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ABSTRACT

Children’s plasma metabolome, especially lipidome reflects gene regulation and dietary 

exposures, heralding the development of islet autoantibodies (IA) and type 1 diabetes (T1D). The 

TEDDY study enrolled 8676 newborns by screening HLA-DR-DQ genotypes at six clinical 

centers in four countries; profiled metabolome and measured concentrations of ascorbic acid, 25-

hydroxyvitamin D (25(OH)D), erythrocyte membrane fatty acids following birth until IA 

seroconversion under nested case-control design. We grouped children having an initial 

autoantibody only against insulin (IAA-first) or glutamic acid decarboxylase (GADA-first) by 

unsupervised clustering of temporal lipidome, identifying a subgroup of children having early 

onset of each initial autoantibody, i.e., IAA-first by 12 months and GADA-first by 21 months, 

consistent with population-wide early seroconversion age. Differential analysis showed that 

infants having reduced plasma ascorbic acid and cholesterol experienced IAA-first earlier, while 

early onset of GADA-first was preceded by reduced sphingomyelins at infancy. Plasma 

25(OH)D prior to either autoantibody was lower in T1D progressors compared to non-

progressors, with simultaneous lower diglycerides, lysophosphatidylcholines, triglycerides, 

alanine before GADA-first. Plasma ascorbic acid and 25(OH)D at infancy were lower in HLA-

DR3/DR4 children among IA cases but not in matched controls, implying gene expression 

dysregulation of circulating vitamins as latent signals for IA or T1D progression. 
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Type 1 diabetes (T1D) is an autoimmune disease developing in young children due to 

the interaction between genetic risks and environmental exposures, with appearance of beta cell 

autoantibodies or islet autoantibodies (IA) as the established precursors. The population-wide 

early onset of distinct initial autoantibodies had been reported at different ages throughout early 

childhood, i.e. an autoantibody against insulin (IAA-first) by age of 15 months and an 

autoantibody against glutamic acid decarboxylase (GADA-first) before 24 months (1). Distinct 

type or onset age of an initial autoantibody can be a result of either genetic variation or immune 

response to early environmental exposures. 

IAA-first was found related to HLA DR4-DQ8 and the INS gene polymorphism, while 

GADA-first was related to HLA DR3-DQ2 polymorphisms in the ERBB3, SH2B3 and BACH2 

gene polymorphisms (2). Age of IA seroconversion was recently found associated with 

afterwards progression to T1D (3), regardless of the type of initial autoantibodies. Furthermore, 

nutrients or dietary pattern had been found as one of the critical exposure-related factors 

predictive of IA or T1D in early childhood (4; 5). Recent studies in T1D have reported the 

impact of diet or blood concentrations of nutrient biomarkers on disease outcomes, such as 

infant formula type (6), gluten intake amount (7), vitamin C (ascorbic acid) (8), vitamin D (9), 

probiotics (10) and omega-3 fatty acids (11-13). The aforementioned results had not reported 

potential etiology, causes or molecular signatures for the population-wide skewed 

seroconversion age of either autoantibody, which might be also predictive of further progression 

to T1D. 

The exposures to ascorbic acid, vitamin D and fatty acids can be assessed either at the 

intake level using dietary assessment tools or at biomarker level quantified by immunoassay 
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platforms (14) and chromatographic methods (15; 16). These micronutrients and fatty acids are 

usually considered positively associated with the actual intake amount, as well as regulated by 

protein-coding genes and metabolic pathways, such as vitamin C transport genes SLC23A1, 

SLC2A1, SLC2A2, and 25-hydroxyvitamin D (or 25(OH)D) receptor genes VDR, RXRA. A 

secondary set of biomarkers for nutrient sources is the lipidome profiled from plasma or serum, 

which is related to both nutrients or energy sources and metabolic activity. As structural 

components of cell membranes, complex lipids are involved in a variety of metabolic pathways 

(17) and play an important role in children’s growth and disease development. Previous studies 

had found that heterogeneity of lipidome profiles signaled the underlying development of or 

recovery from diseases (18-20). Therefore, children’s lipidome reflect metabolism of nutrients, 

as a link between gene regulation of nutrient biomarkers and characteristics related to primary 

endpoints, i.e. IA or T1D. 

Previous studies in type 1 diabetes rarely integrated dietary biomarkers and lipidome 

profiles due to either limited blood samples or cohort size (5; 11; 19). The Environmental 

Determinants of Diabetes in the Young (TEDDY) study measured concentrations of dietary 

biomarkers in plasma or on red blood cell membrane for the enrolled participants by 

immunoassay and chromatographic methods, as well as profiled untargeted plasma metabolome 

by mass spectrometry platforms (21).  In the present study, we hypothesized that plasma 

ascorbic acid, 25(OH)D and erythrocyte omega-3 fatty acids, i.e., alpha-linolenic acid (ALA), 

eicosapentaenoic acid (EPA), docosahexaenoic acid (DHA), docosapentaenoic acid (DPA) are 

nutrients (or biomarkers) interacting with lipidome followed by the development of IA and 

progression to T1D. 
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Our present analyses were performed on GADA-first and IAA-first children and their 

matched controls. We first adopted an unsupervised clustering approach to group GADA-first 

and IAA-first children based on their temporal lipidomic profiles at and prior to seroconversion, 

and further identified nutritional and metabolic signatures for IA-related outcomes, as well as 

assessed the association of HLA-DR-DQ haplotypes or genotypes with the identified signatures.     

Methods

TEDDY nested case-control study

TEDDY is an observational prospective study of children at increased genetic risk of type 

1 diabetes conducted in six clinical research centers: three in U.S. (Colorado, Georgia/Florida, 

and Washington) and three in Europe (Finland, Germany, and Sweden). A total of 8676 children 

were enrolled and followed prospectively from 3 months to 15 years of age for blood samples 

collection and islet autoantibodies measurement at 3-month intervals before 4 years of age and at 

6-month interval thereafter. All children who were persistently positive for any autoantibody 

were followed every 3 months until the age of 15 years. Detailed study design and methods have 

been previously published (22). Written informed consents were obtained for all study 

participants from a parent or a primary caretaker, separately, for genetic screening and 

participation in the prospective follow-up, beginning at birth. Autoantibodies were measured in 

two laboratories by radiobinding assays (22; 23). Persistent IA was defined as confirmed positive 

autoantibodies (IAA, GADA, or IA-2A) in at least two consecutive samples by both laboratories, 

with the date of seroconversion defined as that of the first positive sample. Type 1 diabetes was 

diagnosed using the American Diabetes Association criteria (24). 

Page 6 of 89Diabetes



7

For biomarker discovery, a nested case-control (NCC) design using risk set sampling was 

conducted  based on data collected as of May 31, 2012 (25). Four hundred and eighteen IA case 

subjects were selected, and each was matched with 3 control subjects who had not developed IA 

by the age when the case subject experienced the first-appearing autoantibodies. Matching 

factors were clinical centers, gender and first-degree relatives’ status of T1D. For case subjects 

selected in NCC design, plasma ascorbic acid, 25(OH)D, and erythrocyte fatty acids were 

measured from the children’s blood samples annually from the end of infancy (i.e. at 12-, 24-, 

36-, 48-, 60- month), while the children’s metabolome including lipidome were profiled at each 

3-month visit following birth up to seroconversion. Nutrient biomarkers and metabolome were 

also measured at the same age (or visits) for matched control subjects. The concentrations of 

nutrient biomarkers during infant age (i.e. at 3-, 6-, 9- month) were also available at different 

frequencies (9; 26). Bar plots in Figure 1 present the numbers of subjects having biomarkers and 

lipidome measured, individually, per time point within 1 year prior to seroconversion. Each 

matched case-control pair had blood samples collected at the same ages, although random 

missing visits occurred.

Nutrient biomarkers and metabolome profiling

Nutrient biomarkers were profiled at the Biochemistry Laboratory, Genomics and 

Biomarkers Unit, National Institute for Health and Welfare (THL), Helsinki, Finland. Plasma 

ascorbic acid was determined by an ion-paired, reversed-phase, high-performance liquid 

chromatographic method using electrochemical detection, while plasma 25(OH)D was measured 

using the ARCHITECT 25-OH Vitamin D chemiluminescent microparticle immunoassay 

(CMIA). Omega-3 fatty acids were analyzed from erythrocytes stabilized in 2-propanol and 
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butylated hydroxytoluene. Erythrocyte fatty acids composition was analyzed using an Agilent 

6890 gas chromatograph with a split injector and hydrogen as the carrier gas, employing a 

capillary column Omegawax 320 (length: 30 m, I.D.: 0.32 mm, phase layer: 0.25 µm; Supelco, 

Bellefonte, PA, USA). Data were analyzed using OpenLab CDS Chemstation software (Agilent, 

Palo Alto, USA). The percentage composition of fatty acid methyl esters was normalized to 

100% in each sample.  Samples of the cases and their controls at each age point were processed 

in the same batch for all analytes.

TEDDY subjects’ plasma samples selected under NCC design were shipped to NIH West 

Coast Metabolomics Center at University of California Davis (UCD) and processed by following 

standard laboratory protocols. Prior to sample shipment, the TEDDY Data Coordinating Center 

(DCC) designed laboratory running batches by assigning plasma samples of matched subjects to 

the same batch. Mass spectrometry processing at UCD followed the order of designed batches to 

ensure that disease outcomes did not confound with run-order. 

The primary metabolites assay was profiled by gas chromatography time-of-flight mass 

spectrometry (GC-TOF MS) on Leco Pegasus III instrument annotated by BinBase (27). The 

complex lipids (lipidome) assay was analyzed by charged surface hybrid column with 

electrospray ionization (CSH-ESI) on Agilent ultra high pressure liquid chromatography 

quadrupole time-of-flight mass spectrometry (UHPLC-QTOF MS) instruments annotated with 

LipidBlast (28). Peaks from GC-TOF MS platform were automatically detected and 

deconvoluted from co-eluting peaks by the Leco ChromaTOF software (v3.0). Raw data 

output from CSH-ESI-QTOF instruments were processed in an untargeted manner by 

Agilent’s software MassHunter Qual (v. B.05.00) to find peaks. Peak features were then 

imported into MassProfilerProfessional for peak alignments to seek which peaks are present 
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in multiple chromatograms. These peaks are then collated and constrained within the 

MassHunter quantification software (v. B.05.01) on the accurate mass precursor ion level, 

using the MS information and the LipidBlast library. We applied a comprehensive 

normalization pipeline Systematic Error Removal Using Random Forest (SERRF) (29) to the 

raw quantified intensity of metabolites, successfully removing laboratory run-order effect in 

terms of a quality control (QC) metric, i.e., reduced coefficient of variation of internal standard 

compounds. The normalized data still contained missing abundance, which were filled by the 

values generated from a label-free missing value imputation tool GMSimpute (30). 

Unsupervised clustering of temporal lipidomic profiles

To screen potential linkage among lipidome, nutrients, and IA-related outcomes, an 

unsupervised clustering approach was first applied to the GADA-first and IAA-first children 

(n=165) having plasma lipidome profiled at three consecutive visits within 6 months before or at 

seroconversion, labeled as visit 0, -3, -6. Previous results had shown strong infant-age pattern in 

TEDDY children’s lipidome (21), which may be a result of growth and dietary exposure changes 

similar to that in gut microbiome (31). The aim of this analysis was to detect latent subgroups of 

children having stratified blood concentrations of nutrients or distinct endpoint outcomes, instead 

of grouping lipidome profiles only representative of age or growth phases (31). Hence, we 

merged every child’s multi-visit lipidomes into one temporal lipidomic profile, consisting of 

three consecutive measurements of 208 lipid species with dimension of m=3×208=624. 

