  PE P-35:2|PE P-17:0_18:2 EtherPE 

FA 22:5;O OxFA  PE P-36:1|PE P-18:0_18:1 EtherPE 

FA 22:6 FA  PE P-36:2|PE P-18:0_18:2 EtherPE 

FA 32:0 FA  PE P-36:3|PE P-18:1_18:2 EtherPE 

FA 34:0 FA  PE P-36:4|PE P-16:0_20:4 EtherPE 

FA 36:0 FA  PE P-38:2|PE P-20:1_18:1 EtherPE 

FA 42:11 FA  PE P-38:3|PE P-18:0_20:3 EtherPE 

FA 44:11 FA  PE P-38:4|PE P-16:0_22:4 EtherPE 

FAHFA 40:0;O|FAHFA 16:0/24:0;O FAHFA  PE P-38:4|PE P-16:1_22:3 EtherPE 

FAHFA 42:0;O|FAHFA 16:0/26:0;O FAHFA  PE P-38:4|PE P-18:0_20:4 EtherPE 

FAHFA 42:1;O|FAHFA 18:1/24:0;O FAHFA  PE P-38:4|PE P-20:3_18:1 EtherPE 

FAHFA 44:0;O|FAHFA 16:0/28:0;O FAHFA  PE P-38:5|PE P-18:1_20:4 EtherPE 

HBMP 50:2|HBMP 16:0/16:0_18:2 HBMP  PE P-38:6|PE P-16:0_22:6 EtherPE 

HBMP 52:0|HBMP 16:0_18:0_18:0 HBMP  PE P-40:2|PE P-22:1_18:1 EtherPE 

HBMP 52:2|HBMP 16:0_18:0_18:2 HBMP  PE P-40:3|PE P-22:1_18:2 EtherPE 

HBMP 52:4|HBMP 18:2/16:0_18:2 HBMP  PE P-40:4|PE P-18:0_22:4 EtherPE 

HBMP 54:2|HBMP 18:0_18:0_18:2 HBMP  PE P-40:4|PE P-20:0_20:4 EtherPE 

HBMP 54:6|HBMP 18:2/18:2_18:2 HBMP  PE P-40:4|PE P-22:2_18:2 EtherPE 

HBMP 56:5|HBMP 19:1_19:1_18:3 HBMP  PE P-40:5|PE P-18:0_22:5 EtherPE 

Hex2Cer 32:1;2O|Hex2Cer 18:1;2O/14:0 Hex2Cer  PE P-40:6|PE P-18:0_22:6 EtherPE 

Hex2Cer 33:1;2O|Hex2Cer 17:1;2O/16:0 Hex2Cer  PE P-40:6|PE P-18:1_22:5 EtherPE 

Hex2Cer 34:1;2O Hex2Cer  PE P-40:7|PE P-18:1_22:6 EtherPE 

Hex2Cer 34:1;2O|Hex2Cer 18:1;2O/16:0 Hex2Cer  PE P-42:3|PE P-24:1_18:2 EtherPE 

Hex2Cer 40:1;2O|Hex2Cer 18:1;2O/22:0 Hex2Cer  PE P-42:4|PE P-22:0_20:4 EtherPE 

Hex2Cer 40:2;2O|Hex2Cer 16:1;2O/24:1 Hex2Cer  PE P-42:4|PE P-24:2_18:2 EtherPE 



 
 

Lipid Name Class Lipid Name Class 

Hex2Cer 41:1;2O|Hex2Cer 18:1;2O/23:0 Hex2Cer  PE P-42:5|PE P-22:1_20:4 EtherPE 

Hex2Cer 42:1;2O|Hex2Cer 18:1;2O/24:0 Hex2Cer  PE P-44:4|PE P-16:1_28:3 EtherPE 

Hex2Cer 42:2;2O Hex2Cer  PE P-44:5|PE P-24:1_20:4 EtherPE 

Hex2Cer 42:2;2O|Hex2Cer 18:1;2O/24:1 Hex2Cer  PE P-44:6|PE P-24:2_20:4 EtherPE 

Hex2Cer 42:3;2O|Hex2Cer 18:1;2O/24:2 Hex2Cer  

PE-Cer 34:0;2O|PE-Cer 
18:0;2O/16:0 PE_Cer 

Hex2Cer 43:5;2O|Hex2Cer 17:0;2O/26:5 Hex2Cer  

PE-Cer 34:0;3O|PE-Cer 
18:0;2O/16:0;O PE_Cer 

Hex2Cer 44:2;2O|Hex2Cer 18:1;2O/26:1 Hex2Cer  

PE-Cer 34:1;3O|PE-Cer 
18:0;2O/16:1;O PE_Cer 

HexCer 34:0;2O|HexCer 18:0;2O/16:0 HexCer_NDS 
PE-Cer 35:0;3O|PE-Cer 
18:0;2O/17:0;O PE_Cer 

HexCer 34:1;3O|HexCer 17:0;2O/17:1;O HexCer_HDS 
PE-Cer 35:1;3O|PE-Cer 
18:0;2O/17:1;O PE_Cer 

HexCer 38:1;3O|HexCer 21:1;2O/17:0;O HexCer_HS 
PE-Cer 36:0;2O|PE-Cer 
19:0;2O/17:0 PE_Cer 

HexCer 41:2;4O|HexCer 
17:2;3O/24:0;(2OH) HexCer_AP 

PE-Cer 36:0;3O|PE-Cer 
19:0;2O/17:0;O PE_Cer 

HexCer 42:0;2O HexCer_NDS 
PE-Cer 36:1;3O|PE-Cer 
19:0;2O/17:1;O PE_Cer 

HexCer 42:0;2O|HexCer 18:0;2O/24:0 HexCer_NDS PE-Cer 36:6;2O PE_Cer 

HexCer 42:0;3O HexCer_HDS 
PE-Cer 37:0;3O|PE-Cer 
19:0;2O/18:0;O PE_Cer 

HexCer 42:0;3O|HexCer 16:0;2O/26:0;O HexCer_HDS PG 32:0|PG 16:0_16:0 PG 
HexCer 42:0;4O|HexCer 
18:0;3O/24:0;(2OH) HexCer_AP PG 32:1|PG 16:0_16:1 PG 

HexCer 42:1;3O|HexCer 16:1;2O/26:0;O HexCer_HS PG 33:0|PG 16:0_17:0 PG 

HexCer 42:1;3O|HexCer 18:1;2O/24:0;O HexCer_HS PG 33:1|PG 15:0_18:1 PG 

HexCer 42:6;3O HexCer_HS PG 34:1|PG 16:0_18:1 PG 

HexCer 43:2;4O HexCer_AP PG 34:2|PG 16:0_18:2 PG 
HexCer 43:8;4O|HexCer 
17:2;3O/26:6;(2OH) HexCer_AP PG 36:1|PG 18:0_18:1 PG 

HexCer 44:0;2O HexCer_NDS PG 36:2|PG 18:1_18:1 PG 
HexCer 44:0;4O|HexCer 
18:0;3O/26:0;(2OH) HexCer_AP PG 36:3|PG 18:1_18:2 PG 

HexCer 44:1;3O|HexCer 16:1;2O/28:0;O HexCer_HS PG 38:2|PG 19:0_19:2 PG 

HexCer 44:1;3O|HexCer 18:1;2O/26:0;O HexCer_HS PG 40:2|PG 20:1_20:1 PG 
HexCer 44:1;4O|HexCer 
18:0;3O/26:1;(2OH) HexCer_AP 

PG O-34:2|PG O-
16:1_18:1 EtherPG 

HexCer 44:6;4O|HexCer 28:5;3O(FA 16:0) HexCer_EOS 
PG O-36:2|PG O-
18:1_18:1 EtherPG 

HexCer 50:5;4O HexCer_EOS 
PG O-36:4|PG O-
18:2_18:2 EtherPG 

HexCer 50:6;4O HexCer_EOS 
PG O-36:5|PG O-
18:3_18:2 EtherPG 

HexCer 52:7;4O HexCer_AP 
PG O-38:5|PG O-
20:3_18:2 EtherPG 

HexCer 52:7;4O|HexCer 
16:1;3O/36:6;(2OH) HexCer_AP 

PG O-38:6|PG O-
20:4_18:2 EtherPG 

HexCer 52:8;4O HexCer_AP 
PG O-38:6|PG O-
20:5_18:1 EtherPG 

HexCer 54:10;4O|HexCer 21:2;2O/33:8;2O HexCer_EOS PI 34:2 PI 

HexCer 57:9;4O HexCer_EOS PI 36:1|PI 18:0_18:1 PI 

HexCer 58:9;4O HexCer_EOS PI 36:2 PI 

HexCer 68:5;4O|HexCer 18:3;2O/50:2;2O HexCer_EOS PI 36:2|PI 18:0_18:2 PI 

HexCer 68:6;4O|HexCer 18:2;2O/50:4;2O HexCer_EOS PI 38:3|PI 18:0_20:3 PI 

HexCer 70:6;4O HexCer_EOS PI 38:4 PI 

Inosine Others  PI 38:4|PI 18:0_20:4 PI 



 
 

Lipid Name Class Lipid Name Class 

LDGCC 18:3 LDGCC  PI 40:4 PI 

LPA 20:1 LPA  PI-Cer 40:1;2O PI_Cer 

LPC 15:1/0:0 LPC  

PI-Cer 40:1;2O|PI-Cer 
21:1;2O/19:0 PI_Cer 

LPC 16:0 LPC  PS 34:1|PS 16:0_18:1 PS 

LPC 16:0/0:0 LPC  

PS 34:2;2O|PS 
18:1_16:1;2O OxPS 

LPC 16:1 LPC  PS 34:3 PS 

LPC 16:1/0:0 LPC  PS 36:1|PS 18:0_18:1 PS 

LPC 17:0/0:0 LPC  PS 36:2|PS 18:0_18:2 PS 

LPC 18:0 LPC  PS 36:2|PS 18:1_18:1 PS 

LPC 18:0/0:0 LPC  PS 38:3|PS 12:0_26:3 PS 

LPC 18:1 LPC  PS 38:3|PS 18:0_20:3 PS 

LPC 18:1/0:0 LPC  

PS 38:4;2O|PS 
16:0_22:4;2O OxPS 

LPC 18:2 LPC  PS 38:4|PS 12:0_26:4 PS 

LPC 18:2/0:0 LPC  PS 40:6|PS 18:0_22:6 PS 

LPC 18:3/0:0 LPC  

PS O-35:1|PS O-
17:0_18:1 EtherPS 

LPC 20:1 LPC  

PS O-37:1|PS O-
19:0_18:1 EtherPS 

LPC 20:1/0:0 LPC  

PS O-37:2|PS O-
19:0_18:2 EtherPS 

LPC 20:2/0:0 LPC  

PS O-39:3|PS O-
19:0_20:3 EtherPS 

LPC 20:4 LPC  

PS O-41:4|PS O-
19:0_22:4 EtherPS 

LPC 20:4/0:0 LPC  SE 28:1/10:0 CASE 

LPC 22:6 LPC  SE 29:1/18:3 SISE 

LPC O-16:0 EtherLPC  SHexCer 32:6;2O SHexCer 

LPC O-16:1 EtherLPC  SHexCer 38:3;3O SHexCer 

LPC O-18:0 EtherLPC  SHexCer 39:2;2O SHexCer 

LPC O-18:1 EtherLPC  SHexCer 40:0;2O SHexCer 

LPC O-20:0 EtherLPC  SHexCer 42:5;3O SHexCer 

LPC O-20:1 EtherLPC  SHexCer 48:2;2O SHexCer 

LPC O-22:1 EtherLPC  SHexCer 50:2;2O SHexCer 

LPC O-22:2 EtherLPC  SHexCer 53:6;2O SHexCer 

LPE 15:0 LPE  SHexCer 54:9;2O SHexCer 

LPE 16:0 LPE  SL 32:0;O|SL 17:0;O/15:0 SL 

LPE 16:1 LPE  

SM 31:1;2O|SM 
17:1;2O/14:0 SM 

LPE 17:0 LPE  

SM 32:0;2O|SM 
17:0;2O/15:0 SM 

LPE 18:0 LPE  

SM 32:1;2O|SM 
16:1;2O/16:0 SM 

LPE 18:1 LPE  SM 32:1;3O SM 

LPE 18:2 LPE  

SM 33:0;2O|SM 
19:0;2O/14:0 SM 

LPE 20:4 LPE  SM 33:0;3O SM 

LPE 22:6 LPE  

SM 33:1;2O|SM 
17:1;2O/16:0 SM 

LPE O-16:0 EtherLPE  SM 33:1;3O SM 

LPE O-16:1 EtherLPE  

SM 34:0;2O|SM 
20:0;2O/14:0 SM 

LPE O-17:1 EtherLPE  SM 34:0;3O SM 



 
 

Lipid Name Class Lipid Name Class 

LPE O-18:0 EtherLPE  

SM 34:1;2O|SM 
17:1;2O/17:0 SM 

LPE O-18:1 EtherLPE  

SM 34:1;2O|SM 
18:1;2O/16:0 SM 

LPE O-18:2 EtherLPE  SM 34:1;3O SM 

LPE O-20:1 EtherLPE  

SM 34:2;2O|SM 
18:2;2O/16:0 SM 

LPE O-20:2 EtherLPE  SM 35:0;2O SM 

LPE O-20:3 EtherLPE  SM 35:0;3O SM 

LPE O-22:1 EtherLPE  

SM 35:1;2O|SM 
19:1;2O/16:0 SM 

LPE O-22:2 EtherLPE  SM 35:3;3O SM 

LPE O-24:2 EtherLPE  

SM 36:0;2O|SM 
18:0;2O/18:0 SM 

LPE-N (FA)34:1|LPE-N (FA 18:1)16:0 LNAPE  

SM 36:1;2O|SM 
18:1;2O/18:0 SM 

LPE-N (FA)34:2|LPE-N (FA 18:2)16:0 LNAPE  SM 36:1;3O SM 

LPE-N (FA)36:1|LPE-N (FA 18:0)18:1 LNAPE  

SM 36:2;2O|SM 
18:1;2O/18:1 SM 

LPE-N (FA)36:4|LPE-N (FA 18:2)18:2 LNAPE  

SM 38:0;2O|SM 
20:0;2O/18:0 SM 

LPG 16:0 LPG  

SM 38:1;2O|SM 
28:1;2O/10:0 SM 

LPG 18:0 LPG  

SM 38:2;2O|SM 
19:1;2O/19:1 SM 

LPG 18:1 LPG  

SM 39:0;2O|SM 
19:0;2O/20:0 SM 

LPG 18:2 LPG  

SM 39:1;2O|SM 
16:0;2O/23:1 SM 

LPI 18:0 LPI  SM 39:1;3O SM 

LPS 18:0 LPS  

SM 39:2;2O|SM 
18:2;2O/21:0 SM 

LPS 18:1 LPS  SM 39:7;2O SM 

MG 15:3 MG  SM 40:0;2O SM 

MGDG 28:0 MGDG  SM 40:0;3O SM 

MGDG 32:1|MGDG 15:0_17:1 MGDG  

SM 40:1;2O|SM 
18:1;2O/22:0 SM 

MGDG 36:4|MGDG 18:2_18:2 MGDG  SM 40:1;3O SM 

MGDG 44:10|MGDG 22:5_22:5 MGDG  

SM 40:2;2O|SM 
16:1;2O/24:1 SM 

MGDG O-30:1|MGDG O-15:1_15:0 EtherMGDG SM 41:0;2O SM 

MGDG O-36:4|MGDG O-18:3_18:1 EtherMGDG SM 41:0;3O SM 

NAE 16:1 NAE  SM 41:1;2O SM 

NAE 16:2 NAE  

SM 41:2;2O|SM 
17:1;2O/24:1 SM 

NAE 16:3 NAE  SM 41:3;2O SM 

NAE 16:4 NAE  SM 42:0;2O SM 

NAE 17:0 NAE  SM 42:0;3O SM 

NAE 18:2 NAE  

SM 42:1;2O|SM 
18:1;2O/24:0 SM 

NAE 18:4 NAE  SM 42:1;3O SM 

NAE 18:5 NAE  

SM 42:2;2O|SM 
18:1;2O/24:1 SM 

NAE 20:0 NAE  

SM 42:3;2O|SM 
18:1;2O/24:2 SM 

NAGly 13:1;O NAGly  SM 43:0;2O SM 

NAGly 16:0;O NAGly  

SM 43:1;2O|SM 
18:1;2O/25:0 SM 



 
 

Lipid Name Class Lipid Name Class 

NAGly 32:1;2O|NAGly 17:0;O(FA 15:0) NAGly  

SM 43:2;2O|SM 
18:1;2O/25:1 SM 

NAGlySer 20:5;O NAGlySer  SM 43:4;3O SM 
NAGlySer 31:1;2O|NAGlySer 16:0;O(FA 
15:0) NAGlySer  SM 44:0;2O SM 
NAGlySer 32:1;2O|NAGlySer 17:0;O(FA 
15:0) NAGlySer  

SM 44:1;2O|SM 
19:1;2O/25:0 SM 

NAGlySer 33:1;2O|NAGlySer 17:0;O(FA 
16:0) NAGlySer  SM 44:1;3O SM 
NAGlySer 34:1;2O|NAGlySer 17:0;O(FA 
17:0) NAGlySer  

SM 44:2;2O|SM 
22:0;2O/22:2 SM 

NAOrn 18:3;O NAOrn  SM 48:1;3O SM 

NAOrn 22:6;O NAOrn  SM 48:2;3O SM 

NAOrn 25:1;O NAOrn  SM 50:1;3O SM 

NAOrn 30:1;2O|NAOrn 14:0;O(FA 16:0) NAOrn  Soyasaponin Bb Others 

NAOrn 31:1;2O|NAOrn 16:0;O(FA 15:0) NAOrn  SPB 18:0;2O DHSph 

NAOrn 32:1;2O|NAOrn 16:0;O(FA 16:0) NAOrn  ST 27:1;O ST 

NAOrn 32:1;2O|NAOrn 17:0;O(FA 15:0) NAOrn  ST 27:1;O;S SSulfate 

NAOrn 33:1;2O|NAOrn 17:0;O(FA 16:0) NAOrn  ST 28:1;O ST 

PC 21:4 PC  TG 26:0|TG 8:0_8:0_10:0 TG 

PC 28:0|PC 14:0_14:0 PC  

TG 32:0;2O|TG 
9:0_13:0_10:0;2O OxTG 

PC 29:0 PC  

TG 36:0|TG 
12:0_12:0_12:0 TG 

PC 30:0|PC 15:0_15:0 PC  

TG 38:0|TG 
12:0_12:0_14:0 TG 

PC 31:0|PC 15:0_16:0 PC  

TG 38:1|TG 
10:0_10:0_18:1 TG 

PC 32:0|PC 16:0_16:0 PC  

TG 38:1|TG 
8:0_12:0_18:1 TG 

PC 32:1|PC 16:0_16:1 PC  

TG 38:2|TG 
8:0_14:1_16:1 TG 

PC 32:2 PC  

TG 40:0|TG 
12:0_12:0_16:0 TG 

PC 33:0|PC 16:0_17:0 PC  

TG 40:2|TG 
8:0_14:1_18:1 TG 

PC 33:1|PC 16:0_17:1 PC  

TG 40:3|TG 
8:0_14:1_18:2 TG 

PC 33:2|PC 15:0_18:2 PC  

TG 44:1|TG 
10:0_16:0_18:1 TG 

PC 34:0|PC 16:0_18:0 PC  

TG 46:4;1O|TG 
13:1_16:1_17:2;1O OxTG 

PC 34:1|PC 16:0_18:1 PC  

TG 48:3|TG 
10:0_18:1_20:2 TG 

PC 34:2|PC 16:0_18:2 PC  

TG 52:1|TG 
16:0_18:0_18:1 TG 

PC 34:3|PC 16:0_18:3 PC  

TG 52:2;1O|TG 
16:0_18:1_18:1;1O OxTG 

PC 34:3|PC 16:1_18:2 PC  

TG 52:3;1O|TG 
16:0_18:1_18:2;1O OxTG 

PC 35:1|PC 17:0_18:1 PC  

TG 52:3|TG 
16:0_18:1_18:2 TG 

PC 35:2|PC 17:0_18:2 PC  

TG 52:4|TG 
16:0_18:2_18:2 TG 

PC 35:3 PC  

TG 54:0|TG 
18:0_18:0_18:0 TG 

PC 35:5|PC 15:1_20:4 PC  

TG 54:1|TG 
18:0_18:0_18:1 TG 

PC 36:0|PC 18:0_18:0 PC  

TG 54:3;2O|TG 
18:1_18:1_18:1;2O OxTG 

PC 36:1|PC 18:0_18:1 PC  

TG 54:4;1O|TG 
18:2_18:2_18:0;1O OxTG 



 
 

Lipid Name Class Lipid Name Class 

PC 36:2 PC  

TG 54:4;2O|TG 
18:2_18:2_18:0;2O OxTG 

PC 36:2|PC 18:1_18:1 PC  

TG 54:4|TG 
18:1_18:1_18:2 TG 

PC 36:3|PC 18:1_18:2 PC  

TG 54:5;1O|TG 
18:1_18:1_18:3;1O OxTG 

PC 36:4 PC  

TG 54:5;1O|TG 
18:2_18:2_18:1;1O OxTG 

PC 36:4|PC 16:0_20:4 PC  

TG 54:5;2O|TG 
18:2_18:2_18:1;2O OxTG 

PC 36:4|PC 18:2_18:2 PC  

TG 54:5;3O|TG 
18:2_18:2_18:1;3O OxTG 

PC 36:5 PC  

TG 54:5|TG 
18:1_18:2_18:2 TG 

PC 36:5|PC 16:0_20:5 PC  

TG 54:6;1O|TG 
18:2_18:2_18:2;1O OxTG 

PC 36:5|PC 18:2_18:3 PC  

TG 54:6|TG 
18:2_18:2_18:2 TG 

PC 38:1 PC  

TG 54:7|TG 
18:2_18:2_18:3 TG 

PC 38:3 PC  

TG 54:8|TG 
18:2_18:3_18:3 TG 

PC 38:4|PC 18:0_20:4 PC  

TG 54:9|TG 
18:3_18:3_18:3 TG 

PC 38:4|PC 18:1_20:3 PC  

TG 55:7|TG 
18:2_18:2_19:3 TG 

PC 38:5 PC  

TG 56:3;2O|TG 
20:1_18:2_18:0;2O OxTG 

PC 38:5|PC 18:1_20:4 PC  

TG 56:3;3O|TG 
18:1_18:1_20:1;3O OxTG 

PC 38:6|PC 16:0_22:6 PC  

TG 56:4;1O|TG 
18:2_18:2_20:0;1O OxTG 

PC 38:6|PC 18:2_20:4 PC  

TG 56:6|TG 
20:1_18:2_18:3 TG 

PC 40:5 PC  

TG 56:7|TG 
18:1_18:2_20:4 TG 

PC 40:6 PC  

TG 56:8|TG 
18:1_18:2_20:5 TG 

PC 40:8 PC  

TG 57:8;1O|TG 
18:2_18:2_21:4;1O OxTG 

PC 50:9 PC  

TG 57:9;1O|TG 
22:4_21:5_14:0;1O OxTG 

PC O-30:0 EtherPC  

TG 58:10|TG 
18:2_18:2_22:6 TG 

PC O-30:1 EtherPC  

TG 58:5;4O|TG 
18:2_18:2_22:1;4O OxTG 

PC O-31:0 EtherPC  

TG 58:6;1O|TG 
19:0_22:3_17:3;1O OxTG 

PC O-31:1 EtherPC  

TG 58:8;1O|TG 
19:0_22:5_17:3;1O OxTG 

PC O-32:0 EtherPC  

TG 58:8|TG 
18:1_18:1_22:6 TG 

PC O-32:1 EtherPC  

TG 58:9|TG 
18:1_18:2_22:6 TG 

PC O-33:0 EtherPC  

TG 59:7;4O|TG 
15:0_22:3_22:4;4O OxTG 

PC O-33:1 EtherPC  

TG 59:8;1O|TG 
22:3_21:5_16:0;1O OxTG 

PC O-34:0 EtherPC  

TG 60:8|TG 
18:1_20:1_22:6 TG 

PC O-34:1 EtherPC  

TG 62:8|TG 
18:1_22:1_22:6 TG 

PC O-34:2 EtherPC  

TG 62:9|TG 
18:1_22:4_22:4 TG 

PC O-34:3 EtherPC  

TG 63:4|TG 
27:0_18:2_18:2 TG 



 
 

Lipid Name Class Lipid Name Class 

PC O-36:0 EtherPC  

TG 64:9;O2|TG 
18:2_18:2_8:0;O(FA 
20:4) TG_EST 

PC O-36:1 EtherPC  

TG 65:0|TG 
16:0_16:0_33:0 TG 

PC O-36:2 EtherPC  

TG 65:4|TG 
15:0_16:1_34:3 TG 

PC O-36:3 EtherPC  

TG 67:0|TG 
16:0_16:0_35:0 TG 

PC O-36:4 EtherPC  

TG 70:7|TG 
16:1_18:1_36:5 TG 

PC O-36:5 EtherPC  

TG 76:9;O2|TG 
18:2_18:2_18:1;O(FA 
22:3) TG_EST 

PC O-37:10 EtherPC  

TG 78:11;O2|TG 
16:0_18:2_22:3;O(FA 
22:5) TG_EST 

PC O-37:8 EtherPC  

TG O-34:1|TG O-
14:1_10:0_10:0 EtherTG 

PC O-38:0 EtherPC  

TG O-34:1|TG O-
8:0_8:0_18:1 EtherTG 

PC O-38:1 EtherPC  

TG O-38:2|TG O-
12:0_13:1_13:1 EtherTG 

PC O-38:2 EtherPC  

TG O-47:6|TG O-
17:4_15:1_15:1 EtherTG 

PC O-38:3 EtherPC  

TG O-51:0|TG O-
17:0_17:0_17:0 EtherTG 

PC O-38:4 EtherPC  

TG O-52:3|TG O-
18:1_16:1_18:1 EtherTG 

PC O-38:5 EtherPC  

TG O-52:4|TG O-
16:1_17:1_19:2 EtherTG 

PC O-38:6 EtherPC  

TG O-52:5|TG O-
13:0_17:3_22:2 EtherTG 

PC O-39:10 EtherPC  

TG O-52:6|TG O-
22:6_15:0_15:0 EtherTG 

PC O-40:1 EtherPC  

TG O-53:3|TG O-
19:2_16:0_18:1 EtherTG 

PC O-40:10 EtherPC  

TG O-55:10|TG O-
19:0_18:5_18:5 EtherTG 

PC O-40:3 EtherPC  

TG O-56:5|TG O-
15:1_20:0_21:4 EtherTG 

PC O-40:5 EtherPC  

TG O-57:12|TG O-
21:4_15:3_21:5 EtherTG 

PC O-40:6 EtherPC  

TG O-57:13|TG O-
15:3_21:5_21:5 EtherTG 

PC O-40:7 EtherPC  

TG O-57:5|TG O-
21:4_17:1_19:0 EtherTG 

PC O-42:3 EtherPC  

TG O-58:7|TG O-
16:0_21:3_21:4 EtherTG 

PC O-42:4 EtherPC  

TG O-59:9|TG O-
16:0_21:5_22:4 EtherTG 

PC O-42:5 EtherPC  

TG O-60:4|TG O-
22:1_18:2_20:1 EtherTG 

PC O-42:6 EtherPC  

TG O-61:12|TG O-
17:4_22:4_22:4 EtherTG 

PC O-44:5 EtherPC  VAE 25:1 VAE 

PC O-44:6 EtherPC  VAE 26:6 VAE 

 

 

Metabolite Name Class 

1,3,7-Trimethyluric acid Purines and derivatives 



 
 

Metabolite Name Class 

1-Methyladenosine Purines and derivatives 

1-Methylguanine Purines and derivatives 

2,3-Dihydroxybenzoic acid Benzoic acids and derivatives 

2-Ethyl-2-Hydroxybutyric acid Fatty acids and conjugates  

2-Hydroxy-2-methylbutyric acid Fatty acids and conjugates  

2-Methyl-3-ketovaleric acid Keto acids and derivatives 

2-Phenylbutyric acid Benzene and derivatives 

2-Piperidinone Piperidinones 

3-Indolepropionic acid indoles and derivatives 

3-Pyridylacetic acid Pyridines and derivatives  

4-Ethylbenzoic acid Benzoic acids and derivatives 

4-Hydroxybenzoic acid Benzoic acids and derivatives 

4-Methylcatechol Phenols 

5-Methoxysalicylic acid Benzoic acids and derivatives 

5''-Methylthioadenosine Purines and derivatives 

6-Hydroxypurine Purines and derivatives 

7-Methylxanthine Purines and derivatives 

Adenine Purines and derivatives 

Adenosine Purine nucleotides  

Alpha-ketoisovaleric acid Keto acids and derivatives 

Arachidic acid Fatty acids and conjugates  

Argininosuccinic acid Amino acids and derivatives 

Betaine Amino acids and derivatives 

Bilirubin Bilirubins 

Biocytin Amino acids and derivatives 

Butyrylcarnitine (C4) Fatty acid esters  

Capric acid Fatty acids and conjugates  

Caprylic acid Fatty acids and conjugates  

Cholesterol sulfate Steroids 

Choline, M+ Bile acids 

Cotinine Pyridines and derivatives  

Creatine Amino acids and derivatives 

Creatinine Amino acids and derivatives 

Cytosine Pyridines and derivatives  

Decanoylcarnitine (C10) Fatty acids and conjugates  

Decenoylcarnitine (C10:1) Fatty acids and conjugates  

Diethanolamine Organonitrogen compounds 

Dodecanoic acid Fatty acids and conjugates  

Dodecanoylcarnitine (C12) Fatty acid esters  

Erucic acid Fatty acids and conjugates  

Heptadecanoic acid Fatty acids and conjugates  

Hexadecanoylcarnitine - Palmitoylcarnitine (C16) Fatty acid esters  

Hippuric acid Benzoic acids and derivatives 

Hydrocinnamic acid phenylpropanoic acids 



 
 

Metabolite Name Class 

Hydroxybutyrylcarnitine (C4- OH (C3-DC)) Fatty acid esters  

Hydroxyhexanoylcarnitine (C6-OH) Fatty acid esters  

Hydroxyisobutyric acid Hydroxy acids 

Hydroxyphenyllactic acid phenylpropanoic acids 

Hydroxyvalerylcarnitine (C5-OH (C3-DC-M)) Fatty acid esters  

Indoleacrylic acid indoles and derivatives 

Indolelactic acid indoles and derivatives 

Inosine Purines and derivatives 

Isovanillin phenols 

L-3-Phenyllactic acid phenylpropanoic acids 

L-Acetylcarnitine Fatty acid esters  

L-Carnitine Organonitrogen compounds 

Leucinic acid Fatty acids and conjugates  

Linoleic acid Fatty acid esters  

Linolenic acid Fatty acids and conjugates  

L-Isoleucine Amino acids and derivatives 

L-Leucine Amino acids and derivatives 

L-Methionine Amino acids and derivatives 

L-Phenylalanine Amino acids and derivatives 

L-Proline Amino acids and derivatives 

L-Tryptophan Amino acids and derivatives 

L-Tyrosine Amino acids and derivatives 

L-Valine Amino acids and derivatives 

Mannitol/Sorbitol Carbohydrates and carbohydrate conjugates   

Mesaconic acid Fatty acids and conjugates  

Myristic acid Fatty acids and conjugates  

N-Acetyl-D-glucosamine Carbohydrates and carbohydrate conjugates   

N-Acetyl-L-methionine Amino acids and derivatives 

N-Acetyl-L-phenylalanine Amino acids and derivatives 

Nervonic acid Fatty acids and conjugates  

Niacinamide Pyridines and derivatives  

N-Methylnicotinamide Pyridines and derivatives  

Nonadecanoic acid Fatty acids and conjugates  

Nonaylcarnitine (C9) Fatty acid esters  

Octadecadienylcarnitine (C18:2) Eicosanoid 

Octadecanoylcarnitine - Acylcarnitine (C18) Fatty acid esters  

Octadecenoylcarnitine (C18:1) Fatty acid esters  

Octanoylcarnitine (C8) Fatty acid esters  

Oleic acid Fatty acids and conjugates  

PC(16:016:0) Organonitrogen compounds 

Pentadecanoic acid Fatty acids and conjugates  

Pregnenolone sulfate Steroids 

Propionylcarnitine (C3) Fatty acid esters  

Pyrrolidonecarboxylic acid Amino acids and derivatives 



 
 

Metabolite Name Class 

Rhamnose Carbohydrates and carbohydrate conjugates   

Sphinganine Organonitrogen compounds 

Stearic acid Fatty acids and conjugates  

Succinylacetone Keto acids and derivatives 

Taurine Sulfate and sulfonates 

Taurodeoxycholic acid Bile acids 

Tetradecanoylcarnitine (C14) Fatty acid esters  

Theophylline Purines and derivatives 

Traumatic acid Fatty acids and conjugates  

Tridecanoic acid Fatty acids and conjugates  

Trigonelline Alkaloids and derivatives  

Trimethylamine Organonitrogen compounds 

Undecanoic acid Fatty acids and conjugates  

Urea ureas 

Uridine Pyrimidine nucleotides 

Ursodeoxycholic acid Bile acids 

Valerylcarnitine - Methylbutyrylcarnitine (C5) Fatty acid esters  

 

 

Lipid Name Class  Lipid Name Class 

ASG 27:1;O;Hex;FA 10:0 AHexCS  PE 39:4;O|PE 22:3_17:1;O OxPE 

ASG 27:1;O;Hex;FA 20:0 AHexCS  PE 39:5 PE 

BA 24:1;O4;G;S BASulfate  PE 39:5;O|PE 22:4_17:1;O OxPE 

BA 24:1;O4;T;S BASulfate  PE 39:6|PE 13:0_26:6 PE 

CAR 11:0 CAR  PE 39:7;O|PE 22:5_17:2;O OxPE 

CAR 14:0 CAR  PE 40:4 PE 

CAR 16:0 CAR  PE 40:4|PE 18:0_22:4 PE 

CAR 16:1 CAR  PE 40:5|PE 18:0_22:5 PE 

CAR 17:4 CAR  PE 40:5|PE 18:1_22:4 PE 

CAR 18:0 CAR  PE 40:6;2O|PE 22:6_18:0;2O OxPE 

CAR 18:1 CAR  PE 40:6;O|PE 18:1_22:5;O OxPE 

CAR 18:2 CAR  PE 40:6|PE 18:0_22:6 PE 

CAR 20:1 CAR  PE 40:6|PE 18:1_22:5 PE 

CE 16:0 CE  PE 40:7 PE 

CE 16:1 CE  PE 40:7|PE 18:1_22:6 PE 

CE 18:1 CE  PE 40:7|PE 20:3_20:4 PE 

CE 18:2 CE  PE 40:8|PE 18:2_22:6 PE 

CE 18:3 CE  PE 40:8|PE 20:4_20:4 PE 

CE 20:3 CE  PE 42:1|PE 9:0_33:1 PE 

CE 20:4 CE  PE 42:10|PE 20:4_22:6 PE 

CE 20:5 CE  PE 42:5|PE 20:1_22:4 PE 

CE 22:5 CE  PE 42:6|PE 20:1_22:5 PE 

CE 22:6 CE  PE 42:7 PE 

Cer 34:1;2O|Cer 18:1;2O/16:0 Cer_NS  PE 42:8|PE 20:3_22:5 PE 

Cer 35:1;4O|Cer 18:0;3O/17:1;(2OH) Cer_AP  PE 42:8|PE 20:4_22:4 PE 
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Cer 37:1;4O|Cer 20:0;3O/17:1;(2OH) Cer_AP  PE 42:9 PE 