Temporal lipidomic profiles of the children who experienced seroconversion by the end 

of infancy might be grouped into a cluster due to infant-age patterns. On the other hand, a cluster 

of children consisting of both pre- and post-infancy seroconversion may represent young age and 
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other characteristics. Existing studies (32; 33) reported strong association among lipid species 

profiled from each sample. Thus, to account for the strong associations among lipid species and 

temporal measurements, we employed Gaussian model-based clustering to group (n=165) 

temporal lipidomic profiles. The clustering was performed by R package mclust (34) and the 

optimal number of clusters was selected between 1 to 10 according to Bayesian Information 

Criterion. 

Cluster-wise lipidomic, nutritional signatures and correlation analysis

We first employed the Bioconductor package limma (35) to perform lipidome-wide 

differential analysis to identify lipidomic signatures that defined each cluster of children. Classes 

of lipidomic signatures were further confirmed by enrichment analysis from ChemRICH (36) 

with filters: altered lipid species ratio>0.3, increased or decreased species ratio >0.3, and 

Benjamini-Hochberg (BH) procedure (37) adjusted p-value <0.05. Next, the concentration of 

each nutrient biomarker measured within 12 months before seroconversion was compared 

between clusters of children by linear regression, adjusted by the age of biomarker measurement 

with statistical significance at P<0.05. A nutrient biomarker with concentration stratified by the 

clusters is a nutritional signature for the corresponding subgroup(s) of children. The cluster-wise 

nutritional and lipidomic signatures revealed the latent relation between nutrient biomarkers and 

lipid species. 

We further confirmed the lipidome-nutrients connectivity by Spearman’s correlation 

coefficients (rho) of pairwise lipid species and nutrient biomarkers based on IAA-first, GADA-

first cases (n=191) and matched controls (n=517) , who had both types of analytes measured 

within 12 months before seroconversion. Connectivity (or correlation) threshold was determined 
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by rho >0.1 or <-0.1. The concentration of each nutrient biomarker was the log-scaled 

measurement (or the average of more than one measurement) within 12 months prior to 

seroconversion for cases and at the same age for matched controls, while the lipidome was 

selected at the last visit (3 months) prior to seroconversion and at the same age of matched 

controls. 

 

Differential abundance analysis for IA-related outcomes

Demographic characteristics and IA-related outcomes per cluster, such as the type of an 

initial autoantibody, seroconversion age, and further progression to T1D were first identified by 

Kruskal-Wallis test, Fisher’s exact test and Cox regression with statistical significance at 

P<0.05. We further performed differential analysis on metabolome (i.e. primary metabolites and 

lipidome) and nutrient biomarkers against the identified endpoint outcomes among GADA-first 

and IAA-first cases, using limma or linear regression. Metabolites associated with endpoint 

outcomes were selected by adjusted P<0.2, while association between nutrient biomarkers and 

endpoint outcomes were analyzed by linear regression and selected by P<0.05. Prognostic effect 

was further confirmed by Cox regression. Age at analytes measurements, country, family history 

of T1D, gender, and HLA DR-DQ haplotypes were included in differential or Cox analysis as 

covariates.  

Results

Clusters of children defined by temporal lipidomic profiles 

The unsupervised clustering algorithm grouped 165 TEDDY children’s temporal 

lipidomic profiles before GADA-first or IAA-first as Clusters I-IV, visualized by T-distributed 
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Stochastic Neighbor Embedding (tSNE) plot in Figure 2a and the heatmap in Figure 2b. 

Children in Clusters I and II were not clearly distinguished from each other on the tSNE plot, but 

they were well separated from Clusters III-IV. In addition, a clear border between Cluster IV and 

the others was observed (Figure 2a). The distribution of clusters in the tSNE plot agreed to the 

lipidomic patterns in Figure 2b, i.e. Clusters I and II shared similar patterns in TG, but a 

remarkable difference between Clusters I-II and Clusters III-IV was observed in TG. Heatmap at 

visits -3, -6 presented contrast of Clusters II vs I and Clusters IV vs III in TG. 

Cluster-wise lipidomic, nutrient signatures and connectivity 

We further performed lipidome-wide differential and enrichment analyses at visits -3, -6 

to identify the most differentiated lipid classes as top signatures for Clusters III-IV vs Clusters I-

II, Cluster II vs Cluster I, and Clusters IV vs Cluster III, Cluster III vs Cluster I, and Cluster IV 

vs Cluster I. Differential analysis results were listed in Supplemental Tables S1-S10 and the 

differentially abundant lipid classes at both visits -3 and -6 were summarized in Supplemental 

Table S11, verifying lipidomic signatures illustrated in Figure 2b. Compared to the reference 

Cluster I, lipidomic signatures for Cluster II were increased phosphatidylcholines (PC) and 

sphingomyelins (SMd), while higher triacylglycerols (TG), diglycerides (DG) and lower PC,  

Cholesterol Esters (CE) were signatures for Cluster IV. Cluster III compared to the other clusters 

had increased TG, DG, lysoPC, and plasmalogens, as a result of young-age (21) lipidome 

profiles (at seroconversion) as shown in Table 1. A higher level of ascorbic acid was observed in 

Cluster III (P=0.0024) and Cluster IV (P=0.0031), while 25(OH)D concentration was elevated 

only in Cluster IV (P=0.0093). Ascorbic acid was also found decreasing along with growth, 

being consistent with higher ascorbic acid and young age at measurement in Cluster III. Cluster 
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IV had lower composition of omega-3 fatty acids ALA, EPA, DHA, DPA (P=0.0006, <0.001, 

0.0156, 0.0007) with mean levels shown in Table 1, and were positively associated with 

measurement age (P<0.001). 

Spearman correlation coefficients among nutrient biomarkers and lipidome were listed in 

Supplemental Table S12 and visualized in Supplemental Figure, including the pair-wise 

correlation between dietary biomarkers. Higher levels of TG, DG, ascorbic acid and 25(OH)D in 

Clusters III-IV were consistent with TG and DG positive correlations with ascorbic acid and 

25(OH)D, while omega-3 fatty acids showed positive connectivity with most of CE lipid species 

and negative connectivity with DG (Table S12). The simultaneous higher levels of ascorbic acid, 

25(OH)D and reduced omega-3 fatty acids observed in Cluster IV was consistent with the 

correlations among these nutrient biomarkers (Table S12).  

Cluster-wise characteristics related to IA 

The association of identified clusters with country, family history of T1D, initial 

autoantibody type, seroconversion age were shown in Table 1. Most subjects in Cluster I 

experienced seroconversion after 15 months of age regardless of the type of initial 

autoantibodies. Cluster II had relatively lower proportion of first degree relatives in T1D 

(P=0.0498). The cluster-wise seroconversion age for each initial autoantibody were presented in 

Figure 2c and Table 1. Cluster III compared to others was a subgroup with younger 

seroconversion age (P<0.0001) for either IAA-first or GADA-first. Half of GADA-first 

children’s (n=21) temporal lipidomic profiles in Cluster III were post-infancy, although the 

lipidomic profiles for half of IAA-first children (n=30) in this cluster were at infant age. Hence, 

Cluster III not only represented younger age of lipidome or children, but also included the 
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earliest seroconversion of each autoantibody. A subgroup analysis showed that seroconversion 

among Clusters I, II, IV was age-independent. Relatively higher ascorbic acid, 25(OH)D and 

lower omega-3 fatty acids were found in US participants compared to other countries, while 

most of participants in Cluster IV were from US (P=0.0005). This explained the nutritional 

signatures (higher ascorbic acid, 25(OH)D and lower omega-3 fatty acids) identified in Cluster 

IV. 

A Kaplan-Meier curve (Figure 2d) showed that subjects in Cluster III compared to other 

clusters had higher risk of T1D progression from the onset of initial autoantibody, as a result of 

early seroconversion in Cluster III (3).  A subsequent question is whether the subjects in the 

other Clusters (I, II, IV) had similar risk of progression to T1D from the initial autoantibody, 

since they experienced seroconversion at similar age. Therefore, we compared the risk of 

progression from seroconversion to T1D among Clusters I, II, and IV throughout the follow-up 

from seroconversion to December 31, 2019, adjusting for the age at seroconversion, type of the 

initial autoantibody, first-degree relatives with T1D, gender, HLA haplotypes (DR3/DR4 vs 

others). Supplemental Table S13 showed that Cluster IV compared to Cluster I had relatively 

slower T1D progression after the initial autoantibody (hazard ratio (95% CI): 0.3672 (0.1617, 

0.8335), P=0.0166). Therefore, we identified distinct clusters of children representing earlier 

seroconversion of either IAA-first or GADA-first, fewer first degree relatives in T1D, and slower 

progression to T1D.   

Metabolites and circulating vitamins preceding early seroconversion and T1D progression

Children in Cluster III developed IAA-first at mean age of 12.3 months and GADA-first 

at mean age of 20.6 months, being consistent with the population-wide early onset of either 
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initial autoantibody (2). This subgroup of TEDDY children revealed an analytical definition of 

early onset of IAA-first and GADA-first. To identify metabolic or nutritional signatures for early 

onset of an initial autoantibody instead of age, we first defined IAA-first cases as ‘Early IAA’ 

(n=68), ‘Late IAA’ (n=134) by seroconversion before or after 12 months of age, and GADA-first 

as ‘Early GADA’ (n=43), ‘Late GADA’ (n=93) by seroconversion before or after 21 months of 

age. Differential abundance analysis between ‘Early-’ and ‘Late-’ onset of each initial 

autoantibody was performed on analytes measured at the same age during infancy, with country, 

gender, first degree of relatives in T1D and HLA haplotype included as covariates. Log fold 

change (logFC) in Figure 3a showed that children having reduced plasma ascorbic acid at age 6 

months (P=0.0362) or less abundant cholesterol metabolite at age 9 months (P<0.0001, BH 

adjusted P<0.2) developed afterwards IAA-first earlier (‘Early IAA’), while less abundant 

sphingomyelins species at age 9 months (BH adjusted P<0.2) were found associated with the 

following early onset of GADA-first (‘Early GADA’). The cholesterol metabolite associated 

with ‘Early IAA’ was the free form of cholesterol profiled by GC-TOF MS (InChIKey: 

HVYWMOMLDIMFJA-DPAQBDIFSA-N), different from cholesterol ester (CE) lipid species 

profiled by UHPLC-QTOF MS platform.

Differential analysis also found children who experienced T1D progresssion (n=171) 

after either type of initial autoantibody had reduced 25(OH)D (P=0.0029) within one year prior 

to seroconversion compared to the non-progressors (n=167), while multiple lipid species in 

lysoPC and DG 34:1 at 6 months prior to GADA-first were less abundant in T1D progressors 

than non-progressors (Figure 3b). Age of measurement, country, gender and first degree 

relatives with T1D were included as covariates in the differential analysis of progression. 

Relatively higher abundance (logFC in Figure 3b) of lipid species before IAA-first onset in T1D 
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progressors compared to non-progressors was not confirmed with statistical significance. 

Reduced abundance of other lipid species in DG, TG 56:8, and amino acid alanine at 6 months 

before GADA-first onset were also found signaling afterwards T1D progression by Cox 

regression analysis (BH adjusted P<0.2), with hazard ratio presented in Figure 4. The prognostic 

signatures for T1D progression following GADA-first (lysoPC and DG 34:1) identified in 

differential analysis were also confirmed by Cox regression. Our analysis did not find metabolic 

signatures for T1D progression following IAA-first. These results agreed to the higher 25(OH)D 

and slower T1D progression observed in Cluster IV.   

A further analysis on the analytes measured at infant age among IAA-first and GADA-

first cases revealed that HLA-DR3/DR4 haplotype and the corresponding alleles (at HLA genes 

DRB1, DQA1, DQB1) were associated with reduced 25(OH)D at age of 6 months (Table 2), 

although ascorbic acid at the same age was only associated with HLA-DR3/DR4 haplotype. 

Association between HLA-DR3/DR4 and circulating vitamins was not observed in matched 

controls.

Discussion

Our analysis in the present study revealed the relationship among HLA DR3/DR4 

genotypes, circulating vitamins, metabolome, islet autoimmunity and further progression to T1D 

in early childhood. We provided an analytical definition for early seroconversion of IAA-first 

(12 months) and GADA-first (21 months), respectively.  We identified reduced ascorbic acid, 

cholesterol metabolite and SMd species as early-seroconversion signatures for IAA-first and 

GADA-first (Figure 3), while 25(OH)D and multiple metabolites before either initial 

autoantibody were predictive of further progression to T1D. 
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Multiple metabolites near the onset of GADA-first were found as prognostic signature for 

T1D (Figure 4). The association between reduced amino acid alanine and T1D progression was 

consistent with the negative association between alanine and GADA-first risk reported in (21). 

Our previous analysis on primary metabolites in TEDDY (21) also found alanine negatively 

associated with the risk of IAA-first. Higher pseudo uridine was found associated with T1D 

progression following GADA-first, which was also a risk marker for development of T2D or 

renal dysfunction in T1D or T2D (38; 39). Pseudo uridine is typically the most abundant marker 

of modified RNA bases in human plasma. Erythritol-a critical sugar alcohol-was also found 

positively associated with T1D progression after GADA-first. Furthermore, results in Table 2 

not only confirmed previous findings that lower circulating vitamins were associated with higher 

IA risk (9; 26), but also implied that HLA-DR3/DR4 potentially linked to the gene expression 

dysregulation of these circulating vitamins.

Our analysis found reduced ascorbic acid only preceding early seroconversion of IAA-

first, consistent with the conclusion that ascorbic acid only reduced the risk of IAA-first from a 

recent analysis in TEDDY (26). Previous results about the role of ascorbic acid in T1D were 

unclear. A previous study (40) showed that ascorbic acid level was significantly increased in 

plasma and spleen of the diabetes-prone rats compared to the control group. Higher ascorbate 

concentration in mouse was also found to have immediate inhibition on insulin secretion, but 

was completely reversible (41), which was associated with hyperpolarization of the pancreatic 

beta-cell. On the other hand, oral ascorbic acid supplementation was reported to provide an 

effective prophylaxis against exercise-induced free radical-mediated lipid peroxidation in type 1 

diabetes (8). 
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A recent study in TEDDY provided evidence for the association between 25(OH)D and 

islet autoimmunity (9) without analyzing the risk of T1D. The protective effect of 25(OH)D on 

T1D was reported in a Norwegian birth control study (42) and in a non-Hispanic White 

population in the U.S. (43), but not in other studies (44-48). Our present study shed light on the 

potential causes for previous inconsistent conclusions about 25(OH)D and the overall risk for 

T1D, that is the time between 25(OH)D measurement and clinical onset of T1D. Our findings 

underscored the importance of when to relate 25(OH)D to T1D, i.e. within one year prior to, at 

(or immediately after) seroconversion, at a second islet autoantibody (49) or before the onset of 

multiple positive autoantibodies (50; 51).    

One of our aims in the present analyses was to identify potential metabolic and nutritional 

markers for the subtypes of islet autoimmunity. Hence, we focused on TEDDY children who 

developed GADA only (33%) or IAA only (49%) as the initial autoantibody to ensure 

heterogeneity among subjects in clustering, without considering the simultaneous onset of 

GADA and IAA (14%) or other autoantibodies at seroconversion. Future studies on lipidome and 

dietary biomarkers under TEDDY NCC design should include all subjects having positively-

confirmed IA and their matched controls for sufficient statistical power. The TEDDY full cohort 

is dominated by White Non-Hispanic (>90%), hence, sample size in other race or ethnicity 

groups was too small to assess whether our findings were relevant to races. Another limitation of 

present study existed in the prognostic analysis on either metabolome or nutrient biomarkers, 

which was conducted within the TEDDY NCC design for IA (at 1:3 case-to-control ratio). The 

population-wide risk of progression from initial autoantibody to T1D might differ from that in 

TEDDY NCC as it only represents a subgroup of the full TEDDY cohort who seroconverted at 
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an early age (<5 years). Future prognostic analysis on metabolome or nutrient biomarkers should 

be extended to a larger cohort for reproducibility and validation.     

Conclusion

Infants having reduced plasma ascorbic acid and cholesterol experienced seroconversion 

of IAA-first earlier, while early onset of GADA-first was preceded by reduced sphingomyelins at 

infancy. Either IAA-first or GADA-first children with further T1D progression compared to non-

progressors had lower plasma 25(OH)D prior to the onset of each autoantibody. Plasma ascorbic 

acid and 25(OH)D were negatively associated with HLA-DR3/DR4 among infants who later 

experienced IAA-first and GADA-first, implying dysregulation of gene expression potentially 

linked to reduced circulating vitamins.
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Table 1: Characteristics of Clusters I-IV.  

Characteristics Cluster I Cluster II Cluster III Cluster IV P-value*

N (%) 43 (26.1) 51(30.9) 48 (29.1) 23 (13.9)

ALA (composition %) Mean (SD)
0.15 (0.04) 0.15 (0.06) 0.11 (0.04) 0.11 (0.04)

EPA (composition %) Mean (SD)
0.60 (0.29) 0.48 (0.37) 0.50 (0.25) 0.27 (0.14)

DHA (composition %) Mean (SD)
3.98 (1.04) 3.92 (1.18) 4.96 (1.04) 3.39 (0.83)

DPA (composition %) Mean (SD)
2.11 (0.40) 1.85 (0.54) 1.77 (0.44) 1.65 (0.56)

Seroconversion age (month) Mean (SD) 30.1 (10.9) 25.0 (11.3) 14.8 (8.4) 27.9 (10.8) <0.0001

US 2 (4.7) 10 (19.6) 12 (25.0) 20 (87.0) <0.0001

Finland 19 (44.2) 16 (31.4) 19 (39.6) 2 (8.7)

Germany 2 (4.7) 1 (2.0) 5 (10.4) 0 (0.0)

Country Sweden 20 (46.5) 24 (47.1) 12 (25.0) 1 (4.3)

Yes 8 (18.6) 6 (11.8) 16 (33.3) 7 (30.4) 0.0498First degree relatives with 

type 1 diabetes No 35 (81.4) 45 (88.2) 32 (66.7) 16 (69.6)

Female 22 (51.2) 29 (56.9) 19 (39.6) 11 (47.8) 0.3829

Sex Male 21 (48.8) 22 (43.1) 29 (60.4) 12 (52.2)

DR3/DR4 23 (53.5) 23 (45.1) 22 (45.8) 11 (47.8) 0.8541

HLA DR-DQ genotype Other 20 (46.5) 28 (54.9) 26 (54.2) 12 (52.2)

IAA 27 (62.8) 30 (58.8) 33 (68.8) 8 (34.8) 0.0519

Type of initial autoantibody GADA 16 (37.2) 21 (41.2) 15 (31.3) 15 (65.2)

Ascorbic acid (umol/L) Mean (SD) 42.99 (20.5) 47.75 (23.5) 63.70 (23.4) 61.96 (22.5)

25(OH)D (nmol/L) Mean (SD) 50.53 (16.4) 53.67 (15.8) 49.98 (20.6) 62.73 (21.5)

Data are presented as number (percentage) unless otherwise indicated. The composition of each 

fatty acid was the ratio of each fatty acid abundance over the total abundance of all fatty acids. 

*P-values were from Pearson’s Chi-square test for categorical variables or Kruskal-Wallis test for 

Page 28 of 89Diabetes



29

continuous variables. Association test on country and clusters was confirmed by excluding 

Germany because of small sample size and sparse cells (n<2) in contingency table. 
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Table 2: Association between HLA haplotypes/genotypes and plasma 25(OH)D, ascorbic 

acid at age of 6 months for IAA-first and GADA-first children.

Plasma 25(OH)D  (nmol/L) Plasma ascorbic acid (umol/L)HLA haplotypes or 
genotypes (%) Mean (SD) P-value Mean (SD) P-value

DR3/DR4 (51%) 49.62 (21.18) 55.51 (27.99)
Others (49%) 56.62 (24.88)

0.018
62.37 (28.54)

0.04+

DRB1*0301 (64%) 51.23 (20.49) 58.90 (29.00)
Others (36%) 56.24 (27.34)

0.023
58.90 (27.54)

0.845

DQA1*0501 (64%) 51.43 (20.56) 58.92 (28.80)
Others (36%) 56.00 (27.43)

0.033
58.85 (27.87)

0.856

DQB1*201 (64%) 51.43 (20.56) 58.92 (28.80)
Others (36%) 56.00 (27.43)

0.033
58.85 (27.87)

0.856

Association analysis per circulating nutrient was performed by linear regression on each genetic factor 

with covariates of country, gender, and family history of T1D. 

+Association between HLA DR3/DR4 and ascorbic acid was P=0.001 for GADA-first children. 
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Figures

Figure 1: TEDDY study design and distribution of participants having nutrient biomarkers 

and lipidome measured. 

Figure 2: Clusters identified by temporal lipidomic profiles of 165 TEDDY children. 

(a) T-distributed Stochastic Neighbor Embedding plot based on longitudinal lipidome, with axes 

representing two dimensions of distances. (b) Heatmap for longitudinal lipidome with columns 

as subjects and rows as lipids per visit. (c) Distribution of seroconversion age for each type of 

initial autoantibody per cluster. (d) Kaplan-Meier curve for progression from the initial 

autoantibody to T1D.   

Figure 3: Metabolites and circulating vitamins preceding (a) early seroconversion or (b) 

further progression to T1D. 

Figure 4: Hazard ratio for metabolites associated with progression risk from GADA-first 