Cer 38:1;2O|Cer 18:1;2O/20:0 Cer_NS  PE 42:9|PE 20:3_22:6 PE 

Cer 39:1;4O|Cer 18:0;3O/21:1;(2OH) Cer_AP  PE 44:11|PE 22:5_22:6 PE 

Cer 40:1;2O|Cer 18:1;2O/22:0 Cer_NS  PE 44:12|PE 22:6_22:6 PE 

Cer 40:2;2O|Cer 18:2;2O/22:0 Cer_NS  PE O-32:1|PE O-16:1_16:0 EtherPE 

Cer 41:1;2O|Cer 18:1;2O/23:0 Cer_NS  PE O-34:1|PE O-18:1_16:0 EtherPE 

Cer 41:1;4O|Cer 18:0;3O/23:1;(2OH) Cer_AP  PE O-34:2|PE O-16:0_18:2 EtherPE 

Cer 41:2;2O|Cer 17:1;2O/24:1 Cer_NS  PE O-34:2|PE O-16:1_18:1 EtherPE 

Cer 42:0;2O|Cer 18:0;2O/24:0 Cer_NDS  PE O-34:3|PE O-16:1_18:2 EtherPE 

Cer 42:1;2O|Cer 18:0;2O/24:1 Cer_NDS  PE O-34:5|PE O-14:1_20:4 EtherPE 

Cer 42:1;2O|Cer 18:1;2O/24:0 Cer_NS  PE O-35:1 EtherPE 

Cer 42:2;2O|Cer 18:1;2O/24:1 Cer_NS  PE O-35:2|PE O-17:1_18:1 EtherPE 

Cer 42:3;2O|Cer 18:1;2O/24:2 Cer_NS  PE O-36:2|PE O-18:1_18:1 EtherPE 

Cer 42:3;2O|Cer 18:2;2O/24:1 Cer_NS  PE O-36:3|PE O-18:2_18:1 EtherPE 

Cer 42:3;3O|Cer 18:1;2O/24:2;O Cer_HS  PE O-36:4|PE O-16:0_20:4 EtherPE 

Cer 42:4;3O|Cer 18:2;2O/24:2;O Cer_HS  PE O-36:4|PE O-16:1_20:3 EtherPE 

Cer 43:1;4O|Cer 18:0;3O/25:1;(2OH) Cer_AP  PE O-36:5|PE O-16:0_20:5 EtherPE 

Cer 43:3;3O|Cer 19:0;2O/24:3;O Cer_HDS  PE O-36:5|PE O-16:1_20:4 EtherPE 

Cer 43:3;4O|Cer 17:3;3O/26:0;(2OH) Cer_AP  PE O-36:6|PE O-16:1_20:5 EtherPE 

Cer 43:3;4O|Cer 26:1;3O/17:2;(2OH) Cer_AP  PE O-36:7|PE O-14:1_22:6 EtherPE 

Cer 43:4;3O Cer_BS  PE O-37:5|PE O-17:1_20:4 EtherPE 

Cer 43:4;4O|Cer 19:3;3O/24:1;(2OH) Cer_AP  PE O-37:6|PE O-17:1_20:5 EtherPE 

Cer 45:1;4O|Cer 28:0;3O/17:1;(2OH) Cer_AP  PE O-38:2|PE O-18:1_20:1 EtherPE 

Cer 45:1;4O|Cer 28:1;3O/17:0;(2OH) Cer_AP  PE O-38:3|PE O-20:1_18:2 EtherPE 

Cer 45:2;3O|Cer 17:1;2O/28:1;O Cer_HS  PE O-38:4|PE O-18:0_20:4 EtherPE 

Cer 45:2;4O|Cer 28:1;3O/17:1;(2OH) Cer_AP  PE O-38:5|PE O-16:1_22:4 EtherPE 

Cer 45:4;3O|Cer 19:3;2O/26:1;O Cer_HS  PE O-38:5|PE O-18:1_20:4 EtherPE 

Cer 45:4;4O|Cer 18:3;2O/27:1;2O Cer_EOS  PE O-38:6|PE O-18:2_20:4 EtherPE 

Cer 45:5;3O|Cer 21:1;2O/24:4;O Cer_HS  PE O-38:7|PE O-16:1_22:6 EtherPE 

Cer 46:3;3O|Cer 24:0;2O/22:3;O Cer_HDS  PE O-38:7|PE O-18:2_20:5 EtherPE 

Cer 46:4;3O|Cer 18:1;2O/28:3;O Cer_HS  PE O-38:7|PE O-18:3_20:4 EtherPE 

Cer 46:9;3O Cer_NP  PE O-38:8|PE O-18:3_20:5 EtherPE 

Cer 47:8;4O Cer_AP  PE O-39:5|PE O-17:1_22:4 EtherPE 

Cer 49:12;4O|Cer 27:6;3O(FA 22:5) Cer_EOS  PE O-39:5|PE O-19:0_20:5 EtherPE 

Cer 50:9;3O Cer_NP  PE O-39:6|PE O-17:1_22:5 EtherPE 

Cer 52:4;4O|Cer 14:1;2O/38:3;2O Cer_EOS  PE O-39:7|PE O-17:1_22:6 EtherPE 

Cer 53:12;4O|Cer 14:1;2O/39:11;2O Cer_EOS  PE O-40:2|PE O-22:1_18:1 EtherPE 

Cer 54:10;4O|Cer 38:9;3O(FA 16:0) Cer_EOS  PE O-40:3|PE O-18:1_22:2 EtherPE 

Cer 56:10;4O|Cer 40:9;3O(FA 16:0) Cer_EOS  PE O-40:4|PE O-18:1_22:3 EtherPE 

Cer 58:10;4O|Cer 42:9;3O(FA 16:0) Cer_EOS  PE O-40:4|PE O-22:2_18:2 EtherPE 

Cer 58:11;4O|Cer 40:9;3O(FA 18:1) Cer_EOS  PE O-40:5 EtherPE 

Cer 60:13;4O|Cer 40:8;3O(FA 20:4) Cer_EOS  PE O-40:5|PE O-18:1_22:4 EtherPE 

CL 58:5|CL 12:0_12:0_12:0_22:5 CL  PE O-40:6|PE O-18:1_22:5 EtherPE 

CL 67:3 CL  PE O-40:7|PE O-18:1_22:6 EtherPE 

CL 69:5 CL  PE O-40:7|PE O-18:2_22:5 EtherPE 

CL 70:1|CL 37:0_33:1 CL  PE O-40:8|PE O-18:2_22:6 EtherPE 

CL 74:7|CL 39:3_35:4 CL  PE O-40:9|PE O-18:3_22:6 EtherPE 
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CL 75:4|CL 36:1_39:3 CL  PE O-41:3|PE O-21:0_20:3 EtherPE 

CL 75:5|CL 36:2_39:3 CL  PE O-41:7 EtherPE 

CL 85:1|CL 18:0_18:0_26:0_23:1 CL  PE O-41:7|PE O-21:4_20:3 EtherPE 

CL 85:10|CL 15:0_28:0_20:4_22:6 CL  PE O-42:3|PE O-24:2_18:1 EtherPE 

CL 85:7|CL 17:0_26:0_20:3_22:4 CL  PE O-42:4|PE O-24:2_18:2 EtherPE 

CL 85:8|CL 15:0_28:0_20:4_22:4 CL  PE O-42:5|PE O-18:1_24:4 EtherPE 

CL 86:14|CL 26:0_20:4_20:5_20:5 CL  PE O-42:6|PE O-22:2_20:4 EtherPE 

CL 86:7|CL 24:0_18:1_22:3_22:3 CL  PE O-42:7|PE O-20:1_22:6 EtherPE 

CL 86:8|CL 16:0_26:0_22:4_22:4 CL  PE O-42:7|PE O-22:3_20:4 EtherPE 

CL 94:18|CL 28:0_22:6_22:6_22:6 CL  PE O-42:8|PE O-20:2_22:6 EtherPE 

DG 38:4|DG 18:0_20:4 DG  PE O-42:9|PE O-20:3_22:6 EtherPE 

DG 41:2|DG 20:0_21:2 DG  PE O-44:6|PE O-24:2_20:4 EtherPE 

DG 42:5|DG 16:0_26:5 DG  PE O-44:8|PE O-22:2_22:6 EtherPE 

DGGA 34:1|DGGA 16:0_18:1 DGGA  PE O-46:8|PE O-24:2_22:6 EtherPE 

DGGA 36:2|DGGA 18:1_18:1 DGGA  PE P-32:0|PE P-16:0_16:0 EtherPE 

DGGA 36:4|DGGA 16:0_20:4 DGGA  PE P-34:0|PE P-18:0_16:0 EtherPE 

DGGA 36:4|DGGA 18:2_18:2 DGGA  PE P-34:1|PE P-16:0_18:1 EtherPE 

DGGA 38:4|DGGA 18:0_20:4 DGGA  PE P-34:2|PE P-16:0_18:2 EtherPE 

DGGA 40:6|DGGA 20:3_20:3 DGGA  PE P-36:1|PE P-18:0_18:1 EtherPE 

FA 15:3 FA  PE P-36:2|PE P-18:1_18:1 EtherPE 

FA 18:1 FA  PE P-36:3|PE P-18:1_18:2 EtherPE 

FA 18:2 FA  PE P-36:4|PE P-16:0_20:4 EtherPE 

FA 18:3 FA  PE P-36:4|PE P-18:2_18:2 EtherPE 

FA 19:1;2O OxFA  PE P-36:5|PE P-16:0_20:5 EtherPE 

FA 20:3 FA  PE P-37:4|PE P-17:0_20:4 EtherPE 

FA 20:4 FA  PE P-38:2|PE P-20:1_18:1 EtherPE 

FA 20:5 FA  PE P-38:3|PE P-16:1_22:2 EtherPE 

FA 22:4 FA  PE P-38:4|PE P-16:0_22:4 EtherPE 

FA 22:5 FA  PE P-38:4|PE P-16:1_22:3 EtherPE 

FA 22:6 FA  PE P-38:5|PE P-18:1_20:4 EtherPE 

FA 25:0;O OxFA  PE P-38:6|PE P-16:0_22:6 EtherPE 

FA 26:0;O OxFA  PE P-38:6|PE P-18:2_20:4 EtherPE 

FA 26:5 FA  PE P-39:4|PE P-17:0_22:4 EtherPE 

GM3 34:1;2O GM3  PE P-39:6|PE P-17:0_22:6 EtherPE 

HBMP 42:0|HBMP 14:0_14:0_14:0 HBMP  PE P-40:3|PE P-18:0_22:3 EtherPE 

HBMP 42:3|HBMP 14:1_14:1_14:1 HBMP  PE P-40:4|PE P-18:0_22:4 EtherPE 

HBMP 46:1|HBMP 14:0_14:0_18:1 HBMP  PE P-40:5|PE P-18:0_22:5 EtherPE 

HBMP 46:4|HBMP 13:0_13:0_20:4 HBMP  PE P-40:5|PE P-18:1_22:4 EtherPE 

HBMP 48:2|HBMP 16:0_16:1_16:1 HBMP  PE P-40:6|PE P-18:0_22:6 EtherPE 

HBMP 48:4|HBMP 14:0_14:0_20:4 HBMP  PE P-40:6|PE P-18:1_22:5 EtherPE 

HBMP 48:5|HBMP 13:0_13:0_22:5 HBMP  PE P-40:7|PE P-18:1_22:6 EtherPE 

HBMP 48:6|HBMP 14:1_14:1_20:4 HBMP  PE P-40:8|PE P-18:2_22:6 EtherPE 

HBMP 52:6|HBMP 18:1_18:1_16:4 HBMP  PE P-42:3|PE P-24:1_18:2 EtherPE 

Hex2Cer 33:1;2O|Hex2Cer 17:1;2O/16:0 Hex2Cer  PE P-42:4|PE P-18:0_24:4 EtherPE 

Hex2Cer 34:1;2O Hex2Cer  PE P-42:4|PE P-22:0_20:4 EtherPE 

Hex2Cer 34:1;2O|Hex2Cer 18:1;2O/16:0 Hex2Cer  PE P-42:5|PE P-22:1_20:4 EtherPE 

Hex2Cer 40:1;2O|Hex2Cer 18:1;2O/22:0 Hex2Cer  PE P-42:6|PE P-20:0_22:6 EtherPE 
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Hex2Cer 42:1;2O|Hex2Cer 18:1;2O/24:0 Hex2Cer  PE P-42:7|PE P-20:1_22:6 EtherPE 

Hex2Cer 42:2;2O|Hex2Cer 18:1;2O/24:1 Hex2Cer  PE P-42:7|PE P-20:2_22:5 EtherPE 

Hex2Cer 42:3;2O|Hex2Cer 18:1;2O/24:2 Hex2Cer  PE P-42:8|PE P-20:2_22:6 EtherPE 

Hex2Cer 44:2;2O|Hex2Cer 18:1;2O/26:1 Hex2Cer  PE P-43:7|PE P-21:3_22:4 EtherPE 

Hex3Cer 34:1;2O|Hex3Cer 18:1;2O/16:0 Hex3Cer  PE P-44:5|PE P-24:1_20:4 EtherPE 

Hex3Cer 42:1;2O|Hex3Cer 18:1;2O/24:0 Hex3Cer  PE P-44:6|PE P-24:2_20:4 EtherPE 

Hex3Cer 42:2;2O|Hex3Cer 18:1;2O/24:1 Hex3Cer  PE P-44:7|PE P-22:1_22:6 EtherPE 

HexCer 34:1;2O|HexCer 18:1;2O/16:0 HexCer_NS PE-Cer 34:1;2O|PE-Cer 18:1;2O/16:0 PE_Cer 

HexCer 43:2;4O HexCer_AP PE-Cer 42:2;2O|PE-Cer 18:1;2O/24:1 PE_Cer 

HexCer 48:11;4O HexCer_EOS PE-Cer 42:3;2O|PE-Cer 18:0;2O/24:3 PE_Cer 

HexCer 52:7;4O HexCer_AP PEtOH 34:1|PEtOH 16:0_18:1 PEtOH 

HexCer 55:12;4O|HexCer 33:5;3O(FA 22:6) HexCer_EOS PEtOH 40:5|PEtOH 18:1_22:4 PEtOH 

Inosine Others  PG O-36:1|PG O-18:1_18:0 EtherPG 

LPC 13:0 LPC  PI 34:2 PI 

LPC 14:0/0:0 LPC  PI 36:0 PI 

LPC 16:0 LPC  PI 36:1|PI 18:0_18:1 PI 

LPC 16:0/0:0 LPC  PI 36:2|PI 18:0_18:2 PI 

LPC 16:1/0:0 LPC  PI 36:4 PI 

LPC 17:0/0:0 LPC  PI 36:4|PI 16:0_20:4 PI 

LPC 18:0 LPC  PI 38:3|PI 18:0_20:3 PI 

LPC 18:0/0:0 LPC  PI 38:4 PI 

LPC 18:1 LPC  PI 38:4|PI 18:0_20:4 PI 

LPC 18:1/0:0 LPC  PI 40:4|PI 18:0_22:4 PI 

LPC 18:2 LPC  PI 40:6 PI 

LPC 20:0 LPC  PI 40:6|PI 18:0_22:6 PI 

LPC 20:1 LPC  PI-Cer 36:1;3O PI_Cer 

LPC 20:1/0:0 LPC  PI-Cer 36:3;2O PI_Cer 

LPC 20:3/0:0 LPC  PI-Cer 40:1;2O PI_Cer 

LPC 20:4 LPC  PI-Cer 40:5;3O PI_Cer 

LPC 22:6/0:0 LPC  PI-Cer 41:5;3O PI_Cer 

LPC 28:0 LPC  PI-Cer 43:6;3O PI_Cer 

LPC O-16:0 EtherLPC  PI-Cer 44:2;2O PI_Cer 

LPC O-16:1 EtherLPC  PI-Cer 44:2;3O PI_Cer 

LPC O-18:0 EtherLPC  PI-Cer 51:8;3O PI_Cer 

LPC O-18:1 EtherLPC  PMeOH 27:2 PMeOH 

LPE 16:0 LPE  PMeOH 34:8 PMeOH 

LPE 18:0 LPE  PMeOH 50:8 PMeOH 

LPE 18:1 LPE  PS 34:0 PS 

LPE 18:2 LPE  PS 34:0|PS 16:0_18:0 PS 

LPE 20:4 LPE  PS 34:1 PS 

LPE 22:4 LPE  PS 34:1;3O|PS 18:1_16:0;3O OxPS 

LPE 22:6 LPE  PS 34:1|PS 16:0_18:1 PS 

LPE O-16:1 EtherLPE  PS 36:0;2O|PS 18:0_18:0;2O OxPS 

LPE O-18:1 EtherLPE  PS 36:1|PS 18:0_18:1 PS 

LPE O-18:2 EtherLPE  PS 36:2 PS 

LPE-N (FA)34:0|LPE-N (FA 18:0)16:0 LNAPE  PS 36:2|PS 18:1_18:1 PS 

LPE-N (FA)36:1|LPE-N (FA 18:0)18:1 LNAPE  PS 36:3;3O|PS 18:1_18:2;3O OxPS 
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LPE-N (FA)36:2|LPE-N (FA 18:0)18:2 LNAPE  PS 36:4;2O|PS 18:1_18:3;2O OxPS 

LPE-N (FA)38:4|LPE-N (FA 18:0)20:4 LNAPE  PS 36:4|PS 15:2_21:2 PS 

LPE-N (FA)38:6|LPE-N (FA 16:0)22:6 LNAPE  PS 36:4|PS 16:0_20:4 PS 

LPS 18:0 LPS  PS 38:3 PS 

MG 18:3 MG  PS 38:4|PS 18:0_20:4 PS 

MG 27:0 MG  PS 38:5 PS 

MG 35:0 MG  PS 38:5|PS 18:1_20:4 PS 

MG 35:1 MG  PS 38:6 PS 

MGDG 36:0|MGDG 18:0_18:0 MGDG  PS 40:4|PS 18:0_22:4 PS 

NAE 21:3 NAE  PS 40:5|PS 18:0_22:5 PS 

NAE 22:4 NAE  PS 40:6|PS 18:0_22:6 PS 

NAGly 15:0;O NAGly  PS 40:7|PS 18:1_22:6 PS 

NAGly 24:3;O NAGly  PS 40:7|PS 20:3_20:4 PS 

NAGly 30:3;2O|NAGly 9:0;O(FA 21:2) NAGly  PS 40:8|PS 20:4_20:4 PS 

NAOrn 10:0;O NAOrn  PS 42:10|PS 20:4_22:6 PS 

PC 28:0|PC 14:0_14:0 PC  PS 42:8|PS 20:2_22:6 PS 

PC 29:0 PC  PS 42:9 PS 

PC 30:0|PC 14:0_16:0 PC  PS O-35:0|PS O-19:0_16:0 EtherPS 

PC 30:1|PC 14:0_16:1 PC  PS O-37:1|PS O-19:0_18:1 EtherPS 

PC 31:0|PC 15:0_16:0 PC  PS O-37:2|PS O-19:0_18:2 EtherPS 

PC 31:1 PC  PS O-39:4|PS O-19:0_20:4 EtherPS 

PC 32:0|PC 16:0_16:0 PC  PS O-39:5|PS O-19:1_20:4 EtherPS 

PC 32:1 PC  PS O-40:6|PS O-18:0_22:6 EtherPS 

PC 32:1|PC 16:0_16:1 PC  PS O-41:4|PS O-19:0_22:4 EtherPS 

PC 32:2|PC 14:0_18:2 PC  PS O-41:5|PS O-19:0_22:5 EtherPS 

PC 33:0|PC 16:0_17:0 PC  SE 28:1/14:0 CASE 

PC 33:1 PC  SE 28:1/18:2 CASE 

PC 33:1|PC 15:0_18:1 PC  SHexCer 24:2;2O SHexCer 

PC 33:2|PC 15:0_18:2 PC  SHexCer 34:1;2O SHexCer 

PC 33:3;O|PC 18:2_15:1;O OxPC  SHexCer 34:1;3O SHexCer 

PC 34:0|PC 16:0_18:0 PC  SHexCer 37:1;2O SHexCer 

PC 34:1|PC 16:0_18:1 PC  SHexCer 37:2;2O SHexCer 

PC 34:2 PC  SHexCer 37:3;2O SHexCer 

PC 34:2|PC 16:0_18:2 PC  SHexCer 38:1;3O SHexCer 

PC 34:3|PC 16:0_18:3 PC  SHexCer 38:3;3O SHexCer 

PC 34:3|PC 16:1_18:2 PC  SHexCer 38:4;3O SHexCer 

PC 34:4 PC  SHexCer 39:1;2O SHexCer 

PC 34:4|PC 14:0_20:4 PC  SHexCer 39:1;3O SHexCer 

PC 35:0 PC  SHexCer 39:2;2O SHexCer 

PC 35:1|PC 17:0_18:1 PC  SHexCer 39:4;2O SHexCer 

PC 35:2|PC 17:0_18:2 PC  SHexCer 39:5;2O SHexCer 

PC 35:3 PC  SHexCer 39:5;3O SHexCer 

PC 35:4|PC 15:0_20:4 PC  SHexCer 40:0;2O SHexCer 

PC 35:5;O|PC 20:4_15:1;O OxPC  SHexCer 40:0;3O SHexCer 

PC 36:0|PC 18:0_18:0 PC  SHexCer 40:1;2O SHexCer 

PC 36:1|PC 18:0_18:1 PC  SHexCer 40:1;3O SHexCer 

PC 36:2|PC 18:0_18:2 PC  SHexCer 40:2;2O SHexCer 
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PC 36:2|PC 18:1_18:1 PC  SHexCer 40:3;3O SHexCer 

PC 36:3|PC 16:0_20:3 PC  SHexCer 40:4;3O SHexCer 

PC 36:3|PC 18:1_18:2 PC  SHexCer 40:5;3O SHexCer 

PC 36:4|PC 16:0_20:4 PC  SHexCer 41:5;3O SHexCer 

PC 36:4|PC 18:2_18:2 PC  SHexCer 42:1;3O SHexCer 

PC 36:5|PC 16:0_20:5 PC  SHexCer 42:4;3O SHexCer 

PC 36:5|PC 16:1_20:4 PC  SHexCer 42:5;3O SHexCer 

PC 36:5|PC 18:2_18:3 PC  SHexCer 42:6;3O SHexCer 

PC 36:6|PC 14:0_22:6 PC  SHexCer 42:7;3O SHexCer 

PC 37:1 PC  SHexCer 42:8;3O SHexCer 

PC 37:2 PC  SHexCer 43:5;3O SHexCer 

PC 37:3|PC 17:0_20:3 PC  SHexCer 43:6;3O SHexCer 

PC 37:4|PC 17:0_20:4 PC  SHexCer 44:0;2O SHexCer 

PC 37:5 PC  SHexCer 44:6;3O SHexCer 

PC 37:5|PC 17:1_20:4 PC  SHexCer 44:8;3O SHexCer 

PC 37:6 PC  SHexCer 44:9;3O SHexCer 

PC 37:6|PC 15:0_22:6 PC  SHexCer 45:0;2O SHexCer 

PC 37:6|PC 15:1_22:5 PC  SHexCer 45:1;2O SHexCer 

PC 37:8 PC  SHexCer 45:7;3O SHexCer 

PC 37:9 PC  SHexCer 46:2;3O SHexCer 

PC 38:0 PC  SHexCer 46:3;3O SHexCer 

PC 38:1 PC  SHexCer 47:0;2O SHexCer 

PC 38:2 PC  SHexCer 47:0;3O SHexCer 

PC 38:2|PC 18:0_20:2 PC  SHexCer 47:1;3O SHexCer 

PC 38:3|PC 18:0_20:3 PC  SHexCer 48:3;2O SHexCer 

PC 38:4 PC  SHexCer 49:0;3O SHexCer 

PC 38:4|PC 16:0_22:4 PC  SHexCer 49:1;3O SHexCer 

PC 38:4|PC 18:0_20:4 PC  SHexCer 49:3;2O SHexCer 

PC 38:5|PC 16:0_22:5 PC  SHexCer 49:4;2O SHexCer 

PC 38:5|PC 18:0_20:5 PC  SHexCer 49:5;2O SHexCer 

PC 38:5|PC 18:1_20:4 PC  SHexCer 50:2;3O SHexCer 

PC 38:5|PC 21:1_17:4 PC  SHexCer 51:2;2O SHexCer 

PC 38:6 PC  SHexCer 53:9;2O SHexCer 

PC 38:6|PC 16:0_22:6 PC  SHexCer 55:9;2O SHexCer 

PC 38:6|PC 18:2_20:4 PC  SL 31:3;O SL 

PC 38:7|PC 16:1_22:6 PC  SL 32:7;O SL 

PC 38:7|PC 18:2_20:5 PC  SL 49:7;2O SL 

PC 39:4 PC  SL 51:8;2O SL 

PC 39:6|PC 17:0_22:6 PC  SL 53:6;O|SL 19:2;O/34:4 SL 

PC 39:8 PC  SL 53:9;2O SL 

PC 40:0 PC  SL 55:9;2O SL 

PC 40:1 PC  SL 57:7;2O SL 

PC 40:2|PC 20:1_20:1 PC  SL 57:9;2O SL 

PC 40:3 PC  SM 30:1;2O|SM 18:1;2O/12:0 SM 

PC 40:4|PC 18:0_22:4 PC  SM 31:1;2O|SM 17:1;2O/14:0 SM 

PC 40:5|PC 18:0_22:5 PC  SM 32:0;2O SM 

PC 40:6|PC 18:0_22:6 PC  SM 32:1;2O|SM 16:1;2O/16:0 SM 



 
 

Lipid Name Class Lipid Name Class 

PC 40:6|PC 20:3_20:3 PC  SM 32:1;2O|SM 18:1;2O/14:0 SM 

PC 40:7 PC  SM 32:1;3O SM 

PC 40:7|PC 18:1_22:6 PC  SM 32:2;2O|SM 18:2;2O/14:0 SM 

PC 40:8 PC  SM 33:0;2O SM 

PC 40:8|PC 20:4_20:4 PC  SM 33:0;2O|SM 19:0;2O/14:0 SM 

PC 40:9 PC  SM 33:1;2O|SM 17:1;2O/16:0 SM 

PC 42:0 PC  SM 34:0;2O SM 

PC 42:1 PC  SM 34:0;3O SM 

PC 42:10|PC 20:4_22:6 PC  SM 34:1;2O SM 

PC 42:10|PC 21:5_21:5 PC  SM 34:1;2O|SM 18:1;2O/16:0 SM 

PC 42:2 PC  SM 34:1;3O SM 

PC 42:3|PC 16:0_26:3 PC  SM 34:2;2O SM 

PC 42:4|PC 16:0_26:4 PC  SM 34:2;2O|SM 16:1;2O/18:1 SM 

PC 42:5 PC  SM 34:2;2O|SM 18:2;2O/16:0 SM 

PC 42:6 PC  SM 35:0;3O SM 

PC 42:7|PC 20:1_22:6 PC  SM 35:1;2O|SM 17:1;2O/18:0 SM 

PC 42:8|PC 20:4_22:4 PC  SM 35:2;2O|SM 18:2;2O/17:0 SM 

PC 42:9 PC  SM 35:2;3O SM 

PC 44:0 PC  SM 35:3;3O SM 

PC 44:1 PC  SM 36:0;2O|SM 14:0;2O/22:0 SM 

PC 44:1|PC 26:0_18:1 PC  SM 36:1;2O SM 

PC 44:11 PC  SM 36:1;2O|SM 18:1;2O/18:0 SM 

PC 44:2 PC  SM 36:1;3O SM 

PC 44:3 PC  SM 36:2;2O SM 

PC 44:4 PC  SM 36:2;2O|SM 18:2;2O/18:0 SM 

PC 46:3 PC  SM 36:3;2O SM 

PC 46:5 PC  SM 36:3;2O|SM 18:2;2O/18:1 SM 

PC 48:9 PC  SM 37:0;3O SM 

PC 49:10 PC  SM 37:1;3O SM 

PC O-22:5 EtherOxPC SM 37:4;3O SM 

PC O-30:0 EtherPC  SM 38:0;2O SM 

PC O-30:1 EtherPC  SM 38:1;2O|SM 18:1;2O/20:0 SM 

PC O-31:0 EtherPC  SM 38:2;2O SM 

PC O-31:1 EtherPC  SM 38:3;2O|SM 14:1;2O/24:2 SM 

PC O-32:0 EtherPC  SM 38:3;3O SM 

PC O-32:1 EtherPC  SM 38:5;3O SM 

PC O-32:2 EtherPC  SM 38:6;2O|SM 20:1;2O/18:5 SM 

PC O-33:0 EtherPC  SM 38:7;2O SM 

PC O-33:3 EtherPC  SM 38:7;3O SM 

PC O-34:0 EtherPC  SM 39:0;2O SM 

PC O-34:1 EtherPC  SM 39:1;2O|SM 16:1;2O/23:0 SM 

PC O-34:2 EtherPC  SM 39:2;2O|SM 20:1;2O/19:1 SM 

PC O-34:3 EtherPC  SM 39:4;3O SM 

PC O-35:1 EtherPC  SM 39:9;3O SM 

PC O-35:2 EtherPC  SM 40:0;2O SM 

PC O-35:3 EtherPC  SM 40:0;3O SM 

PC O-35:6 EtherPC  SM 40:1;2O SM 



 
 

Lipid Name Class Lipid Name Class 

PC O-35:8 EtherPC  SM 40:1;2O|SM 16:1;2O/24:0 SM 

PC O-36:0 EtherPC  SM 40:1;3O SM 

PC O-36:1 EtherPC  SM 40:2;2O|SM 16:1;2O/24:1 SM 

PC O-36:2 EtherPC  SM 40:2;3O SM 

PC O-36:3 EtherPC  SM 40:3;2O|SM 16:1;2O/24:2 SM 

PC O-36:4 EtherPC  SM 40:3;3O SM 

PC O-36:5 EtherPC  SM 40:6;3O SM 

PC O-36:6 EtherPC  SM 40:7;3O SM 

PC O-36:8|PC O-16:4_20:4 EtherPC  SM 40:8;2O SM 

PC O-37:0 EtherPC  SM 40:8;3O SM 

PC O-37:1 EtherPC  SM 40:9;2O SM 

PC O-37:10 EtherPC  SM 40:9;3O SM 

PC O-37:2 EtherPC  SM 41:1;2O|SM 18:1;2O/23:0 SM 

PC O-37:8 EtherPC  SM 41:1;3O SM 

PC O-37:9 EtherPC  SM 41:2;2O|SM 17:1;2O/24:1 SM 

PC O-38:0 EtherPC  SM 41:2;3O SM 

PC O-38:1 EtherPC  SM 41:3;2O|SM 15:2;2O/26:1 SM 

PC O-38:2 EtherPC  SM 41:3;3O SM 

PC O-38:3 EtherPC  SM 41:4;3O SM 

PC O-38:4 EtherPC  SM 41:7;3O SM 

PC O-38:5 EtherPC  SM 41:9;2O SM 

PC O-38:6 EtherPC  SM 41:9;2O|SM 15:3;2O/26:6 SM 

PC O-38:7 EtherPC  SM 42:0;2O SM 

PC O-38:8 EtherPC  SM 42:0;3O SM 

PC O-38:9 EtherPC  SM 42:1;2O|SM 18:1;2O/24:0 SM 

PC O-39:1 EtherPC  SM 42:1;3O SM 

PC O-39:10 EtherPC  SM 42:2;2O|SM 18:1;2O/24:1 SM 

PC O-39:3 EtherPC  SM 42:2;2O|SM 25:1;2O/17:1 SM 

PC O-39:4 EtherPC  SM 42:2;3O SM 

PC O-39:7 EtherPC  SM 42:3;2O|SM 16:2;2O/26:1 SM 

PC O-39:8 EtherPC  SM 42:3;2O|SM 18:2;2O/24:1 SM 

PC O-39:9 EtherPC  SM 42:3;3O SM 

PC O-40:1 EtherPC  SM 42:4;2O|SM 18:2;2O/24:2 SM 

PC O-40:11 EtherPC  SM 42:4;3O SM 

PC O-40:2 EtherPC  SM 42:5;2O|SM 26:3;2O/16:2 SM 

PC O-40:3 EtherPC  SM 42:6;3O SM 

PC O-40:4 EtherPC  SM 42:7;2O SM 

PC O-40:5 EtherPC  SM 42:8;3O SM 

PC O-40:6 EtherPC  SM 42:9;3O SM 

PC O-40:7 EtherPC  SM 43:0;2O SM 

PC O-40:8 EtherPC  SM 43:1;2O|SM 18:1;2O/25:0 SM 

PC O-40:9 EtherPC  SM 43:2;2O|SM 19:1;2O/24:1 SM 

PC O-41:10 EtherPC  SM 43:4;3O SM 

PC O-41:3 EtherPC  SM 43:5;3O SM 

PC O-41:4 EtherPC  SM 43:7;2O SM 

PC O-41:5 EtherPC  SM 44:1;2O SM 

PC O-41:8 EtherPC  SM 44:1;2O|SM 18:1;2O/26:0 SM 
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PC O-41:9 EtherPC  SM 44:1;3O SM 

PC O-42:1 EtherPC  SM 44:2;2O|SM 18:1;2O/26:1 SM 

PC O-42:2 EtherPC  SM 44:3;2O|SM 18:2;2O/26:1 SM 

PC O-42:3 EtherPC  SM 44:3;3O SM 

PC O-42:4 EtherPC  SM 44:4;3O SM 

PC O-42:5 EtherPC  SM 45:2;3O SM 

PC O-42:6 EtherPC  SM 45:3;3O SM 

PC O-42:7 EtherPC  SM 45:4;3O SM 

PC O-43:10 EtherPC  SM 45:6;2O SM 

PC O-44:2 EtherPC  SM 46:3;2O SM 

PC O-44:3 EtherPC  SM 46:4;3O SM 

PC O-44:4 EtherPC  SM 46:8;3O SM 

PC O-44:5 EtherPC  SM 46:9;3O SM 

PC O-44:6 EtherPC  SM 47:1;3O SM 

PC O-44:7 EtherPC  SM 47:2;3O SM 

PC O-44:8 EtherPC  SM 47:4;2O SM 

PC O-46:10 EtherPC  SM 48:8;2O SM 

PC O-46:5 EtherPC  SM 48:8;3O SM 

PC O-46:6 EtherPC  SM 49:9;2O SM 

PC O-46:7 EtherPC  SM 50:9;3O SM 

PC O-46:8 EtherPC  SM 51:9;3O SM 

PC O-46:9 EtherPC  SM 58:3;3O SM 

PC O-48:10 EtherPC  SM 60:3;3O SM 

PC O-48:9 EtherPC  ST 27:0;O ST 

PC O-50:9 EtherPC  ST 27:1;O ST 

PE 19:1 PE  ST 27:1;O;S SSulfate 

PE 23:4 PE  ST 28:1;O;S SSulfate 

PE 30:0|PE 14:0_16:0 PE  TG 38:0;1O|TG 9:0_19:0_10:0;1O OxTG 

PE 32:0|PE 16:0_16:0 PE  TG 38:1;1O|TG 10:0_19:1_9:0;1O OxTG 

PE 32:1|PE 16:0_16:1 PE  TG 49:3;3O|TG 15:0_18:2_16:1;3O OxTG 

PE 32:2|PE 14:0_18:2 PE  TG 50:3|TG 16:0_16:1_18:2 TG 

PE 33:1|PE 15:0_18:1 PE  TG 50:4|TG 16:1_16:1_18:2 TG 

PE 34:0|PE 16:0_18:0 PE  TG 52:2;1O|TG 16:0_18:1_18:1;1O OxTG 

PE 34:1|PE 16:0_18:1 PE  TG 52:2|TG 16:0_18:1_18:1 TG 

PE 34:2|PE 16:0_18:2 PE  TG 52:3;1O|TG 16:0_18:1_18:2;1O OxTG 

PE 34:3|PE 16:0_18:3 PE  TG 52:3|TG 16:0_18:1_18:2 TG 

PE 34:3|PE 16:1_18:2 PE  TG 52:4;1O|TG 16:0_18:2_18:2;1O OxTG 

PE 34:4|PE 14:0_20:4 PE  TG 52:4;2O|TG 16:0_18:3_18:1;2O OxTG 

PE 35:1|PE 17:0_18:1 PE  TG 52:4|TG 16:0_18:2_18:2 TG 

PE 35:2|PE 17:0_18:2 PE  TG 52:5|TG 16:1_18:2_18:2 TG 

PE 35:4|PE 15:0_20:4 PE  TG 52:6|TG 14:0_16:0_22:6 TG 

PE 36:0|PE 18:0_18:0 PE  TG 52:6|TG 16:1_18:2_18:3 TG 

PE 36:1;2O|PE 18:1_18:0;2O OxPE  TG 54:4|TG 18:1_18:1_18:2 TG 

PE 36:1;3O|PE 18:1_18:0;3O OxPE  TG 54:5|TG 18:1_18:2_18:2 TG 

PE 36:1|PE 18:0_18:1 PE  TG 54:6|TG 18:2_18:2_18:2 TG 

PE 36:2;2O|PE 18:2_18:0;2O OxPE  TG 54:7|TG 18:2_18:2_18:3 TG 

PE 36:2;O|PE 18:1_18:1;O OxPE  TG 54:8|TG 14:0_18:2_22:6 TG 
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PE 36:2|PE 18:1_18:1 PE  TG 56:4|TG 18:1_20:1_18:2 TG 