seroconversion to T1D. 
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S1. Lipidome differential abundance analysis: Cluster III-IV vs I-II at Visit -3
Compound NameInChiKeys Pubchem IDSMILES pvalue foldchange
CE 18:1 RJECHNNFRHZQKU-RMUVNZEASA-N5283632 CCCCCCCC/C=C\CCCCCCCC(=O)O[C@H]1CC[C@@]2([C@H]3CC[C@]4([C@H]([C@@H]3CC=C2C1)CC[C@@H]4[C@H](C)CCCC(C)C)C)C4.39E-09 0.75137
CE 18:2 NAACPBBQTFFYQB-LJAITQKLSA-N5287939 CCCCC/C=C\C/C=C\CCCCCCCC(=O)O[C@H]1CC[C@@]2([C@H]3CC[C@]4([C@H]([C@@H]3CC=C2C1)CC[C@@H]4[C@H](C)CCCC(C)C)C)C5.94E-13 0.693041
CE 18:3 FYMCIBHUFSIWCE-WVXFKAQASA-N6436907 CC/C=C\C/C=C\C/C=C\CCCCCCCC(=O)O[C@H]1CC[C@@]2([C@H]3CC[C@]4([C@H]([C@@H]3CC=C2C1)CC[C@@H]4[C@H](C)CCCC(C)C)C)C8.76E-06 0.742769
CE 20:4 IMXSFYNMSOULQS-BEDFLICRSA-N6479222 CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCC(=O)O[C@H]1CC[C@@]2([C@H]3CC[C@]4([C@H]([C@@H]3CC=C2C1)CC[C@@H]4[C@H](C)CCCC(C)C)C)C0.110328 0.917769
CE 22:6 VOEVEGPMRIYYKC-HNJOWPRISA-N14274978 CC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CCC(=O)O[C@H]1CC[C@@]2([C@H]3CC[C@]4([C@H]([C@@H]3CC=C2C1)CC[C@@H]4[C@H](C)CCCC(C)C)C)C0.001532 0.763868
Ceramide d18:1/23:0  NAJHAHQNQCNWOP-PUYNVXOJSA-N52931115 CCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](CO)[C@@H](/C=C/CCCCCCCCCCCCC)O0.039554 1.100939
Ceramide d40:1 KEPQASGDXIEOIL-GLQCRSEXSA-N5283567 CCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](CO)[C@@H](/C=C/CCCCCCCCCCCCC)O0.000528 1.141423
Ceramide d42:1 ZJVVOYPTFQEGPH-AUTSUKAISA-N5283571 CCCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](CO)[C@@H](/C=C/CCCCCCCCCCCCC)O0.032614 1.073382
Ceramide d42:2 VJSBNBBOSZJDKB-KPEYJIHVSA-N5283568 CCCCCCCCCCCCC/C=C/[C@H]([C@H](CO)NC(=O)CCCCCCCCCCCCC/C=C\CCCCCCCC)O0.889757 0.989796
Cer (d18:1/16:0)YDNKGFDKKRUKPY-TURZORIXSA-N5283564 CCCCCCCCCCCCCCCC(=O)N[C@@H](CO)[C@@H](/C=C/CCCCCCCCCCCCC)O0.001 1.131904
CholesterolHVYWMOMLDIMFJA-DPAQBDIFSA-N5997 C[C@H](CCCC(C)C)[C@H]1CC[C@@H]2[C@@]1(CC[C@H]3[C@H]2CC=C4[C@@]3(CC[C@@H](C4)O)C)C0.38498 0.993437
DG 32:0 JEJLGIQLPYYGEE-XIFFEERXSA-N644078 CCCCCCCCCCCCCCCC(=O)OC[C@H](CO)OC(=O)CCCCCCCCCCCCCCC2.72E-11 1.538416
DG 34:0 VYQDALBEQRZDPL-DHUJRADRSA-N3246945 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](CO)OC(=O)CCCCCCCCCCCCCCC1.28E-08 1.295189
DG 34:1 YEJYLHKQOBOSCP-OZKTZCCCSA-N5282283 CCCCCCCCCCCCCCCC(=O)OC[C@H](CO)OC(=O)CCCCCCC/C=C\CCCCCCCC1.52E-08 1.567162
DG 36:0 UHUSDOQQWJGJQS-UHFFFAOYSA-N102615 CCCCCCCCCCCCCCCCCC(=O)OCC(CO)OC(=O)CCCCCCCCCCCCCCCCC0.532202 0.979919
DG 36:2 AFSHUZFNMVJNKX-LLWMBOQKSA-N9543716 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](CO)OC(=O)CCCCCCC/C=C\CCCCCCCC9.24E-07 1.463127
DG 36:3 BLZVZPYMHLXLHG-JOBMVARSSA-N9543722 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](CO)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC1.55E-09 1.536843
DG 38:5 GRGDLDNREYVILP-CNWVQWJYSA-N9543784 CCCCC/C=C\C/C=C\CCCCCCCCCC(=O)O[C@@H](CO)COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC0.000115 1.601475
DG 38:6 YDVDXUYJFQLPEG-CTHJWPIASA-N9543795 CCCCC/C=C\C/C=C\C/C=C\CCCCCCC(=O)O[C@@H](CO)COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC4.52E-05 1.911112
DG 40:1 VFUWCRMMTRWZAT-JLDYGAOKSA-N9543793 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](CO)OC(=O)CCCCCCCCC/C=C\CCCCCCCC0.773387 0.98579
FA 16:0 IPCSVZSSVZVIGE-UHFFFAOYSA-N985 CCCCCCCCCCCCCCCC(=O)O0.21574 1.064225
FA 16:1 SECPZKHBENQXJG-FPLPWBNLSA-N445638 CCCCCC/C=C\CCCCCCCC(=O)O0.854141 0.963199
FA 18:0 QIQXTHQIDYTFRH-UHFFFAOYSA-N5281 CCCCCCCCCCCCCCCCCC(=O)O0.27671 1.074383
FA 18:1 ZQPPMHVWECSIRJ-KTKRTIGZSA-N445639 CCCCCCCC/C=C\CCCCCCCC(=O)O0.648159 1.059221
FA 22:4 TWSWSIQAPQLDBP-DOFZRALJSA-N5497181 CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCCCC(=O)O0.21505 1.072858
GlcCer d18:1/22:0 YIGARKIIFOHVPF-YAEABVQUSA-N6321359 CCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](CO[C@H]1C(C([C@@H]([C@H](O1)CO)O)O)O)[C@@H](/C=C/CCCCCCCCCCCCC)O0.900131 1.005879
GlcCer d18:1/24:0 POQRWMRXUOPCLD-AAAFHMTMSA-N6321361 CCCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](CO[C@H]1C(C([C@@H]([C@H](O1)CO)O)O)O)[C@@H](/C=C/CCCCCCCCCCCCC)O0.889757 1.006896
GlcCer d18:1/24:1WBOZIXHPUPAOIA-RBELZSLISA-N6321360 CCCCCCCCCCCCC/C=C/[C@H]([C@H](CO[C@H]1C(C([C@@H]([C@H](O1)CO)O)O)O)NC(=O)CCCCCCCCCCCCC/C=C\CCCCCCCC)O0.239499 0.931431
LPC 18:0 IHNKQIMGVNPMTC-RUZDIDTESA-N497299 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)O0.063141 1.110357
LPC 18:1 YAMUFBLWGFFICM-PTGWMXDISA-N16081932 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)O0.030279 1.116345
LPC 18:2 SPJFYYJXNPEZDW-FTJOPAKQSA-N11005824 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)O1.28E-05 1.312807
LPC 20:0 UATOAILWGVYRQS-HHHXNRCGSA-N24779473 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)O0.239499 1.067781
LPC 20:1 GJTDRNFWIDPARY-GTPZACKGSA-N24779475 CCCCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)O0.690852 1.032259
LPC 20:2 YYQVCMMXPIJVHY-ZOIJLGJPSA-N52924053 CCCCC/C=C\C/C=C\CCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)O0.006069 1.166911
LPE 18:0 BBYWOYAFBUOUFP-JOCHJYFZSA-N46891690 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[NH3+])O0.147429 1.147976
LPE 18:2 DBHKHNGBVGWQJE-USWSLJGRSA-N52925130 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)(O)OCCN)O1.34E-08 1.489798
LPE 20:0 HEQMDGOBDIGJOC-XMMPIXPASA-N52925131 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)(O)OCCN)O0.459218 0.9913
LPE 20:1 JEAGLCKGAKACCE-OPSAWKISSA-N52925139 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@H](COP(=O)(O)OCCN)O0.020825 1.136247
PC 16:0/16:0 KILNVBDSWZSGLL-KXQOOQHDSA-N452110 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCCCCCC2.95E-06 1.1481
PC 18:1/16:0 WTJKGGKOPKCXLL-VYOBOKEXSA-N5497103 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCCCC0.510341 1.015283
PC 28:0 CITHEXJVPOWHKC-UUWRZZSWSA-N5459377 CCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCCCC6.99E-05 1.59087
PC 30:0 RFVFQQWKPSOBED-PSXMRANNSA-N129657 CCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCCCCCCCC)COP(=O)([O-])OCC[N+](C)(C)C2.85E-06 1.429326
PC 32:1 QIBZFHLFHCIUOT-NPBIGWJUSA-N6443788 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCC0.040921 1.144294
PC 32:2 GPWHCUUIQMGELX-VHQDNGOZSA-N24778764 CCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCC0.005063 1.204455
PC 32:3 UXEFXNOSLOCOLX-ZCHSEWAGSA-N52922763 CCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCC/C=C\C/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C7.34E-05 1.33875
PC 33:1 GXTATYLPYLLNLV-MGIDVFSBSA-N24778662 CCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCC/C=C\CCCCCC0.245764 1.089213
PC 34:0 PZNPLUBHRSSFHT-RRHRGVEJSA-N24778686 CCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCCCCCCCCCC)COP(=O)([O-])OCC[N+](C)(C)C7.39E-09 1.287684
PC 34:2 JLPULHDHAOZNQI-ZTIMHPMXSA-N5287971 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.000619 1.039928
PC 34:3 CNNSEHUKQJCGTE-UPPWDXJYSA-N24778699 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCC/C=C\C/C=C\C/C=C\CCCCC0.682969 0.975954
PC 35:2 ZSKWZJYUVZYDQU-WESJWMGVSA-N52922491 CCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.000167 1.198858
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PC 36:0 NRJAVPSFFCBXDT-HUESYALOSA-N94190 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCCCCCCCC0.1701 1.06482
PC 36:1 ATHVAWFAEPLPPQ-VRDBWYNSSA-N24778825 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCCCC0.002447 1.126559
PC 36:2 SNKAWJBJQDLSFF-NVKMUCNASA-N10350317 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCCCC0.001489 1.149403
PC 36:3 BXRLDROZWDUSGM-ZRYFCQOPSA-N24778937 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCC/C=C\C/C=C\CCCCCCCC0.204256 1.058696
PC 36:4 IIZPXYDJLKNOIY-JXPKJXOSSA-N10747814 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC3.56E-07 1.137051
PC 36:5 DYDDZDMJSQYFGN-OIVUZXIWSA-N24778771 CCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.106268 0.984382
PC 36:6 SPWBDEZMKCRQSX-NGPPOSSDSA-N52922847 CCCCC/C=C\C/C=C\C/C=C\CCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)COP(=O)([O-])OCC[N+](C)(C)C0.021459 1.199528
PC 37:2 MCZUABDVGPPWPM-HJTCUGKVSA-N52922735 CCCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C1.17E-05 1.202419
PC 37:3 OOYQEEUUQRMQKL-JUUDQZDJSA-N52922851 CCCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)COP(=O)([O-])OCC[N+](C)(C)C0.931477 1.007105
PC 37:4 QRPUCJXFPYFTMB-FBFLODOBSA-N52922853 CCCCCCCCC/C=C\CCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)COP(=O)([O-])OCC[N+](C)(C)C1.74E-05 1.244065
PC 38:2 KXXLFCAPKGRXBT-FMJYHZMHSA-N24779263 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.000118 1.157204
PC 38:3 OJHJKEBRZSDTTL-VHWCKNCUSA-N52922741 CCCCCCCC/C=C\CCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.891668 0.986946
PC 38:4 DNYKSJQVBCVGOF-LCKGXUDJSA-N52923291 CCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C3.82E-08 1.176849
PC 38:5 YLWBKBDNHWQEFU-YJXJLLHLSA-N53479033 CCCCCC/C=C\CCCCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.599162 1.049834
PC 38:6 PLZBTDKJYHXIEW-DZUXOTHRSA-N52923295 CCCCC/C=C\C/C=C\CCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.006107 1.147644
PC 38:8 QQNHCRBGLPDWEW-LRFGEVPTSA-N52922865 CC/C=C\C/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.122465 0.814687
PC 40:2 AEUCYCQYAUFAKH-DITNKEBASA-N24779063 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCC/C=C\CCCCCCCC0.000789 1.193451
PC 40:5 LJFKFKIYUJNFPZ-ZLFSCUDPSA-N52923133 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.002086 1.273798
PC 40:6 TYRTWVKQVGNGSZ-RGBTVBCDSA-N52923195 CCCCC/C=C\C/C=C\CCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.000232 1.244977
PC 40:7 BPUROMFCPFGBOT-ZEGPSQTJSA-N24778982 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.614843 1.032369
PC 42:1 PAHPUCKPYBHMBM-RURDTVAGSA-N24778881 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCCCC/C=C\CCCCCCCC0.001325 0.85131
PC 42:4 SGYNBRXEOXADHS-CIUHTZMDSA-N24779052 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.121507 1.073896
PC 42:6 DSVRMAGYENFTLY-GDDYDVMSSA-N52923651 CCCCC/C=C\C/C=C\CCCCCCCCCC(=O)O[C@H](COC(=O)CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.278061 0.896171
PC 44:3 GZZUNXHFXFGEBB-MXZPZXETSA-N52923541 CCCCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCC/C=C\C/C=C\CCCCC0.306818 0.951613
PC 44:4 UIAAGLPOUUFIRG-ZUEQPGPOSA-N52923481 CCCCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.267869 1.049898
PC p34:1 OIICTMOQBYZCDA-IIKIFWEUSA-N11125520 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCCCCCC0.208447 0.953824
PC p34:2 KMNVIRCHUMQGHD-RCINKDPXSA-N52923934 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCC0.079467 0.930838
PC p34:3 QLEHHUPUHJPURI-PWYDUFMYSA-N24779386 CCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC3.48E-06 0.813811
PC p36:3 SOUZQPFUXRVDGK-KCTKZSJBSA-N53481701 CCCCCCCCCCCCCCCCOC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCC/C=C\C/C=C\C/C=C\C/C=C\CC0.705037 0.984466
PC p36:4 IOYKZPNDXIIXLN-LOQSCQKMSA-N24779388 CCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.29515 1.048912
PC p38:3 WOSDZWBQBJHAMR-NOQLVGMBSA-N52925093 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCCCCCCCCCC/C=C\C/C=C\CCCCC0.047857 1.120965
PC p38:4 BAKDTVUHENQVRW-IXXGCMLPSA-N52925117 CCCCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCCCCC/C=C\C/C=C\C/C=C\CCCCC0.345429 1.038928
PE 34:2 HBZNVZIRJWODIB-NHCUFCNUSA-N46891780 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[NH3+])OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.000764 1.354763
PE 36:2 DXXUYBAISOHOLM-XRIXOMQFSA-N52924894 CCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)COP(=O)(O)OCCN0.015182 1.17878
PE 36:3 GKAFCSRKMWFPSJ-RJXNKANHSA-N71728379 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[NH3+])OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.158296 0.963803
PE 36:4 DUQDVNACTOXOJA-KTKXOIIHSA-N52924875 CCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)(O)OCCN0.000187 1.257664
PE 38:2 CLPMAPXZURYSNH-CNBLIUODSA-N9546825 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)(O)OCCN)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC1.73E-05 1.238737
PE 38:4 ANRKEHNWXKCXDB-BHFWLYLHSA-N46891781 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[NH3+])OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.002242 1.567292
PE 38:6 LFGBKOUQHCWBQI-BZGLIJSBSA-N52924893 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)(O)OCCN)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.038984 1.175365
PE 40:6 FEABWDMFZNBFCT-KUVQHVNNSA-N52924379 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)(O)OCCN)OC(=O)CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.003933 1.170119
Phosphatidylglycerol 29:0 RYHJACYQTJIGMZ-JHOUSYSJSA-N52926457 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)(O)OC[C@H](CO)O)OC(=O)CCCCCCCCCCCC0.044758 1.033086
Plasmenyl-PC 34:2 IQACMFWAGALEAQ-WESJWMGVSA-N6443157 CCCCCCCCCCCCCCCCOC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.001094 0.811781
Plasmenyl-PC 36:6JCIBOIAZHLGPOT-YAYDGDQKSA-N70698851 CCCCCC/C=C\CCCCCCCC/C=C\O[C@H](COC(=O)CCCC/C=C\C/C=C\C/C=C\C/C=C\CC)COP(=O)([O-])OCC[N+](C)(C)C0.001532 0.879872
Plasmenyl-PC 38:5FHHVIBPVBBRLOR-IYACIECVSA-N24779390 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.016582 1.160033
Plasmenyl-PE 36:3XVXISDREVDGQPX-PISDLAQISA-N52925079 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.659617 1.026425
Plasmenyl-PE 36:5UUYSKERSKRMYME-MAIXUNBTSA-N52925126 CCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.001559 1.208821
Plasmenyl-PE 36:6RLLOITCRNQRGJD-DFAKUSJGSA-N52925061 CCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.900131 0.98145
Plasmenyl-PE 38:5URPXXNCTXCOATD-FXMFQVEGSA-N86289532 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)([O-])OCC[NH3+])OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.000941 1.220175
Plasmenyl-PE 38:6KCNBSSYOJRUKOM-JALPNNRCSA-N52925089 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.010344 1.16687
Plasmenyl-PE 38:7WVGALBKSWOUIEZ-XNHMFJFDSA-N5283497 CCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.064299 1.151726
Plasmenyl-PE 40:6 CVCZYWPCMUWTNS-IXKBFPPMSA-N52925119 CCCCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.186277 1.143191
Plasmenyl-PE 40:7FIJFPUAJUDAZEY-MNDXXDKYSA-N42607458 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.046714 1.166424

Page 40 of 89Diabetes



PS 38:3 BQBTWCBZEKRLFP-BGFRNLFWSA-N52925523 CCCCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)COP(=O)(O)OC[C@@H](C(=O)O)N0.822245 0.995348
PS 38:4 SVOUGFFDROZBJI-DNALCEECSA-N24779545 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)(O)OC[C@@H](C(=O)O)N)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.744213 0.996391
PS 40:3 BTIQFPURPAGQHS-HOSNKBABSA-N52925502 CCCCCCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCC/C=C\C/C=C\C/C=C\CCCCC)COP(=O)(O)OC[C@@H](C(=O)O)N0.002393 1.111152
PS 40:4 GBBNRADSWUALEU-AEDAHVLISA-N52925748 CCCCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)(O)OC[C@@H](C(=O)O)N0.000204 1.050857
PS 40:6 LYYHRRPTEXPVOR-SYEOQEKUSA-N24779546 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)(O)OC[C@@H](C(=O)O)N)OC(=O)CC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC6.39E-05 1.086991
PS 42:5 VNQACVFLMLYTLE-WDLXSBMRSA-N52925755 CCCCCCCCCC/C=C\CCCCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)(O)OC[C@@H](C(=O)O)N0.604812 1.024013
PS 42:6 WOBFEYJLJCLDBR-NISVGTQTSA-N52925756 CCCCC/C=C\C/C=C\CCCCCCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)(O)OC[C@@H](C(=O)O)N1.38E-06 1.194458
PS 42:8 ROCNHMAZFKRILY-PRDJOCNNSA-N52925757 CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)(O)OC[C@@H](C(=O)O)N0.016763 1.156969
PS p34:0 OHPHIZCKAAJKOG-PBSRCHRYSA-N52926194 CCCCCCCCCCCCCCCCCC(=O)O[C@H](CO/C=C\CCCCCCCCCCCCCC)COP(=O)(O)OC[C@@H](C(=O)O)N0.52985 0.975875
SM 33:1 LQINJRUGTUOHGS-YPDYIYJKSA-N52931139 CCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.000682 1.187239
SM 34:0 QHZIGNLCLJPLCU-QPPIDDCLSA-N9939965 CCCCCCCCCCCCCCC[C@H]([C@H](COP(=O)([O-])OCC[N+](C)(C)C)NC(=O)CCCCCCCCCCCCCCC)O0.545386 1.034211
SM d16:1/20:0 LKQLRGMMMAHREN-YJFXYUILSA-N6453725 CCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O1.63E-06 1.192861
SM d16:1/20:1 NBEADXWAAWCCDG-QDDWGVBQSA-N6443882 CCCCCCCCCCCCC/C=C/[C@H]([C@H](COP(=O)([O-])OCC[N+](C)(C)C)NC(=O)CCCCCCC/C=C\CCCCCCCC)O5.26E-05 1.157524
SM d18:1/14:0 KYICBZWZQPCUMO-PSALXKTOSA-N11433862 CCCCCCCCCCCCC/C=C/[C@H]([C@H](COP(=O)([O-])OCC[N+](C)(C)C)NC(=O)CCCCCCCCCCCCC)O4.72E-06 1.318584
SM d18:1/16:0 RWKUXQNLWDTSLO-GWQJGLRPSA-N9939941 CCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.003492 1.06552
SM d18:1/16:1 YLWSJLLZUHSIEA-CKSUKHGVSA-N52931235 CCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCC/C=C\CCC)O0.003165 1.085097
SM d18:1/20:0 AADLTHQNYQJHQV-SVLGDMRNSA-N44260124 CCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.000378 1.157267
SM (d18:1/20:1) MDRFMTLYKHBJTF-NQYLGBTJSA-N52931179 CCCCCCCCCCCCC/C=C/[C@H]([C@H](COP(=O)([O-])OCC[N+](C)(C)C)NC(=O)CCCCCCCCC/C=C\CCCCCCCC)O0.03259 1.073777
SM d18:1/21:0 YXSZOBWVQJIWNE-QVDCKBILSA-N52931193 CCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.005271 1.185417
SM d18:1/22:0 FJJANLYCZUNFSE-TWKUQIQBSA-N44260125 CCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.239499 1.038936
SM d18:1/23:0 SXZWBNWTCVLZJN-NMIJJABPSA-N46891684 CCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.379458 1.041124
SM d18:1/24:0 QEDPUVGSSDPBMD-XTAIVQBESA-N44260127 CCCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.939645 1.003722
SM d18:2/23:0 JBDGKEXQKCCQFK-JWQIMADESA-N52931209 CCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCC/C=C\CCC)O0.52985 1.028844
SM d18:2/24:0DACOGJMBYLZYDH-GXJPFUDISA-N52931217 CCCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCC/C=C\CCC)O0.326514 0.954436
SM (d18:2/24:1) TXFLWJQVQCDUDZ-BRUGZULGSA-N52931215 CCCCCCCC/C=C\CCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCC/C=C\CCC)O0.854141 0.993043
TG 42:0 DUXYWXYOBMKGIN-UHFFFAOYSA-N11148 CCCCCCCCCCCCCC(=O)OCC(COC(=O)CCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCC8.26E-12 4.608674
TG 44:1 UZLGGKDLJGDGEY-WVSHCNQOSA-N56936554 CCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCCCCCCCC3.68E-14 5.458299
TG 46:0 JWVXCFSNEOMSHH-YACUFSJGSA-N91865745 CCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCC7.77E-14 3.167979
TG 46:1 RSDIQTNCDWUNDP-JHXSWNAYSA-N56936558 CCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCCCCCC1.14E-13 4.279262
TG 46:2 XUEMVUXNOCIHLG-MOFPORNTSA-N56936582 CCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCC/C=C\CCCCCC2.68E-14 4.559742
TG 46:3 AQARPXOEHQBBQN-OJJDTYCWSA-N56936561 CCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)OC(=O)CCCCCCCCCCCCC1.12E-15 3.958115
TG 48:0 PVNIQBQSYATKKL-UHFFFAOYSA-N11147 CCCCCCCCCCCCCCCC(=O)OCC(COC(=O)CCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCC3.32E-11 2.07289
TG 48:1 FEKLSEFRUGWUOS-DLOIZKPKSA-N9543986 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCCCCCCCCCC1.77E-15 2.522005
TG 48:2 RUOVJPPUXXFZPC-YZEIBMOJSA-N9543987 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCC/C=C\CCCCCC4.86E-16 3.241376
TG 48:3 SKGWNZXOCSYJQL-BUTYCLJRSA-N9543989 CCCCCC/C=C\CCCCCCCC(=O)OCC(OC(=O)CCCCCCC/C=C\CCCCCC)COC(=O)CCCCCCC/C=C\CCCCCC1.61E-14 3.991588
TG 49:0 TTWJTJMWHOYBPQ-ANFMRNGASA-N9543988 CCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCC1.03E-11 2.658089
TG 49:1 VYYGQDOPVVYUKW-UKFBYESTSA-N9543991 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCC)OC(=O)CCCCCCCCCCCCCCC6.18E-14 2.916437
TG 49:2 QZYSUBAQYSVFNX-PSMULLBHSA-N9543993 CCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCC/C=C\CCCCCC5.18E-15 2.526939
TG 50:0 QRJMBNGGFSPTQP-BXJPYAOGSA-N3246958 [2H]C([2H])(C([2H])(C([2H])([2H])OC(=O)CCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCC8.90E-13 2.996094
TG 50:1 YHMDGPZOSGBQRH-YYSBDVFPSA-N25240460 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCCCCCCCC1.79E-12 1.556498
TG 50:2 QEZWFCZNHWUARW-XQCAQTCHSA-N9544010 CCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCC/C=C\CCCCCC3.08E-16 1.639809
TG 50:3 UFHNZOACKFBCOM-YXKNDSBASA-N25240357 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCC/C=C\CCCCCC4.20E-20 2.383584
TG 50:4 PVMBAGXWHHZKFP-JMPJWMFJSA-N25240359 CCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\CCCCCC3.60E-18 2.771783
TG 50:5 AFTBPUXZTDLRSP-UDQIKIEDSA-N9544045 CCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)OC(=O)CCCCCCC/C=C\CCCCCC3.60E-18 2.775953
TG 51:1 OZAXLAGNPZMZAD-BOEMPQCLSA-N9544006 CCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCC)OC(=O)CCCCCCCCCCCCCCCC1.61E-14 2.902122
TG 51:2 NSNSZGBCOIKUBU-SZOKBDNISA-N9544013 CCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCC)OC(=O)CCCCCCC/C=C\CCCCCCC8.11E-14 2.205386
TG 51:3 ISSGPXMQOMAFMJ-DMGKHJLRSA-N9544023 CCCCCCC/C=C\CCCCCCCC(=O)OCC(OC(=O)CCCCCCC/C=C\CCCCCCC)COC(=O)CCCCCCC/C=C\CCCCCCC6.46E-20 2.140056
TG 51:4 IIRQXNVLAXQEKB-KBEZCZBDSA-N9544052 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCC3.56E-20 2.314796
TG 52:0 SDNYRTVJOFMYIW-OIVUAWODSA-N545690 CCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCCCC7.44E-11 2.92463
TG 52:1 NPCZZYKITFKRQZ-FQUZZJBASA-N25240360 CCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCCCCCCCCCC)COC(=O)CCCCCCC/C=C\CCCCCCCC3.28E-16 2.852622
TG 52:2 KGLAHZTWGPHKFF-RISKEULASA-N25240361 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC1.54E-06 1.15934
TG 52:4 WHSWXEYWNPTUPW-HNJDVRDNSA-N25240364 CCCCCCCC/C=C\CCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\CCCCCC)COC(=O)CCCCCCC/C=C\C/C=C\CCCCC1.48E-10 1.588669
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TG 52:5 CQZAAIKPSLHIBC-KDJOUNIJSA-N25240366 CCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC2.57E-09 1.814894
TG 53:0 ZJUXHXMIKPSINE-IONAWPRUSA-N9544181 CCCCCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCC3.46E-11 2.052724
TG 53:1 WWJIBIGWKGFVAQ-JNSYTQKUSA-N9544081 CCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCCC)OC(=O)CCCCCCCCCCCCCCCCC1.58E-12 3.161209
TG 53:2 RSINITWKVQRWSZ-RFVLVDBCSA-N9544102 CCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCC)OC(=O)CCCCCCCCCCCCCCCCC3.08E-14 2.0061
TG 53:3 ZNQBEJJYVJSZLM-LEDQTTRKSA-N9544126 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC2.14E-17 2.133285
TG 53:4 BMSDHYZLQWTKSQ-LSJAAEOESA-N9544152 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC3.08E-18 1.855889
TG 53:5 QHYAATSKYBYSLG-BXDFBOBBSA-N9544183 CCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC3.38E-13 2.084983
TG 54:0 DCXXMTOCNZCJGO-UHFFFAOYSA-N11146 CCCCCCCCCCCCCCCCCC(=O)OCC(COC(=O)CCCCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCCCC1.02E-06 1.718828
TG 54:1 YFFIQXNTTVSKJC-NZEOUKRFSA-N16058371 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCCCCCCCCCC4.86E-16 3.466638