PE 36:3|PE 18:1_18:2 PE  TG 56:5|TG 18:0_18:1_20:4 TG 

PE 36:4|PE 16:0_20:4 PE  TG 56:6|TG 18:1_18:1_20:4 TG 

PE 36:4|PE 18:2_18:2 PE  TG 56:7;1O|TG 16:0_18:1_22:6;1O OxTG 

PE 36:5|PE 16:0_20:5 PE  TG 56:7|TG 16:0_18:1_22:6 TG 

PE 36:5|PE 16:1_20:4 PE  TG 56:8;1O|TG 16:0_18:2_22:6;1O OxTG 

PE 36:5|PE 18:2_18:3 PE  TG 56:8|TG 16:0_18:2_22:6 TG 

PE 37:4|PE 17:0_20:4 PE  TG 56:9|TG 16:1_18:2_22:6 TG 

PE 37:5;2O|PE 20:4_17:1;2O OxPE  TG 58:10|TG 18:2_20:4_20:4 TG 

PE 38:1|PE 18:0_20:1 PE  TG 58:11|TG 18:2_18:3_22:6 TG 

PE 38:2|PE 18:0_20:2 PE  TG 58:11|TG 18:2_20:4_20:5 TG 

PE 38:2|PE 18:1_20:1 PE  TG 58:6|TG 16:0_18:1_24:5 TG 

PE 38:3 PE  TG 58:7|TG 16:0_18:1_24:6 TG 

PE 38:3;2O|PE 20:3_18:0;2O OxPE  TG 58:7|TG 18:1_18:1_22:5 TG 

PE 38:3|PE 18:0_20:3 PE  TG 58:8|TG 18:1_18:1_22:6 TG 

PE 38:3|PE 18:1_20:2 PE  TG 58:9;1O|TG 18:1_18:2_22:6;1O OxTG 

PE 38:4 PE  TG 58:9|TG 18:1_18:2_22:6 TG 

PE 38:4;2O|PE 20:4_18:0;2O OxPE  TG 60:10;4O|TG 19:2_19:2_22:6;4O OxTG 

PE 38:4|PE 16:0_22:4 PE  TG 60:10|TG 18:0_20:4_22:6 TG 

PE 38:4|PE 18:0_20:4 PE  TG 60:11|TG 18:1_20:4_22:6 TG 

PE 38:4|PE 18:1_20:3 PE  TG 60:12|TG 16:0_22:6_22:6 TG 

PE 38:5 PE  TG 60:13|TG 18:2_20:5_22:6 TG 

PE 38:5;O|PE 20:4_18:1;O OxPE  TG 60:8|TG 18:1_20:3_22:4 TG 

PE 38:5|PE 18:1_20:4 PE  TG 60:9|TG 18:0_20:4_22:5 TG 

PE 38:6 PE  TG 62:11|TG 18:1_22:4_22:6 TG 

PE 38:6|PE 16:0_22:6 PE  TG 62:12|TG 18:1_22:5_22:6 TG 

PE 38:6|PE 18:2_20:4 PE  TG 62:13|TG 18:1_22:6_22:6 TG 

PE 38:7 PE  VAE 25:1 VAE 

PE 38:7|PE 16:1_22:6 PE    
 

 

Metabolite and Lipid Name Class  Metabolite and Lipid Name Class 

1-Methylguanine Purines and derivatives PC O-38:2 EtherPC 

2-Piperidinone Piperidinones PC O-38:3 EtherPC 

3-Indolepropionic acid Indoles and derivatives PC O-38:4 EtherPC 

4-Hydroxybenzoic acid Benzoic acids and derivatives PC O-38:5 EtherPC 

6-Hydroxypurine Purines and derivatives PC O-38:6 EtherPC 

7-Methylxanthine Purines and derivatives PC O-39:10 EtherPC 

Adenine Purines and derivatives PC O-40:1 EtherPC 

Adenosine Purine nucleotides  PC O-40:3 EtherPC 

Alpha-ketoisovaleric acid Keto acids and derivatives PC O-40:5 EtherPC 

Capric acid Fatty acids and conjugates  PC O-40:6 EtherPC 

Cholesterol sulfate Steroids  PC O-40:7 EtherPC 

Creatine Amino acids and derivatives PC O-42:3 EtherPC 

Creatinine Amino acids and derivatives PC O-42:4 EtherPC 

Inosine Purines and derivatives PC O-42:5 EtherPC 
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L-Acetylcarnitine Fatty acid esters PC O-42:6 EtherPC

L-Carnitine Organonitrogen compounds PC O-44:5 EtherPC 

Leucinic acid Fatty acids and conjugates  PC O-44:6 EtherPC 

L-Isoleucine Amino acids and derivatives PE 30:0|PE 14:0_16:0 PE 

L-Leucine Amino acids and derivatives PE 32:0|PE 16:0_16:0 PE 

L-Methionine Amino acids and derivatives PE 32:1|PE 16:0_16:1 PE 

L-Phenylalanine Amino acids and derivatives PE 33:1|PE 15:0_18:1 PE 

L-Proline Amino acids and derivatives PE 34:0|PE 16:0_18:0 PE 

L-Tryptophan Amino acids and derivatives PE 34:1|PE 16:0_18:1 PE 

L-Tyrosine Amino acids and derivatives PE 34:2|PE 16:0_18:2 PE 

L-Valine Amino acids and derivatives PE 34:3|PE 16:0_18:3 PE 

N-Acetyl-L-phenylalanine Amino acids and derivatives PE 34:3|PE 16:1_18:2 PE 

Niacinamide Pyridines and derivatives  PE 35:1|PE 17:0_18:1 PE 

N-Methylnicotinamide Pyridines and derivatives  PE 36:1;2O|PE 18:1_18:0;2O OxPE 

Pyrrolidonecarboxylic acid Amino acids and derivatives PE 36:1|PE 18:0_18:1 PE 

Sphinganine Organonitrogen compounds PE 36:2|PE 18:1_18:1 PE 

Succinylacetone Keto acids and derivatives PE 36:3|PE 18:1_18:2 PE 

Taurine Sulfate and sulfonates PE 36:4|PE 16:0_20:4 PE 

Trigonelline Alkaloids and derivatives  PE 36:4|PE 18:2_18:2 PE 

Uridine Pyrimidine nucleotides PE 38:1|PE 18:0_20:1 PE 

Urea Ureas  PE 38:2|PE 18:1_20:1 PE 

BA 24:1;O4;G;S BASulfate  PE 38:3|PE 18:0_20:3 PE 

CAR 11:0 CAR  PE 38:4 PE 

CAR 16:0 CAR  PE 38:4|PE 18:0_20:4 PE 

CE 18:2 CE  PE 38:4|PE 18:1_20:3 PE 

CE 18:3 CE  PE 38:5|PE 18:1_20:4 PE 

CE 20:3 CE  PE 38:6|PE 16:0_22:6 PE 

CE 20:4 CE  PE 39:5;O|PE 22:4_17:1;O OxPE 

CE 20:5 CE  PE 40:4|PE 18:0_22:4 PE 

CE 22:6 CE  PE 40:5|PE 18:1_22:4 PE 

Cer 34:1;2O|Cer 18:1;2O/16:0 Cer_NS  PE 40:6|PE 18:1_22:5 PE 

Cer 35:1;4O|Cer 18:0;3O/17:1;(2OH) Cer_AP  PE O-32:1|PE O-16:1_16:0 EtherPE 

Cer 37:1;4O|Cer 20:0;3O/17:1;(2OH) Cer_AP  PE O-34:1|PE O-18:1_16:0 EtherPE 

Cer 42:1;2O|Cer 18:1;2O/24:0 Cer_NS  PE O-34:2|PE O-16:1_18:1 EtherPE 

Cer 42:2;2O|Cer 18:1;2O/24:1 Cer_NS  PE O-34:3|PE O-16:1_18:2 EtherPE 

Cer 42:3;2O|Cer 18:1;2O/24:2 Cer_NS  PE O-35:2|PE O-17:1_18:1 EtherPE 

DG 38:4|DG 18:0_20:4 DG  PE O-36:2|PE O-18:1_18:1 EtherPE 

DGGA 36:2|DGGA 18:1_18:1 DGGA  PE O-36:3|PE O-18:2_18:1 EtherPE 

FA 18:2 FA  PE O-36:4|PE O-16:1_20:3 EtherPE 

FA 18:3 FA  PE O-36:5|PE O-16:1_20:4 EtherPE 

FA 20:3 FA  PE O-36:6|PE O-16:1_20:5 EtherPE 

FA 20:4 FA  PE O-37:5|PE O-17:1_20:4 EtherPE 

FA 20:5 FA  PE O-38:5|PE O-16:1_22:4 EtherPE 

FA 22:4 FA  PE O-38:5|PE O-18:1_20:4 EtherPE 

FA 22:5 FA  PE O-38:6|PE O-18:2_20:4 EtherPE 

FA 22:6 FA  PE O-38:7|PE O-16:1_22:6 EtherPE 

Hex2Cer 33:1;2O|Hex2Cer 17:1;2O/16:0 Hex2Cer  PE O-38:7|PE O-18:2_20:5 EtherPE 
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Hex2Cer 34:1;2O Hex2Cer PE O-39:7|PE O-17:1_22:6 EtherPE

Hex2Cer 34:1;2O|Hex2Cer 18:1;2O/16:0 Hex2Cer  PE O-40:2|PE O-22:1_18:1 EtherPE 

Hex2Cer 40:1;2O|Hex2Cer 18:1;2O/22:0 Hex2Cer  PE O-40:4|PE O-22:2_18:2 EtherPE 

Hex2Cer 42:1;2O|Hex2Cer 18:1;2O/24:0 Hex2Cer  PE O-40:5|PE O-18:1_22:4 EtherPE 

Hex2Cer 42:2;2O|Hex2Cer 18:1;2O/24:1 Hex2Cer  PE O-40:7|PE O-18:1_22:6 EtherPE 

Hex2Cer 42:3;2O|Hex2Cer 18:1;2O/24:2 Hex2Cer  PE O-40:8|PE O-18:2_22:6 EtherPE 

Hex2Cer 44:2;2O|Hex2Cer 18:1;2O/26:1 Hex2Cer  PE O-42:3|PE O-24:2_18:1 EtherPE 

HexCer 43:2;4O HexCer_AP PE O-42:4|PE O-24:2_18:2 EtherPE 

LPC 16:0 LPC  PE O-42:6|PE O-22:2_20:4 EtherPE 

LPC 16:0/0:0 LPC  PE O-42:7|PE O-20:1_22:6 EtherPE 

LPC 16:1/0:0 LPC  PE O-42:7|PE O-22:3_20:4 EtherPE 

LPC 17:0/0:0 LPC  PE O-42:8|PE O-20:2_22:6 EtherPE 

LPC 18:0 LPC  PE O-44:6|PE O-24:2_20:4 EtherPE 

LPC 18:0/0:0 LPC  PE O-44:8|PE O-22:2_22:6 EtherPE 

LPC 18:1 LPC  PE O-46:8|PE O-24:2_22:6 EtherPE 

LPC 18:1/0:0 LPC  PE P-34:1|PE P-16:0_18:1 EtherPE 

LPC 18:2 LPC  PE P-34:2|PE P-16:0_18:2 EtherPE 

LPC 20:1 LPC  PE P-36:1|PE P-18:0_18:1 EtherPE 

LPC 20:1/0:0 LPC  PE P-36:3|PE P-18:1_18:2 EtherPE 

LPC 20:4 LPC  PE P-36:4|PE P-16:0_20:4 EtherPE 

LPC O-16:0 EtherLPC  PE P-38:2|PE P-20:1_18:1 EtherPE 

LPC O-16:1 EtherLPC  PE P-38:4|PE P-16:0_22:4 EtherPE 

LPC O-18:0 EtherLPC  PE P-38:4|PE P-16:1_22:3 EtherPE 

LPC O-18:1 EtherLPC  PE P-38:5|PE P-18:1_20:4 EtherPE 

LPE 16:0 LPE  PE P-38:6|PE P-16:0_22:6 EtherPE 

LPE 18:0 LPE  PE P-40:4|PE P-18:0_22:4 EtherPE 

LPE 18:1 LPE  PE P-40:5|PE P-18:0_22:5 EtherPE 

LPE 18:2 LPE  PE P-40:6|PE P-18:0_22:6 EtherPE 

LPE 20:4 LPE  PE P-40:6|PE P-18:1_22:5 EtherPE 

LPE 22:6 LPE  PE P-40:7|PE P-18:1_22:6 EtherPE 

LPE O-16:1 EtherLPE  PE P-42:3|PE P-24:1_18:2 EtherPE 

LPE O-18:1 EtherLPE  PE P-42:4|PE P-22:0_20:4 EtherPE 

LPE O-18:2 EtherLPE  PE P-42:5|PE P-22:1_20:4 EtherPE 

LPE-N (FA)36:1|LPE-N (FA 18:0)18:1 LNAPE  PE P-44:5|PE P-24:1_20:4 EtherPE 

LPS 18:0 LPS  PE P-44:6|PE P-24:2_20:4 EtherPE 

PC 28:0|PC 14:0_14:0 PC  PI 34:2 PI 

PC 29:0 PC  PI 36:1|PI 18:0_18:1 PI 

PC 31:0|PC 15:0_16:0 PC  PI 36:2|PI 18:0_18:2 PI 

PC 32:0|PC 16:0_16:0 PC  PI 38:3|PI 18:0_20:3 PI 

PC 32:1|PC 16:0_16:1 PC  PI 38:4 PI 

PC 33:0|PC 16:0_17:0 PC  PI 38:4|PI 18:0_20:4 PI 

PC 33:2|PC 15:0_18:2 PC  PI-Cer 40:1;2O PI_Cer 

PC 34:0|PC 16:0_18:0 PC  PS 34:1|PS 16:0_18:1 PS 

PC 34:1|PC 16:0_18:1 PC  PS 36:1|PS 18:0_18:1 PS 

PC 34:2|PC 16:0_18:2 PC  PS 36:2|PS 18:1_18:1 PS 

PC 34:3|PC 16:0_18:3 PC  PS 40:6|PS 18:0_22:6 PS 

PC 34:3|PC 16:1_18:2 PC  PS O-37:1|PS O-19:0_18:1 EtherPS 



 
 

Metabolite and Lipid Name Class Metabolite and Lipid Name Class

PC 35:1|PC 17:0_18:1 PC PS O-37:2|PS O-19:0_18:2 EtherPS

PC 35:2|PC 17:0_18:2 PC  PS O-41:4|PS O-19:0_22:4 EtherPS 

PC 35:3 PC  SHexCer 38:3;3O SHexCer 

PC 36:0|PC 18:0_18:0 PC  SHexCer 40:0;2O SHexCer 

PC 36:1|PC 18:0_18:1 PC  SM 32:1;3O SM 

PC 36:2|PC 18:1_18:1 PC  SM 33:0;2O|SM 19:0;2O/14:0 SM 

PC 36:3|PC 18:1_18:2 PC  SM 34:0;3O SM 

PC 36:4|PC 16:0_20:4 PC  SM 34:1;2O|SM 18:1;2O/16:0 SM 

PC 36:4|PC 18:2_18:2 PC  SM 34:1;3O SM 

PC 36:5|PC 16:0_20:5 PC  SM 34:2;2O|SM 18:2;2O/16:0 SM 

PC 36:5|PC 18:2_18:3 PC  SM 35:3;3O SM 

PC 38:1 PC  SM 36:1;2O|SM 18:1;2O/18:0 SM 

PC 38:4|PC 18:0_20:4 PC  SM 36:1;3O SM 

PC 38:5|PC 18:1_20:4 PC  SM 40:0;2O SM 

PC 38:6|PC 16:0_22:6 PC  SM 40:0;3O SM 

PC 38:6|PC 18:2_20:4 PC  SM 40:1;3O SM 

PC 40:8 PC  SM 42:0;2O SM 

PC O-30:0 EtherPC  SM 42:0;3O SM 

PC O-30:1 EtherPC  SM 42:1;2O|SM 18:1;2O/24:0 SM 

PC O-31:0 EtherPC  SM 42:1;3O SM 

PC O-31:1 EtherPC  SM 42:2;2O|SM 18:1;2O/24:1 SM 

PC O-32:0 EtherPC  SM 43:0;2O SM 

PC O-32:1 EtherPC  SM 43:1;2O|SM 18:1;2O/25:0 SM 

PC O-33:0 EtherPC  SM 43:4;3O SM 

PC O-34:0 EtherPC  SM 44:1;3O SM 

PC O-34:1 EtherPC  ST 27:1;O ST 

PC O-34:2 EtherPC  ST 27:1;O;S SSulfate 

PC O-34:3 EtherPC  TG 52:2;1O|TG 16:0_18:1_18:1;1O OxTG 

PC O-36:0 EtherPC  TG 52:3;1O|TG 16:0_18:1_18:2;1O OxTG 

PC O-36:1 EtherPC  TG 52:3|TG 16:0_18:1_18:2 TG 

PC O-36:2 EtherPC  TG 52:4|TG 16:0_18:2_18:2 TG 

PC O-36:3 EtherPC  TG 54:4|TG 18:1_18:1_18:2 TG 

PC O-36:4 EtherPC  TG 54:5|TG 18:1_18:2_18:2 TG 

PC O-36:5 EtherPC  TG 54:6|TG 18:2_18:2_18:2 TG 

PC O-37:10 EtherPC  TG 54:7|TG 18:2_18:2_18:3 TG 

PC O-37:8 EtherPC  TG 58:8|TG 18:1_18:1_22:6 TG 

PC O-38:0 EtherPC  TG 58:9|TG 18:1_18:2_22:6 TG 

PC O-38:1 EtherPC  VAE 25:1 VAE 

 

 

Metabolite and Lipid name Class  Metabolite and Lipid Name Class 

9-Trans-Palmitelaidic acid Long-chain fatty acids PC 40:6|PC 20:3_20:3 PC 

Adenosine Purine nucleosides PC 42:0 PC 

Ala-Leu Peptides  PC 42:0|PC 15:0_27:0 PC 

cyclo(tyrosyl-prolyl) Alpha amino acids PC 42:5 PC 

PC 36:2 PC  PC 43:9 PC 



 
 

Metabolite and Lipid name Class Metabolite and Lipid Name Class

PC 36:3 PC PC 44:2 PC

PC 36:4 PC  PC O-29:1 EtherPC 

2'-O-Methyladenosine Purine nucleosides PC O-31:0 EtherPC 

5-(2-oxohexahydro-1H-thieno[3,4-d]imidazol-4-
yl)pentanoic acid 

Biotin and derivatives PC O-31:1 EtherPC 

5'-Deoxy-5'-Methylthioadenosine 5'-deoxy-5'-thionucleosides PC O-31:6 EtherPC 

CORTISOL 21-hydroxysteroids PC O-33:2 EtherPC 

Decaethylene glycol Polyethylene glycols PC O-33:3 EtherPC 

Isopentenyladenine 6-alkylaminopurines 
PC O-34:2;1O|PC O-
17:0_17:2;1O 

EtherOxPC 

LPC 18:1 LPC  PC O-35:3 EtherPC 

LPC 18:2 LPC  PC O-36:7 EtherPC 

LysoPC(0:0/18:0) LPC  PC O-37:1|PC O-19:0_18:1 EtherPC 

N-ACETYLGLUCOSAMINE N-acyl-alpha-hexosamines PC O-37:10 EtherPC 

Palmitoylcarnitine cation Acyl carnitines PC O-37:3 EtherPC 

Stearoyl-L-Carnitine Acyl carnitines PC O-38:8 EtherPC 

Thymidine 
Pyrimidine 2'-
deoxyribonucleosides 

PC O-40:7 EtherPC 

AAHFA 18:0;O|AAHFA 7:0/11:0;O FAHFA  PC O-40:8 EtherPC 

AAHFA 20:0;O|AAHFA 11:0/9:0;O FAHFA  PC O-42:4 EtherPC 

BMP 36:2|BMP 18:1_18:1 BMP  PC O-42:5 EtherPC 

CAR 20:0 CAR  PC O-44:6 EtherPC 

CE 18:2 CE  PE 14:0|PE 7:0_7:0 PE 

Cer 24:2;4O|Cer 15:2;3O/9:0;(2OH) Cer_AP  PE 28:0|PE 13:0_15:0 PE 

Cer 27:2;2O|Cer 13:2;2O/14:0 Cer_NS  PE 29:0|PE 13:0_16:0 PE 

Cer 31:4;4O Cer_AP  PE 30:0|PE 14:0_16:0 PE 

Cer 32:1;2O|Cer 18:1;2O/14:0 Cer_NS  PE 30:0|PE 15:0_15:0 PE 

Cer 32:7;4O|Cer 12:2;3O/20:5;(2OH) Cer_AP  PE 31:0|PE 15:0_16:0 PE 

Cer 32:7;4O|Cer 14:2;3O/18:5;(2OH) Cer_AP  PE 31:1|PE 15:0_16:1 PE 

Cer 33:1;4O|Cer 18:0;3O/15:1;(2OH) Cer_AP  PE 31:2|PE 13:0_18:2 PE 

Cer 34:0;3O|Cer 17:0;2O/17:0;O Cer_HDS  PE 32:0|PE 15:0_17:0 PE 

Cer 34:0;4O|Cer 18:0;3O/16:0;(2OH) Cer_AP  PE 32:1|PE 16:0_16:1 PE 

Cer 34:1;2O|Cer 18:1;2O/16:0 Cer_NS  PE 32:2|PE 16:1_16:1 PE 

Cer 34:2;2O|Cer 18:2;2O/16:0 Cer_NS  PE 33:1|PE 15:0_18:1 PE 

Cer 34:2;3O|Cer 18:2;2O/16:0;O Cer_HS  PE 33:2|PE 15:0_18:2 PE 

Cer 35:1;2O|Cer 18:1;2O/17:0 Cer_NS  PE 34:0;2O|PE 16:0_18:0;2O OxPE 

Cer 35:1;4O|Cer 20:0;3O/15:1;(2OH) Cer_AP  PE 34:0|PE 16:0_18:0 PE 

Cer 36:0;4O|Cer 18:0;3O/18:0;(2OH) Cer_AP  PE 34:1|PE 16:0_18:1 PE 

Cer 36:1;2O|Cer 18:1;2O/18:0 Cer_NS  PE 34:2;O|PE 16:1_18:1;O OxPE 

Cer 36:5;4O Cer_AP  PE 34:2|PE 16:0_18:2 PE 

Cer 36:5;4O|Cer 18:0;3O/18:5;(2OH) Cer_AP  PE 34:2|PE 16:1_18:1 PE 

Cer 37:1;4O|Cer 20:0;3O/17:1;(2OH) Cer_AP  PE 34:3|PE 16:0_18:3 PE 

Cer 38:0;2O|Cer 18:0;2O/20:0 Cer_NDS  PE 34:3|PE 16:1_18:2 PE 

Cer 38:0;4O Cer_AP  PE 35:1|PE 17:0_18:1 PE 

Cer 38:1;2O|Cer 18:1;2O/20:0 Cer_NS  PE 35:2|PE 17:0_18:2 PE 

Cer 39:1;4O|Cer 22:0;3O/17:1;(2OH) Cer_AP  PE 35:2|PE 17:1_18:1 PE 

Cer 40:0;2O|Cer 18:0;2O/22:0 Cer_NDS  PE 35:3|PE 15:0_20:3 PE 

Cer 40:1;3O|Cer 19:0;2O/21:1;O Cer_HDS  PE 35:4|PE 15:0_20:4 PE 



 
 

Metabolite and Lipid name Class Metabolite and Lipid Name Class

Cer 40:1;4O|Cer 18:1;3O/22:0;(2OH) Cer_AP PE 36:0;O|PE 18:0_18:0;O OxPE

Cer 41:0;2O|Cer 18:0;2O/23:0 Cer_NDS  PE 36:1;2O|PE 18:1_18:0;2O OxPE 

Cer 41:1;4O|Cer 22:0;3O/19:1;(2OH) Cer_AP  PE 36:1;O|PE 18:1_18:0;O OxPE 

Cer 42:0;2O|Cer 18:0;2O/24:0 Cer_NDS  PE 36:1|PE 18:0_18:1 PE 

Cer 42:1;2O|Cer 18:1;2O/24:0 Cer_NS  PE 36:2|PE 18:1_18:1 PE 

Cer 42:1;3O|Cer 18:1;2O/24:0;O Cer_HS  PE 36:3 PE 

Cer 42:1;4O|Cer 18:0;3O/24:1;(2OH) Cer_AP  PE 36:3|PE 18:1_18:2 PE 

Cer 42:1;4O|Cer 18:1;3O/24:0;(2OH) Cer_AP  PE 36:4|PE 16:0_20:4 PE 

Cer 42:2;2O|Cer 18:1;2O/24:1 Cer_NS  PE 36:4|PE 18:1_18:3 PE 

Cer 42:8;3O|Cer 18:2;2O/24:6;O Cer_HS  PE 36:4|PE 18:2_18:2 PE 

Cer 43:0;3O|Cer 18:0;2O/25:0;O Cer_HDS  PE 36:5|PE 16:0_20:5 PE 

Cer 43:0;4O|Cer 18:0;3O/25:0;(2OH) Cer_AP  PE 37:4;O|PE 20:3_17:1;O OxPE 

Cer 43:1;4O|Cer 18:0;3O/25:1;(2OH) Cer_AP  PE 37:4|PE 17:0_20:4 PE 

Cer 43:1;4O|Cer 26:1;3O/17:0;(2OH) Cer_AP  PE 38:1|PE 18:0_20:1 PE 

Cer 43:2;4O|Cer 26:1;3O/17:1;(2OH) Cer_AP  PE 38:2 PE 

Cer 43:3;4O|Cer 23:3;3O/20:0;(2OH) Cer_AP  PE 38:3;2O|PE 20:3_18:0;2O OxPE 

Cer 43:5;4O Cer_AP  PE 38:3|PE 18:0_20:3 PE 

Cer 44:0;4O|Cer 18:0;3O/26:0;(2OH) Cer_AP  PE 38:4|PE 18:0_20:4 PE 

Cer 44:0;4O|Cer 20:0;3O/24:0;(2OH) Cer_AP  PE 38:5;O|PE 18:2_20:3;O OxPE 

Cer 44:1;4O|Cer 18:0;3O/26:1;(2OH) Cer_AP  PE 38:5|PE 18:1_20:4 PE 

Cer 44:2;3O|Cer 18:1;2O/26:1;O Cer_HS  PE 38:6|PE 18:2_20:4 PE 

Cer 44:2;4O|Cer 27:1;3O/17:1;(2OH) Cer_AP  PE 39:5;O|PE 22:4_17:1;O OxPE 

Cer 45:0;4O|Cer 21:0;3O/24:0;(2OH) Cer_AP  PE 39:7;O|PE 22:6_17:1;O OxPE 

Cer 45:1;3O|Cer 21:0;2O/24:1;O Cer_HDS  PE 40:0|PE 20:0_20:0 PE 

Cer 45:2;4O|Cer 28:1;3O/17:1;(2OH) Cer_AP  PE 40:1|PE 22:0_18:1 PE 

Cer 46:0;4O|Cer 18:0;3O/28:0;(2OH) Cer_AP  PE 40:4 PE 

Cer 46:1;4O|Cer 18:1;3O/28:0;(2OH) Cer_AP  PE 40:4|PE 18:0_22:4 PE 

Cer 46:3;2O|Cer 18:1;2O/28:2 Cer_NS  PE 40:5|PE 18:1_22:4 PE 

Cer 47:9;4O|Cer 21:3;3O/26:6;(2OH) Cer_AP  PE 40:6;O|PE 20:3_20:3;O OxPE 

Cer 48:1;4O|Cer 18:0;3O/30:1;(2OH) Cer_AP  PE 40:6|PE 18:0_22:6 PE 

Cer 49:2;3O|Cer 18:1;2O/31:1;O Cer_HS  PE 40:6|PE 18:1_22:5 PE 

Cer 50:0;4O|Cer 20:0;3O/30:0;(2OH) Cer_AP  PE 40:7|PE 18:1_22:6 PE 

Cer 50:1;3O|Cer 18:0;2O/32:1;O Cer_HDS  PE 42:0|PE 20:0_22:0 PE 

Cer 50:1;3O|Cer 18:1;2O/32:0;O Cer_HS  PE 42:1 PE 

Cer 50:1;4O|Cer 18:0;3O/32:1;(2OH) Cer_AP  PE 42:2|PE 18:1_24:1 PE 

Cer 52:1;4O|Cer 18:0;3O/34:1;(2OH) Cer_AP  PE 42:7|PE 20:3_22:4 PE 

Cer 65:7;4O Cer_AP  PE 44:0|PE 22:0_22:0 PE 

CL 54:0|CL 12:0_14:0_14:0_14:0 CL  PE 44:2|PE 20:1_24:1 PE 

CL 66:5|CL 14:0_14:0_19:0_19:5 CL  PE 46:2;O|PE 18:2_28:0;O OxPE 

CL 68:2|CL 34:1_34:1 CL  PE 52:2|PE 18:1_34:1 PE 

CL 68:3|CL 17:0_17:0_16:1_18:2 CL  PE O-29:1|PE O-15:1_14:0 EtherPE 

CL 68:5|CL 15:0_15:0_18:0_20:5 CL  PE O-30:1|PE O-15:1_15:0 EtherPE 

CL 72:0|CL 15:0_16:0_16:0_25:0 CL  PE O-31:1|PE O-15:1_16:0 EtherPE 

CL 72:1|CL 18:0_18:0_18:0_18:1 CL  PE O-31:3|PE O-16:2_15:1 EtherPE 

CL 72:8|CL 36:4_36:4 CL  PE O-32:1|PE O-16:1_16:0 EtherPE 

CL 73:2|CL 17:0_24:0_16:1_16:1 CL  PE O-32:2|PE O-16:1_16:1 EtherPE 

CL 74:1|CL 16:0_16:0_26:0_16:1 CL  PE O-33:1|PE O-16:1_17:0 EtherPE 



 
 

Metabolite and Lipid name Class Metabolite and Lipid Name Class

CL 74:8|CL 18:1_18:1_18:1_20:5 CL PE O-33:2|PE O-17:1_16:1 EtherPE

CL 76:7|CL 18:1_18:1_18:1_22:4 CL  PE O-33:3|PE O-16:2_17:1 EtherPE 

CL 76:8|CL 16:0_18:1_22:3_20:4 CL  PE O-34:1|PE O-16:0_18:1 EtherPE 

CL 77:2|CL 15:0_26:0_18:1_18:1 CL  PE O-34:1|PE O-18:1_16:0 EtherPE 

CL 77:4|CL 16:0_24:0_18:1_19:3 CL  PE O-34:2|PE O-16:1_18:1 EtherPE 

CL 77:5|CL 15:0_28:0_16:1_18:4 CL  PE O-34:3|PE O-16:1_18:2 EtherPE 

CL 78:0|CL 16:0_18:0_18:0_26:0 CL  PE O-35:2|PE O-17:1_18:1 EtherPE 

CL 78:3|CL 24:0_18:1_18:1_18:1 CL  PE O-35:3|PE O-17:1_18:2 EtherPE 

CL 78:5|CL 24:0_18:1_18:2_18:2 CL  PE O-35:4|PE O-17:2_18:2 EtherPE 

CL 80:1|CL 18:0_18:0_26:0_18:1 CL  PE O-36:1|PE O-18:0_18:1 EtherPE 

CL 80:2|CL 16:0_28:0_18:1_18:1 CL  PE O-36:2|PE O-18:0_18:2 EtherPE 

CL 80:4|CL 28:0_16:1_18:1_18:2 CL  PE O-36:2|PE O-18:1_18:1 EtherPE 

CL 82:12|CL 20:3_20:3_20:3_22:3 CL  PE O-36:3|PE O-18:0_18:3 EtherPE 

CL 84:12|CL 24:0_20:4_20:4_20:4 CL  PE O-36:3|PE O-18:2_18:1 EtherPE 

CL 84:4|CL 18:0_28:0_18:1_20:3 CL  PE O-36:4|PE O-16:1_20:3 EtherPE 

CL 85:10|CL 28:0_17:2_20:4_20:4 CL  PE O-36:5|PE O-16:1_20:4 EtherPE 

CL 85:4|CL 17:0_18:0_28:0_22:4 CL  PE O-37:2|PE O-19:1_18:1 EtherPE 

CL 86:12|CL 26:0_20:4_20:4_20:4 CL  PE O-37:5|PE O-17:1_20:4 EtherPE 

CL 90:1|CL 24:0_24:0_24:0_18:1 CL  PE O-38:2|PE O-20:1_18:1 EtherPE 

CL 90:14|CL 28:0_18:2_22:6_22:6 CL  PE O-38:3|PE O-18:0_20:3 EtherPE 

CL 93:2|CL 24:0_24:0_27:0_18:2 CL  PE O-38:3|PE O-20:2_18:1 EtherPE 

CL 94:1|CL 26:0_26:0_26:0_16:1 CL  PE O-38:4|PE O-18:1_20:3 EtherPE 

CL 98:1|CL 28:0_28:0_28:0_14:1 CL  PE O-38:5|PE O-18:1_20:4 EtherPE 

DG 24:0|DG 12:0_12:0 DG  PE O-38:6|PE O-18:2_20:4 EtherPE 

DG 32:0|DG 15:0_17:0 DG  PE O-38:7|PE O-16:1_22:6 EtherPE 

DG 32:1|DG 14:0_18:1 DG  PE O-39:5|PE O-19:1_20:4 EtherPE 

DG 33:1|DG 15:0_18:1 DG  PE O-39:6|PE O-21:4_18:2 EtherPE 

DG 37:0|DG 15:0_22:0 DG  PE O-39:7|PE O-17:1_22:6 EtherPE 

DG 43:2|DG 18:1_25:1 DG  PE O-40:2|PE O-22:0_18:2 EtherPE 

DG 50:1|DG 32:0_18:1 DG  PE O-40:3|PE O-22:2_18:1 EtherPE 

DG 50:3|DG 16:1_34:2 DG  PE O-40:4|PE O-22:2_18:2 EtherPE 

DG 52:2|DG 16:1_36:1 DG  PE O-40:5|PE O-18:1_22:4 EtherPE 

FA 15:2 FA  PE O-40:5|PE O-20:1_20:4 EtherPE 

FA 15:3 FA  PE O-40:6|PE O-20:2_20:4 EtherPE 

FA 16:0;3O OxFA  PE O-40:7|PE O-18:1_22:6 EtherPE 

FA 16:2;3O OxFA  PE O-40:7|PE O-18:2_22:5 EtherPE 

FA 17:0;(2OH) OxFA  PE O-40:8|PE O-18:2_22:6 EtherPE 

FA 18:0;2O OxFA  PE O-42:3|PE O-24:2_18:1 EtherPE 

FA 18:0;3O OxFA  PE O-42:4|PE O-24:2_18:2 EtherPE 

FA 18:1 FA  PE O-42:5|PE O-24:3_18:2 EtherPE 

FA 18:1;3O OxFA  PE O-42:6|PE O-22:2_20:4 EtherPE 

FA 18:1;O OxFA  PE O-44:6|PE O-24:2_20:4 EtherPE 

FA 18:2 FA  PE O-46:6|PE O-24:2_22:4 EtherPE 

FA 18:2;3O OxFA  PE P-31:0|PE P-16:0_15:0 EtherPE 

FA 18:2;O OxFA  PE P-34:0|PE P-18:0_16:0 EtherPE 

FA 18:3 FA  PE P-38:4|PE P-16:0_22:4 EtherPE 

FA 18:3;O OxFA  PE P-39:4|PE P-17:0_22:4 EtherPE 



 
 