TG 54:2 RYNHWWNZNIGDAQ-BMTCQUSZSA-N16058372 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC7.34E-16 2.360601
TG 54:3 PHYFQTYBJUILEZ-IUPFWZBJSA-N5497163 CCCCCCCC/C=C\CCCCCCCC(=O)OCC(OC(=O)CCCCCCC/C=C\CCCCCCCC)COC(=O)CCCCCCC/C=C\CCCCCCCC1.08E-09 1.41406
TG 54:4 BRLGHZXETDWABO-NOFIOOQLSA-N9544255 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)OC(=O)CCCCCCC/C=C\CCCCCCCC1.56E-06 1.418404
TG 54:5 VVEBTVMJPTZDHO-YQFZQLSNSA-N25240373 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC8.94E-10 1.696558
TG 54:6 HBOQXIRUPVQLKX-BBWANDEASA-N5322095 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OCC(OC(=O)CCCCCCC/C=C\C/C=C\CCCCC)COC(=O)CCCCCCC/C=C\C/C=C\CCCCC8.03E-08 1.972463
TG 54:8 BMPVTDWOWBNPJU-NYRSPQLFSA-N9544413 CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCC0.001159 1.635533
TG 56:1 OCYFAHIHWCVZKS-FHSLLVMSSA-N9544345 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCCCCCCCCCCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC7.77E-14 2.688962
TG 56:2 PDEQUPGHMOMBFC-FYEHETCMSA-N9544390 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCCCCCCCCCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC8.94E-14 2.60813
TG 56:3 QXMHHXQBBKDSSL-BAQZNRHJSA-N9544447 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC1.51E-10 2.082477
TG 56:4 YONCDTJKIZDSKQ-IYASBODOSA-N25240379 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC4.43E-05 1.61151
TG 56:5 UHEJWASONFIROS-YPSHDQQVSA-N25240380 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC6.11E-05 1.520603
TG 56:6 ZTNDRFCABXFVMY-WJTCTALZSA-N9544625 CCCCC/C=C\C/C=C\CCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.197245 1.136074
TG 56:7 DODZUDCYRVWEOJ-GKZBLMSTSA-N9544695 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCCCCC/C=C\C/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC1.56E-07 1.588702
TG 56:8 UBGUHMDKBGQUND-VPFWBQFRSA-N9544762 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC1.17E-05 1.764582
TG 58:1 OWZMHFAFGQCCNI-FBXRAONGSA-N25240381 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCCCCCCCCCCCC4.85E-10 2.109749
TG 58:2 GXWBCAVCOMAOHT-VMCJOIRWSA-N9545277 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC5.25E-11 2.161522
TG 58:3 RFMSTHTUAZETPD-JJPHLYBUSA-N9544748 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCC/C=C\CCCCCCCC2.03E-11 2.365491
TG 58:4 CCKRHDUCFMOBKX-AAINFQTBSA-N9544835 CCCCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCCCCCCCCCCCC)COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC2.86E-09 2.135111
TG 58:6 GSNFRUMSEHHPSY-LCXCSEBNSA-N9544977 CCCCCCCC/C=C\CCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC7.34E-16 2.272505
TG 58:8 KWIGMCRWEINBIR-HUPVKWKYSA-N9545124 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC1.74E-05 1.581893
TG 58:9 RVXFSLZMZOFGEQ-SWIIBWKZSA-N9545200 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC2.03E-07 1.795798
TG 60:1 YNDXXWKSWMKVGO-HZLQDPIMSA-N9544965 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCCCCCCCCCCCC4.09E-11 1.857481
TG 60:11 ASSZWZBQIXMMKM-SYTPEAHJSA-N9545730 CCCCC/C=C\C/C=C\C/C=C\CCCCCCC(=O)OC[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.000838 1.483517
TG 60:2 QPNVLDQSHXVPMG-JMYPUKFOSA-N9545040 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCC/C=C\CCCCCCCC5.15E-09 1.987051
TG 62:1 TZLOSVAFXBPUQT-VBMMIZSXSA-N9545526 CCCCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCCCCCCCCCCCCCC)OC(=O)CCCCCCCCC/C=C\CCCCCCCC1.68E-06 1.540777
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S2. Lipidome differential abundance analysis: Clusters III-IV vs I-II at Visit -6
Compound NameInChiKeys Pubchem IDSMILES pvalue foldchange
CE 18:1 RJECHNNFRHZQKU-RMUVNZEASA-N5283632 CCCCCCCC/C=C\CCCCCCCC(=O)O[C@H]1CC[C@@]2([C@H]3CC[C@]4([C@H]([C@@H]3CC=C2C1)CC[C@@H]4[C@H](C)CCCC(C)C)C)C7.90E-06 0.772319
CE 18:2 NAACPBBQTFFYQB-LJAITQKLSA-N5287939 CCCCC/C=C\C/C=C\CCCCCCCC(=O)O[C@H]1CC[C@@]2([C@H]3CC[C@]4([C@H]([C@@H]3CC=C2C1)CC[C@@H]4[C@H](C)CCCC(C)C)C)C7.37E-07 0.704609
CE 18:3 FYMCIBHUFSIWCE-WVXFKAQASA-N6436907 CC/C=C\C/C=C\C/C=C\CCCCCCCC(=O)O[C@H]1CC[C@@]2([C@H]3CC[C@]4([C@H]([C@@H]3CC=C2C1)CC[C@@H]4[C@H](C)CCCC(C)C)C)C1.27E-08 0.660296
CE 20:4 IMXSFYNMSOULQS-BEDFLICRSA-N6479222 CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCC(=O)O[C@H]1CC[C@@]2([C@H]3CC[C@]4([C@H]([C@@H]3CC=C2C1)CC[C@@H]4[C@H](C)CCCC(C)C)C)C0.592621 0.962253
CE 22:6 VOEVEGPMRIYYKC-HNJOWPRISA-N14274978 CC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CCC(=O)O[C@H]1CC[C@@]2([C@H]3CC[C@]4([C@H]([C@@H]3CC=C2C1)CC[C@@H]4[C@H](C)CCCC(C)C)C)C0.016991 0.800401
Ceramide d18:1/23:0  NAJHAHQNQCNWOP-PUYNVXOJSA-N52931115 CCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](CO)[C@@H](/C=C/CCCCCCCCCCCCC)O0.813017 1.011932
Ceramide d40:1 KEPQASGDXIEOIL-GLQCRSEXSA-N5283567 CCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](CO)[C@@H](/C=C/CCCCCCCCCCCCC)O0.013288 1.102974
Ceramide d42:1 ZJVVOYPTFQEGPH-AUTSUKAISA-N5283571 CCCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](CO)[C@@H](/C=C/CCCCCCCCCCCCC)O0.239809 1.045112
Ceramide d42:2 VJSBNBBOSZJDKB-KPEYJIHVSA-N5283568 CCCCCCCCCCCCC/C=C/[C@H]([C@H](CO)NC(=O)CCCCCCCCCCCCC/C=C\CCCCCCCC)O0.904742 0.993306
Cer (d18:1/16:0)YDNKGFDKKRUKPY-TURZORIXSA-N5283564 CCCCCCCCCCCCCCCC(=O)N[C@@H](CO)[C@@H](/C=C/CCCCCCCCCCCCC)O0.260395 1.047674
Cholesterol HVYWMOMLDIMFJA-DPAQBDIFSA-N5997 C[C@H](CCCC(C)C)[C@H]1CC[C@@H]2[C@@]1(CC[C@H]3[C@H]2CC=C4[C@@]3(CC[C@@H](C4)O)C)C0.182963 0.989292
DG 32:0 JEJLGIQLPYYGEE-XIFFEERXSA-N644078 CCCCCCCCCCCCCCCC(=O)OC[C@H](CO)OC(=O)CCCCCCCCCCCCCCC5.34E-07 1.435697
DG 34:0 VYQDALBEQRZDPL-DHUJRADRSA-N3246945 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](CO)OC(=O)CCCCCCCCCCCCCCC4.24E-05 1.267374
DG 34:1 YEJYLHKQOBOSCP-OZKTZCCCSA-N5282283 CCCCCCCCCCCCCCCC(=O)OC[C@H](CO)OC(=O)CCCCCCC/C=C\CCCCCCCC2.29E-06 1.472847
DG 36:0 UHUSDOQQWJGJQS-UHFFFAOYSA-N102615 CCCCCCCCCCCCCCCCCC(=O)OCC(CO)OC(=O)CCCCCCCCCCCCCCCCC0.260395 1.045987
DG 36:2 AFSHUZFNMVJNKX-LLWMBOQKSA-N9543716 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](CO)OC(=O)CCCCCCC/C=C\CCCCCCCC0.001864 1.257284
DG 36:3 BLZVZPYMHLXLHG-JOBMVARSSA-N9543722 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](CO)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.000142 1.307094
DG 38:5 GRGDLDNREYVILP-CNWVQWJYSA-N9543784 CCCCC/C=C\C/C=C\CCCCCCCCCC(=O)O[C@@H](CO)COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC0.476711 1.107565
DG 38:6 YDVDXUYJFQLPEG-CTHJWPIASA-N9543795 CCCCC/C=C\C/C=C\C/C=C\CCCCCCC(=O)O[C@@H](CO)COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC0.003133 1.677244
DG 40:1 VFUWCRMMTRWZAT-JLDYGAOKSA-N9543793 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](CO)OC(=O)CCCCCCCCC/C=C\CCCCCCCC0.888956 0.993078
FA 16:0 IPCSVZSSVZVIGE-UHFFFAOYSA-N985 CCCCCCCCCCCCCCCC(=O)O0.743592 0.98096
FA 16:1 SECPZKHBENQXJG-FPLPWBNLSA-N445638 CCCCCC/C=C\CCCCCCCC(=O)O0.757266 0.947691
FA 18:0 QIQXTHQIDYTFRH-UHFFFAOYSA-N5281 CCCCCCCCCCCCCCCCCC(=O)O0.602401 1.04074
FA 18:1 ZQPPMHVWECSIRJ-KTKRTIGZSA-N445639 CCCCCCCC/C=C\CCCCCCCC(=O)O0.526121 0.923843
FA 22:4 TWSWSIQAPQLDBP-DOFZRALJSA-N5497181 CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCCCC(=O)O0.349628 1.068603
GlcCer d18:1/22:0 YIGARKIIFOHVPF-YAEABVQUSA-N6321359 CCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](CO[C@H]1C(C([C@@H]([C@H](O1)CO)O)O)O)[C@@H](/C=C/CCCCCCCCCCCCC)O0.695493 1.018783
GlcCer d18:1/24:0 POQRWMRXUOPCLD-AAAFHMTMSA-N6321361 CCCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](CO[C@H]1C(C([C@@H]([C@H](O1)CO)O)O)O)[C@@H](/C=C/CCCCCCCCCCCCC)O0.925936 0.996413
GlcCer d18:1/24:1WBOZIXHPUPAOIA-RBELZSLISA-N6321360 CCCCCCCCCCCCC/C=C/[C@H]([C@H](CO[C@H]1C(C([C@@H]([C@H](O1)CO)O)O)O)NC(=O)CCCCCCCCCCCCC/C=C\CCCCCCCC)O0.148708 0.915453
LPC 18:0 IHNKQIMGVNPMTC-RUZDIDTESA-N497299 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)O0.016043 1.160414
LPC 18:1 YAMUFBLWGFFICM-PTGWMXDISA-N16081932 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)O0.204669 1.075794
LPC 18:2 SPJFYYJXNPEZDW-FTJOPAKQSA-N11005824 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)O0.006163 1.204312
LPC 20:0 UATOAILWGVYRQS-HHHXNRCGSA-N24779473 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)O0.402435 1.058512
LPC 20:1 GJTDRNFWIDPARY-GTPZACKGSA-N24779475 CCCCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)O0.304444 1.081791
LPC 20:2 YYQVCMMXPIJVHY-ZOIJLGJPSA-N52924053 CCCCC/C=C\C/C=C\CCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)O0.004003 1.217272