Metabolite and Lipid name Class Metabolite and Lipid Name Class

FA 19:1;2O OxFA PE P-42:6|PE P-20:1_22:5 EtherPE

FA 19:2 FA  PE P-42:7|PE P-20:1_22:6 EtherPE 

FA 19:3;O OxFA  PG 30:1|PG 14:0_16:1 PG 

FA 20:0;2O OxFA  PG 31:0|PG 15:0_16:0 PG 

FA 20:1 FA  PG 32:0|PG 16:0_16:0 PG 

FA 20:2 FA  PG 32:1|PG 16:0_16:1 PG 

FA 20:2;3O OxFA  PG 33:0|PG 16:0_17:0 PG 

FA 20:2;4O OxFA  PG 33:2|PG 15:0_18:2 PG 

FA 20:3 FA  PG 34:0|PG 16:0_18:0 PG 

FA 20:3;2O OxFA  PG 34:1|PG 16:0_18:1 PG 

FA 20:3;3O OxFA  PG 34:2|PG 16:0_18:2 PG 

FA 20:3;O OxFA  PG 34:2|PG 16:1_18:1 PG 

FA 20:4 FA  PG 34:3|PG 16:1_18:2 PG 

FA 20:4;2O OxFA  PG 35:2|PG 17:0_18:2 PG 

FA 20:4;3O OxFA  PG 36:0|PG 18:0_18:0 PG 

FA 20:4;4O OxFA  PG 36:1|PG 18:0_18:1 PG 

FA 20:4;O OxFA  PG 36:2|PG 18:1_18:1 PG 

FA 20:5 FA  PG 36:3|PG 18:1_18:2 PG 

FA 20:5;2O OxFA  PG 36:4|PG 16:0_20:4 PG 

FA 20:5;3O OxFA  PG 36:4|PG 18:2_18:2 PG 

FA 20:5;O OxFA  PG 38:2|PG 18:1_20:1 PG 

FA 21:2 FA  PG 38:3|PG 18:1_20:2 PG 

FA 21:4 FA  PG 40:3|PG 20:1_20:2 PG 

FA 22:1 FA  PG O-30:1|PG O-14:1_16:0 EtherPG 

FA 22:2 FA  PG O-32:1|PG O-16:1_16:0 EtherPG 

FA 22:3;2O OxFA  PG O-34:2|PG O-16:1_18:1 EtherPG 

FA 22:4 FA  PG O-34:3|PG O-16:1_18:2 EtherPG 

FA 22:4;2O OxFA  PG O-35:2|PG O-18:2_17:0 EtherPG 

FA 22:4;O OxFA  PG O-36:3|PG O-18:2_18:1 EtherPG 

FA 22:5;(2OH) OxFA  PG O-38:5|PG O-18:2_20:3 EtherPG 

FA 22:5;2O OxFA  PI 20:0 PI 

FA 22:5;3O OxFA  PI 36:1|PI 18:0_18:1 PI 

FA 22:5;O OxFA  PI 36:2 PI 

FA 22:6;(2OH) OxFA  PI 36:2|PI 18:1_18:1 PI 

FA 22:6;3O OxFA  PI 38:3|PI 18:0_20:3 PI 

FA 23:1 FA  PI 38:4|PI 18:0_20:4 PI 

FA 24:1 FA  PI 40:4 PI 

FA 24:3;O OxFA  PI 40:4|PI 18:0_22:4 PI 

FA 24:5 FA  PI 40:6 PI 

FA 26:1 FA  PI 47:11 PI 

FA 26:5 FA  PI 50:0|PI 16:0_34:0 PI 

FA 36:10 FA  PI-Cer 25:3;3O PI_Cer 

FAHFA 12:0;O|FAHFA 2:0/10:0;O FAHFA  PI-Cer 51:0;3O PI_Cer 

FAHFA 20:0;O|FAHFA 2:0/18:0;O FAHFA  PI-Cer 53:6;2O PI_Cer 

FAHFA 32:2;O|FAHFA 17:0/15:2;O FAHFA  PMeOH 38:4|PMeOH 
18:2_20:2 

PMeOH 

GM3 49:5;2O GM3  PS 36:1 PS 



 
 

Metabolite and Lipid name Class Metabolite and Lipid Name Class

Hex2Cer 32:1;2O|Hex2Cer 18:1;2O/14:0 Hex2Cer PS 36:1|PS 18:0_18:1 PS

Hex2Cer 35:1;2O|Hex2Cer 18:1;2O/17:0 Hex2Cer  PS 36:4|PS 18:2_18:2 PS 

Hex2Cer 42:2;2O Hex2Cer  PS 38:4|PS 12:0_26:4 PS 

HexCer 34:1;2O HexCer_NS PS 38:4|PS 18:0_20:4 PS 

HexCer 34:1;3O|HexCer 17:0;2O/17:1;O HexCer_HDS PS O-37:1|PS O-19:0_18:1 EtherPS 

HexCer 34:1;3O|HexCer 18:1;2O/16:0;O HexCer_HS SE 24:1;O4/17:4;O DCAE 

HexCer 35:0;2O|HexCer 18:0;2O/17:0 HexCer_NDS SE 24:1;O4/18:4;O DCAE 

HexCer 36:0;4O|HexCer 18:0;3O/18:0;(2OH) HexCer_AP SL 51:6;O|SL 15:0;O/36:6 SL 

HexCer 36:1;2O|HexCer 18:1;2O/18:0 HexCer_NS SM 31:1;2O|SM 17:1;2O/14:0 SM 

HexCer 38:1;3O|HexCer 21:1;2O/17:0;O HexCer_HS SM 33:6;3O SM 

HexCer 39:1;4O|HexCer 18:0;3O/21:1;(2OH) HexCer_AP SM 34:1;2O SM 

HexCer 40:0;2O HexCer_NDS SM 34:1;2O|SM 18:1;2O/16:0 SM 

HexCer 40:0;2O|HexCer 18:0;2O/22:0 HexCer_NDS SM 34:1;2O|SM 19:0;2O/15:1 SM 

HexCer 40:1;2O|HexCer 18:1;2O/22:0 HexCer_NS SM 34:2;3O SM 

HexCer 42:0;2O HexCer_NDS SM 34:3;3O SM 

HexCer 42:0;3O HexCer_HDS SM 35:2;3O SM 

HexCer 42:0;3O|HexCer 16:0;2O/26:0;O HexCer_HDS SM 36:4;3O SM 

HexCer 42:0;4O|HexCer 18:0;3O/24:0;(2OH) HexCer_AP SM 37:0;3O SM 

HexCer 42:1;4O|HexCer 18:0;3O/24:1;(2OH) HexCer_AP SM 37:1;3O SM 

HexCer 42:2;2O|HexCer 21:0;2O/21:2 HexCer_NDS SM 37:2;3O SM 

HexCer 42:2;3O|HexCer 18:1;2O/24:1;O HexCer_HS SM 37:8;3O SM 

HexCer 42:2;4O|HexCer 18:1;3O/24:1;(2OH) HexCer_AP SM 38:1;3O SM 

HexCer 43:0;4O HexCer_AP SM 38:3;2O SM 

HexCer 43:1;3O|HexCer 18:1;2O/25:0;O HexCer_HS SM 39:1;3O SM 

HexCer 43:1;4O HexCer_AP SM 40:3;2O SM 

HexCer 44:0;2O HexCer_NDS SM 41:1;3O SM 

HexCer 44:0;3O HexCer_HDS SM 42:0;3O SM 

HexCer 44:1;3O|HexCer 18:1;2O/26:0;O HexCer_HS SM 43:0;3O SM 

HexCer 44:1;4O HexCer_AP SM 43:2;2O|SM 18:1;2O/25:1 SM 

HexCer 44:1;4O|HexCer 18:0;3O/26:1;(2OH) HexCer_AP SM 44:2;3O SM 

HexCer 44:2;3O|HexCer 16:1;2O/28:1;O HexCer_HS ST 24:1;O3;S BASulfate 

HexCer 44:6;4O HexCer_AP ST 27:1;O ST 

HexCer 45:1;3O HexCer_HDS ST 27:1;O;S SSulfate 

HexCer 45:1;4O HexCer_AP ST 27:2;O ST 

HexCer 50:3;3O HexCer_HS ST 28:1;O ST 

HexCer 52:0;4O HexCer_AP ST 28:3;O ST 

HexCer 52:1;4O|HexCer 20:0;3O/32:1;(2OH) HexCer_AP TG 25:0|TG 8:0_8:0_9:0 TG 

HexCer 52:6;4O HexCer_AP TG 26:0|TG 8:0_8:0_10:0 TG 

HexCer 52:7;4O HexCer_AP TG 31:0|TG 9:0_10:0_12:0 TG 

LPC 16:1 LPC  TG 36:0|TG 12:0_12:0_12:0 TG 

LPC 17:0 LPC  TG 37:1|TG 10:0_10:0_17:1 TG 

LPC 18:0 LPC  TG 38:1|TG 8:0_12:0_18:1 TG 

LPC 18:3/0:0 LPC  TG 41:0|TG 12:0_14:0_15:0 TG 

LPC 20:3/0:0 LPC  TG 43:1|TG 10:0_15:0_18:1 TG 

LPC 22:4 LPC  TG 48:1|TG 14:0_16:0_18:1 TG 

LPC O-20:2 EtherLPC  TG 48:2|TG 12:0_18:1_18:1 TG 



 
 

Metabolite and Lipid name Class Metabolite and Lipid Name Class

LPE 15:0 LPE 
TG 48:3;1O|TG 
14:1_18:2_16:0;1O 

OxTG 

LPE 16:0 LPE  TG 48:3;1O|TG 
15:0_15:0_18:3;1O 

OxTG 

LPE 16:1 LPE  TG 48:3|TG 16:1_16:1_16:1 TG 

LPE 17:0 LPE  TG 49:2|TG 16:0_16:1_17:1 TG 

LPE 18:0 LPE  TG 49:3|TG 15:0_16:1_18:2 TG 

LPE 18:1 LPE  TG 50:1|TG 16:0_16:0_18:1 TG 

LPE 18:2 LPE  TG 50:2;1O|TG 
14:0_18:1_18:1;1O 

OxTG 

LPE 20:1 LPE  TG 50:2;1O|TG 
16:0_16:0_18:2;1O 

OxTG 

LPE 20:3 LPE  TG 51:1|TG 16:0_17:0_18:1 TG 

LPE 20:4 LPE  TG 51:2|TG 16:0_17:1_18:1 TG 

LPE 22:4 LPE  TG 51:3;1O|TG 
16:0_17:1_18:2;1O 

OxTG 

LPE 22:6 LPE  TG 51:3|TG 16:1_17:1_18:1 TG 

LPE O-10:0 EtherLPE  TG 51:3|TG 17:1_17:1_17:1 TG 

LPE O-16:1 EtherLPE  TG 52:0|TG 16:0_18:0_18:0 TG 

LPE O-17:1 EtherLPE  TG 52:1;1O|TG 
18:0_18:0_16:1;1O 

OxTG 

LPE O-18:2 EtherLPE  TG 52:2;1O|TG 
18:1_18:1_16:0;1O 

OxTG 

LPE O-20:4 EtherLPE  TG 52:2;2O|TG 
16:0_19:0_17:2;2O 

OxTG 

LPE O-22:2 EtherLPE  TG 52:2|TG 16:0_18:1_18:1 TG 

LPE O-22:4 EtherLPE  TG 52:3;2O|TG 
16:0_18:1_18:2;2O 

OxTG 

LPG 18:1 LPG  TG 52:3;3O|TG 
19:0_17:2_16:1;3O 

OxTG 

LPG O-13:1 EtherLPG  TG 52:4;2O|TG 
16:0_18:1_18:3;2O 

OxTG 

MG 33:1 MG  TG 52:4;2O|TG 
16:0_18:2_18:2;2O 

OxTG 

MG 34:3 MG  TG 52:5;1O|TG 
16:1_18:2_18:2;1O 

OxTG 

MG 36:1 MG  TG 53:0|TG 15:0_16:0_22:0 TG 

MG 37:1 MG  TG 53:2|TG 17:0_18:1_18:1 TG 

NAE 13:0 NAE  TG 53:5|TG 17:1_17:2_19:2 TG 

NAE 14:0 NAE  TG 54:0|TG 18:0_18:0_18:0 TG 

NAE 15:4 NAE  TG 54:1;2O|TG 
18:0_18:1_18:0;2O 

OxTG 

NAE 19:2 NAE  TG 54:2;2O|TG 
18:1_18:1_18:0;2O 

OxTG 

NAE 20:2 NAE  TG 54:3;2O|TG 
19:0_18:2_17:1;2O 

OxTG 

NAGly 11:0;O NAGly  TG 54:3|TG 18:1_18:1_18:1 TG 

NAGly 13:1;O NAGly  TG 54:4;2O|TG 
18:1_18:1_18:2;2O 

OxTG 

NAGly 14:0;O NAGly  TG 54:4;3O|TG 
19:0_17:4_18:0;3O 

OxTG 

NAGly 15:0;O NAGly  TG 54:5;1O|TG 
18:1_18:1_18:3;1O 

OxTG 

NAGly 16:0;O NAGly  TG 54:6;2O|TG 
18:2_18:2_18:2;2O 

OxTG 

NAGly 18:0;O NAGly  TG 54:7;1O|TG 
18:2_18:2_18:3;1O 

OxTG 

NAGly 18:5;O NAGly  TG 55:1|TG 16:0_21:0_18:1 TG 

NAGly 19:0;O NAGly  TG 55:2|TG 19:0_18:1_18:1 TG 



 
 

Metabolite and Lipid name Class Metabolite and Lipid Name Class

NAGly 31:1;2O|NAGly 16:0;O(FA 15:0) NAGly 
TG 55:3;1O|TG 
18:1_19:1_18:1;1O 

OxTG 

NAGlySer 15:1;O NAGlySer  TG 56:0|TG 16:0_16:0_24:0 TG 

NAGlySer 31:1;2O|NAGlySer 16:0;O(FA 15:0) NAGlySer  TG 56:1|TG 16:0_22:0_18:1 TG 

NAGlySer 32:1;2O|NAGlySer 17:0;O(FA 15:0) NAGlySer  TG 56:2;1O|TG 
18:1_18:1_20:0;1O 

OxTG 

NAGlySer 33:1;2O|NAGlySer 17:0;O(FA 16:0) NAGlySer  TG 56:3;1O|TG 
18:1_18:1_20:1;1O 

OxTG 

NAGlySer 34:1;2O|NAGlySer 17:0;O(FA 17:0) NAGlySer  TG 56:5;1O|TG 
18:1_18:1_20:3;1O 

OxTG 

NAOrn 19:0;O NAOrn  TG 57:0;2O|TG 
18:0_18:0_21:0;2O 

OxTG 

NAOrn 22:6;O NAOrn  TG 57:7;1O|TG 
22:3_21:4_14:0;1O 

OxTG 

NAOrn 30:1;2O|NAOrn 15:0;O(FA 15:0) NAOrn  TG 57:8;1O|TG 
22:3_21:5_14:0;1O 

OxTG 

NAOrn 32:1;2O|NAOrn 17:0;O(FA 15:0) NAOrn  TG 58:1|TG 16:0_24:0_18:1 TG 

PA 36:0|PA 18:0_18:0 PA  TG 58:10;3O|TG 
21:4_21:4_16:2;3O 

OxTG 

Pantothenic acid Others  TG 58:3|TG 22:0_18:1_18:2 TG 

PC 28:0 PC  TG 58:5|TG 18:0_18:2_22:3 TG 

PC 28:0|PC 14:0_14:0 PC  TG 59:1|TG 16:0_25:0_18:1 TG 

PC 30:1|PC 14:0_16:1 PC  TG 59:4|TG 23:0_18:2_18:2 TG 

PC 31:1|PC 15:0_16:1 PC  TG 60:0|TG 18:0_20:0_22:0 TG 

PC 31:2 PC  TG 60:1|TG 16:0_26:0_18:1 TG 

PC 32:2 PC  TG 60:6|TG 18:1_20:1_22:4 TG 

PC 32:3 PC  TG 61:1|TG 17:0_26:0_18:1 TG 

PC 33:1 PC  TG 61:2|TG 25:0_18:1_18:1 TG 

PC 33:2 PC  TG 62:0|TG 18:0_22:0_22:0 TG 

PC 35:1 PC  TG 62:1|TG 18:0_26:0_18:1 TG 

PC 35:4 PC  TG 63:2|TG 27:0_18:1_18:1 TG 

PC 37:2|PC 19:0_18:2 PC  TG 64:2|TG 16:0_18:1_30:1 TG 

PC 38:5 PC  TG 64:4|TG 18:1_28:1_18:2 TG 

PC 39:2 PC  TG 66:3|TG 18:1_18:1_30:1 TG 

PC 40:3 PC  VAE 4:0 VAE 

 

 

Metabolite and Lipid name Class  Metabolite and Lipid name Class 

LPE 16:0 LPE  PC O-36:0|PC O-20:0_16:0 EtherPC 

LPE 18:2 LPE  PC O-36:1|PC O-18:0_18:1 EtherPC 

PC 30:0 PC  PC O-36:1|PC O-20:1_16:0 EtherPC 

PC 32:2 PC  PC O-36:2 EtherPC 

PC 34:2 PC  PC O-36:2|PC O-18:1_18:1 EtherPC 

PC 34:3 PC  PC O-36:3|PC O-18:1_18:2 EtherPC 

PE 32:1 PE  PC O-36:3|PC O-18:3_18:0 EtherPC 

PE 34:1 PE  PC O-36:4|PC O-16:0_20:4 EtherPC 

LPC 18:1 LPC  PC O-36:4|PC O-18:2_18:2 EtherPC 

(+)-2'-Deoxyuridine 
Pyrimidine 2'-
deoxyribonucleosides 

PC O-36:6|PC O-16:2_20:4 EtherPC 

(9Z,12R)-12-Hydroxyoctadec-9-enoic acid Long-chain fatty acids PC O-36:8|PC O-18:3_18:5 EtherPC 

1,3-Dimethylxanthine Xanthines  PC O-37:10 EtherPC 



 
 

Metabolite and Lipid name Class Metabolite and Lipid name Class

12-Hydroxyoctadecanoic acid Long-chain fatty acids PC O-37:5|PC O-17:1_20:4 EtherPC

13-HODE 
Lineolic acids and 
derivatives 

PC O-37:8|PC O-18:3_19:5 EtherPC 

13-KODE 
Lineolic acids and 
derivatives 

PC O-37:9 EtherPC 

9Z,12Z-Linoleic acid 
Lineolic acids and 
derivatives 

PC O-37:9|PC O-18:4_19:5 EtherPC 

Acebutolol Alkyl-phenylketones PC O-38:0 EtherPC 

ADENINE 6-aminopurines PC O-38:0|PC O-22:0_16:0 EtherPC 

Adenosine Purine nucleosides PC O-38:1 EtherPC 

Arachidonic acid Long-chain fatty acids PC O-38:1|PC O-20:0_18:1 EtherPC 

Benzoic acid Benzoic acids PC O-38:2 EtherPC 

Creatinine 
Alpha amino acids and 
derivatives 

PC O-38:2|PC O-20:1_18:1 EtherPC 

Deoxyuridine 
Pyrimidine 2'-
deoxyribonucleosides 

PC O-38:3|PC O-18:0_20:3 EtherPC 

Docosahexanoic acid 
Very long-chain fatty 
acids 

PC O-38:3|PC O-20:1_18:2 EtherPC 

Eicosenoic acid Long-chain fatty acids PC O-38:4|PC O-16:0_22:4 EtherPC 

Hydroxyisocaproic acid Hydroxy fatty acids PC O-38:4|PC O-18:0_20:4 EtherPC 

HYPOXANTHINE Hypoxanthines PC O-38:4|PC O-18:1_20:3 EtherPC 

Indole-3-carboxaldehyde Indoles  PC O-38:4|PC O-20:2_18:2 EtherPC 

Isatin Indolines  PC O-38:5 EtherPC 

ISOLEUCINE 
Isoleucine and 
derivatives 

PC O-38:5|PC O-16:1_22:4 EtherPC 

Ketoleucine 
Short-chain keto acids 
and derivatives 

PC O-38:5|PC O-18:1_20:4 EtherPC 

L-(-)-Phenylalanine 
Phenylalanine and 
derivatives 

PC O-38:5|PC O-20:3_18:2 EtherPC 

Leucine Leucine and derivatives PC O-38:6 EtherPC 

Levocetirizine Diphenylmethanes PC O-38:6|PC O-18:2_20:4 EtherPC 

Linolenic acid 
Lineolic acids and 
derivatives 

PC O-38:7|PC O-16:1_22:6 EtherPC 

Nervonic acid 
Very long-chain fatty 
acids 

PC O-38:8 EtherPC 

Oleic acid Long-chain fatty acids PC O-38:8|PC O-18:3_20:5 EtherPC 

PE 34:0 PE  PC O-38:8|PC O-18:4_20:4 EtherPC 

PE 36:3 PE  PC O-39:1|PC O-23:1_16:0 EtherPC 

PE 36:5 PE  PC O-39:10 EtherPC 

PE 40:4 PE  PC O-39:4|PC O-19:0_20:4 EtherPC 

PG 30:0 PG  PC O-40:0 EtherPC 

PG 32:1 PG  PC O-40:1|PC O-24:1_16:0 EtherPC 

PG 32:2 PG  PC O-40:2|PC O-22:1_18:1 EtherPC 

PG 34:2 PG  PC O-40:3|PC O-22:1_18:2 EtherPC 

PG 34:3 PG  PC O-40:4|PC O-18:0_22:4 EtherPC 

PG 36:3 PG  PC O-40:4|PC O-22:2_18:2 EtherPC 

phenyl pyruvic acid 
Phenylpyruvic acid 
derivatives 

PC O-40:5|PC O-16:0_24:5 EtherPC 

Phenyllactate Phenylpropanoic acids PC O-40:5|PC O-18:1_22:4 EtherPC 

PREGNENOLONE SULFATE Sulfated steroids PC O-40:5|PC O-20:1_20:4 EtherPC 

Succinate 
Dicarboxylic acids and 
derivatives 

PC O-40:6|PC O-18:0_22:6 EtherPC 

Uracil Pyrimidones PC O-40:6|PC O-18:1_22:5 EtherPC 

Xanthine Xanthines  PC O-40:7 EtherPC 



 
 

Metabolite and Lipid name Class Metabolite and Lipid name Class

1-pentadecanoyl-2-hydroxy-sn-glycero-3-
phosphocholine 

1-acyl-sn-glycero-3-
phosphocholines 

PC O-40:7|PC O-18:1_22:6 EtherPC 

Decanoyl-L-Carnitine Acyl carnitines PC O-40:8 EtherPC 

Hexanoyl-L-Carnitine Acyl carnitines PC O-41:1 EtherPC 

Histamine 2-arylethylamines PC O-41:3 EtherPC 

N-ACETYLNEURAMINATE N-acylneuraminic acids PC O-41:8 EtherPC 

N-Acetyltryptophan 
N-acyl-alpha amino 
acids 

PC O-42:3|PC O-18:3_24:0 EtherPC 

Taurine Organosulfonic acids PC O-42:4|PC O-18:3_24:1 EtherPC 

Tetradecanoyl-L-Carnitine Acyl carnitines PC O-42:4|PC O-22:0_20:4 EtherPC 

VALINE Valine and derivatives PC O-42:4|PC O-24:2_18:2 EtherPC 

Adenosine 5'-monophosphate PC O-42:5 EtherPC 

AHexCer 37:3;O3|AHexCer (O-12:0)25:3;O3 AHexCer  PC O-42:5|PC O-22:1_20:4 EtherPC 

AHexCer 42:4;O2|AHexCer (O-15:1)27:3;O2 AHexCer  PC O-42:6|PC O-22:6_20:0 EtherPC 

AHexCer 42:6;O2|AHexCer (O-14:1)28:5;O2 AHexCer  PC O-42:7 EtherPC 

AHexCer 43:5;O3|AHexCer (O-15:1)28:4;O3 AHexCer  PC O-42:7|PC O-20:1_22:6 EtherPC 

AHexCer 44:6;O2|AHexCer (O-16:0)28:6;O2 AHexCer  PC O-42:8 EtherPC 

AHexCer 45:5;O3|AHexCer (O-15:1)30:4;O3 AHexCer  PC O-43:1 EtherPC 

AHexCer 49:1;O3|AHexCer (O-15:1)34:0;O3 AHexCer  PC O-43:1|PC O-23:1_20:0 EtherPC 

AHexCer 49:4;O3|AHexCer (O-16:2)33:2;O3 AHexCer  PC O-44:3|PC O-24:2_20:1 EtherPC 

AHexCer 50:4;O3|AHexCer (O-16:2)34:2;O3 AHexCer  PC O-44:3|PC O-25:0_19:3 EtherPC 

AHexCer 51:1;O3|AHexCer (O-18:0)33:1;O3 AHexCer  PC O-44:4|PC O-24:0_20:4 EtherPC 

AHexCer 51:2;O3|AHexCer (O-16:2)35:0;O3 AHexCer  PC O-44:4|PC O-24:1_20:3 EtherPC 

AHexCer 51:4;O3|AHexCer (O-12:0)39:4;O3 AHexCer  PC O-44:5|PC O-24:1_20:4 EtherPC 

AHexCer 51:4;O3|AHexCer (O-
16:2)21:1;O2/14:1;O 

AHexCer  PC O-44:6|PC O-24:2_20:4 EtherPC 

AHexCer 52:2;O3|AHexCer (O-
15:0)21:1;O2/16:1;O 

AHexCer  PC O-44:7 EtherPC 

AHexCer 52:4;O3|AHexCer (O-
16:2)18:1;O2/18:1;O 

AHexCer  PC O-44:8 EtherPC 

AHexCer 52:7;O2|AHexCer (O-16:2)36:5;O2 AHexCer  PC O-46:5|PC O-24:1_22:4 EtherPC 

AHexCer 52:8;O3|AHexCer (O-16:1)36:7;O3 AHexCer  PC O-46:7 EtherPC 

AHexCer 53:8;O2|AHexCer (O-16:2)37:6;O2 AHexCer  PC O-46:7|PC O-24:1_22:6 EtherPC 

AHexCer 54:5;O2|AHexCer (O-17:2)37:3;O2 AHexCer  PC O-46:8 EtherPC 

AHexCer 54:6;O2|AHexCer (O-
15:0)20:1;O2/19:5 

AHexCer  PC O-48:6 EtherPC 

AHexCer 54:6;O3|AHexCer (O-
15:0)21:1;O2/18:5;O 

AHexCer  PE 28:0 PE 

AHexCer 54:7;O2|AHexCer (O-
15:1)21:1;O2/18:5 

AHexCer  PE 28:0|PE 13:0_15:0 PE 

AHexCer 54:7;O3|AHexCer (O-
15:1)21:1;O2/18:5;O 

AHexCer  PE 28:0|PE 14:0_14:0 PE 

AHexCer 54:8;O2|AHexCer (O-16:2)38:6;O2 AHexCer  PE 29:0 PE 

AHexCer 54:8;O2|AHexCer (O-18:1)36:7;O2 AHexCer  PE 29:0|PE 14:0_15:0 PE 

AHexCer 54:8;O3|AHexCer (O-
15:1)17:3;O2/22:4;O 

AHexCer  PE 30:0|PE 14:0_16:0 PE 

AHexCer 54:8;O3|AHexCer (O-15:1)39:7;O3 AHexCer  PE 30:0|PE 15:0_15:0 PE 

AHexCer 55:6;O2|AHexCer (O-15:0)40:6;O2 AHexCer  PE 30:1|PE 16:0_14:1 PE 

AHexCer 55:6;O3|AHexCer (O-
16:0)19:2;O2/20:4;O 

AHexCer  PE 31:0|PE 15:0_16:0 PE 

AHexCer 55:6;O3|AHexCer (O-17:2)38:4;O3 AHexCer  PE 31:1|PE 15:0_16:1 PE 

AHexCer 55:9;O3|AHexCer (O-14:0)41:9;O3 AHexCer  PE 31:2|PE 13:0_18:2 PE 

AHexCer 56:10;O3|AHexCer (O-15:1)41:9;O3 AHexCer  PE 32:0 PE 



 
 

Metabolite and Lipid name Class Metabolite and Lipid name Class

AHexCer 56:5;O2|AHexCer (O-16:0)40:5;O2 AHexCer PE 32:0|PE 16:0_16:0 PE

AHexCer 56:6;O3|AHexCer (O-
15:0)21:1;O2/20:5;O 

AHexCer  PE 32:2|PE 14:0_18:2 PE 

AHexCer 56:6;O3|AHexCer (O-16:0)40:6;O3 AHexCer  PE 32:2|PE 16:1_16:1 PE 

AHexCer 56:7;O2|AHexCer (O-15:0)41:7;O2 AHexCer  PE 33:0|PE 15:0_18:0 PE 

AHexCer 56:7;O2|AHexCer (O-22:6)34:1;O2 AHexCer  PE 33:1|PE 15:0_18:1 PE 

AHexCer 56:9;O3|AHexCer (O-15:0)41:9;O3 AHexCer  PE 33:2|PE 15:0_18:2 PE 

AHexCer 57:1;O3|AHexCer (O-18:0)39:1;O3 AHexCer  PE 34:0|PE 16:0_18:0 PE 

AHexCer 57:4;O2|AHexCer (O-17:2)40:2;O2 AHexCer  PE 34:1;O|PE 18:1_16:0;O OxPE 

AHexCer 58:1;O2|AHexCer (O-
16:0)20:1;O2/22:0 

AHexCer  PE 34:1|PE 16:0_18:1 PE 

AHexCer 58:1;O3|AHexCer (O-16:0)42:1;O3 AHexCer  PE 34:2 PE 

AHexCer 58:5;O3|AHexCer (O-
17:2)20:1;O2/21:2;O 

AHexCer  PE 34:2|PE 16:1_18:1 PE 

AHexCer 58:5;O3|AHexCer (O-18:0)40:5;O3 AHexCer  PE 34:3|PE 16:0_18:3 PE 

AHexCer 58:6;O3|AHexCer (O-18:1)40:5;O3 AHexCer  PE 34:3|PE 16:1_18:2 PE 

AHexCer 58:7;O3|AHexCer (O-16:1)42:6;O3 AHexCer  PE 35:1 PE 

AHexCer 58:8;O3|AHexCer (O-16:1)42:7;O3 AHexCer  PE 35:1|PE 17:0_18:1 PE 

AHexCer 59:8;O2|AHexCer (O-18:0)41:8;O2 AHexCer  PE 35:2|PE 17:0_18:2 PE 

AHexCer 60:10;O3|AHexCer (O-18:3)42:7;O3 AHexCer  PE 35:2|PE 17:1_18:1 PE 

AHexCer 60:5;O3|AHexCer (O-
16:2)18:1;O2/26:2;O 

AHexCer  PE 35:4 PE 

AHexCer 61:4;O3|AHexCer (O-16:0)45:4;O3 AHexCer  PE 36:1|PE 18:0_18:1 PE 

AHexCer 63:6;O2|AHexCer (O-16:0)47:6;O2 AHexCer  PE 36:2|PE 18:1_18:1 PE 

AHexCer 63:6;O3|AHexCer (O-16:1)47:5;O3 AHexCer  PE 36:3|PE 18:1_18:2 PE 

AHexCer 72:8;O2|AHexCer (O-24:0)48:8;O2 AHexCer  PE 36:4|PE 16:0_20:4 PE 

ASG 29:1;O;Hex;FA 16:0 AHexSIS  PE 37:4 PE 

C18-Sphingosine Others  PE 38:1|PE 18:0_20:1 PE 

CAR 16:0 CAR  PE 38:2|PE 18:1_20:1 PE 

CAR 16:1 CAR  PE 38:4|PE 18:0_20:4 PE 

CAR 17:0 CAR  PE 38:7 PE 

CAR 18:0 CAR  PE 40:0|PE 20:0_20:0 PE 

CAR 18:2 CAR  PE 40:2|PE 18:1_22:1 PE 

CAR 20:0 CAR  PE 40:5;O|PE 18:2_22:3;O OxPE 

CAR 20:1 CAR  PE 40:6 PE 

CAR 20:2 CAR  PE 40:6;O|PE 18:2_22:4;O OxPE 

CAR 22:0 CAR  PE 42:1 PE 

CAR 22:2 CAR  PE O-16:1 EtherPE 

CE 16:0 CE  PE O-17:0 EtherPE 

CE 18:0 CE  PE O-32:0 EtherPE 

CE 18:1 CE  PE O-32:1 EtherPE 

CE 18:2 CE  PE O-33:2|PE O-16:1_17:1 EtherPE 

CE 18:3 CE  PE O-34:1|PE O-18:1_16:0 EtherPE 

CE 20:1 CE  PE O-34:2|PE O-16:0_18:2 EtherPE 

CE 20:3 CE  PE O-34:3|PE O-16:1_18:2 EtherPE 

CE 20:4 CE  PE O-35:2|PE O-17:1_18:1 EtherPE 

CE 20:5 CE  PE O-36:1 EtherPE 

CE 21:3 CE  PE O-36:1|PE O-18:0_18:1 EtherPE 

CE 22:5 CE  PE O-36:4 EtherPE 



 
 

Metabolite and Lipid name Class Metabolite and Lipid name Class

CE 22:6 CE PE O-36:4|PE O-16:1_20:3 EtherPE

CE 25:0 CE  PE O-38:2|PE O-20:1_18:1 EtherPE 

CE 26:0 CE  PE O-38:3|PE O-20:2_18:1 EtherPE 

CE 26:4 CE  PE O-38:4|PE O-18:0_20:4 EtherPE 

CE 27:0 CE  PE O-38:5|PE O-18:1_20:4 EtherPE 

CE 28:0 CE  PE O-38:6|PE O-18:2_20:4 EtherPE 

CE 28:4 CE  PE O-39:2 EtherPE 

CE 30:0 CE  PE O-40:2|PE O-22:1_18:1 EtherPE 

CE 31:0 CE  PE O-40:6|PE O-18:1_22:5 EtherPE 

CE 32:0 CE  PE O-40:8|PE O-18:2_22:6 EtherPE 

CE 33:0 CE  PE O-42:6|PE O-22:2_20:4 EtherPE 

CE 34:1 CE  PE O-44:6|PE O-24:2_20:4 EtherPE 

CE 35:0 CE  PE O-44:7|PE O-24:3_20:4 EtherPE 

Cer 31:1;O2|Cer 17:1;O2/14:0 Cer_NS  PE O-45:6 EtherPE 

Cer 32:0;O2|Cer 18:0;O2/14:0 Cer_NDS  PE P-29:0|PE P-14:0_15:0 EtherPE 

Cer 33:1;O2|Cer 17:1;O2/16:0 Cer_NS  PE P-30:0|PE P-15:0_15:0 EtherPE 

Cer 33:1;O4|Cer 18:0;O3/15:1(2OH) Cer_AP  PE P-30:0|PE P-16:0_14:0 EtherPE 

Cer 34:0;O2|Cer 18:0;O2/16:0 Cer_NDS  PE P-30:1|PE P-16:1_14:0 EtherPE 

Cer 34:0;O2|Cer 19:0;O2/15:0 Cer_NDS  PE P-31:0|PE P-16:0_15:0 EtherPE 

Cer 34:0;O3|Cer 17:0;O2/17:0;O Cer_HDS  PE P-31:1|PE P-15:0_16:1 EtherPE 

Cer 34:0;O3|Cer 18:0;O2/16:0(2OH) Cer_ADS  PE P-32:0 EtherPE 

Cer 34:0;O3|Cer 18:0;O2/16:0;O Cer_HDS  PE P-32:0|PE P-16:0_16:0 EtherPE 

Cer 34:1;O2|Cer 18:1;O2/16:0 Cer_NS  PE P-32:1|PE P-16:0_16:1 EtherPE 

Cer 34:1;O2|Cer 19:0;O2/15:1 Cer_NDS  PE P-32:2|PE P-14:0_18:2 EtherPE 

Cer 34:1;O3|Cer 18:1;O2/16:0;O Cer_HS  PE P-33:0|PE P-16:0_17:0 EtherPE 

Cer 34:1;O3|Cer 19:0;O2/15:1;O Cer_HDS  PE P-33:1|PE P-16:0_17:1 EtherPE 

Cer 34:1;O4|Cer 18:0;O3/16:1(2OH) Cer_AP  PE P-33:2|PE P-15:0_18:2 EtherPE 

Cer 34:1;O4|Cer 18:1;O3/16:0(2OH) Cer_AP  PE P-33:2|PE P-16:1_17:1 EtherPE 

Cer 34:2;O2|Cer 18:2;O2/16:0 Cer_NS  PE P-34:0 EtherPE 

Cer 34:2;O3|Cer 18:2;O2/16:0;O Cer_HS  PE P-34:0|PE P-18:0_16:0 EtherPE 

Cer 35:0;O2|Cer 18:0;O2/17:0 Cer_NDS  PE P-34:1 EtherPE 

Cer 35:0;O3|Cer 18:0;O2/17:0;O Cer_HDS  PE P-34:1|PE P-16:0_18:1 EtherPE 

Cer 35:0;O3|Cer 21:0;O2/14:0;O Cer_HDS  PE P-34:2|PE P-16:0_18:2 EtherPE 

Cer 35:1;O2|Cer 18:1;O2/17:0 Cer_NS  PE P-34:3|PE P-16:0_18:3 EtherPE 

Cer 35:1;O3|Cer 18:0;O2/17:1;O Cer_HDS  PE P-34:4 EtherPE 

Cer 35:2;O2|Cer 18:2;O2/17:0 Cer_NS  PE P-35:1|PE P-17:0_18:1 EtherPE 

Cer 35:2;O4|Cer 20:1;O3/15:1(2OH) Cer_AP  PE P-35:2|PE P-17:0_18:2 EtherPE 

Cer 35:3;O4|Cer 20:2;O3/15:1(2OH) Cer_AP  PE P-35:4|PE P-15:0_20:4 EtherPE 

Cer 36:0;O2|Cer 18:0;O2/18:0 Cer_NDS  PE P-36:0 EtherPE 

Cer 36:0;O2|Cer 21:0;O2/15:0 Cer_NDS  PE P-36:0|PE P-20:0_16:0 EtherPE 

Cer 36:0;O3|Cer 18:0;O2/18:0;O Cer_HDS  PE P-36:1|PE P-18:0_18:1 EtherPE 

Cer 36:0;O3|Cer 19:0;O2/17:0;O Cer_HDS  PE P-36:2|PE P-16:0_20:2 EtherPE 

Cer 36:0;O3|Cer 22:0;O2/14:0;O Cer_HDS  PE P-36:2|PE P-18:1_18:1 EtherPE 

Cer 36:0;O4|Cer 18:0;O3/18:0(2OH) Cer_AP  PE P-36:3|PE P-16:0_20:3 EtherPE 

Cer 36:1;O2|Cer 18:1;O2/18:0 Cer_NS  PE P-36:3|PE P-18:1_18:2 EtherPE 

Cer 36:1;O3|Cer 18:0;O2/18:1;O Cer_ADS  PE P-36:4|PE P-16:0_20:4 EtherPE 

Cer 36:1;O3|Cer 18:1;O2/18:0;O Cer_HS  PE P-36:4|PE P-18:2_18:2 EtherPE 



 
 

Metabolite and Lipid name Class Metabolite and Lipid name Class

Cer 36:1;O3|Cer 19:0;O2/17:1;O Cer_HDS PE P-36:5 EtherPE

Cer 36:1;O4|Cer 19:0;O3/17:1(2OH) Cer_AP  PE P-36:5|PE P-16:0_20:5 EtherPE 

Cer 36:1;O4|Cer 20:0;O3/16:1(2OH) Cer_AP  PE P-37:2 EtherPE 

Cer 36:1;O4|Cer 20:1;O3/16:0(2OH) Cer_AP  PE P-37:4|PE P-17:0_20:4 EtherPE 

Cer 36:2;O2|Cer 18:1;O2/18:1 Cer_NS  PE P-38:1 EtherPE 

Cer 36:2;O2|Cer 18:2;O2/18:0 Cer_NS  PE P-38:1|PE P-20:0_18:1 EtherPE 

Cer 36:2;O3|Cer 21:1;O2/15:1;O Cer_HS  PE P-38:2 EtherPE 

Cer 36:3;O2|Cer 18:1;O2/18:2 Cer_NS  PE P-38:2|PE P-18:0_20:2 EtherPE 

Cer 37:0;O2|Cer 18:0;O2/19:0 Cer_NDS  PE P-38:2|PE P-20:1_18:1 EtherPE 

Cer 37:0;O2|Cer 19:0;O2/18:0 Cer_NDS  PE P-38:3|PE P-18:0_20:3 EtherPE 

Cer 37:0;O4|Cer 18:0;O3/19:0(2OH) Cer_AP  PE P-38:3|PE P-20:1_18:2 EtherPE 

Cer 37:1;O2|Cer 17:1;O2/20:0 Cer_NS  PE P-38:4 EtherPE 

Cer 37:1;O2|Cer 18:1;O2/19:0 Cer_NS  PE P-38:4|PE P-16:0_22:4 EtherPE 

Cer 37:1;O2|Cer 20:0;O2/17:1 Cer_NDS  PE P-38:4|PE P-18:0_20:4 EtherPE 

Cer 38:0;O2|Cer 18:0;O2/20:0 Cer_NDS  PE P-38:5|PE P-18:1_20:4 EtherPE 

Cer 38:0;O4|Cer 18:0;O3/20:0(2OH) Cer_AP  PE P-38:6|PE P-16:0_22:6 EtherPE 

Cer 38:1;O2|Cer 18:1;O2/20:0 Cer_NS  PE P-38:6|PE P-18:2_20:4 EtherPE 

Cer 38:1;O3|Cer 18:1;O2/20:0;O Cer_HS  PE P-39:4 EtherPE 

Cer 38:1;O3|Cer 19:0;O2/19:1;O Cer_HDS  PE P-40:1|PE P-22:0_18:1 EtherPE 

Cer 38:1;O3|Cer 21:0;O2/17:1;O Cer_HDS  PE P-40:2|PE P-22:1_18:1 EtherPE 

Cer 38:1;O4|Cer 19:0;O3/19:1(2OH) Cer_AP  PE P-40:3|PE P-22:1_18:2 EtherPE 

Cer 38:2;O2|Cer 20:2;O2/18:0 Cer_NS  PE P-40:4 EtherPE 

Cer 39:0;O2|Cer 20:0;O2/19:0 Cer_NDS  PE P-40:4|PE P-18:0_22:4 EtherPE 

Cer 39:0;O4|Cer 18:0;O3/21:0(2OH) Cer_AP  PE P-40:5|PE P-18:0_22:5 EtherPE 

Cer 39:1;O2|Cer 16:1;O2/23:0 Cer_NS  PE P-40:6|PE P-18:0_22:6 EtherPE 

Cer 39:1;O2|Cer 17:1;O2/22:0 Cer_NS  PE P-40:6|PE P-20:2_20:4 EtherPE 

Cer 39:1;O4|Cer 18:1;O3/21:0(2OH) Cer_AP  PE P-40:7|PE P-18:1_22:6 EtherPE 

Cer 39:1;O4|Cer 22:0;O3/17:1(2OH) Cer_AP  PE P-42:1|PE P-24:0_18:1 EtherPE 

Cer 39:2;O3|Cer 18:1;O2/21:1;O Cer_HS  PE P-42:2|PE P-24:1_18:1 EtherPE 

Cer 40:0;O2|Cer 18:0;O2/22:0 Cer_NDS  PE P-42:4|PE P-22:0_20:4 EtherPE 

Cer 40:0;O2|Cer 19:0;O2/21:0 Cer_NDS  PE P-42:4|PE P-24:2_18:2 EtherPE 

Cer 40:0;O4|Cer 18:0;O3/22:0(2OH) Cer_AP  PE P-42:5|PE P-22:1_20:4 EtherPE 

Cer 40:1;O2|Cer 18:1;O2/22:0 Cer_NS  PE P-42:6|PE P-20:0_22:6 EtherPE 

Cer 40:1;O3|Cer 16:1;O2/24:0;O Cer_HS  PE P-42:6|PE P-22:2_20:4 EtherPE 

Cer 40:1;O3|Cer 18:1;O2/22:0;O Cer_HS  PE P-42:7|PE P-20:1_22:6 EtherPE 

Cer 40:1;O3|Cer 19:0;O2/21:1;O Cer_HDS  PE P-44:4|PE P-16:1_28:3 EtherPE 

Cer 40:1;O4|Cer 18:1;O3/22:0(2OH) Cer_AP  PE P-44:4|PE P-24:1_20:3 EtherPE 

Cer 40:5;O4|Cer 18:0;O3/22:5(2OH) Cer_AP  PE P-44:5|PE P-24:1_20:4 EtherPE 

Cer 41:0;O2|Cer 18:0;O2/23:0 Cer_NDS  PE P-44:6|PE P-24:2_20:4 EtherPE 

Cer 41:0;O4|Cer 18:0;O3/23:0(2OH) Cer_AP  PE P-46:5|PE P-24:1_22:4 EtherPE 

Cer 41:1;O2|Cer 17:1;O2/24:0 Cer_NS  PE P-46:7|PE P-24:1_22:6 EtherPE 

Cer 41:1;O2|Cer 18:1;O2/23:0 Cer_NS  PEtOH 34:0|PEtOH 16:0_18:0 PEtOH 

Cer 41:1;O3|Cer 17:1;O2/24:0;O Cer_HS  PEtOH 38:3|PEtOH 16:0_22:3 PEtOH 

Cer 41:1;O3|Cer 18:0;O2/23:1;O Cer_HDS  PG 31:0|PG 15:0_16:0 PG 

Cer 41:2;O2|Cer 17:1;O2/24:1 Cer_NS  PG 32:0|PG 16:0_16:0 PG 

Cer 41:5;O2|Cer 19:0;O2/22:5 Cer_NDS  PG 32:1|PG 16:0_16:1 PG 

Cer 42:0;O2|Cer 18:0;O2/24:0 Cer_NDS  PG 33:0|PG 15:0_18:0 PG 



 
 

Metabolite and Lipid name Class Metabolite and Lipid name Class

Cer 42:0;O3|Cer 18:0;O2/24:0;O Cer_HDS PG 33:0|PG 16:0_17:0 PG

Cer 42:0;O3|Cer 22:0;O2/20:0;O Cer_HDS  PG 33:1|PG 15:0_18:1 PG 

Cer 42:0;O4|Cer 18:0;O3/24:0(2OH) Cer_AP  PG 33:1|PG 16:0_17:1 PG 

Cer 42:1;O2|Cer 18:1;O2/24:0 Cer_NS  PG 34:1|PG 16:0_18:1 PG 

Cer 42:1;O3|Cer 18:1;O2/24:0;O Cer_HS  PG 34:2|PG 16:0_18:2 PG 

Cer 42:1;O3|Cer 19:0;O2/23:1;O Cer_HDS  PG 35:1|PG 17:0_18:1 PG 

Cer 42:1;O4|Cer 18:1;O3/24:0(2OH) Cer_AP  PG 36:1|PG 18:0_18:1 PG 

Cer 42:2;O2|Cer 18:1;O2/24:1 Cer_NS  PG 36:2|PG 18:1_18:1 PG 

Cer 42:2;O3|Cer 18:1;O2/24:1;O Cer_HS  PG 36:3|PG 18:1_18:2 PG 

Cer 42:2;O3|Cer 27:1;O2/15:1;O Cer_HS  PG 38:2|PG 18:1_20:1 PG 

Cer 42:7;O3|Cer 18:1;O2/24:6;O Cer_HS  PG 38:3|PG 18:1_20:2 PG 

Cer 43:0;O2|Cer 18:0;O2/25:0 Cer_NDS  PG 40:2|PG 20:1_20:1 PG 

Cer 43:0;O3 Cer_NP  PG O-32:1|PG O-16:1_16:0 EtherPG 

Cer 43:0;O4|Cer 18:0;O3/25:0(2OH) Cer_AP  PG O-32:2|PG O-17:2_15:0 EtherPG 

Cer 43:1;O2|Cer 18:1;O2/25:0 Cer_NS  PG O-34:1|PG O-16:1_18:0 EtherPG 

Cer 43:1;O3|Cer 18:1;O2/25:0;O Cer_HS  PG O-34:2|PG O-16:1_18:1 EtherPG 

Cer 43:1;O3|Cer 19:0;O2/24:1;O Cer_HDS  PG O-36:1|PG O-18:1_18:0 EtherPG 

Cer 43:1;O4|Cer 18:1;O3/25:0(2OH) Cer_AP  PG O-36:3|PG O-20:3_16:0 EtherPG 

Cer 43:2;O2|Cer 19:1;O2/24:1 Cer_NS  PG O-37:5|PG O-22:5_15:0 EtherPG 

Cer 43:3;O4|Cer 17:2;O3/26:1(2OH) Cer_AP  PI 34:1 PI 

Cer 43:3;O4|Cer 18:2;O2/25:1;O2 Cer_EOS  PI 34:1|PI 16:0_18:1 PI 

Cer 43:3;O4|Cer 26:1;O3/17:2(2OH) Cer_AP  PI 34:2 PI 

Cer 43:4;O4|Cer 19:3;O2/24:1;O2 Cer_EOS  PI 36:1 PI 

Cer 43:5;O4|Cer 17:0;O3/26:5(2OH) Cer_AP  PI 36:1|PI 18:0_18:1 PI 

Cer 44:0;O2|Cer 18:0;O2/26:0 Cer_NDS  PI 36:2 PI 

Cer 44:0;O3|Cer 18:0;O2/26:0;O Cer_HDS  PI 36:2|PI 18:0_18:2 PI 

Cer 44:0;O3|Cer 20:0;O2/24:0;O Cer_HDS  PI 38:3 PI 

Cer 44:0;O4|Cer 18:0;O3/26:0(2OH) Cer_AP  PI 38:3|PI 18:0_20:3 PI 

Cer 44:1;O2|Cer 18:1;O2/26:0 Cer_NS  PI 38:4 PI 

Cer 44:1;O3|Cer 18:1;O2/26:0;O Cer_HS  PI 40:4 PI 

Cer 44:1;O3|Cer 19:0;O2/25:1;O Cer_HDS  PS 36:1 PS 

Cer 44:1;O4|Cer 18:0;O3/26:1(2OH) Cer_AP  PS 36:1|PS 18:0_18:1 PS 

Cer 44:1;O4|Cer 18:1;O3/26:0(2OH) Cer_AP  PS 36:2 PS 

Cer 44:1;O4|Cer 27:0;O3/17:1(2OH) Cer_AP  PS 36:2|PS 18:0_18:2 PS 

Cer 44:2;O2|Cer 18:1;O2/26:1 Cer_NS  PS 36:2|PS 18:1_18:1 PS 

Cer 44:2;O3|Cer 18:1;O2/26:1;O Cer_HS  PS 38:1 PS 

Cer 44:6;O4|Cer 18:0;O3/26:6(2OH) Cer_AP  SE 24:1;O3/22:5;O LCAE 

Cer 45:0;O2|Cer 20:0;O2/25:0 Cer_NDS  SE 24:1;O4/15:1;O DCAE 

Cer 45:0;O4|Cer 20:0;O3/25:0(2OH) Cer_AP  SE 24:1;O4/16:1;O DCAE 

Cer 45:1;O2|Cer 18:1;O2/27:0 Cer_NS  SE 24:1;O4/17:1;O DCAE 

Cer 45:1;O2|Cer 19:0;O2/26:1 Cer_NDS  SE 24:1;O4/17:2;O DCAE 

Cer 45:1;O2|Cer 19:1;O2/26:0 Cer_NS  SE 24:2;O4/18:0 KDCAE 

Cer 45:1;O3|Cer 18:1;O2/27:0;O Cer_HS  SE 24:2;O4/20:1 KDCAE 

Cer 45:1;O3|Cer 20:1;O2/25:0;O Cer_HS  SE 24:2;O4/20:2 KDCAE 

Cer 45:1;O4|Cer 19:1;O3/26:0(2OH) Cer_AP  SE 24:2;O4/21:0;O KDCAE 

Cer 45:1;O4|Cer 20:0;O3/25:1(2OH) Cer_AP  SE 27:2/22:2 DSMSE 

Cer 45:2;O2|Cer 18:1;O2/27:1 Cer_NS  SE 28:1/8:0 CASE 



 
 

Metabolite and Lipid name Class Metabolite and Lipid name Class

Cer 45:2;O3|Cer 19:2;O2/26:0;O Cer_HS SE 29:1/24:5 SISE

Cer 45:3;O4|Cer 17:2;O3/28:1(2OH) Cer_AP  SE 29:1/26:5 SISE 

Cer 46:0;O2|Cer 19:0;O2/27:0 Cer_NDS  SE 29:1/9:0 SISE 

Cer 46:0;O2|Cer 20:0;O2/26:0 Cer_NDS  SHexCer 39:2;O3|SHexCer 18:0;O2/21:2;O SHexCer

Cer 46:0;O3|Cer 18:0;O2/28:0;O Cer_HDS  SL 32:0;O|SL 17:0;O/15:0 SL 

Cer 46:0;O3|Cer 20:0;O2/26:0;O Cer_HDS  SL 34:0;O2|SL 17:0;O/17:0;O SL 

Cer 46:0;O4|Cer 18:0;O3/28:0(2OH) Cer_AP  SL 51:9;O2 SL 

Cer 46:0;O4|Cer 20:0;O3/26:0(2OH) Cer_AP  SM 30:1;O2|SM 16:1;O2/14:0 SM 

Cer 46:1;O2|Cer 18:1;O2/28:0 Cer_NS  SM 30:1;O2|SM 18:1;O2/12:0 SM 

Cer 46:1;O3|Cer 18:1;O2/28:0;O Cer_HS  SM 31:1;O2|SM 17:1;O2/14:0 SM 

Cer 46:1;O3|Cer 19:0;O2/27:1;O Cer_HDS  SM 32:1;O2|SM 16:1;O2/16:0 SM 

Cer 46:1;O3|Cer 20:1;O2/26:0;O Cer_HS  SM 32:1;O3 SM 

Cer 46:1;O4|Cer 20:1;O3/26:0(2OH) Cer_AP  SM 32:2;O2|SM 18:2;O2/14:0 SM 

Cer 46:2;O2|Cer 18:1;O2/28:1 Cer_NS  SM 33:0;O3 SM 

Cer 46:3;O4|Cer 18:2;O2/28:1;O2 Cer_EOS  SM 33:1;O2|SM 21:1;O2/12:0 SM 

Cer 46:3;O4|Cer 21:1;O2/25:2;O2 Cer_EOS  SM 33:1;O3 SM 

Cer 46:5;O4|Cer 18:0;O3/28:5(2OH) Cer_AP  SM 33:2;O3 SM 

Cer 47:0;O4|Cer 14:0;O3/33:0(2OH) Cer_AP  SM 34:0;O2|SM 22:0;O2/12:0 SM 

Cer 47:1;O2|Cer 20:1;O2/27:0 Cer_NS  SM 34:1;O2 SM 

Cer 47:1;O3|Cer 20:0;O2/27:1;O Cer_HDS  SM 34:1;O3 SM 

Cer 47:1;O4|Cer 18:0;O3/29:1(2OH) Cer_AP  SM 34:2;O2|SM 18:2;O2/16:0 SM 

Cer 47:3;O2|Cer 19:0;O2/28:3 Cer_NDS  SM 34:2;O3 SM 

Cer 47:8;O2|Cer 21:3;O2/26:5 Cer_NS  SM 34:3;O3 SM 

Cer 47:9;O2|Cer 23:3;O2/24:6 Cer_NS  SM 35:1;O2|SM 18:1;O2/17:0 SM 

Cer 48:0;O2|Cer 19:0;O2/29:0 Cer_NDS  SM 35:2;O2|SM 18:2;O2/17:0 SM 

Cer 48:0;O3|Cer 18:0;O2/30:0;O Cer_HDS  SM 35:3;O3 SM 

Cer 48:0;O4|Cer 18:0;O3/30:0(2OH) Cer_AP  SM 35:6;O3 SM 

Cer 48:1;O2|Cer 20:1;O2/28:0 Cer_NS  SM 36:0;O2 SM 

Cer 48:1;O3|Cer 18:1;O2/30:0;O Cer_HS  SM 36:0;O2|SM 21:0;O2/15:0 SM 

Cer 48:1;O3|Cer 21:0;O2/27:1;O Cer_HDS  SM 36:0;O3 SM 

Cer 48:2;O2|Cer 18:1;O2/30:1 Cer_NS  SM 36:1;O2 SM 

Cer 48:2;O3|Cer 18:1;O2/30:1;O Cer_HS  SM 36:1;O2|SM 18:1;O2/18:0 SM 

Cer 48:2;O4|Cer 22:1;O2/26:1;O2 Cer_EOS  SM 36:1;O3 SM 

Cer 48:5;O4|Cer 20:0;O3/28:5(2OH) Cer_AP  SM 36:2;O2 SM 

Cer 48:6;O2|Cer 18:1;O2/30:5 Cer_NS  SM 36:2;O2|SM 18:2;O2/18:0 SM 

Cer 48:7;O3|Cer 18:1;O2/30:6;O Cer_HS  SM 36:3;O2|SM 18:1;O2/18:2 SM 

Cer 49:0;O2|Cer 23:0;O2/26:0 Cer_NDS  SM 36:3;O2|SM 21:0;O2/15:3 SM 

Cer 49:2;O3|Cer 18:1;O2/31:1;O Cer_HS  SM 36:4;O3 SM 

Cer 49:6;O4|Cer 17:2;O3/32:4(2OH) Cer_AP  SM 36:6;O3 SM 

Cer 50:0;O2|Cer 21:0;O2/29:0 Cer_NDS  SM 37:0;O2 SM 

Cer 50:0;O4|Cer 18:0;O3/32:0(2OH) Cer_AP  SM 37:2;O3 SM 

Cer 50:0;O4|Cer 20:0;O3/30:0(2OH) Cer_AP  SM 37:6;O2 SM 

Cer 50:1;O3|Cer 18:0;O2/32:1;O Cer_HDS  SM 37:7;O3 SM 

Cer 50:1;O3|Cer 18:1;O2/32:0;O Cer_HS  SM 37:8;O3 SM 

Cer 50:1;O3|Cer 19:1;O2/31:0;O Cer_HS  SM 38:0;O2 SM 

Cer 50:1;O4|Cer 18:0;O3/32:1(2OH) Cer_AP  SM 38:0;O3 SM 

Cer 50:2;O3|Cer 18:1;O2/32:1;O Cer_HS  SM 38:1;O2|SM 16:1;O2/22:0 SM 



 
 

Metabolite and Lipid name Class Metabolite and Lipid name Class

Cer 50:3;O3|Cer 18:1;O2/32:2;O Cer_HS SM 38:1;O2|SM 18:1;O2/20:0 SM

Cer 51:2;O3|Cer 18:2;O2/33:0;O Cer_HS  SM 38:1;O3 SM 

Cer 51:2;O3|Cer 20:2;O2/31:0;O Cer_HS  SM 38:2;O2|SM 23:0;O2/15:2 SM 

Cer 52:0;O2|Cer 19:0;O2/33:0 Cer_NDS  SM 38:7;O3 SM 

Cer 52:1;O4|Cer 18:0;O3/34:1(2OH) Cer_AP  SM 39:1;O2|SM 18:1;O2/21:0 SM 

Cer 52:2;O3|Cer 18:1;O2/34:1;O Cer_HS  SM 39:8;O3 SM 

Cer 52:2;O4|Cer 17:2;O3/35:0(2OH) Cer_AP  SM 40:0;O2 SM 

Cer 52:3;O3|Cer 18:1;O2/34:2;O Cer_HS  SM 40:0;O3 SM 

Cer 53:2;O3|Cer 19:2;O2/34:0;O Cer_HS  SM 40:1;O2 SM 

Cer 53:3;O3|Cer 18:2;O2/35:1;O Cer_HS  SM 40:1;O2|SM 18:1;O2/22:0 SM 

Cer 53:4;O2|Cer 19:0;O2/34:4 Cer_NDS  SM 40:1;O3 SM 

Cer 54:0;O2|Cer 19:0;O2/35:0 Cer_NDS  SM 40:2;O2|SM 16:1;O2/24:1 SM 

Cer 54:12;O4|Cer 18:2;O2/36:10;O2 Cer_EOS  SM 40:2;O2|SM 18:2;O2/22:0 SM 

Cer 54:3;O3|Cer 18:1;O2/36:2;O Cer_HS  SM 40:3;O2 SM 

Cer 55:9;O4|Cer 21:3;O3/34:6(2OH) Cer_AP  SM 40:8;O3 SM 

Cer 56:0;O2|Cer 27:0;O2/29:0 Cer_NDS  SM 41:0;O2 SM 

Cer 56:1;O2|Cer 18:1;O2/38:0 Cer_NS  SM 41:1;O2|SM 18:1;O2/23:0 SM 

Cer 57:9;O4|Cer 21:3;O3/36:6(2OH) Cer_AP  SM 41:1;O3 SM 

Cer 59:5;O2|Cer 27:0;O2/32:5 Cer_NDS  SM 41:2;O2|SM 18:1;O2/23:1 SM 

Cer 59:9;O4|Cer 23:3;O3/36:6(2OH) Cer_AP  SM 41:7;O3 SM 

Cer 60:0;O2|Cer 29:0;O2/31:0 Cer_NDS  SM 41:8;O3 SM 

Cer 60:14;O4|Cer 18:2;O2/42:12;O2 Cer_EOS  SM 42:0;O2|SM 18:0;O2/24:0 SM 

Cer 60:7;O2|Cer 22:1;O2/38:6 Cer_NS  SM 42:0;O3 SM 

Cer 62:13;O4|Cer 19:1;O2/43:12;O2 Cer_EOS  SM 42:1;O2 SM 

Cer 62:7;O3 Cer_NP  SM 42:1;O2|SM 18:1;O2/24:0 SM 

Cer 63:12;O4|Cer 20:1;O2/43:11;O2 Cer_EOS  SM 42:1;O3 SM 

Cer 63:13;O4|Cer 19:1;O2/44:12;O2 Cer_EOS  SM 42:2;O2 SM 

Cer 63:13;O4|Cer 21:1;O2/42:12;O2 Cer_EOS  SM 42:2;O2|SM 18:1;O2/24:1 SM 

Cer 63:14;O4|Cer 19:1;O2/44:13;O2 Cer_EOS  SM 42:2;O3 SM 

Cer 64:7;O3 Cer_NP  SM 42:3;O2|SM 18:2;O2/24:1 SM 

Cer 65:10;O4|Cer 21:1;O2/44:9;O2 Cer_EOS  SM 42:4;O2 SM 

Cer 65:11;O4|Cer 18:2;O2/47:9;O2 Cer_EOS  SM 42:4;O3 SM 

Cer 65:12;O4|Cer 21:1;O2/44:11;O2 Cer_EOS  SM 42:5;O3 SM 

Cer 65:14;O4|Cer 21:1;O2/44:13;O2 Cer_EOS  SM 43:0;O2 SM 

Cer 68:13;O4|Cer 22:2;O2/46:11;O2 Cer_EOS  SM 43:1;O3 SM 

Cer 68:14;O4|Cer 22:2;O2/46:12;O2 Cer_EOS  SM 43:2;O2 SM 

Cer 68:15;O4|Cer 22:2;O2/46:13;O2 Cer_EOS  SM 43:2;O2|SM 18:2;O2/25:0 SM 

Cer 68:16;O4|Cer 22:3;O2/46:13;O2 Cer_EOS  SM 43:5;O3 SM 

Cer 68:5;O4|Cer 18:2;O2/50:3;O2 Cer_EOS  SM 44:0;O2 SM 

Cer 70:5;O4|Cer 18:2;O2/52:3;O2 Cer_EOS  SM 44:0;O3 SM 

CL 55:2 CL  SM 44:1;O2 SM 

CL 62:1 CL  SM 44:1;O2|SM 18:1;O2/26:0 SM 

CL 72:8|CL 36:4_36:4 CL  SM 44:1;O2|SM 19:1;O2/25:0 SM 

CL 74:0|CL 16:0_16:0_16:0_26:0 CL  SM 44:1;O3 SM 

CL 75:11|CL 15:0_20:3_20:3_20:5 CL  SM 44:2;O2|SM 17:1;O2/27:1 SM 

CL 80:4|CL 18:0_18:0_22:0_22:4 CL  SM 44:2;O2|SM 18:1;O2/26:1 SM 

CL 80:4|CL 28:0_16:1_18:1_18:2 CL  SM 44:2;O3 SM 



 
 

Metabolite and Lipid name Class Metabolite and Lipid name Class

CL 84:12|CL 24:0_20:4_20:4_20:4 CL SM 44:3;O2 SM

CL 90:1|CL 24:0_24:0_24:0_18:1 CL  SM 44:4;O2 SM 

CoQ10 CoQ  SM 45:1;O2|SM 18:1;O2/27:0 SM 

CoQ8 CoQ  SM 45:1;O3 SM 

DG 10:0 DG  SM 45:2;O3 SM 

DG 15:0 DG  SM 45:3;O3 SM 

DG 17:0 DG  SM 45:6;O2 ASM 

DG 18:0 DG  SM 45:7;O2 SM 

DG 18:2 DG  SM 46:0;O2 SM 

DG 19:0 DG  SM 46:1;O2 SM 

DG 20:0|DG 8:0_12:0 DG  SM 46:1;O3 SM 

DG 21:3 DG  SM 46:3;O2 SM 

DG 22:0 DG  SM 46:5;O2 SM 

DG 22:0|DG 10:0_12:0 DG  SM 46:6;O3 SM 

DG 24:0|DG 12:0_12:0 DG  SM 46:7;O3 SM 

DG 28:0|DG 12:0_16:0 DG  SM 47:2;O3 SM 

DG 28:1|DG 10:0_18:1 DG  SM 47:3;O3 SM 

DG 29:0|DG 14:0_15:0 DG  SM 47:4;O2 SM 

DG 30:0|DG 14:0_16:0 DG  SM 47:4;O3 SM 

DG 30:0|DG 15:0_15:0 DG  SM 48:2;O2 SM 

DG 30:1|DG 14:0_16:1 DG  SM 48:2;O3 SM 

DG 30:2|DG 14:1_16:1 DG  SM 50:1;O3 SM 

DG 30:8 DG  SM 50:2;O2 SM 

DG 31:0|DG 15:0_16:0 DG  SM 50:2;O3 SM 

DG 31:1|DG 15:0_16:1 DG  SM 50:3;O3 SM 

DG 31:2|DG 15:1_16:1 DG  SM 52:2;O3 SM 

DG 32:0|DG 16:0_16:0 DG  SM 52:3;O3 SM 

DG 32:1 DG  SM 56:8;O2 SM 

DG 32:1|DG 16:0_16:1 DG  SM 56:9;O2 SM 

DG 32:2|DG 16:1_16:1 DG  SPB 18:0;O2 DHSph 

DG 33:0|DG 16:0_17:0 DG  SPB 18:0;O3 PhytoSph

DG 33:1|DG 15:0_18:1 DG  SPB 18:1;O2 Sph 

DG 33:2|DG 15:0_18:2 DG  SPB 19:0;O2 DHSph 

DG 34:0 DG  SPB 20:0;O2 DHSph 

DG 34:0|DG 16:0_18:0 DG  SPB 22:0;O2 DHSph 

DG 34:1 DG  SPB 24:0;O2 DHSph 

DG 34:1|DG 16:0_18:1 DG  SPB 26:0;O2 DHSph 

DG 34:2|DG 16:0_18:2 DG  ST 27:1;O ST 

DG 34:3|DG 16:1_18:2 DG  ST 27:2;O ST 

DG 35:1|DG 17:0_18:1 DG  ST 28:1;O ST 

DG 35:2|DG 17:0_18:2 DG  ST 28:2;O ST 

DG 35:2|DG 17:1_18:1 DG  ST 29:1;O ST 

DG 35:3|DG 17:1_18:2 DG  TG 24:0|TG 8:0_8:0_8:0 TG 

DG 35:4|DG 15:0_20:4 DG  TG 26:0|TG 8:0_8:0_10:0 TG 

DG 35:6 DG  TG 27:0|TG 5:0_9:0_13:0 TG 

DG 36:0 DG  TG 28:0|TG 8:0_10:0_10:0 TG 

DG 36:0|DG 18:0_18:0 DG  TG 28:1|TG 8:0_10:0_10:1 TG 



 
 