LPE 18:0 BBYWOYAFBUOUFP-JOCHJYFZSA-N46891690 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[NH3+])O0.73157 1.034165
LPE 18:2 DBHKHNGBVGWQJE-USWSLJGRSA-N52925130 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)(O)OCCN)O0.005547 1.263206
LPE 20:0 HEQMDGOBDIGJOC-XMMPIXPASA-N52925131 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)(O)OCCN)O0.887424 0.998211
LPE 20:1 JEAGLCKGAKACCE-OPSAWKISSA-N52925139 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@H](COP(=O)(O)OCCN)O0.34121 1.061934
PC 16:0/16:0 KILNVBDSWZSGLL-KXQOOQHDSA-N452110 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCCCCCC0.005547 1.101663
PC 18:1/16:0 WTJKGGKOPKCXLL-VYOBOKEXSA-N5497103 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCCCC0.035651 0.950224
PC 28:0 CITHEXJVPOWHKC-UUWRZZSWSA-N5459377 CCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCCCC0.015226 1.345779
PC 30:0 RFVFQQWKPSOBED-PSXMRANNSA-N129657 CCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCCCCCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.005253 1.25748
PC 32:1 QIBZFHLFHCIUOT-NPBIGWJUSA-N6443788 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCC0.461017 0.948107
PC 32:2 GPWHCUUIQMGELX-VHQDNGOZSA-N24778764 CCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCC0.800209 1.019879
PC 32:3 UXEFXNOSLOCOLX-ZCHSEWAGSA-N52922763 CCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCC/C=C\C/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.001797 1.272563
PC 33:1 GXTATYLPYLLNLV-MGIDVFSBSA-N24778662 CCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCC/C=C\CCCCCC0.51772 0.950593
PC 34:0 PZNPLUBHRSSFHT-RRHRGVEJSA-N24778686 CCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCCCCCCCCCC)COP(=O)([O-])OCC[N+](C)(C)C1.24E-06 1.296864
PC 34:2 JLPULHDHAOZNQI-ZTIMHPMXSA-N5287971 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.90403 0.998327
PC 34:3 CNNSEHUKQJCGTE-UPPWDXJYSA-N24778699 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCC/C=C\C/C=C\C/C=C\CCCCC0.005414 0.838673
PC 35:2 ZSKWZJYUVZYDQU-WESJWMGVSA-N52922491 CCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.075268 1.092653
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PC 36:0 NRJAVPSFFCBXDT-HUESYALOSA-N94190 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCCCCCCCC0.028751 1.142851
PC 36:1 ATHVAWFAEPLPPQ-VRDBWYNSSA-N24778825 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCCCC0.453142 1.040944
PC 36:2 SNKAWJBJQDLSFF-NVKMUCNASA-N10350317 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCCCC0.000603 1.060113
PC 36:3 BXRLDROZWDUSGM-ZRYFCQOPSA-N24778937 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCC/C=C\C/C=C\CCCCCCCC0.453791 1.028753
PC 36:4 IIZPXYDJLKNOIY-JXPKJXOSSA-N10747814 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.00082 1.084721
PC 36:5 DYDDZDMJSQYFGN-OIVUZXIWSA-N24778771 CCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.676473 1.006939
PC 36:6 SPWBDEZMKCRQSX-NGPPOSSDSA-N52922847 CCCCC/C=C\C/C=C\C/C=C\CCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)COP(=O)([O-])OCC[N+](C)(C)C0.785197 1.027905
PC 37:2 MCZUABDVGPPWPM-HJTCUGKVSA-N52922735 CCCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.077009 1.092132
PC 37:3 OOYQEEUUQRMQKL-JUUDQZDJSA-N52922851 CCCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)COP(=O)([O-])OCC[N+](C)(C)C0.162819 1.127304
PC 37:4 QRPUCJXFPYFTMB-FBFLODOBSA-N52922853 CCCCCCCCC/C=C\CCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)COP(=O)([O-])OCC[N+](C)(C)C2.78E-06 1.28661
PC 38:2 KXXLFCAPKGRXBT-FMJYHZMHSA-N24779263 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.000807 1.161885
PC 38:3 OJHJKEBRZSDTTL-VHWCKNCUSA-N52922741 CCCCCCCC/C=C\CCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.417097 1.087069
PC 38:4 DNYKSJQVBCVGOF-LCKGXUDJSA-N52923291 CCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C3.07E-06 1.17167
PC 38:5 YLWBKBDNHWQEFU-YJXJLLHLSA-N53479033 CCCCCC/C=C\CCCCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.695493 0.958598
PC 38:6 PLZBTDKJYHXIEW-DZUXOTHRSA-N52923295 CCCCC/C=C\C/C=C\CCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.038062 1.116069
PC 38:8 QQNHCRBGLPDWEW-LRFGEVPTSA-N52922865 CC/C=C\C/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.22813 0.839644
PC 40:2 AEUCYCQYAUFAKH-DITNKEBASA-N24779063 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCC/C=C\CCCCCCCC0.000576 1.226207
PC 40:5 LJFKFKIYUJNFPZ-ZLFSCUDPSA-N52923133 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.008531 1.225614
PC 40:6 TYRTWVKQVGNGSZ-RGBTVBCDSA-N52923195 CCCCC/C=C\C/C=C\CCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.000147 1.282056
PC 40:7 BPUROMFCPFGBOT-ZEGPSQTJSA-N24778982 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.582256 0.964728
PC 42:1 PAHPUCKPYBHMBM-RURDTVAGSA-N24778881 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCCCC/C=C\CCCCCCCC1.23E-05 0.804014
PC 42:4 SGYNBRXEOXADHS-CIUHTZMDSA-N24779052 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.346309 1.04663
PC 42:6 DSVRMAGYENFTLY-GDDYDVMSSA-N52923651 CCCCC/C=C\C/C=C\CCCCCCCCCC(=O)O[C@H](COC(=O)CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.198476 0.866062
PC 44:3 GZZUNXHFXFGEBB-MXZPZXETSA-N52923541 CCCCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCC/C=C\C/C=C\CCCCC0.370821 0.953177
PC 44:4 UIAAGLPOUUFIRG-ZUEQPGPOSA-N52923481 CCCCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.417097 1.039343
PC p34:1 OIICTMOQBYZCDA-IIKIFWEUSA-N11125520 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCCCCCC0.053368 0.927781
PC p34:2 KMNVIRCHUMQGHD-RCINKDPXSA-N52923934 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCC0.003214 0.882673
PC p34:3 QLEHHUPUHJPURI-PWYDUFMYSA-N24779386 CCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC3.52E-07 0.761345
PC p36:3 SOUZQPFUXRVDGK-KCTKZSJBSA-N53481701 CCCCCCCCCCCCCCCCOC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCC/C=C\C/C=C\C/C=C\C/C=C\CC0.622977 0.980083
PC p36:4 IOYKZPNDXIIXLN-LOQSCQKMSA-N24779388 CCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.557393 1.031923
PC p38:3 WOSDZWBQBJHAMR-NOQLVGMBSA-N52925093 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCCCCCCCCCC/C=C\C/C=C\CCCCC0.293972 1.076388
PC p38:4 BAKDTVUHENQVRW-IXXGCMLPSA-N52925117 CCCCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCCCCC/C=C\C/C=C\C/C=C\CCCCC0.582256 1.023703
PE 34:2 HBZNVZIRJWODIB-NHCUFCNUSA-N46891780 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[NH3+])OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.204669 1.149493
PE 36:2 DXXUYBAISOHOLM-XRIXOMQFSA-N52924894 CCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)COP(=O)(O)OCCN0.729816 1.02908
PE 36:3 GKAFCSRKMWFPSJ-RJXNKANHSA-N71728379 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[NH3+])OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.982602 0.99934
PE 36:4 DUQDVNACTOXOJA-KTKXOIIHSA-N52924875 CCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)(O)OCCN0.029809 1.170159
PE 38:2 CLPMAPXZURYSNH-CNBLIUODSA-N9546825 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)(O)OCCN)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.013092 1.136971
PE 38:4 ANRKEHNWXKCXDB-BHFWLYLHSA-N46891781 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[NH3+])OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.000831 1.311241
PE 38:6 LFGBKOUQHCWBQI-BZGLIJSBSA-N52924893 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)(O)OCCN)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.053539 1.167597
PE 40:6 FEABWDMFZNBFCT-KUVQHVNNSA-N52924379 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)(O)OCCN)OC(=O)CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.025039 1.125047
Phosphatidylglycerol 29:0 RYHJACYQTJIGMZ-JHOUSYSJSA-N52926457 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)(O)OC[C@H](CO)O)OC(=O)CCCCCCCCCCCC0.90403 0.998178
Plasmenyl-PC 34:2 IQACMFWAGALEAQ-WESJWMGVSA-N6443157 CCCCCCCCCCCCCCCCOC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC1.47E-06 0.736259
Plasmenyl-PC 36:6JCIBOIAZHLGPOT-YAYDGDQKSA-N70698851 CCCCCC/C=C\CCCCCCCC/C=C\O[C@H](COC(=O)CCCC/C=C\C/C=C\C/C=C\C/C=C\CC)COP(=O)([O-])OCC[N+](C)(C)C6.18E-06 0.803494
Plasmenyl-PC 38:5FHHVIBPVBBRLOR-IYACIECVSA-N24779390 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.013523 1.15635
Plasmenyl-PE 36:3XVXISDREVDGQPX-PISDLAQISA-N52925079 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.145402 0.914884