Metabolite and Lipid name Class Metabolite and Lipid name Class

DG 36:1 DG TG 29:0;O|TG 10:0_10:0_9:0;O OxTG

DG 36:1|DG 18:0_18:1 DG  TG 29:0|TG 5:0_10:0_14:0 TG 

DG 36:2|DG 18:1_18:1 DG  TG 29:0|TG 8:0_9:0_12:0 TG 

DG 36:3 DG  TG 29:1|TG 5:0_5:0_19:1 TG 

DG 36:3|DG 18:1_18:2 DG  TG 29:1|TG 5:0_8:0_16:1 TG 

DG 36:4|DG 16:0_20:4 DG  TG 30:0|TG 8:0_10:0_12:0 TG 

DG 36:4|DG 18:2_18:2 DG  TG 30:0|TG 8:0_8:0_14:0 TG 

DG 36:5|DG 16:1_20:4 DG  TG 30:1|TG 8:0_10:0_12:1 TG 

DG 36:5|DG 18:2_18:3 DG  TG 30:2|TG 8:0_10:1_12:1 TG 

DG 37:0 DG  TG 31:0|TG 8:0_8:0_15:0 TG 

DG 37:2|DG 18:1_19:1 DG  TG 31:1|TG 5:0_8:0_18:1 TG 

DG 37:4|DG 17:0_20:4 DG  TG 32:0|TG 8:0_12:0_12:0 TG 

DG 37:6|DG 18:1_19:5 DG  TG 32:1;O|TG 10:0_14:0_8:1;O OxTG 

DG 38:0|DG 16:0_22:0 DG  TG 32:1|TG 8:0_8:0_16:1 TG 

DG 38:1 DG  TG 32:2|TG 10:0_10:1_12:1 TG 

DG 38:1|DG 20:0_18:1 DG  TG 32:3;O2|TG 8:0_8:0_16:3;O2 OxTG 

DG 38:2 DG  TG 33:1|TG 8:0_8:0_17:1 TG 

DG 38:2|DG 18:1_20:1 DG  TG 34:0|TG 8:0_10:0_16:0 TG 

DG 38:3 DG  TG 34:0|TG 8:0_12:0_14:0 TG 

DG 38:3|DG 18:0_20:3 DG  TG 34:1|TG 8:0_8:0_18:1 TG 

DG 38:4 DG  TG 34:2|TG 8:0_8:0_18:2 TG 

DG 38:4|DG 18:0_20:4 DG  TG 34:3|TG 8:0_8:0_18:3 TG 

DG 38:4|DG 18:1_20:3 DG  TG 35:0|TG 10:0_10:0_15:0 TG 

DG 38:5|DG 18:1_20:4 DG  TG 35:0|TG 8:0_10:0_17:0 TG 

DG 38:5|DG 18:2_20:3 DG  TG 36:0;O|TG 12:0_16:0_8:0;O OxTG 

DG 38:6 DG  TG 36:0;O|TG 14:0_14:0_8:0;O OxTG 

DG 38:6|DG 16:0_22:6 DG  TG 36:0|TG 10:0_12:0_14:0 TG 

DG 38:6|DG 18:2_20:4 DG  TG 36:0|TG 12:0_12:0_12:0 TG 

DG 39:10 DG  TG 36:1;O|TG 8:0_10:0_18:1;O OxTG 

DG 39:2 DG  TG 36:1|TG 8:0_10:0_18:1 TG 

DG 39:3 DG  TG 36:2|TG 8:0_10:0_18:2 TG 

DG 39:5 DG  TG 36:3|TG 8:0_10:1_18:2 TG 

DG 39:6 DG  TG 37:0|TG 12:0_12:0_13:0 TG 

DG 39:7 DG  TG 37:0|TG 5:0_16:0_16:0 TG 

DG 40:0|DG 16:0_24:0 DG  TG 37:1|TG 8:0_10:0_19:1 TG 

DG 40:0|DG 20:0_20:0 DG  TG 37:2|TG 5:0_14:0_18:2 TG 

DG 40:10 DG  TG 37:2|TG 5:0_14:1_18:1 TG 

DG 40:4 DG  TG 38:0;O|TG 14:0_16:0_8:0;O OxTG 

DG 40:4|DG 18:0_22:4 DG  TG 38:0;O|TG 15:0_16:0_7:0;O OxTG 

DG 40:5 DG  TG 38:0;O2|TG 8:0_10:0_20:0;O2 OxTG 

DG 40:5|DG 18:0_22:5 DG  TG 38:0|TG 12:0_12:0_14:0 TG 

DG 40:6|DG 18:0_22:6 DG  TG 38:0|TG 8:0_12:0_18:0 TG 

DG 41:2|DG 18:1_23:1 DG  TG 38:1;O|TG 10:0_10:0_18:1;O OxTG 

DG 41:3 DG  TG 38:1;O|TG 8:0_15:0_15:1;O OxTG 

DG 41:4 DG  TG 38:1|TG 8:0_12:0_18:1 TG 

DG 41:5 DG  TG 38:1|TG 8:0_14:0_16:1 TG 

DG 41:6 DG  TG 38:2;O|TG 14:0_16:1_8:1;O OxTG 



 
 

Metabolite and Lipid name Class Metabolite and Lipid name Class

DG 41:7 DG TG 38:2|TG 8:0_12:0_18:2 TG

DG 42:0|DG 20:0_22:0 DG  TG 38:3|TG 8:0_12:0_18:3 TG 

DG 42:1|DG 24:0_18:1 DG  TG 39:0;O|TG 14:0_18:0_7:0;O OxTG 

DG 42:5 DG  TG 39:0|TG 8:0_15:0_16:0 TG 

DG 42:6 DG  TG 39:1|TG 8:0_16:0_15:1 TG 

DG 42:9 DG  TG 39:2|TG 5:0_16:0_18:2 TG 

DG 43:0 DG  TG 39:2|TG 5:0_16:1_18:1 TG 

DG 43:1|DG 25:0_18:1 DG  TG 39:3|TG 5:0_16:1_18:2 TG 

DG 43:2 DG  TG 40:0;O|TG 14:0_16:0_10:0;O OxTG 

DG 43:4 DG  TG 40:0|TG 10:0_14:0_16:0 TG 

DG 43:6 DG  TG 40:0|TG 12:0_14:0_14:0 TG 

DG 43:7 DG  TG 40:1;O|TG 8:0_14:1_18:0;O OxTG 

DG 44:0 DG  TG 40:1|TG 10:0_12:0_18:1 TG 

DG 44:1 DG  TG 40:2;O|TG 8:0_14:0_18:2;O OxTG 

DG 44:1|DG 22:0_22:1 DG  TG 40:2|TG 10:0_12:0_18:2 TG 

DG 44:3|DG 18:1_26:2 DG  TG 40:2|TG 8:0_16:1_16:1 TG 

DG 45:1 DG  TG 40:3|TG 8:0_14:0_18:3 TG 

DG 45:10 DG  TG 41:0;O|TG 16:0_16:0_9:0;O OxTG 

DG 45:5 DG  TG 41:0|TG 12:0_13:0_16:0 TG 

DG 45:6 DG  TG 41:1|TG 5:0_18:0_18:1 TG 

DG 45:9 DG  TG 41:2|TG 5:0_18:1_18:1 TG 

DG 46:0|DG 22:0_24:0 DG  TG 41:3|TG 5:0_18:1_18:2 TG 

DG 46:10 DG  TG 41:4|TG 5:0_18:1_18:3 TG 

DG 47:11 DG  TG 42:0;O|TG 10:0_14:0_18:0;O OxTG 

DG 47:5 DG  TG 42:0;O|TG 16:0_16:0_10:0;O OxTG 

DG 47:6 DG  TG 42:0|TG 12:0_14:0_16:0 TG 

DG 47:8 DG  TG 42:0|TG 14:0_14:0_14:0 TG 

DG 48:12 DG  TG 42:1|TG 12:0_12:0_18:1 TG 

DG 48:13 DG  TG 42:1|TG 12:0_14:0_16:1 TG 

DG 48:4 DG  TG 42:2|TG 12:0_12:1_18:1 TG 

DG 48:6 DG  TG 42:2|TG 8:0_16:0_18:2 TG 

DG 48:7 DG  TG 42:3|TG 12:0_12:0_18:3 TG 

DG 48:8 DG  TG 42:3|TG 14:0_10:1_18:2 TG 

DG 48:9 DG  TG 42:4|TG 10:1_14:1_18:2 TG 

DG 50:8 DG  TG 42:4|TG 14:0_10:1_18:3 TG 

DG 51:4 DG  TG 43:0|TG 14:0_14:0_15:0 TG 

DG 51:6 DG  TG 43:1|TG 13:0_14:0_16:1 TG 

DG 52:1 DG  TG 43:2|TG 13:0_15:1_15:1 TG 

DG 52:10 DG  TG 43:3|TG 15:0_10:1_18:2 TG 

DG 52:14 DG  TG 43:3|TG 8:0_17:1_18:2 TG 

DG 52:3 DG  TG 44:0;O|TG 10:0_16:0_18:0;O OxTG 

DG 52:9 DG  TG 44:0|TG 14:0_14:0_16:0 TG 

DG O-31:1|DG O-17:0_14:1 EtherDG  TG 44:1;O|TG 12:0_14:0_18:1;O OxTG 

DG O-34:1|DG O-17:0_17:1 EtherDG  TG 44:1|TG 12:0_14:0_18:1 TG 

DG O-34:2|DG O-16:1_18:1 EtherDG  TG 44:2|TG 10:0_16:1_18:1 TG 

DG O-34:2|DG O-17:0_17:2 EtherDG  TG 44:3|TG 10:1_16:1_18:1 TG 

DG O-35:1|DG O-17:0_18:1 EtherDG  TG 44:3|TG 8:0_18:1_18:2 TG 



 
 

Metabolite and Lipid name Class Metabolite and Lipid name Class

DG O-35:4|DG O-19:3_16:1 EtherDG TG 44:4|TG 8:0_18:2_18:2 TG

DG O-36:1|DG O-19:0_17:1 EtherDG  TG 44:5|TG 8:0_16:0_20:5 TG 

DG O-36:2|DG O-15:0_21:2 EtherDG  TG 45:1|TG 14:0_15:0_16:1 TG 

DG O-36:2|DG O-18:1_18:1 EtherDG  TG 45:2|TG 14:0_15:1_16:1 TG 

DG O-36:4|DG O-18:2_18:2 EtherDG  TG 45:3|TG 14:1_14:1_17:1 TG 

DG O-36:5|DG O-16:1_20:4 EtherDG  TG 45:3|TG 14:1_15:1_16:1 TG 

DG O-37:1|DG O-20:0_17:1 EtherDG  TG 45:7;O|TG 15:1_22:5_8:1;O OxTG 

DG O-38:1|DG O-13:1_25:0 EtherDG  TG 46:0;O|TG 12:0_16:0_18:0;O OxTG 

DG O-38:1|DG O-20:0_18:1 EtherDG  TG 46:1;O|TG 14:0_14:0_18:1;O OxTG 

DG O-38:5|DG O-18:1_20:4 EtherDG  TG 46:1;O2|TG 14:0_14:0_18:1;O2 OxTG 

DG O-38:6|DG O-18:2_20:4 EtherDG  TG 46:1|TG 12:0_16:0_18:1 TG 

DG O-38:7|DG O-16:1_22:6 EtherDG  TG 46:2;O|TG 14:0_14:0_18:2;O OxTG 

DG O-39:1|DG O-21:0_18:1 EtherDG  TG 46:2;O|TG 16:0_18:0_12:2;O OxTG 

DG O-40:6|DG O-18:1_22:5 EtherDG  TG 46:2;O2|TG 19:0_18:2_9:0;O2 OxTG 

DG O-40:8|DG O-18:2_22:6 EtherDG  TG 46:2|TG 14:0_16:1_16:1 TG 

DG O-42:1|DG O-15:1_27:0 EtherDG  TG 46:3;O|TG 15:0_17:1_14:2;O OxTG 

DG O-42:3|DG O-24:2_18:1 EtherDG  TG 46:3|TG 10:0_18:1_18:2 TG 

DG O-44:1|DG O-17:1_27:0 EtherDG  TG 46:4;O|TG 13:1_18:2_15:1;O OxTG 

DG O-44:1|DG O-26:0_18:1 EtherDG  TG 46:4|TG 10:0_18:2_18:2 TG 

DG O-45:1|DG O-20:0_25:1 EtherDG  TG 46:5|TG 10:0_18:2_18:3 TG 

DG O-46:1|DG O-21:0_25:1 EtherDG  TG 46:5|TG 8:0_16:0_22:5 TG 

DG O-47:1|DG O-27:1_20:0 EtherDG  TG 47:2|TG 15:0_16:1_16:1 TG 

DG O-50:1|DG O-24:0_26:1 EtherDG  TG 47:3;O2|TG 18:1_18:2_11:0;O2 OxTG 

DGDG 24:0|DGDG 12:0_12:0 DGDG  TG 47:3|TG 14:1_16:1_17:1 TG 

DGDG 26:0|DGDG 12:0_14:0 DGDG  TG 47:4|TG 12:0_17:1_18:3 TG 

DGDG 28:0|DGDG 14:0_14:0 DGDG  TG 48:0;O|TG 14:0_16:0_18:0;O OxTG 

DGDG 29:0|DGDG 14:0_15:0 DGDG  TG 48:0;O|TG 16:0_16:0_16:0;O OxTG 

DGDG 30:0|DGDG 14:0_16:0 DGDG  TG 48:0|TG 16:0_16:0_16:0 TG 

DGDG 31:0|DGDG 15:0_16:0 DGDG  TG 48:1;O|TG 16:0_16:1_16:0;O OxTG 

DGDG 32:0|DGDG 15:0_17:0 DGDG  TG 48:1;O|TG 16:0_19:0_13:1;O OxTG 

DGDG 32:0|DGDG 16:0_16:0 DGDG  TG 48:1|TG 14:0_16:0_18:1 TG 

DGDG 32:1|DGDG 14:0_18:1 DGDG  TG 48:2;O2|TG 12:0_18:2_18:0;O2 OxTG 

DGDG 32:1|DGDG 16:0_16:1 DGDG  TG 48:2|TG 16:0_14:1_18:1 TG 

DGDG 32:2|DGDG 14:0_18:2 DGDG  TG 48:3;O|TG 14:0_16:0_18:3;O OxTG 

DGDG 33:0|DGDG 15:0_18:0 DGDG  TG 48:3;O|TG 16:1_18:1_14:1;O OxTG 

DGDG 33:1|DGDG 15:0_18:1 DGDG  TG 48:3|TG 14:0_16:1_18:2 TG 

DGDG 33:2|DGDG 15:0_18:2 DGDG  TG 48:3|TG 16:1_16:1_16:1 TG 

DGDG 34:0|DGDG 15:0_19:0 DGDG  TG 48:4|TG 12:0_18:2_18:2 TG 

DGDG 34:0|DGDG 16:0_18:0 DGDG  TG 48:4|TG 14:1_16:1_18:2 TG 

DGDG 34:1|DGDG 16:0_18:1 DGDG  TG 48:5|TG 12:0_18:2_18:3 TG 

DGDG 34:2|DGDG 16:1_18:1 DGDG  TG 48:5|TG 12:1_18:2_18:2 TG 

DGDG 34:3|DGDG 16:0_18:3 DGDG  TG 49:1|TG 15:0_16:0_18:1 TG 

DGDG 35:1|DGDG 17:0_18:1 DGDG  TG 49:2;O|TG 16:0_17:1_16:1;O OxTG 

DGDG 35:2|DGDG 17:1_18:1 DGDG  TG 49:2|TG 15:0_16:0_18:2 TG 

DGDG 36:1|DGDG 18:0_18:1 DGDG  TG 49:3;O|TG 16:1_19:1_14:1;O OxTG 

DGDG 36:2|DGDG 18:1_18:1 DGDG  TG 49:3;O2|TG 16:1_16:1_17:1;O2 OxTG 

DGDG 36:3|DGDG 18:1_18:2 DGDG  TG 49:3;O4|TG 16:0_15:2_18:1;O4 OxTG 



 
 

Metabolite and Lipid name Class Metabolite and Lipid name Class

DGDG 37:1|DGDG 15:0_22:1 DGDG TG 49:3|TG 15:0_16:1_18:2 TG

DGDG 38:1|DGDG 18:0_20:1 DGDG  TG 49:4;O|TG 16:0_19:2_14:2;O OxTG 

DGDG 38:2|DGDG 18:1_20:1 DGDG  TG 49:4|TG 15:1_16:1_18:2 TG 

DGDG 38:3|DGDG 18:1_20:2 DGDG  TG 49:7|TG 15:1_15:1_19:5 TG 

DMPE 32:0|DMPE 16:0_16:0 DMPE  TG 50:0;O|TG 16:0_16:0_18:0;O OxTG 

DMPE 34:1|DMPE 16:0_18:1 DMPE  TG 50:0|TG 16:0_16:0_18:0 TG 

DMPE 43:9 DMPE  TG 50:1;O|TG 16:0_16:0_18:1;O OxTG 

DMPE 49:2 DMPE  TG 50:1;O|TG 16:0_18:1_16:0;O OxTG 

FA 16:0 FA  TG 50:1;O2|TG 16:0_16:0_18:1;O2 OxTG 

FA 16:0;O2 OxFA  TG 50:1|TG 16:0_16:0_18:1 TG 

FA 17:0 FA  TG 50:2;O|TG 16:0_16:0_18:2;O OxTG 

FA 17:1 FA  TG 50:2;O|TG 16:0_16:1_18:1;O OxTG 

FA 18:0(2OH) OxFA  TG 50:2;O|TG 16:0_18:1_16:1;O OxTG 

FA 18:0;O2 OxFA  TG 50:2|TG 16:0_16:0_18:2 TG 

FA 18:0;O3 OxFA  TG 50:2|TG 16:0_16:1_18:1 TG 

FA 18:1;O OxFA  TG 50:3;O|TG 16:0_16:0_18:3;O OxTG 

FA 18:1;O2 OxFA  TG 50:3;O|TG 16:1_16:1_18:1;O OxTG 

FA 18:1;O3 OxFA  TG 50:3;O|TG 16:1_18:2_16:0;O OxTG 

FA 18:2;O OxFA  TG 50:3;O2|TG 16:0_16:0_18:3;O2 OxTG 

FA 20:3 FA  TG 50:3;O2|TG 17:1_17:1_16:1;O2 OxTG 

FA 20:3;O2 OxFA  TG 50:3|TG 16:0_16:1_18:2 TG 

FA 20:3;O3 OxFA  TG 50:3|TG 16:1_16:1_18:1 TG 

FA 20:4;O OxFA  TG 50:4;O|TG 16:0_16:1_18:3;O OxTG 

FA 20:4;O2 OxFA  TG 50:4;O|TG 17:1_18:2_15:1;O OxTG 

FA 20:4;O4 OxFA  TG 50:4;O2|TG 16:0_16:1_18:3;O2 OxTG 

FA 22:1;O3 OxFA  TG 50:4|TG 16:1_16:1_18:2 TG 

FA 22:6;O OxFA  TG 50:5|TG 16:1_16:2_18:2 TG 

FA 22:6;O3 OxFA  TG 50:6|TG 12:0_18:2_20:4 TG 

FA 24:0 FA  TG 50:7;O|TG 17:2_17:2_16:3;O OxTG 

FA 25:0 FA  TG 51:0|TG 17:0_17:0_17:0 TG 

FA 26:0 FA  TG 51:1;O|TG 16:0_17:1_18:0;O OxTG 

FA 26:0(2OH) OxFA  TG 51:1;O2|TG 8:0_8:0_9:0;O(FA 26:0) TG_EST 

FA 28:0 FA  TG 51:1|TG 16:0_17:0_18:1 TG 

FA 28:1 FA  TG 51:2|TG 16:0_17:1_18:1 TG 

FA 30:1 FA  TG 51:3;O|TG 15:0_18:1_18:2;O OxTG 

FA 32:0 FA  TG 51:3;O3|TG 17:1_18:2_16:0;O3 OxTG 

FAHFA 42:1;O|FAHFA 16:0/26:0;O FAHFA  TG 51:3|TG 16:1_17:1_18:1 TG 

HBMP 50:1|HBMP 16:0_16:0_18:1 HBMP  TG 51:3|TG 17:1_17:1_17:1 TG 

HBMP 52:2|HBMP 18:1/16:0_18:1 HBMP  TG 51:4;O|TG 18:1_18:1_15:2;O OxTG 

HBMP 52:3|HBMP 18:1/16:0_18:2 HBMP  TG 51:4|TG 15:0_18:2_18:2 TG 

HBMP 52:4|HBMP 18:2/16:0_18:2 HBMP  TG 51:5;O3|TG 16:0_15:2_20:3;O3 OxTG 

HBMP 54:2|HBMP 18:0/18:1_18:1 HBMP  TG 51:5|TG 15:1_18:2_18:2 TG 

HBMP 54:3|HBMP 18:1/18:0_18:2 HBMP  TG 51:6;O|TG 18:2_18:2_15:2;O OxTG 

Hex2Cer 34:1;O2|Hex2Cer 18:1;O2/16:0 Hex2Cer  TG 51:6;O2|TG 16:1_18:3_17:2;O2 OxTG 

Hex2Cer 34:2;O2|Hex2Cer 18:2;O2/16:0 Hex2Cer  TG 52:0|TG 16:0_18:0_18:0 TG 

Hex2Cer 36:1;O2|Hex2Cer 18:1;O2/18:0 Hex2Cer  TG 52:1;O|TG 16:0_18:0_18:1;O OxTG 

Hex2Cer 36:2;O2|Hex2Cer 18:1;O2/18:1 Hex2Cer  TG 52:1;O|TG 16:0_18:1_18:0;O OxTG 



 
 

Metabolite and Lipid name Class Metabolite and Lipid name Class

Hex2Cer 38:1;O2|Hex2Cer 18:1;O2/20:0 Hex2Cer TG 52:1;O2|TG 13:0_18:1_21:0;O2 OxTG

Hex2Cer 38:2;O2|Hex2Cer 18:1;O2/20:1 Hex2Cer  TG 52:1;O2|TG 16:0_18:0_18:1;O2 OxTG 

Hex2Cer 40:0;O2|Hex2Cer 18:0;O2/22:0 Hex2Cer  TG 52:1|TG 16:0_18:0_18:1 TG 

Hex2Cer 40:1;O2|Hex2Cer 18:1;O2/22:0 Hex2Cer  TG 52:1|TG 18:0_18:0_16:1 TG 

Hex2Cer 40:2;O2|Hex2Cer 18:1;O2/22:1 Hex2Cer  TG 52:2;O|TG 16:0_18:1_18:1;O OxTG 

Hex2Cer 40:3;O2|Hex2Cer 18:1;O2/22:2 Hex2Cer  TG 52:2;O|TG 18:0_18:1_16:1;O OxTG 

Hex2Cer 41:1;O2|Hex2Cer 18:1;O2/23:0 Hex2Cer  TG 52:2;O2|TG 16:0_18:2_18:0;O2 OxTG 

Hex2Cer 41:2;O2|Hex2Cer 18:1;O2/23:1 Hex2Cer  TG 52:2|TG 16:0_18:1_18:1 TG 

Hex2Cer 42:1;O2|Hex2Cer 18:1;O2/24:0 Hex2Cer  TG 52:2|TG 18:0_16:1_18:1 TG 

Hex2Cer 42:2;O2|Hex2Cer 18:1;O2/24:1 Hex2Cer  TG 52:2|TG 18:0_17:1_17:1 TG 

Hex2Cer 42:3;O2|Hex2Cer 18:1;O2/24:2 Hex2Cer  TG 52:3;O|TG 16:0_18:1_18:2;O OxTG 

Hex2Cer 42:4;O2|Hex2Cer 18:1;O2/24:3 Hex2Cer  TG 52:3;O|TG 16:0_18:2_18:1;O OxTG 

Hex2Cer 43:1;O2|Hex2Cer 21:1;O2/22:0 Hex2Cer  TG 52:3;O|TG 18:1_18:2_16:0;O OxTG 

Hex2Cer 43:2;O2|Hex2Cer 19:1;O2/24:1 Hex2Cer  TG 52:3;O2|TG 15:1_17:2_20:0;O2 OxTG 

Hex2Cer 44:0;O2|Hex2Cer 21:0;O2/23:0 Hex2Cer  TG 52:3;O2|TG 16:0_18:1_18:2;O2 OxTG 

Hex2Cer 44:1;O2|Hex2Cer 18:1;O2/26:0 Hex2Cer  TG 52:3;O2|TG 19:0_15:2_18:1;O2 OxTG 

Hex2Cer 44:2;O2|Hex2Cer 18:1;O2/26:1 Hex2Cer  TG 52:3;O4|TG 17:1_17:2_18:0;O4 OxTG 

Hex2Cer 44:3;O2|Hex2Cer 18:1;O2/26:2 Hex2Cer  TG 52:3|TG 16:0_18:1_18:2 TG 

Hex2Cer 44:8;O2 Hex2Cer  TG 52:3|TG 16:1_18:1_18:1 TG 

Hex3Cer 44:1;O2 Hex3Cer  TG 52:3|TG 17:1_17:1_18:1 TG 

HexCer 34:0;O2|HexCer 18:0;O2/16:0 HexCer_NDS TG 52:3|TG 19:0_15:1_18:2 TG 

HexCer 34:1;O2|HexCer 18:1;O2/16:0 HexCer_NS TG 52:4;O|TG 16:0_18:2_18:2;O OxTG 

HexCer 34:1;O3|HexCer 18:1;O2/16:0;O HexCer_HS TG 52:4;O|TG 16:0_18:3_18:1;O OxTG 

HexCer 36:0;O2|HexCer 18:0;O2/18:0 HexCer_NDS TG 52:4;O|TG 18:2_18:2_16:0;O OxTG 

HexCer 36:1;O2|HexCer 18:1;O2/18:0 HexCer_NS TG 52:4;O2|TG 16:0_18:1_18:3;O2 OxTG 

HexCer 36:3;O3 HexCer_HDS TG 52:4;O2|TG 18:1_18:1_16:2;O2 OxTG 

HexCer 38:0;O2|HexCer 18:0;O2/20:0 HexCer_NDS TG 52:4;O2|TG 19:0_17:4_16:0;O2 OxTG 

HexCer 38:0;O4|HexCer 18:0;O3/20:0(2OH) HexCer_AP TG 52:4|TG 12:1_22:1_18:2 TG 

HexCer 38:1;O2|HexCer 18:1;O2/20:0 HexCer_NS TG 52:4|TG 16:1_18:1_18:2 TG 

HexCer 38:6;O2|HexCer 18:1;O2/20:5 HexCer_NS TG 52:4|TG 17:1_17:1_18:2 TG 

HexCer 39:0;O2 HexCer_NDS TG 52:5;O|TG 16:1_18:2_18:2;O OxTG 

HexCer 39:0;O4|HexCer 18:0;O3/21:0(2OH) HexCer_AP TG 52:5;O|TG 18:2_18:2_16:1;O OxTG 

HexCer 39:1;O4|HexCer 18:0;O3/21:1(2OH) HexCer_AP TG 52:5;O2|TG 16:0_18:2_18:3;O2 OxTG 

HexCer 40:0;O2|HexCer 18:0;O2/22:0 HexCer_NDS TG 52:5|TG 16:1_18:2_18:2 TG 

HexCer 40:0;O4|HexCer 18:0;O3/22:0(2OH) HexCer_AP TG 52:6;O|TG 18:2_18:2_16:2;O OxTG 

HexCer 40:1;O2|HexCer 18:1;O2/22:0 HexCer_NS TG 52:6;O2|TG 16:1_18:2_18:3;O2 OxTG 

HexCer 40:1;O3|HexCer 18:1;O2/22:0;O HexCer_HS TG 52:6|TG 16:1_18:2_18:3 TG 

HexCer 40:4;O3 HexCer_HS TG 52:7|TG 16:0_16:3_20:4 TG 

HexCer 41:0;O2|HexCer 18:0;O2/23:0 HexCer_NDS TG 52:7|TG 18:1_16:3_18:3 TG 

HexCer 41:0;O4|HexCer 18:0;O3/23:0(2OH) HexCer_AP TG 52:7|TG 18:2_18:2_16:3 TG 

HexCer 41:1;O2|HexCer 18:1;O2/23:0 HexCer_NS TG 53:0;O2|TG 14:0_18:0_21:0;O2 OxTG 

HexCer 41:1;O3|HexCer 18:1;O2/23:0;O HexCer_HS TG 53:0|TG 14:0_15:0_24:0 TG 

HexCer 41:3;O3|HexCer 17:2;O2/24:1;O HexCer_HS TG 53:1;O|TG 18:0_18:0_17:1;O OxTG 

HexCer 42:0;O2|HexCer 18:0;O2/24:0 HexCer_NDS TG 53:1|TG 17:0_18:0_18:1 TG 

HexCer 42:0;O3|HexCer 18:0;O2/24:0;O HexCer_HDS TG 53:2;O2|TG 19:0_16:2_18:0;O2 OxTG 

HexCer 42:0;O4|HexCer 18:0;O3/24:0(2OH) HexCer_AP TG 53:2|TG 17:0_18:1_18:1 TG 

HexCer 42:1;O2|HexCer 18:1;O2/24:0 HexCer_NS TG 53:3;O|TG 18:1_19:1_16:1;O OxTG 
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HexCer 42:1;O3|HexCer 18:1;O2/24:0;O HexCer_HS TG 53:3|TG 17:0_18:1_18:2 TG

HexCer 42:1;O4|HexCer 18:0;O3/24:1(2OH) HexCer_AP TG 53:4;O2|TG 18:0_17:4_18:0;O2 OxTG 

HexCer 42:2;O2|HexCer 18:1;O2/24:1 HexCer_NS TG 53:4|TG 17:1_18:1_18:2 TG 

HexCer 42:2;O3 HexCer_HS TG 53:5|TG 17:1_18:2_18:2 TG 

HexCer 42:3;O2|HexCer 18:1;O2/24:2 HexCer_NS TG 53:6|TG 15:0_18:2_20:4 TG 

HexCer 43:0;O2|HexCer 18:0;O2/25:0 HexCer_NDS TG 53:7;O|TG 18:2_18:2_17:3;O OxTG 

HexCer 43:0;O4|HexCer 18:0;O3/25:0(2OH) HexCer_AP TG 53:7;O3|TG 18:2_17:4_18:1;O3 OxTG 

HexCer 43:1;O2|HexCer 18:1;O2/25:0 HexCer_NS TG 54:0;O|TG 16:0_18:0_20:0;O OxTG 

HexCer 43:1;O3|HexCer 18:1;O2/25:0;O HexCer_HS TG 54:0;O2|TG 15:0_18:0_21:0;O2 OxTG 

HexCer 43:4;O3 HexCer_HS TG 54:0|TG 18:0_18:0_18:0 TG 

HexCer 44:0;O3|HexCer 18:0;O2/26:0;O HexCer_HDS TG 54:1;O|TG 16:0_18:1_20:0;O OxTG 

HexCer 44:0;O4|HexCer 18:0;O3/26:0(2OH) HexCer_AP TG 54:1;O|TG 18:0_18:0_18:1;O OxTG 

HexCer 44:1;O2|HexCer 18:1;O2/26:0 HexCer_NS TG 54:1;O2|TG 15:0_18:0_21:1;O2 OxTG 

HexCer 44:1;O3|HexCer 18:1;O2/26:0;O HexCer_HS TG 54:1|TG 18:0_18:0_18:1 TG 

HexCer 44:1;O4|HexCer 18:0;O3/26:1(2OH) HexCer_AP TG 54:2;O|TG 18:0_18:1_18:1;O OxTG 

HexCer 44:2;O2|HexCer 18:1;O2/26:1 HexCer_NS TG 54:2;O|TG 18:1_18:1_18:0;O OxTG 

HexCer 44:2;O3|HexCer 18:1;O2/26:1;O HexCer_HS TG 54:2;O2|TG 18:0_18:2_18:0;O2 OxTG 

HexCer 44:2;O4|HexCer 18:0;O3/26:2(2OH) HexCer_AP TG 54:2;O2|TG 18:1_18:1_18:0;O2 OxTG 

HexCer 44:6;O2|HexCer 18:1;O2/26:5 HexCer_NS TG 54:2;O3|TG 19:0_17:2_18:0;O3 OxTG 

HexCer 44:7;O3|HexCer 18:1;O2/26:6;O HexCer_HS TG 54:2|TG 18:0_18:1_18:1 TG 

HexCer 45:1;O2 HexCer_NDS TG 54:3;O|TG 18:1_18:1_18:1;O OxTG 

HexCer 45:1;O2|HexCer 18:1;O2/27:0 HexCer_NS TG 54:3;O2|TG 18:1_18:1_18:1;O2 OxTG 

HexCer 45:1;O4|HexCer 19:0;O3/26:1(2OH) HexCer_AP TG 54:3;O2|TG 19:0_18:1_17:2;O2 OxTG 

HexCer 45:5;O3 HexCer_HS TG 54:3;O2|TG 19:1_18:2_17:0;O2 OxTG 

HexCer 45:6;O2 HexCer_NDS TG 54:3;O3|TG 19:0_17:3_18:0;O3 OxTG 

HexCer 46:0;O2|HexCer 20:0;O2/26:0 HexCer_NDS TG 54:3;O4|TG 14:0_22:3_18:0;O4 OxTG 

HexCer 46:0;O3|HexCer 20:0;O2/26:0;O HexCer_HDS TG 54:3|TG 18:1_18:1_18:1 TG 

HexCer 46:0;O4|HexCer 18:0;O3/28:0(2OH) HexCer_AP TG 54:4;O|TG 18:1_18:2_18:1;O OxTG 

HexCer 46:0;O4|HexCer 20:0;O3/26:0(2OH) HexCer_AP TG 54:4;O|TG 18:2_18:2_18:0;O OxTG 

HexCer 46:1;O2|HexCer 18:1;O2/28:0 HexCer_NS TG 54:4;O2|TG 15:1_15:1_9:0;O(FA 15:1) TG_EST 

HexCer 46:1;O3 HexCer_HS TG 54:4;O2|TG 18:0_18:1_18:3;O2 OxTG 

HexCer 46:1;O3|HexCer 18:1;O2/28:0;O HexCer_HS TG 54:4;O2|TG 18:1_18:1_18:2;O2 OxTG 

HexCer 46:1;O4|HexCer 18:0;O3/28:1(2OH) HexCer_AP TG 54:4;O2|TG 18:1_18:2_18:1;O2 OxTG 

HexCer 46:2;O2|HexCer 18:1;O2/28:1 HexCer_NS TG 54:4;O2|TG 18:1_19:1_17:2;O2 OxTG 

HexCer 46:2;O3|HexCer 18:1;O2/28:1;O HexCer_HS TG 54:4;O2|TG 18:2_18:2_18:0;O2 OxTG 

HexCer 46:5;O3 HexCer_HS TG 54:4;O3|TG 19:0_17:4_18:0;O3 OxTG 

HexCer 47:10;O4|HexCer 16:3;O2/31:7;O2 HexCer_EOS TG 54:4;O4|TG 14:1_22:3_18:0;O4 OxTG 

HexCer 47:5;O2 HexCer_NDS TG 54:4;O4|TG 18:2_18:2_18:0;O4 OxTG 

HexCer 48:0;O3 HexCer_HDS TG 54:4|TG 18:1_18:1_18:2 TG 

HexCer 48:1;O3 HexCer_HS TG 54:5;O|TG 18:1_18:2_18:2;O OxTG 

HexCer 48:12;O4 HexCer_EOS TG 54:5;O|TG 18:1_19:1_17:3;O OxTG 

HexCer 48:4;O3 HexCer_HS TG 54:5;O|TG 18:2_18:2_18:1;O OxTG 

HexCer 48:5;O4|HexCer 20:2;O2/28:3;O2 HexCer_EOS TG 54:5;O|TG 19:1_18:2_17:2;O OxTG 

HexCer 49:9;O3 HexCer_HS TG 54:5;O2|TG 18:1_18:1_18:3;O2 OxTG 

HexCer 50:0;O3 HexCer_HDS TG 54:5;O2|TG 18:1_18:2_18:2;O2 OxTG 

HexCer 50:1;O3|HexCer 18:0;O2/32:1;O HexCer_HDS TG 54:5;O2|TG 18:2_18:2_18:1;O2 OxTG 

HexCer 50:1;O4|HexCer 18:0;O3/32:1(2OH) HexCer_AP TG 54:5;O2|TG 18:2_18:3_18:0;O2 OxTG 



 
 

Metabolite and Lipid name Class Metabolite and Lipid name Class

HexCer 50:2;O3|HexCer 18:1;O2/32:1;O HexCer_HS TG 54:5;O3|TG 19:0_17:4_18:1;O3 OxTG

HexCer 50:2;O4|HexCer 18:0;O3/32:2(2OH) HexCer_AP TG 54:5;O4|TG 19:0_17:4_18:1;O4 OxTG 

HexCer 51:5;O2 HexCer_NDS TG 54:5|TG 18:1_18:1_18:3 TG 

HexCer 51:9;O3 HexCer_HS TG 54:5|TG 18:1_18:2_18:2 TG 

HexCer 52:1;O4|HexCer 18:0;O3/34:1(2OH) HexCer_AP TG 54:6;O|TG 18:2_18:2_18:2;O OxTG 

HexCer 52:2;O4|HexCer 18:0;O3/34:2(2OH) HexCer_AP TG 54:6;O2|TG 18:1_18:2_18:3;O2 OxTG 

HexCer 52:3;O3|HexCer 18:1;O2/34:2;O HexCer_HS TG 54:6;O2|TG 18:2_18:2_18:2;O2 OxTG 

HexCer 52:4;O2 HexCer_NDS TG 54:6;O3|TG 18:2_18:2_18:2;O3 OxTG 

HexCer 52:5;O3|HexCer 18:1;O2/34:4;O HexCer_HS TG 54:6|TG 18:1_18:2_18:3 TG 

HexCer 52:6;O4|HexCer 18:2;O2/34:4;O2 HexCer_EOS TG 54:6|TG 18:2_18:2_18:2 TG 

HexCer 52:7;O4|HexCer 18:2;O2/34:5;O2 HexCer_EOS TG 54:7;O|TG 18:1_18:3_18:3;O OxTG 

HexCer 52:7;O4|HexCer 18:3;O2/34:4;O2 HexCer_EOS TG 54:7;O2|TG 18:2_18:2_18:3;O2 OxTG 

HexCer 52:8;O4|HexCer 18:2;O2/34:6;O2 HexCer_EOS TG 54:7;O2|TG 18:2_18:3_18:2;O2 OxTG 

HexCer 53:10;O4|HexCer 18:2;O2/35:8;O2 HexCer_EOS TG 54:7|TG 18:2_18:2_18:3 TG 

HexCer 53:4;O2 HexCer_NDS TG 54:8|TG 18:2_18:3_18:3 TG 

HexCer 54:10;O4|HexCer 21:2;O2/33:8;O2 HexCer_EOS TG 55:0|TG 15:0_16:0_24:0 TG 

HexCer 54:5;O2 HexCer_NDS TG 55:1;O2|TG 18:0_18:1_19:0;O2 OxTG 

HexCer 55:10;O4 HexCer_EOS TG 55:1|TG 14:0_25:0_16:1 TG 

HexCer 55:5;O3 HexCer_HS TG 55:2;O|TG 15:1_18:1_22:0;O OxTG 

HexCer 55:6;O2 HexCer_NDS TG 55:2|TG 21:0_16:1_18:1 TG 

HexCer 55:6;O3 HexCer_HS TG 55:3;O|TG 19:0_16:3_20:0;O OxTG 

HexCer 55:9;O3 HexCer_HS TG 55:3;O2|TG 19:0_18:2_18:1;O2 OxTG 

HexCer 56:14;O4|HexCer 19:3;O2/37:11;O2 HexCer_EOS TG 55:3;O3|TG 15:0_22:3_18:0;O3 OxTG 

HexCer 57:10;O4|HexCer 20:1;O2/37:9;O2 HexCer_EOS TG 55:3|TG 18:1_18:1_19:1 TG 

HexCer 66:5;O4|HexCer 18:2;O2/48:3;O2 HexCer_EOS TG 55:4;O2|TG 16:0_18:4_21:0;O2 OxTG 

HexCer 68:5;O4|HexCer 18:2;O2/50:3;O2 HexCer_EOS TG 55:4|TG 18:1_19:1_18:2 TG 

HexCer 68:6;O4|HexCer 18:2;O2/50:4;O2 HexCer_EOS TG 55:5;O4|TG 19:0_18:2_18:3;O4 OxTG 

LPC 14:0 LPC  TG 55:5|TG 17:0_18:2_20:3 TG 

LPC 15:0 LPC  TG 55:6|TG 17:1_18:2_20:3 TG 

LPC 15:0/0:0 LPC  TG 55:7;O2|TG 18:1_20:4_17:2;O2 OxTG 

LPC 15:1/0:0 LPC  TG 55:7|TG 17:1_18:2_20:4 TG 

LPC 16:0 LPC  TG 55:9;O|TG 18:2_18:2_19:5;O OxTG 

LPC 16:0/0:0 LPC  TG 56:0;O2|TG 18:0_18:0_20:0;O2 OxTG 

LPC 16:1 LPC  TG 56:0|TG 16:0_18:0_22:0 TG 

LPC 17:0/0:0 LPC  TG 56:1;O|TG 18:0_18:1_20:0;O OxTG 

LPC 17:1 LPC  TG 56:1;O2|TG 18:0_18:0_20:1;O2 OxTG 

LPC 18:0 LPC  TG 56:1;O4|TG 18:0_18:0_20:1;O4 OxTG 

LPC 18:0/0:0 LPC  TG 56:1|TG 18:0_20:0_18:1 TG 

LPC 18:1/0:0 LPC  TG 56:12;O3|TG 20:5_20:5_16:2;O3 OxTG 

LPC 18:2 LPC  TG 56:2;O|TG 18:1_18:1_20:0;O OxTG 

LPC 18:3/0:0 LPC  TG 56:2;O2|TG 18:0_17:1_21:1;O2 OxTG 

LPC 19:1/0:0 LPC  TG 56:2;O2|TG 19:1_19:1_18:0;O2 OxTG 

LPC 20:0 LPC  TG 56:2|TG 20:0_18:1_18:1 TG 

LPC 20:1 LPC  TG 56:3;O|TG 18:1_18:1_20:1;O OxTG 

LPC 20:1/0:0 LPC  TG 56:3;O2|TG 19:0_19:3_18:0;O2 OxTG 

LPC 20:2 LPC  TG 56:3|TG 18:1_18:1_20:1 TG 

LPC 20:2/0:0 LPC  TG 56:4;O|TG 18:1_18:1_20:2;O OxTG 



 
 

Metabolite and Lipid name Class Metabolite and Lipid name Class

LPC 20:3 LPC TG 56:4;O|TG 18:2_18:2_20:0;O OxTG

LPC 20:4 LPC  TG 56:4;O2|TG 18:2_18:2_20:0;O2 OxTG 

LPC 20:4/0:0 LPC  TG 56:4;O2|TG 21:0_15:3_20:1;O2 OxTG 

LPC 22:1 LPC  TG 56:4;O2|TG 21:0_15:4_20:0;O2 OxTG 

LPC 22:4/0:0 LPC  TG 56:4;O3|TG 18:2_18:2_20:0;O3 OxTG 

LPC 22:5 LPC  TG 56:4|TG 18:1_20:1_18:2 TG 

LPC 22:6 LPC  TG 56:4|TG 19:0_11:1_26:3 TG 

LPC 24:0/0:0 LPC  TG 56:4|TG 19:0_19:0_18:4 TG 

LPC 24:1/0:0 LPC  TG 56:5;O|TG 15:0_19:3_22:2;O OxTG 

LPC 26:0 LPC  TG 56:5;O|TG 20:1_18:2_18:2;O OxTG 

LPC 26:1/0:0 LPC  TG 56:5|TG 18:1_18:1_20:3 TG 

LPC O-16:0 EtherLPC  TG 56:6|TG 18:1_18:2_20:3 TG 

LPC O-16:1 EtherLPC  TG 56:7;O|TG 18:1_18:2_20:4;O OxTG 

LPC O-17:1 EtherLPC  TG 56:7|TG 18:2_18:2_20:3 TG 

LPC O-18:0 EtherLPC  TG 56:8;O|TG 18:2_18:2_20:4;O OxTG 

LPC O-18:1 EtherLPC  TG 56:8|TG 18:2_18:2_20:4 TG 

LPC O-18:2 EtherLPC  TG 56:9|TG 16:1_18:2_22:6 TG 

LPC O-20:0 EtherLPC  TG 57:0;O2|TG 18:0_18:0_21:0;O2 OxTG 

LPC O-20:1 EtherLPC  TG 57:0|TG 15:0_16:0_26:0 TG 

LPC O-20:2 EtherLPC  TG 57:1;O2|TG 18:0_18:1_21:0;O2 OxTG 

LPC O-22:0 EtherLPC  TG 57:1|TG 16:0_25:0_16:1 TG 

LPC O-22:1 EtherLPC  TG 57:2;O2|TG 18:0_18:1_21:1;O2 OxTG 

LPC O-22:2 EtherLPC  TG 57:2|TG 23:0_16:1_18:1 TG 

LPC O-24:0 EtherLPC  TG 57:3;O2|TG 18:1_18:1_21:1;O2 OxTG 

LPC O-24:1 EtherLPC  TG 57:3|TG 21:0_18:1_18:2 TG 

LPC O-24:2 EtherLPC  TG 57:5;O|TG 18:1_18:1_21:3;O OxTG 

LPC O-26:1 EtherLPC  TG 57:5;O2|TG 18:1_18:4_21:0;O2 OxTG 

LPC O-26:2 EtherLPC  TG 57:5|TG 18:1_18:1_21:3 TG 

LPE 14:0 LPE  TG 57:6;O2|TG 18:1_18:4_21:1;O2 OxTG 

LPE 15:0 LPE  TG 57:6|TG 17:0_18:2_22:4 TG 

LPE 16:1 LPE  TG 57:7|TG 17:0_18:1_22:6 TG 

LPE 17:0 LPE  TG 57:7|TG 21:1_18:3_18:3 TG 

LPE 18:0 LPE  TG 57:8;O2|TG 22:3_21:5_14:0;O2 OxTG 

LPE 18:1 LPE  TG 57:8;O2|TG 22:4_22:4_13:0;O2 OxTG 

LPE 20:4 LPE  TG 57:8|TG 17:1_18:1_22:6 TG 

LPE 22:4 LPE  TG 57:9|TG 17:1_18:2_22:6 TG 

LPE 22:6 LPE  TG 58:0;O2|TG 18:0_19:0_21:0;O2 OxTG 

LPE O-18:0 EtherLPE  TG 58:0|TG 16:0_18:0_24:0 TG 

LPE O-18:1 EtherLPE  TG 58:1;O2|TG 16:0_16:0_10:0;O(FA 16:0) TG_EST 

LPE O-18:3 EtherLPE  TG 58:1;O2|TG 18:0_19:1_21:0;O2 OxTG 

LPE O-18:4 EtherLPE  TG 58:1|TG 16:0_24:0_18:1 TG 

LPE O-19:2 EtherLPE  TG 58:10|TG 18:2_18:2_22:6 TG 

LPE O-20:1 EtherLPE  TG 58:11|TG 18:1_20:5_20:5 TG 

LPE O-20:2 EtherLPE  TG 58:2;O|TG 18:1_18:1_22:0;O OxTG 

LPE O-20:4 EtherLPE  TG 58:2;O|TG 22:0_18:1_18:1;O OxTG 

LPE P-16:0 EtherLPE  TG 58:2;O2|TG 18:0_18:0_8:0;O(FA 14:1) TG_EST 

LPE P-16:1 EtherLPE  TG 58:3|TG 22:0_18:1_18:2 TG 



 
 

Metabolite and Lipid name Class Metabolite and Lipid name Class

LPE P-17:0 EtherLPE TG 58:4;O2|TG 18:0_18:4_22:0;O2 OxTG

LPE P-18:0 EtherLPE  TG 58:4|TG 18:1_22:1_18:2 TG 

LPE P-18:1 EtherLPE  TG 58:4|TG 19:0_17:2_22:2 TG 

LPE P-18:2 EtherLPE  TG 58:5;O2|TG 18:0_19:4_21:1;O2 OxTG 

LPE P-20:0 EtherLPE  TG 58:5|TG 18:0_18:1_22:4 TG 

LPE P-20:1 EtherLPE  TG 58:6;O|TG 19:0_22:3_17:3;O OxTG 

LPE P-22:0 EtherLPE  TG 58:6|TG 18:1_18:1_22:4 TG 

LPE P-22:1 EtherLPE  TG 58:7|TG 18:1_18:2_22:4 TG 

LPE P-22:2 EtherLPE  TG 58:8;O|TG 22:3_22:5_14:0;O OxTG 

LPE P-24:1 EtherLPE  TG 58:8|TG 18:0_18:2_22:6 TG 

LPE P-24:2 EtherLPE  TG 58:8|TG 18:1_18:2_22:5 TG 

LPG 16:0 LPG  TG 58:9|TG 18:2_20:3_20:4 TG 

LPS 18:0 LPS  TG 59:0;O2|TG 18:0_20:0_21:0;O2 OxTG 

MG 19:0 MG  TG 59:0|TG 16:0_17:0_26:0 TG 

MG 22:0 MG  TG 59:1;O2|TG 18:0_20:1_21:0;O2 OxTG 

MG 27:0 MG  TG 59:2|TG 23:0_18:1_18:1 TG 

MG 29:1 MG  TG 59:3|TG 18:1_18:1_23:1 TG 

MG 31:1 MG  TG 59:3|TG 24:0_17:1_18:2 TG 

MG 34:1 MG  TG 59:4|TG 18:1_23:1_18:2 TG 

MG 34:2 MG  TG 59:5;O2|TG 20:1_18:4_21:0;O2 OxTG 

MG 34:3 MG  TG 59:5|TG 16:0_23:1_20:4 TG 

MG 35:1 MG  TG 59:7;O4|TG 15:0_22:3_22:4;O4 OxTG 

MG 36:0 MG  TG 59:8;O2|TG 18:1_22:6_19:1;O2 OxTG 

MG 36:1 MG  TG 60:0|TG 18:0_20:0_22:0 TG 

MG 36:2 MG  TG 60:1;O2|TG 18:0_18:0_8:0;O(FA 16:0) TG_EST 

MG 36:3 MG  TG 60:1;O4|TG 18:0_22:0_20:1;O4 OxTG 

MG 36:6 MG  TG 60:10|TG 18:1_18:4_24:5 TG 

MG 37:0 MG  TG 60:15|TG 20:5_20:5_20:5 TG 

MG 37:1 MG  TG 60:2;O2|TG 18:0_21:2_21:0;O2 OxTG 

MG 38:1 MG  TG 60:2;O3|TG 18:0_22:1_20:1;O3 OxTG 

MG 38:4 MG  TG 60:2|TG 24:0_18:1_18:1 TG 

MG 38:8 MG  TG 60:3|TG 20:1_20:1_20:1 TG 

MGDG 32:1|MGDG 14:0_18:1 MGDG  TG 60:3|TG 24:0_18:1_18:2 TG 

MGDG 36:1|MGDG 16:0_20:1 MGDG  TG 60:4|TG 18:1_24:1_18:2 TG 

MGDG 36:2|MGDG 18:1_18:1 MGDG  TG 60:5|TG 24:1_18:2_18:2 TG 

MGDG 36:3|MGDG 18:1_18:2 MGDG  TG 60:6|TG 18:1_20:1_22:4 TG 

MGDG 36:4|MGDG 18:2_18:2 MGDG  TG 60:9|TG 10:0_24:2_26:7 TG 

MGDG 36:5|MGDG 18:2_18:3 MGDG  TG 60:9|TG 18:1_20:3_22:5 TG 

MGDG 43:10 MGDG  TG 60:9|TG 5:0_25:1_30:8 TG 

MGDG O-31:1|MGDG O-15:1_16:0 EtherMGDG TG 61:0|TG 16:0_16:0_29:0 TG 

MMPE 32:1 MMPE  TG 61:2|TG 25:0_18:1_18:1 TG 

NAE 14:0 NAE  TG 61:3|TG 25:0_18:1_18:2 TG 

NAE 16:0 NAE  TG 61:4|TG 25:0_18:2_18:2 TG 

NAE 17:0 NAE  TG 61:6|TG 18:1_23:1_20:4 TG 

NAE 17:2 NAE  TG 62:0|TG 18:0_22:0_22:0 TG 

NAE 18:1 NAE  TG 62:10|TG 18:1_22:4_22:5 TG 

NAE 18:2 NAE  TG 62:11|TG 18:1_22:4_22:6 TG 



 
 

Metabolite and Lipid name Class Metabolite and Lipid name Class

NAE 18:3 NAE TG 62:14|TG 20:4_20:4_22:6 TG

NAE 19:2 NAE  TG 62:2|TG 26:0_18:1_18:1 TG 

NAE 20:0 NAE  TG 62:3|TG 26:0_18:1_18:2 TG 

NAE 20:1 NAE  TG 62:4|TG 18:1_26:1_18:2 TG 

NAE 20:2 NAE  TG 62:5|TG 18:1_18:2_26:2 TG 

NAE 20:3 NAE  TG 62:6|TG 18:2_18:2_26:2 TG 

NAE 20:4 NAE  TG 62:7|TG 20:0_18:3_24:4 TG 

NAE 20:5 NAE  TG 62:8|TG 20:1_20:3_22:4 TG 

NAE 24:6 NAE  TG 62:9|TG 18:1_22:4_22:4 TG 

NAE 28:4 NAE  TG 63:0|TG 18:0_22:0_23:0 TG 

NAGly 18:5 NAGly  TG 63:2|TG 27:0_18:1_18:1 TG 

NAGly 32:1;O2|NAGly 17:0;O(FA 15:0) NAGly  TG 63:3|TG 27:0_18:1_18:2 TG 

NAGly 34:3;O2|NAGly 18:1;O(FA 16:1) NAGly  TG 63:4|TG 27:0_18:2_18:2 TG 

NAGly 36:2;O2|NAGly 17:0;O(FA 19:1) NAGly  TG 63:5|TG 27:1_18:2_18:2 TG 

NAGlySer 32:1;O2|NAGlySer 17:0;O(FA 15:0) NAGlySer  TG 64:0|TG 18:0_22:0_24:0 TG 

NAGlySer 33:1;O2|NAGlySer 17:0;O(FA 16:0) NAGlySer  TG 64:1;O2|TG 22:0_22:0_20:1;O2 OxTG 

NAGlySer 34:1;O2|NAGlySer 17:0;O(FA 17:0) NAGlySer  TG 64:11|TG 20:3_22:4_22:4 TG 

NAOrn 16:0;O NAOrn  TG 64:2|TG 28:0_18:1_18:1 TG 

NAOrn 28:1;O2|NAOrn 12:0;O(FA 16:0) NAOrn  TG 64:3|TG 28:0_18:1_18:2 TG 

NAOrn 30:1;O2|NAOrn 14:0;O(FA 16:0) NAOrn  TG 64:4|TG 18:1_28:1_18:2 TG 

NAOrn 30:1;O2|NAOrn 15:0;O(FA 15:0) NAOrn  TG 64:5|TG 18:0_18:0_28:5 TG 

NAOrn 31:1;O2|NAOrn 16:0;O(FA 15:0) NAOrn  TG 64:5|TG 28:1_18:2_18:2 TG 

NAOrn 32:1;O2|NAOrn 17:0;O(FA 15:0) NAOrn  TG 64:6|TG 20:1_24:1_20:4 TG 

NAOrn 32:2;O2|NAOrn 16:1;O(FA 16:0) NAOrn  TG 64:7|TG 24:1_18:2_22:4 TG 

NAOrn 34:0 NAOrn  TG 64:9|TG 18:0_18:4_28:5 TG 

NATau 18:0 NATau  TG 65:0|TG 15:0_24:0_26:0 TG 

PC 19:1 PC  TG 65:1|TG 23:0_24:0_18:1 TG 

PC 28:0 PC  TG 65:2|TG 15:0_18:1_32:1 TG 

PC 29:0 PC  TG 65:3|TG 18:1_18:1_29:1 TG 

PC 29:0|PC 14:0_15:0 PC  TG 65:4|TG 16:1_17:1_32:2 TG 

PC 29:3 PC  TG 65:6|TG 18:0_23:1_24:5 TG 

PC 30:1 PC  TG 66:0|TG 22:0_22:0_22:0 TG 

PC 30:1|PC 12:0_18:1 PC  TG 66:1|TG 22:0_22:0_22:1 TG 

PC 31:0|PC 15:0_16:0 PC  TG 66:3|TG 16:1_18:1_32:1 TG 

PC 31:1 PC  TG 66:4|TG 18:1_30:1_18:2 TG 

PC 31:1|PC 15:0_16:1 PC  TG 66:5|TG 30:1_18:2_18:2 TG 

PC 32:0 PC  TG 66:6|TG 18:1_26:1_22:4 TG 

PC 32:0|PC 16:0_16:0 PC  TG 66:7|TG 26:1_20:3_20:3 TG 

PC 32:1 PC  TG 67:1|TG 24:0_25:0_18:1 TG 

PC 32:1|PC 16:0_16:1 PC  TG 67:2|TG 25:0_18:1_24:1 TG 

PC 32:2|PC 16:1_16:1 PC  TG 68:0|TG 22:0_22:0_24:0 TG 

PC 33:0|PC 16:0_17:0 PC  TG 68:1;O2|TG 15:0_18:0_18:0;O(FA 17:0) TG_EST 

PC 33:1 PC  TG 68:1|TG 24:0_26:0_18:1 TG 

PC 33:1|PC 15:0_18:1 PC  TG 68:2;O2|TG 16:0_18:0_16:0;O(FA 18:1) TG_EST 

PC 33:1|PC 16:0_17:1 PC  TG 68:2|TG 18:0_18:1_32:1 TG 

PC 33:2 PC  TG 68:3;O2|TG 18:0_18:1_14:1;O(FA 18:0) TG_EST 

PC 33:2|PC 15:0_18:2 PC  TG 68:3|TG 18:1_18:1_32:1 TG 



 
 

Metabolite and Lipid name Class Metabolite and Lipid name Class

PC 33:2|PC 15:1_18:1 PC TG 68:4|TG 18:1_32:1_18:2 TG

PC 33:3 PC  TG 68:5|TG 18:1_18:2_32:2 TG 

PC 33:3|PC 15:1_18:2 PC  TG 70:2;O2|TG 18:0_18:1_18:0;O(FA 16:0) TG_EST 

PC 34:0|PC 16:0_18:0 PC  TG 70:2|TG 26:0_18:1_26:1 TG 

PC 34:1 PC  TG 70:3;O2|TG 18:0_14:1_24:0;O(FA 14:1) TG_EST 

PC 34:1|PC 16:0_18:1 PC  TG 70:3;O2|TG 18:1_18:1_18:0;O(FA 16:0) TG_EST 

PC 34:2|PC 16:0_18:2 PC  TG 70:3|TG 26:0_26:1_18:2 TG 

PC 34:3|PC 16:0_18:3 PC  TG 70:4;O2|TG 16:0_18:1_18:1;O(FA 18:1) TG_EST 

PC 34:3|PC 16:1_18:2 PC  TG 70:4|TG 18:1_34:1_18:2 TG 

PC 34:4|PC 14:0_20:4 PC  TG 70:6|TG 18:2_18:2_34:2 TG 

PC 35:0 PC  TG 71:2;O2|TG 18:0_18:1_17:0;O(FA 18:0) TG_EST 

PC 35:1 PC  TG 72:2;O2|TG 18:0_18:0_18:0;O(FA 18:1) TG_EST 

PC 35:1|PC 17:0_18:1 PC  TG 72:7;O2|TG 18:1_18:2_18:2;O(FA 18:1) TG_EST 

PC 35:2 PC  TG 74:3;O2|TG 16:0_18:2_24:0;O(FA 16:0) TG_EST 

PC 35:2|PC 17:0_18:2 PC  TG 76:8;O2|TG 18:1_18:1_22:4;O(FA 18:1) TG_EST 

PC 35:2|PC 17:1_18:1 PC  TG 76:9;O2|TG 14:1_22:3_18:1;O(FA 22:3) TG_EST 

PC 35:3 PC  TG 78:0|TG 24:0_24:0_30:0 TG 

PC 35:3|PC 17:1_18:2 PC  TG 78:1;O2|TG 18:0_18:0_24:0;O(FA 18:0) TG_EST 

PC 35:4 PC  TG 78:2;O2|TG 18:0_18:0_24:0;O(FA 18:1) TG_EST 

PC 35:5 PC  TG 78:3;O2|TG 18:1_18:1_24:0;O(FA 18:0) TG_EST 

PC 35:5|PC 15:1_20:4 PC  TG 78:7;O2|TG 22:3_22:3_17:0;O(FA 17:0) TG_EST 

PC 35:6 PC  TG 79:0|TG 25:0_26:0_28:0 TG 

PC 35:6|PC 15:1_20:5 PC  TG 80:10;O2|TG 18:1_18:1_22:4;O(FA 
22:3) 

TG_EST 

PC 36:0|PC 18:0_18:0 PC  TG O-34:0|TG O-14:0_10:0_10:0 EtherTG 

PC 36:1|PC 18:0_18:1 PC  TG O-34:1|TG O-10:0_9:0_15:1 EtherTG 

PC 36:2 PC  TG O-34:1|TG O-18:1_8:0_8:0 EtherTG 

PC 36:2|PC 18:1_18:1 PC  TG O-34:1|TG O-9:0_11:0_14:1 EtherTG 

PC 36:3 PC  TG O-36:1|TG O-18:1_9:0_9:0 EtherTG 

PC 36:3|PC 18:1_18:2 PC  TG O-36:3|TG O-20:3_8:0_8:0 EtherTG 

PC 36:4 PC  TG O-44:0|TG O-12:0_16:0_16:0 EtherTG 

PC 36:5 PC  TG O-44:3|TG O-14:1_15:1_15:1 EtherTG 

PC 36:5|PC 16:0_20:5 PC  TG O-46:1|TG O-12:0_16:0_18:1 EtherTG 

PC 36:6 PC  TG O-46:2|TG O-12:0_16:0_18:2 EtherTG 

PC 37:0 PC  TG O-46:3|TG O-12:0_16:1_18:2 EtherTG 

PC 37:1 PC  TG O-46:3|TG O-16:1_15:1_15:1 EtherTG 

PC 37:2 PC  TG O-48:0|TG O-17:0_15:0_16:0 EtherTG 

PC 37:5 PC  TG O-48:1|TG O-16:0_16:0_16:1 EtherTG 

PC 37:6 PC  TG O-48:2|TG O-16:0_16:1_16:1 EtherTG 

PC 37:7 PC  TG O-48:2|TG O-16:1_16:0_16:1 EtherTG 

PC 38:1|PC 18:0_20:1 PC  TG O-48:3|TG O-12:0_18:1_18:2 EtherTG 

PC 38:2 PC  TG O-48:3|TG O-16:1_15:1_17:1 EtherTG 

PC 38:2|PC 18:1_20:1 PC  TG O-48:4|TG O-12:0_18:2_18:2 EtherTG 

PC 38:3|PC 18:0_20:3 PC  TG O-48:4|TG O-18:2_15:1_15:1 EtherTG 

PC 38:3|PC 20:1_18:2 PC  TG O-49:1|TG O-17:1_16:0_16:0 EtherTG 

PC 38:4 PC  TG O-49:4|TG O-17:1_15:1_17:2 EtherTG 

PC 38:4|PC 18:0_20:4 PC  TG O-50:1|TG O-16:0_16:0_18:1 EtherTG 



 
 

Metabolite and Lipid name Class Metabolite and Lipid name Class

PC 38:4|PC 18:1_20:3 PC TG O-50:2|TG O-16:0_16:1_18:1 EtherTG

PC 38:5|PC 18:1_20:4 PC  TG O-50:3|TG O-16:1_17:1_17:1 EtherTG 

PC 38:6|PC 16:0_22:6 PC  TG O-50:4|TG O-18:2_15:1_17:1 EtherTG 

PC 38:6|PC 18:2_20:4 PC  TG O-50:5|TG O-16:1_17:2_17:2 EtherTG 

PC 39:1 PC  TG O-51:2|TG O-17:0_17:1_17:1 EtherTG 

PC 39:2 PC  TG O-51:3|TG O-19:1_16:1_16:1 EtherTG 

PC 39:3 PC  TG O-51:4|TG O-17:1_17:1_17:2 EtherTG 

PC 39:4 PC  TG O-52:0|TG O-18:0_16:0_18:0 EtherTG 

PC 39:5 PC  TG O-52:1|TG O-16:0_18:0_18:1 EtherTG 

PC 39:6 PC  TG O-52:3|TG O-16:0_18:1_18:2 EtherTG 

PC 39:7 PC  TG O-52:4|TG O-12:0_19:0_21:4 EtherTG 

PC 40:1 PC  TG O-52:4|TG O-20:2_15:1_17:1 EtherTG 

PC 40:2 PC  TG O-52:4|TG O-8:0_22:2_22:2 EtherTG 

PC 40:3 PC  TG O-52:5|TG O-13:0_17:3_22:2 EtherTG 

PC 40:4 PC  TG O-52:5|TG O-16:1_18:2_18:2 EtherTG 

PC 40:5 PC  TG O-52:7|TG O-18:2_16:0_18:5 EtherTG 

PC 40:6 PC  TG O-53:3|TG O-17:1_18:1_18:1 EtherTG 

PC 40:7|PC 18:1_22:6 PC  TG O-53:4|TG O-20:2_16:1_17:1 EtherTG 

PC 40:8|PC 18:2_22:6 PC  TG O-54:2|TG O-18:0_18:1_18:1 EtherTG 

PC 41:6 PC  TG O-54:3|TG O-20:1_17:1_17:1 EtherTG 

PC 42:0|PC 15:0_27:0 PC  TG O-54:4|TG O-16:0_19:0_19:4 EtherTG 

PC 42:1 PC  TG O-54:4|TG O-17:0_16:0_21:4 EtherTG 

PC 42:2 PC  TG O-54:4|TG O-18:1_17:2_19:1 EtherTG 

PC 42:3 PC  TG O-54:5|TG O-16:1_19:0_19:4 EtherTG 

PC 42:4 PC  TG O-54:7|TG O-16:2_19:0_19:5 EtherTG 

PC 42:5 PC  TG O-55:10|TG O-15:0_20:5_20:5 EtherTG 

PC 42:6 PC  TG O-55:4|TG O-16:1_19:0_20:3 EtherTG 

PC 44:1 PC  TG O-55:9|TG O-17:3_19:3_19:3 EtherTG 

PC 44:2 PC  TG O-56:2|TG O-16:0_19:0_21:2 EtherTG 

PC 44:4 PC  TG O-56:2|TG O-20:0_18:1_18:1 EtherTG 

PC 46:3 PC  TG O-56:2|TG O-20:2_18:0_18:0 EtherTG 

PC 46:4 PC  TG O-56:3|TG O-20:0_18:1_18:2 EtherTG 

PC 51:8 PC  TG O-56:4|TG O-16:4_20:0_20:0 EtherTG 

PC 52:9 PC  TG O-56:4|TG O-18:2_19:1_19:1 EtherTG 

PC O-23:3 EtherPC  TG O-56:4|TG O-18:4_19:0_19:0 EtherTG 

PC O-29:0 EtherPC  TG O-56:5|TG O-18:0_18:1_20:4 EtherTG 

PC O-29:1 EtherPC  TG O-56:7|TG O-16:2_19:0_21:5 EtherTG 

PC O-30:0|PC O-16:0_14:0 EtherPC  TG O-56:7|TG O-18:5_16:0_22:2 EtherTG 

PC O-30:1 EtherPC  TG O-56:8|TG O-16:1_18:1_22:6 EtherTG 

PC O-30:1|PC O-16:1_14:0 EtherPC  TG O-57:10|TG O-15:0_21:5_21:5 EtherTG 

PC O-31:0|PC O-16:0_15:0 EtherPC  TG O-57:11|TG O-17:1_20:5_20:5 EtherTG 

PC O-31:1|PC O-16:1_15:0 EtherPC  TG O-57:12|TG O-18:3_19:4_20:5 EtherTG 

PC O-32:0 EtherPC  TG O-57:3|TG O-21:3_18:0_18:0 EtherTG 

PC O-32:0|PC O-16:0_16:0 EtherPC  TG O-57:5|TG O-19:5_19:0_19:0 EtherTG 

PC O-32:1|PC O-16:0_16:1 EtherPC  TG O-57:6|TG O-21:4_18:1_18:1 EtherTG 

PC O-32:1|PC O-16:1_16:0 EtherPC  TG O-57:7|TG O-21:4_18:1_18:2 EtherTG 

PC O-32:2|PC O-16:1_16:1 EtherPC  TG O-58:1|TG O-18:0_18:1_22:0 EtherTG 



 
 

Metabolite and Lipid name Class Metabolite and Lipid name Class

PC O-32:3|PC O-16:2_16:1 EtherPC TG O-58:10|TG O-18:2_20:4_20:4 EtherTG

PC O-33:0|PC O-17:0_16:0 EtherPC  TG O-58:3|TG O-16:1_21:1_21:1 EtherTG 

PC O-33:1 EtherPC  TG O-58:3|TG O-22:0_18:1_18:2 EtherTG 

PC O-33:1|PC O-15:0_18:1 EtherPC  TG O-58:4|TG O-22:1_18:1_18:2 EtherTG 

PC O-33:1|PC O-24:1_9:0 EtherPC  TG O-58:5|TG O-18:0_18:1_22:4 EtherTG 

PC O-33:2|PC O-16:1_17:1 EtherPC  TG O-58:5|TG O-18:0_19:0_21:5 EtherTG 

PC O-33:3|PC O-14:1_19:2 EtherPC  TG O-58:6|TG O-16:1_21:0_21:5 EtherTG 

PC O-33:3|PC O-15:1_18:2 EtherPC  TG O-58:6|TG O-22:2_18:2_18:2 EtherTG 

PC O-33:6 EtherPC  TG O-58:7|TG O-20:2_16:4_22:1 EtherTG 

PC O-34:0|PC O-18:0_16:0 EtherPC  TG O-58:8|TG O-16:4_21:2_21:2 EtherTG 

PC O-34:1|PC O-16:0_18:1 EtherPC  TG O-58:8|TG O-22:6_18:1_18:1 EtherTG 

PC O-34:2|PC O-16:0_18:2 EtherPC  TG O-58:9|TG O-22:5_18:2_18:2 EtherTG 

PC O-34:2|PC O-16:1_18:1 EtherPC  TG O-59:10|TG O-16:1_21:5_22:4 EtherTG 

PC O-34:3 EtherPC  TG O-59:10|TG O-16:3_21:5_22:2 EtherTG 

PC O-34:3|PC O-16:1_18:2 EtherPC  TG O-59:9|TG O-15:3_22:3_22:3 EtherTG 

PC O-34:3|PC O-18:2_16:1 EtherPC  TG O-59:9|TG O-16:2_21:5_22:2 EtherTG 

PC O-35:0 EtherPC  TG O-60:4|TG O-16:4_22:0_22:0 EtherTG 

PC O-35:1|PC O-17:0_18:1 EtherPC  TG O-60:6|TG O-20:1_18:1_22:4 EtherTG 

PC O-35:2 EtherPC  TG O-60:7|TG O-20:0_19:5_21:2 EtherTG 

PC O-35:3 EtherPC  TG O-61:10|TG O-21:4_18:1_22:5 EtherTG 

PC O-35:3|PC O-17:1_18:2 EtherPC  Tryptophan Others 

PC O-35:6 EtherPC  VAE 22:3 VAE 

PC O-35:6|PC O-16:2_19:4 EtherPC  VAE 23:0 VAE 

PC O-35:7 EtherPC  VAE 24:5 VAE 

PC O-35:8 EtherPC    

 

 
 

Abbreviation Lipid subclass 

ADGGA Acyl diacylglyceryl glucuronide 

AHexBRS Acylhexosyl brassicasterol 

AHexCAS Acylhexosyl campesterol 

AHexCer Acylhexosylceramide 

AHexCS Acylhexosyl cholesterol 

AHexSIS Acylhexosyl sitosterol 

AHexSTS Acylhexosyl stigmasterol 

ASM Acylsphingomyelin 

BASulfateST Cholic acid sulfate 

BileAcid Cholic acid 

BMP Bismonoacylglycerophosphate 

BRSE Brassicasterol ester 

CAR Acylcarinitine 

CASE Campesterol ester 

CE Cholesteryl ester 

Cer-ADS Ceramide alpha-hydroxy fatty acid-dihydrosphingosine 



 
 

Abbreviation Lipid subclass

Cer-AP Ceramide alpha-hydroxy fatty acid-phytospingosine

Cer-AS Ceramide alpha-hydroxy fatty acid-sphingosine 

Cer-BDS Ceramide beta-hydroxy fatty acid-dihydrosphingosine 

Cer-BS Ceramide beta-hydroxy fatty acid-sphingosine 

Cer-EBDS Ceramide Esterified beta-hydroxy fatty acid dihydrosphingosine 

Cer-EODS Ceramide Esterified omega-hydroxy fatty acid dihydrosphingosine 

Cer-EOS Ceramide Esterified omega-hydroxy fatty acid-sphingosine 

Cer-HDS Ceramide hydroxy fatty acid-dihydrosphingosine 

Cer-HS Ceramide hydroxy fatty acid-sphingosine 

Cer-NDS Dihydroceramide 

Cer-NP Ceramide with phytospingosine 

Cer-NS Ceramide 

CerP Ceramide 1-phosphates 

Cholesterol Cholesterol 

CL Cardiolipin 

CoQ Coenzyme Q 

DCAE Esterified deoxycholic acid 

DG Diacylglycerol 

DGCC Diacylglyceryl-3-O-carboxyhydroxymethylcholine 

DGDG Digalactosyldiacylglycerol 

DGGA Diacylglyceryl glucuronide 

DGTS/A Diacylglyceryl trimethylhomoserine 

DHSph Sphinganine 

DLCL Dilysocardiolipin 

EtherDG Ether-linked diacylglycerol 

EtherDGDG Ether-linked digalactosyldiacylglycerol 

EtherLPC Ether-linked lysophosphatidylcholine 

EtherLPE Ether-linked lysophosphatidylethanolamine 

EtherLPG Ether-linked lysophosphatidylglycerol 

EtherMGDG Ether-linked monogalactosyldiacylglycerol 

EtherOxPE Ether-linked oxidized phosphatidylethanolamine 

EtherPC Ether-linked phosphatidylcholine 

EtherPE Ether-linked phosphatidylethanolamine 

EtherPE(P) Ether-linked phosphatidylethanolamine 

EtherPG Ether-linked phosphatidylglycerol 

EtherPI Ether-linked phosphatidylinositol 

EtherPS Ether-linked phosphatidylserine 

EtherSMGDG Semino lipid 

EtherTG Ether-linked triacylglycerol 

FA Free fatty acid 

GM3 Ganglioside GM3 

HBMP Hemibismonoacylglycerophosphate 

Hex2Cer Lactosylceramide 

Hex3Cer Gb3 

HexCer-ADS Hexosylceramide alpha-hydroxy fatty acid dihydrosphingosine 

HexCer-AS Hexosylceramide alpha-hydroxy fatty acid-sphingosine 

HexCer-BDS Hexosylceramide beta-hydroxy fatty acid-dihydrosphingosine 



 
 

Abbreviation Lipid subclass

HexCer-BS Hexosylceramide beta-hydroxy fatty acid-sphingosine

HexCer-EOS Hexosylceramide Esterified omega-hydroxy fatty acid sphingosine 

HexCer-HDS Hexosylceramide hydroxyfatty acid-dihydrosphingosine 

HexCer-HS Hexosylceramide hydroxyfatty acid-sphingosine 

HexCer-NDS Hexosyldihydroceramide 

HexCer-NP Hexosylceramide non-hydroxyfatty acid-phytospingosine 

HexCer-NS Hexosylceramide 

LDGCC Lysodiacylglyceryl-3-O-carboxyhydroxymethylcholine 

LDGTS/A Lysodiacylglyceryl trimethylhomoserine 

LNAPE N-acyl-lysophosphatidylethanolamine 

LNAPS N-acyl-lysophosphatidylserine 

LPC Lysophophatidylcholine 

LPE Lysophosphatidylethanolamine 

LPG Lysophosphatidylglycerol 

LPI Lysophosphatidylinositol 

LPS Lysophosphatidylserine 

MG Monoacylglycerol 

MGDG Monogalactosyldiacylglycerol 

MLCL Lysocardiolipin 

NAE N acyl ethanolamine 

NAGly N acyl glycine 

NAGlySer N acyl glycil serine 

NAOrn N acyl ornithine 

OxPC Oxidized phosphatidylcholine 

OxPE Oxidized phosphatidylethanolamine 

OxPG Oxidized phosphatidylglycerol 

OxPI Oxidized phosphatidylinositol 

OxPS Oxidized phosphatidylserine 

OxTG Oxidized triglyceride 

PA Phosphatidic acid  

PC Phosphatidylcholine 

PE Phosphatidylethanolamine 

PE-Cer Ceramide phosphoethanolamine 

PE-Cer+O Oxidized ceramide phosphoethanolamine 

PG Phosphatidylglycerol 

PhytoSph Phytosphingosine 

PI Phosphatidylinositol 

PI-Cer+O Oxidized ceramide phosphoinositol 

PS Phosphatidylserine 

SHex Stigmasterol hexoside 

SHexCer Sulfatide 

SHexCer+O Oxidized sulfatide 

SISE Sitosterol ester 

SL Sulfonolipid 

SL+O Oxidized sulfonolipid 

SM Sphingomyelin 

SM+O Oxidized sphingomyelin 



 
 

Abbreviation Lipid subclass

Sph Sphingosine

SQDG Sulfoquinovosyl diacylglycerol 

STSE Stigmasterol ester 

TG Triacylglycerol 

TG-EST Triacylglycerol estolides 

VAE Vitamin A fatty acid ester 

Vitamin D Vitamin D 

Vitamin E Vitamin E 
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Compounds Name FC log2(FC) p-values -log10(p) 

1-Methylguanine 8.3628 3.064 3.56E-11 10.449 

2-Piperidinone 1393.9 10.445 1.22E-20 19.913 



 
 

Compounds Name FC log2(FC) p-values -log10(p) 

3-Indolepropionic acid 2.4448 1.2897 0.006354 2.1969 

6-Hydroxypurine 0.15304 -2.7081 1.12E-08 7.9499 

7-Methylxanthine 0.47005 -1.0891 0.035478 1.45 

Adenine 26.575 4.732 7.22E-13 12.141 

Adenosine 2.4967 1.32 6.94E-05 4.1588 

Alpha-ketoisovaleric acid 0.38873 -1.3631 1.24E-07 6.9077 

Capric acid 5.0035 2.3229 1.51E-15 14.821 

CAR 16:0 0.033316 -4.9076 1.98E-13 12.704 

CE 18:2 0.13568 -2.8817 2.01E-14 13.697 

CE 18:3 0.072274 -3.7904 8.85E-12 11.053 

CE 20:3 0.1346 -2.8932 3.04E-13 12.518 

CE 20:4 0.074888 -3.7391 1.69E-15 14.772 

CE 20:5 0.081079 -3.6245 2.72E-10 9.5652 

CE 22:6 0.10289 -3.2808 1.38E-11 10.861 

Cer 42:1;2O|Cer 18:1;2O/24:0 0.024547 -5.3483 4.12E-16 15.385 

Cer 42:2;2O|Cer 18:1;2O/24:1 0.039512 -4.6616 9.96E-14 13.002 

Cholesterol sulfate 2.2062 1.1416 4.48E-05 4.3487 

DG 38:4|DG 18:0_20:4 8.5505 3.096 2.46E-08 7.6094 

FA 18:2 71.506 6.16 2.95E-16 15.53 

FA 20:3 5.4447 2.4449 1.69E-09 8.7717 

Hex2Cer 34:1;2O|Hex2Cer 18:1;2O/16:0 4.68 2.2265 9.31E-05 4.0311 

Hex2Cer 40:1;2O|Hex2Cer 18:1;2O/22:0 4.4966 2.1688 0.000134 3.8732 

Hex2Cer 42:1;2O|Hex2Cer 18:1;2O/24:0 3.7732 1.9158 0.00065 3.1872 

Hex2Cer 42:2;2O|Hex2Cer 18:1;2O/24:1 9.3686 3.2278 1.59E-06 5.7999 

Hex2Cer 42:3;2O|Hex2Cer 18:1;2O/24:2 5.5539 2.4735 1.57E-05 4.8044 

Hex2Cer 44:2;2O|Hex2Cer 18:1;2O/26:1 5.6023 2.486 2.06E-06 5.6861 

Inosine 0.45667 -1.1308 0.000868 3.0617 

L-Carnitine 0.26611 -1.9099 4.22E-07 6.3746 

Leucinic acid 16.735 4.0648 1.93E-12 11.714 

LPC 16:0 0.40268 -1.3123 4.94E-07 6.3062 

LPC 16:0/0:0 0.37476 -1.416 9.33E-10 9.0302 

LPC 16:1/0:0 0.23239 -2.1054 2.42E-07 6.6171 

LPC 17:0/0:0 0.26398 -1.9215 6.24E-09 8.2046 

LPC 18:0 0.10388 -3.267 1.42E-12 11.848 

LPC 18:0/0:0 0.106 -3.2378 1.08E-11 10.968 

LPC 18:1 2.5235 1.3355 0.016927 1.7714 

LPC 18:1/0:0 0.38841 -1.3643 3.28E-07 6.4836 

LPC 18:2 0.26042 -1.9411 3.80E-08 7.4201 

LPC 20:4 0.18627 -2.4245 2.14E-08 7.6703 

LPE 20:4 0.33188 -1.5913 5.99E-07 6.2225 

LPE O-16:1 2.805 1.488 0.000745 3.1279 

LPE O-18:1 4.1292 2.0459 3.24E-05 4.4897 

LPE-N (FA)36:1|LPE-N (FA 18:0)18:1 0.18922 -2.4018 3.59E-11 10.445 

L-Phenylalanine 4.6942 2.2309 2.06E-06 5.6861 

L-Proline 3.9888 1.996 0.0014 2.8538 

L-Tryptophan 0.17038 -2.5532 2.58E-11 10.589 

N-Acetyl-L-phenylalanine 0.41874 -1.2559 0.00011 3.957 



 
 

Compounds Name FC log2(FC) p-values -log10(p) 

Niacinamide 0.041468 -4.5919 1.84E-19 18.736 

PC 28:0|PC 14:0_14:0 0.2379 -2.0716 0.000144 3.8424 

PC 29:0 0.25318 -1.9818 3.37E-05 4.4723 

PC 31:0|PC 15:0_16:0 0.47811 -1.0646 0.000582 3.2348 

PC 32:0|PC 16:0_16:0 0.17182 -2.541 1.37E-09 8.8619 

PC 32:1|PC 16:0_16:1 0.12784 -2.9676 1.15E-08 7.9403 

PC 33:0|PC 16:0_17:0 0.27049 -1.8863 1.62E-07 6.7905 

PC 33:2|PC 15:0_18:2 0.1021 -3.292 8.98E-12 11.047 

PC 34:0|PC 16:0_18:0 0.099397 -3.3307 5.93E-12 11.227 

PC 34:1|PC 16:0_18:1 0.079394 -3.6548 5.37E-14 13.27 

PC 34:2|PC 16:0_18:2 0.039482 -4.6627 1.22E-16 15.912 

PC 34:3|PC 16:0_18:3 0.069423 -3.8484 4.79E-12 11.32 

PC 34:3|PC 16:1_18:2 0.064626 -3.9517 1.72E-12 11.764 

PC 35:1|PC 17:0_18:1 0.26029 -1.9418 4.48E-08 7.3489 

PC 35:2|PC 17:0_18:2 0.092245 -3.4384 9.55E-13 12.02 

PC 35:3 0.26389 -1.922 4.59E-08 7.3378 

PC 36:0|PC 18:0_18:0 0.21161 -2.2405 5.45E-09 8.2635 

PC 36:1|PC 18:0_18:1 0.13424 -2.8971 3.85E-11 10.414 

PC 36:2|PC 18:1_18:1 0.072845 -3.779 1.20E-14 13.92 

PC 36:3|PC 18:1_18:2 0.073021 -3.7755 1.11E-13 12.956 

PC 36:4|PC 16:0_20:4 0.029468 -5.0847 5.85E-17 16.232 

PC 36:4|PC 18:2_18:2 0.10117 -3.3051 5.12E-12 11.291 

PC 36:5|PC 16:0_20:5 0.020393 -5.6158 5.37E-14 13.27 

PC 36:5|PC 18:2_18:3 0.23323 -2.1002 2.03E-06 5.6935 

PC 38:1 0.35034 -1.5132 3.86E-06 5.4139 

PC 38:4|PC 18:0_20:4 0.033897 -4.8827 2.77E-17 16.557 

PC 38:5|PC 18:1_20:4 0.054529 -4.1968 1.20E-14 13.92 

PC 38:6|PC 16:0_22:6 0.024614 -5.3444 2.12E-16 15.674 

PC 38:6|PC 18:2_20:4 0.042665 -4.5508 2.85E-15 14.546 

PC 40:8 0.21809 -2.197 1.19E-08 7.9254 

PC O-31:0 0.099666 -3.3268 8.32E-12 11.08 

PC O-31:1 2.9566 1.564 0.003024 2.5194 

PC O-32:0 2.3227 1.2158 0.035823 1.4458 

PC O-32:1 2.5261 1.3369 0.029293 1.5332 

PC O-34:0 0.36409 -1.4576 6.88E-05 4.1621 

PC O-34:3 0.15715 -2.6698 5.30E-10 9.2759 

PC O-36:4 0.11499 -3.1204 1.12E-11 10.949 

PC O-36:5 0.093129 -3.4246 4.42E-13 12.354 

PC O-37:10 0.22884 -2.1276 8.94E-10 9.0485 

PC O-37:8 0.45396 -1.1394 9.09E-05 4.0413 

PC O-38:1 8.033 3.0059 2.14E-08 7.6701 

PC O-38:5 0.19382 -2.3672 5.17E-09 8.2863 

PC O-38:6 0.11404 -3.1323 4.78E-12 11.321 

PC O-39:10 0.039382 -4.6663 3.09E-20 19.511 

PC O-40:1 4.7698 2.2539 3.37E-05 4.4723 

PC O-40:3 17.208 4.105 0.018911 1.7233 

PC O-40:5 0.37457 -1.4167 3.25E-05 4.4875 



 
 

Compounds Name FC log2(FC) p-values -log10(p) 

PC O-40:6 0.2241 -2.1578 1.54E-08 7.8124 

PC O-40:7 0.15642 -2.6765 7.55E-10 9.1223 

PC O-42:3 3.624 1.8576 0.010203 1.9913 

PC O-44:6 0.48038 -1.0577 0.000696 3.1576 

PE 30:0|PE 14:0_16:0 14.107 3.8184 8.10E-10 9.0917 

PE 32:0|PE 16:0_16:0 0.29026 -1.7846 9.74E-08 7.0113 

PE 34:0|PE 16:0_18:0 0.14133 -2.8229 1.44E-10 9.8422 

PE 34:1|PE 16:0_18:1 0.070101 -3.8344 1.20E-13 12.92 

PE 34:2|PE 16:0_18:2 0.15845 -2.6579 1.32E-10 9.8786 

PE 34:3|PE 16:0_18:3 0.17878 -2.4838 6.50E-10 9.1869 

PE 35:1|PE 17:0_18:1 0.20556 -2.2824 3.97E-09 8.4012 

PE 36:1;2O|PE 18:1_18:0;2O 0.1407 -2.8293 2.04E-08 7.6907 

PE 36:1|PE 18:0_18:1 0.46982 -1.0898 0.001025 2.9892 

PE 36:2|PE 18:1_18:1 0.056901 -4.1354 1.11E-13 12.954 

PE 36:3|PE 18:1_18:2 0.022467 -5.4761 2.77E-17 16.557 

PE 36:4|PE 16:0_20:4 0.007314 -7.0951 1.81E-20 19.743 

PE 36:4|PE 18:2_18:2 0.035137 -4.8309 2.27E-14 13.644 

PE 38:3|PE 18:0_20:3 0.49328 -1.0195 0.001454 2.8374 

PE 38:4|PE 18:0_20:4 0.02301 -5.4416 3.38E-16 15.471 

PE 38:4|PE 18:1_20:3 0.062011 -4.0113 4.13E-15 14.384 

PE 38:5|PE 18:1_20:4 0.003546 -8.1396 8.57E-22 21.067 

PE 38:6|PE 16:0_22:6 0.020426 -5.6134 3.80E-19 18.42 

PE 40:4|PE 18:0_22:4 0.099475 -3.3295 5.66E-12 11.247 

PE 40:5|PE 18:1_22:4 0.028965 -5.1095 4.62E-16 15.335 

PE 40:6|PE 18:1_22:5 0.34647 -1.5292 3.51E-06 5.4547 

PE O-34:3|PE O-16:1_18:2 3.0098 1.5897 9.38E-05 4.0277 

PE O-35:2|PE O-17:1_18:1 2.6031 1.3802 0.007143 2.1461 

PE O-36:5|PE O-16:1_20:4 0.24626 -2.0218 1.54E-08 7.8121 

PE O-36:6|PE O-16:1_20:5 0.24197 -2.0471 8.25E-08 7.0838 

PE O-37:5|PE O-17:1_20:4 0.3706 -1.4321 1.29E-06 5.8903 

PE O-38:5|PE O-16:1_22:4 0.45977 -1.121 0.000802 3.096 

PE O-38:5|PE O-18:1_20:4 0.00944 -6.727 3.09E-20 19.511 

PE O-38:6|PE O-18:2_20:4 0.13179 -2.9237 4.22E-13 12.375 

PE O-38:7|PE O-16:1_22:6 0.14178 -2.8183 3.62E-11 10.441 

PE O-38:7|PE O-18:2_20:5 0.10536 -3.2465 2.20E-12 11.657 

PE O-39:7|PE O-17:1_22:6 0.29155 -1.7782 3.80E-08 7.4201 

PE O-40:4|PE O-22:2_18:2 0.26455 -1.9184 1.57E-06 5.8037 

PE O-40:5|PE O-18:1_22:4 0.036016 -4.7952 4.62E-16 15.335 

PE O-40:7|PE O-18:1_22:6 0.052858 -4.2417 6.38E-15 14.195 

PE O-40:8|PE O-18:2_22:6 0.07643 -3.7097 5.37E-14 13.27 

PE O-42:3|PE O-24:2_18:1 8.6234 3.1083 5.34E-09 8.2729 

PE O-42:4|PE O-24:2_18:2 7.4414 2.8956 6.93E-09 8.1596 

PE O-44:6|PE O-24:2_20:4 3.5296 1.8195 0.00012 3.9202 

PE P-36:4|PE P-16:0_20:4 0.20088 -2.3156 6.24E-09 8.2046 

PE P-38:4|PE P-16:0_22:4 0.011687 -6.419 9.74E-21 20.012 

PE P-38:4|PE P-16:1_22:3 0.18678 -2.4206 1.06E-08 7.9766 

PE P-38:5|PE P-18:1_20:4 0.095523 -3.388 4.78E-12 11.321 



 
 

Compounds Name FC log2(FC) p-values -log10(p) 

PE P-38:6|PE P-16:0_22:6 0.10953 -3.1906 1.49E-11 10.828 

PE P-40:4|PE P-18:0_22:4 0.023902 -5.3867 1.40E-15 14.855 

PE P-40:5|PE P-18:0_22:5 0.077451 -3.6906 2.31E-12 11.636 

PE P-40:6|PE P-18:0_22:6 0.037124 -4.7515 1.82E-14 13.74 

PE P-40:6|PE P-18:1_22:5 0.11581 -3.1102 3.56E-11 10.449 

PE P-40:7|PE P-18:1_22:6 0.059988 -4.0592 5.04E-14 13.298 

PE P-42:3|PE P-24:1_18:2 3.0917 1.6284 0.0011 2.9586 

PI 38:4 0.42476 -1.2353 0.00075 3.1249 

PS 36:1|PS 18:0_18:1 2.0313 1.0224 0.009144 2.0389 

PS 40:6|PS 18:0_22:6 0.037011 -4.7559 9.54E-13 12.02 

PS O-37:2|PS O-19:0_18:2 0.23155 -2.1106 6.24E-09 8.2046 

PS O-41:4|PS O-19:0_22:4 0.2926 -1.773 9.23E-08 7.0346 

Pyrrolidonecarboxylic acid 0.28769 -1.7974 3.37E-07 6.4727 

SHexCer 40:0;2O 0.19016 -2.3947 6.76E-10 9.1702 

SM 34:0;3O 0.20904 -2.2582 1.52E-06 5.819 

SM 34:1;2O|SM 18:1;2O/16:0 0.11435 -3.1284 8.32E-12 11.08 

SM 34:1;3O 0.1999 -2.3227 3.14E-07 6.5033 

SM 34:2;2O|SM 18:2;2O/16:0 0.048423 -4.3682 6.38E-15 14.195 

SM 35:3;3O 0.21344 -2.2281 6.24E-09 8.2046 

SM 36:1;2O|SM 18:1;2O/18:0 0.061991 -4.0118 8.23E-15 14.085 

SM 36:1;3O 0.20309 -2.2998 1.12E-06 5.9526 

SM 40:0;2O 0.33712 -1.5686 1.03E-05 4.9881 

SM 42:1;2O|SM 18:1;2O/24:0 0.041135 -4.6035 2.50E-13 12.602 

SM 42:1;3O 0.37853 -1.4015 0.000131 3.8834 

SM 42:2;2O|SM 18:1;2O/24:1 0.054081 -4.2087 1.60E-14 13.796 

SM 43:1;2O|SM 18:1;2O/25:0 0.070151 -3.8334 8.28E-14 13.082 

SM 43:4;3O 0.4264 -1.2297 0.000223 3.652 

ST 27:1;O 0.13946 -2.842 1.33E-14 13.875 

ST 27:1;O;S 0.008898 -6.8122 9.27E-17 16.033 

TG 54:4|TG 18:1_18:1_18:2 3.1349 1.6484 0.002078 2.6824 

TG 54:5|TG 18:1_18:2_18:2 5.2196 2.3839 0.001477 2.8306 

TG 54:6|TG 18:2_18:2_18:2 9.4147 3.2349 7.62E-06 5.1181 

TG 54:7|TG 18:2_18:2_18:3 5.054 2.3374 0.0219 1.6596 

TG 58:8|TG 18:1_18:1_22:6 0.37927 -1.3987 0.000181 3.7421 

TG 58:9|TG 18:1_18:2_22:6 0.33462 -1.5794 6.33E-05 4.1983 

Trigonelline 2.5168 1.3316 0.002449 2.6111 

Urea 7.6112 2.9281 2.08E-06 5.6813 

Uridine 297.16 8.2151 8.06E-12 11.093 

VAE 25:1 0.37706 -1.4071 1.52E-06 5.819 

 

 

Compounds Name FC log2(FC) p-values -log10(p) 

LPC 22:4 0.021359 -5.549 6.0662e-24 23.217 

TG 62:1|TG 18:0_26:0_18:1 0.10978 -3.1873 0.00307 2.5128 

TG 59:1|TG 16:0_25:0_18:1 0.14674 -2.7687 0.00307 2.5128 



 
 

Compounds Name FC log2(FC) p-values -log10(p) 

VAE 4:0 6.5436 2.7101 0.00307 2.5128 

TG 56:0|TG 16:0_16:0_24:0 0.17151 -2.5437 0.00307 2.5128 

TG 63:2|TG 27:0_18:1_18:1 0.12211 -3.0338 0.003632 2.4399 

TG 61:1|TG 17:0_26:0_18:1 0.12646 -2.9833 0.003632 2.4399 

TG 60:0|TG 18:0_20:0_22:0 0.14439 -2.792 0.003632 2.4399 

TG 54:5;1O|TG 18:1_18:1_18:3;1O 0.12871 -2.9578 0.004854 2.3139 

TG 60:1|TG 16:0_26:0_18:1 0.14454 -2.7905 0.004854 2.3139 

TG 56:3;1O|TG 18:1_18:1_20:1;1O 0.15724 -2.6689 0.005433 2.265 

TG 50:2;1O|TG 14:0_18:1_18:1;1O 0.1723 -2.537 0.009685 2.0139 

TG 61:2|TG 25:0_18:1_18:1 0.13214 -2.9198 0.010676 1.9716 

TG 54:0|TG 18:0_18:0_18:0 0.22864 -2.1289 0.011666 1.9331 

TG 55:1|TG 16:0_21:0_18:1 0.19132 -2.3859 0.014307 1.8445 

Palmitoylcarnitine cation 0.36268 -1.4632 0.014307 1.8445 

TG 64:2|TG 16:0_18:1_30:1 0.13973 -2.8393 0.014446 1.8403 

TG 58:1|TG 16:0_24:0_18:1 0.18166 -2.4607 0.017635 1.7536 

TG 55:3;1O|TG 18:1_19:1_18:1;1O 0.30925 -1.6932 0.018615 1.7301 

PE 39:5;O|PE 22:4_17:1;O 0.37808 -1.4032 0.022995 1.6384 

NAE 14:0 0.40726 -1.296 0.028613 1.5434 

DG 32:0|DG 15:0_17:0 0.132 -2.9214 0.029864 1.5249 

TG 54:7;1O|TG 18:2_18:2_18:3;1O 0.1659 -2.5916 0.029892 1.5244 

TG 56:1|TG 16:0_22:0_18:1 0.21639 -2.2083 0.029892 1.5244 

TG 56:2;1O|TG 18:1_18:1_20:0;1O 0.26441 -1.9191 0.029892 1.5244 

LPE 16:0 0.19708 -2.3432 0.031251 1.5051 

LPC 18:2 0.27469 -1.8641 0.031251 1.5051 

TG 66:3|TG 18:1_18:1_30:1 0.18297 -2.4503 0.033124 1.4799 

TG 50:2;1O|TG 16:0_16:0_18:2;1O 0.28948 -1.7885 0.033124 1.4799 

TG 54:6;2O|TG 18:2_18:2_18:2;2O 0.15009 -2.7361 0.040202 1.3957 

FA 20:4 5.5234 2.4656 0.040784 1.3895 

TG 55:2|TG 19:0_18:1_18:1 0.21716 -2.2032 0.040784 1.3895 

TG 51:3;1O|TG 16:0_17:1_18:2;1O 0.27879 -1.8427 0.040784 1.3895 

PE O-40:7|PE O-18:1_22:6 0.36408 -1.4577 0.040784 1.3895 

LPE 20:4 0.46157 -1.1154 0.040784 1.3895 

PE O-32:2|PE O-16:1_16:1 0.14597 -2.7763 0.041681 1.3801 

DG 32:1|DG 14:0_18:1 0.27957 -1.8387 0.041681 1.3801 

TG 49:2|TG 16:0_16:1_17:1 0.32558 -1.6189 0.041681 1.3801 

PI 20:0 0.46903 -1.0922 0.041681 1.3801 

PC 31:1|PC 15:0_16:1 0.094416 -3.4048 0.043285 1.3637 

PE O-33:2|PE O-17:1_16:1 0.18921 -2.4019 0.043285 1.3637 

PE O-34:3|PE O-16:1_18:2 0.20504 -2.286 0.043285 1.3637 

FA 22:5;O 4.216 2.0759 0.043285 1.3637 

PE O-36:5|PE O-16:1_20:4 0.34116 -1.5515 0.043285 1.3637 

LPE 18:2 0.36439 -1.4564 0.043285 1.3637 

TG 59:4|TG 23:0_18:2_18:2 0.45513 -1.1356 0.043285 1.3637 

PE 39:7;O|PE 22:6_17:1;O 0.47824 -1.0642 0.043285 1.3637 

PE 38:5;O|PE 18:2_20:3;O 0.27788 -1.8475 0.047071 1.3272 

PC 42:0 0.34151 -1.55 0.047071 1.3272 

CL 76:7|CL 18:1_18:1_18:1_22:4 0.21402 -2.2242 0.048157 1.3173 



 
 

Compounds Name FC log2(FC) p-values -log10(p) 

TG 52:4;2O|TG 16:0_18:1_18:3;2O 0.26968 -1.8907 0.048157 1.3173 

TG 52:0|TG 16:0_18:0_18:0 0.41913 -1.2545 0.048157 1.3173 

TG 62:0|TG 18:0_22:0_22:0 0.18729 -2.4167 0.048955 1.3102 

PE O-38:7|PE O-16:1_22:6 0.24732 -2.0155 0.048955 1.3102 

PG O-38:5|PG O-18:2_20:3 0.2571 -1.9596 0.048955 1.3102 

TG 56:5;1O|TG 18:1_18:1_20:3;1O 0.26371 -1.9229 0.048955 1.3102 

TG 51:1|TG 16:0_17:0_18:1 0.31236 -1.6787 0.048955 1.3102 

PC O-37:10 0.35887 -1.4784 0.048955 1.3102 

TG 53:5|TG 17:1_17:2_19:2 0.40313 -1.3107 0.048955 1.3102 

PE O-39:7|PE O-17:1_22:6 0.40849 -1.2916 0.048955 1.3102 

 

 

Compounds Name FC log2(FC) p-values -log10(p) 

DG 37:0|DG 15:0_22:0 2.0646 1.0458 4.08E-06 5.3892 

PC O-31:6 2.2959 1.1991 6.85E-06 5.164 

Pantothenic acid 0.075096 -3.7351 1.83E-05 4.7365 

5'-Deoxy-5'-Methylthioadenosine 0.15602 -2.6802 0.000155 3.8098 

FA 36:10 4.4763 2.1623 0.000263 3.5806 

LPC 17:0 2.9848 1.5776 0.000455 3.3423 

DG 50:3|DG 16:1_34:2 0.15864 -2.6562 0.000646 3.19 

PG 36:3|PG 18:1_18:2 0.22303 -2.1647 0.000973 3.0119 

PG 33:0|PG 16:0_17:0 0.22569 -2.1476 0.002069 2.6843 

LPC O-20:2 5.9219 2.5661 0.002998 2.5232 

LPC 18:3/0:0 2.9665 1.5688 0.003585 2.4455 

LPC 20:3/0:0 4.194 2.0683 0.003796 2.4207 

TG 54:1;2O|TG 18:0_18:1_18:0;2O 5.3175 2.4107 0.004652 2.3324 

LPC 18:0 2.943 1.5573 0.004652 2.3324 

PE 36:4|PE 18:1_18:3 0.37337 -1.4213 0.004652 2.3324 

PI 40:4 2.5792 1.3669 0.004805 2.3183 

LPE 22:6 2.8431 1.5075 0.005405 2.2672 

PC O-38:8 2.2778 1.1876 0.007149 2.1458 

ST 27:2;O 2.9355 1.5536 0.008444 2.0735 

PE 35:2|PE 17:0_18:2 0.35216 -1.5057 0.008558 2.0676 

PG 31:0|PG 15:0_16:0 0.32184 -1.6356 0.012106 1.917 

NAE 14:0 3.8838 1.9575 0.014069 1.8517 

PE 40:0|PE 20:0_20:0 0.34947 -1.5168 0.014069 1.8517 

LPE O-18:2 2.4357 1.2844 0.014255 1.846 

PG 40:3|PG 20:1_20:2 0.17262 -2.5343 0.016493 1.7827 

PS 36:4|PS 18:2_18:2 0.37311 -1.4223 0.018459 1.7338 

HexCer 42:0;4O|HexCer 18:0;3O/24:0;(2OH) 0.42614 -1.2306 0.018459 1.7338 

PC O-37:10 2.773 1.4715 0.019416 1.7118 

PE 44:0|PE 22:0_22:0 0.36966 -1.4357 0.019416 1.7118 

PS 36:1 2.0172 1.0123 0.019416 1.7118 

PE 42:0|PE 20:0_22:0 0.35222 -1.5054 0.019547 1.7089 

PE 34:2|PE 16:0_18:2 0.28625 -1.8047 0.022029 1.657 



 
 

PG 34:2|PG 16:0_18:2 0.38746 -1.3679 0.022029 1.657

CL 98:1|CL 28:0_28:0_28:0_14:1 0.26134 -1.936 0.0239 1.6216

PE 32:2|PE 16:1_16:1 0.29221 -1.7749 0.0239 1.6216 

PI 20:0 2.0071 1.0051 0.0239 1.6216 

PE 34:2|PE 16:1_18:1 0.074729 -3.7422 0.0241 1.618 

LPC 16:1 2.2211 1.1512 0.027109 1.5669 

PG 38:2|PG 18:1_20:1 0.37444 -1.4172 0.027344 1.5631 

LPE O-22:2 2.6328 1.3966 0.027344 1.5631 

TG 52:2;1O|TG 18:1_18:1_16:0;1O 0.39436 -1.3424 0.027344 1.5631 

HexCer 42:0;3O 0.47231 -1.0822 0.028252 1.549 

PE O-32:2|PE O-16:1_16:1 0.43533 -1.1998 0.028396 1.5467 

Cer 44:2;3O|Cer 18:1;2O/26:1;O 2.3868 1.2551 0.029258 1.5337 

CE 18:2 3.2038 1.6798 0.030153 1.5207 

PE 33:1|PE 15:0_18:1 0.29248 -1.7736 0.03518 1.4537 

PE 33:2|PE 15:0_18:2 0.21353 -2.2275 0.036812 1.434 

NAE 15:4 2.7196 1.4434 0.036812 1.434 

PC O-37:3 2.3946 1.2598 0.036812 1.434 

NAOrn 15:0;O 2.474 1.3068 0.038348 1.4163 

SM 43:2;2O|SM 18:1;2O/25:1 2.0073 1.0053 0.038348 1.4163 

PC 40:6|PC 20:3_20:3 2.3129 1.2097 0.038564 1.4138 

PC O-37:1|PC O-19:0_18:1 0.46081 -1.1178 0.038646 1.4129 

FA 20:4;O 3.0018 1.5858 0.045174 1.3451 

PE 32:1|PE 16:0_16:1 0.20385 -2.2944 0.047533 1.323 

PE P-42:7|PE P-20:1_22:6 3.3147 1.7289 0.048323 1.3158 

 

 

Compounds Name FC log2(FC) p-values -log10(p) 

PC O-31:1|PC O-16:1_15:0 2.2546 1.1729 0.000365 3.4377 

Succinate 3.2654 1.7073 0.002735 2.5631 

DG 48:12 0.27534 -1.8607 0.006743 2.1712 

TG 52:2;O|TG 18:0_18:1_16:1;O 2.4594 1.2983 0.0093 2.0315 

FA 20:4;O4 0.43688 -1.1947 0.010673 1.9717 

PC O-29:1 3.0175 1.5934 0.010683 1.9713 

LPE O-18:1 0.3835 -1.3827 0.011416 1.9425 

DG 52:10 0.30553 -1.7106 0.013242 1.878 

Hexanoyl-L-Carnitine 2.7441 1.4564 0.016373 1.7859 

PE 28:0 0.29256 -1.7732 0.016831 1.7739 

DG O-34:2|DG O-16:1_18:1 0.38664 -1.3709 0.018479 1.7333 

PE O-33:2|PE O-16:1_17:1 0.47211 -1.0828 0.02614 1.5827 

PE 29:0 0.26289 -1.9275 0.027779 1.5563 

PC O-40:5|PC O-16:0_24:5 0.30454 -1.7153 0.031186 1.506 

PE P-31:1|PE P-15:0_16:1 0.27218 -1.8774 0.0318 1.4976 

LPE P-22:1 0.47619 -1.0704 0.033305 1.4775 

CAR 18:0 0.35279 -1.5031 0.034943 1.4566 

DG 33:2|DG 15:0_18:2 0.4481 -1.1581 0.03583 1.4458 

PG 40:2|PG 20:1_20:1 0.46024 -1.1196 0.037095 1.4307 



 
 

Compounds Name FC log2(FC) p-values -log10(p) 

Cer 39:2;O3|Cer 18:1;O2/21:1;O 0.43867 -1.1888 0.0381 1.4191 

Hex2Cer 34:1;O2|Hex2Cer 18:1;O2/16:0 2.3935 1.2591 0.03945 1.404 

PE 28:0|PE 13:0_15:0 0.28011 -1.8359 0.042054 1.3762 

HexCer 48:5;O4|HexCer 20:2;O2/28:3;O2 0.23457 -2.0919 0.042096 1.3758 

PC O-43:1 2.5312 1.3398 0.043299 1.3635 

PG 34:2 0.44148 -1.1796 0.04343 1.3622 

TG 45:7;O|TG 15:1_22:5_8:1;O 0.30424 -1.7167 0.044234 1.3542 

CL 80:4|CL 28:0_16:1_18:1_18:2 0.33547 -1.5757 0.045328 1.3436 

HexCer 40:4;O3 0.48237 -1.0518 0.045362 1.3433 

 

 

 

 

 