Plasmenyl-PE 36:5UUYSKERSKRMYME-MAIXUNBTSA-N52925126 CCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.053539 1.146846
Plasmenyl-PE 36:6RLLOITCRNQRGJD-DFAKUSJGSA-N52925061 CCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.406449 0.882378
Plasmenyl-PE 38:5URPXXNCTXCOATD-FXMFQVEGSA-N86289532 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)([O-])OCC[NH3+])OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.053539 1.142125
Plasmenyl-PE 38:6KCNBSSYOJRUKOM-JALPNNRCSA-N52925089 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.012579 1.19191
Plasmenyl-PE 38:7WVGALBKSWOUIEZ-XNHMFJFDSA-N5283497 CCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.075193 1.155027
Plasmenyl-PE 40:6 CVCZYWPCMUWTNS-IXKBFPPMSA-N52925119 CCCCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.31359 1.116817
Plasmenyl-PE 40:7FIJFPUAJUDAZEY-MNDXXDKYSA-N42607458 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.024805 1.195181
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PS 38:3 BQBTWCBZEKRLFP-BGFRNLFWSA-N52925523 CCCCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)COP(=O)(O)OC[C@@H](C(=O)O)N0.024805 0.958439
PS 38:4 SVOUGFFDROZBJI-DNALCEECSA-N24779545 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)(O)OC[C@@H](C(=O)O)N)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.808517 0.997481
PS 40:3 BTIQFPURPAGQHS-HOSNKBABSA-N52925502 CCCCCCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCC/C=C\C/C=C\C/C=C\CCCCC)COP(=O)(O)OC[C@@H](C(=O)O)N0.556898 1.027874
PS 40:4 GBBNRADSWUALEU-AEDAHVLISA-N52925748 CCCCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)(O)OC[C@@H](C(=O)O)N0.002941 1.042086
PS 40:6 LYYHRRPTEXPVOR-SYEOQEKUSA-N24779546 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)(O)OC[C@@H](C(=O)O)N)OC(=O)CC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.003203 1.114676
PS 42:5 VNQACVFLMLYTLE-WDLXSBMRSA-N52925755 CCCCCCCCCC/C=C\CCCCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)(O)OC[C@@H](C(=O)O)N0.139372 1.078042
PS 42:6 WOBFEYJLJCLDBR-NISVGTQTSA-N52925756 CCCCC/C=C\C/C=C\CCCCCCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)(O)OC[C@@H](C(=O)O)N1.11E-06 1.21493
PS 42:8 ROCNHMAZFKRILY-PRDJOCNNSA-N52925757 CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)(O)OC[C@@H](C(=O)O)N0.018367 1.178071
PS p34:0 OHPHIZCKAAJKOG-PBSRCHRYSA-N52926194 CCCCCCCCCCCCCCCCCC(=O)O[C@H](CO/C=C\CCCCCCCCCCCCCC)COP(=O)(O)OC[C@@H](C(=O)O)N0.808471 0.987405
SM 33:1 LQINJRUGTUOHGS-YPDYIYJKSA-N52931139 CCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.008819 1.138058
SM 34:0 QHZIGNLCLJPLCU-QPPIDDCLSA-N9939965 CCCCCCCCCCCCCCC[C@H]([C@H](COP(=O)([O-])OCC[N+](C)(C)C)NC(=O)CCCCCCCCCCCCCCC)O0.644787 1.027784
SM d16:1/20:0 LKQLRGMMMAHREN-YJFXYUILSA-N6453725 CCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O3.42E-05 1.190051
SM d16:1/20:1 NBEADXWAAWCCDG-QDDWGVBQSA-N6443882 CCCCCCCCCCCCC/C=C/[C@H]([C@H](COP(=O)([O-])OCC[N+](C)(C)C)NC(=O)CCCCCCC/C=C\CCCCCCCC)O0.008819 1.104084
SM d18:1/14:0 KYICBZWZQPCUMO-PSALXKTOSA-N11433862 CCCCCCCCCCCCC/C=C/[C@H]([C@H](COP(=O)([O-])OCC[N+](C)(C)C)NC(=O)CCCCCCCCCCCCC)O4.80E-05 1.268406
SM d18:1/16:0 RWKUXQNLWDTSLO-GWQJGLRPSA-N9939941 CCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.106434 1.036458
SM d18:1/16:1 YLWSJLLZUHSIEA-CKSUKHGVSA-N52931235 CCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCC/C=C\CCC)O0.084102 1.050291
SM d18:1/20:0 AADLTHQNYQJHQV-SVLGDMRNSA-N44260124 CCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O8.87E-05 1.168119
SM (d18:1/20:1) MDRFMTLYKHBJTF-NQYLGBTJSA-N52931179 CCCCCCCCCCCCC/C=C/[C@H]([C@H](COP(=O)([O-])OCC[N+](C)(C)C)NC(=O)CCCCCCCCC/C=C\CCCCCCCC)O0.107442 1.05587
SM d18:1/21:0 YXSZOBWVQJIWNE-QVDCKBILSA-N52931193 CCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.04626 1.120596
SM d18:1/22:0 FJJANLYCZUNFSE-TWKUQIQBSA-N44260125 CCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.555508 1.019012
SM d18:1/23:0 SXZWBNWTCVLZJN-NMIJJABPSA-N46891684 CCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.277222 0.950146
SM d18:1/24:0 QEDPUVGSSDPBMD-XTAIVQBESA-N44260127 CCCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.62046 0.982326
SM d18:2/23:0 JBDGKEXQKCCQFK-JWQIMADESA-N52931209 CCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCC/C=C\CCC)O0.218894 0.949569
SM d18:2/24:0DACOGJMBYLZYDH-GXJPFUDISA-N52931217 CCCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCC/C=C\CCC)O0.10105 0.930055
SM (d18:2/24:1) TXFLWJQVQCDUDZ-BRUGZULGSA-N52931215 CCCCCCCC/C=C\CCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCC/C=C\CCC)O0.384679 0.968769
TG 42:0 DUXYWXYOBMKGIN-UHFFFAOYSA-N11148 CCCCCCCCCCCCCC(=O)OCC(COC(=O)CCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCC5.27E-08 4.085405
TG 44:1 UZLGGKDLJGDGEY-WVSHCNQOSA-N56936554 CCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCCCCCCCC1.27E-08 4.478217
TG 46:0 JWVXCFSNEOMSHH-YACUFSJGSA-N91865745 CCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCC2.28E-07 2.594801
TG 46:1 RSDIQTNCDWUNDP-JHXSWNAYSA-N56936558 CCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCCCCCC1.92E-08 3.420166
TG 46:2 XUEMVUXNOCIHLG-MOFPORNTSA-N56936582 CCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCC/C=C\CCCCCC1.26E-09 3.810371
TG 46:3 AQARPXOEHQBBQN-OJJDTYCWSA-N56936561 CCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)OC(=O)CCCCCCCCCCCCC1.26E-09 3.359684
TG 48:0 PVNIQBQSYATKKL-UHFFFAOYSA-N11147 CCCCCCCCCCCCCCCC(=O)OCC(COC(=O)CCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCC1.36E-05 1.724092
TG 48:1 FEKLSEFRUGWUOS-DLOIZKPKSA-N9543986 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCCCCCCCCCC6.67E-08 2.08152
TG 48:2 RUOVJPPUXXFZPC-YZEIBMOJSA-N9543987 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCC/C=C\CCCCCC1.27E-08 2.576339
TG 48:3 SKGWNZXOCSYJQL-BUTYCLJRSA-N9543989 CCCCCC/C=C\CCCCCCCC(=O)OCC(OC(=O)CCCCCCC/C=C\CCCCCC)COC(=O)CCCCCCC/C=C\CCCCCC2.11E-09 3.259001
TG 49:0 TTWJTJMWHOYBPQ-ANFMRNGASA-N9543988 CCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCC1.82E-05 2.043826
TG 49:1 VYYGQDOPVVYUKW-UKFBYESTSA-N9543991 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCC)OC(=O)CCCCCCCCCCCCCCC6.69E-06 2.096691
TG 49:2 QZYSUBAQYSVFNX-PSMULLBHSA-N9543993 CCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCC/C=C\CCCCCC1.69E-06 1.913353
TG 50:0 QRJMBNGGFSPTQP-BXJPYAOGSA-N3246958 [2H]C([2H])(C([2H])(C([2H])([2H])OC(=O)CCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCC3.80E-07 2.490418
TG 50:1 YHMDGPZOSGBQRH-YYSBDVFPSA-N25240460 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCCCCCCCC8.03E-07 1.380022
TG 50:2 QEZWFCZNHWUARW-XQCAQTCHSA-N9544010 CCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCC/C=C\CCCCCC1.19E-07 1.412852
TG 50:3 UFHNZOACKFBCOM-YXKNDSBASA-N25240357 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCC/C=C\CCCCCC1.26E-09 1.944126
TG 50:4 PVMBAGXWHHZKFP-JMPJWMFJSA-N25240359 CCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\CCCCCC1.26E-09 2.261952
TG 50:5 AFTBPUXZTDLRSP-UDQIKIEDSA-N9544045 CCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)OC(=O)CCCCCCC/C=C\CCCCCC1.47E-07 2.120645
TG 51:1 OZAXLAGNPZMZAD-BOEMPQCLSA-N9544006 CCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCC)OC(=O)CCCCCCCCCCCCCCCC1.35E-06 2.20325
TG 51:2 NSNSZGBCOIKUBU-SZOKBDNISA-N9544013 CCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCC)OC(=O)CCCCCCC/C=C\CCCCCCC2.00E-05 1.688369
TG 51:3 ISSGPXMQOMAFMJ-DMGKHJLRSA-N9544023 CCCCCCC/C=C\CCCCCCCC(=O)OCC(OC(=O)CCCCCCC/C=C\CCCCCCC)COC(=O)CCCCCCC/C=C\CCCCCCC1.46E-07 1.675631
TG 51:4 IIRQXNVLAXQEKB-KBEZCZBDSA-N9544052 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCC1.29E-08 1.862196
TG 52:0 SDNYRTVJOFMYIW-OIVUAWODSA-N545690 CCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCCCC5.27E-08 2.961686
TG 52:1 NPCZZYKITFKRQZ-FQUZZJBASA-N25240360 CCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCCCCCCCCCC)COC(=O)CCCCCCC/C=C\CCCCCCCC1.27E-08 2.342822
TG 52:2 KGLAHZTWGPHKFF-RISKEULASA-N25240361 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC0.001798 1.102208
TG 52:4 WHSWXEYWNPTUPW-HNJDVRDNSA-N25240364 CCCCCCCC/C=C\CCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\CCCCCC)COC(=O)CCCCCCC/C=C\C/C=C\CCCCC1.24E-06 1.40384
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TG 52:5 CQZAAIKPSLHIBC-KDJOUNIJSA-N25240366 CCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.002297 1.446108
TG 53:0 ZJUXHXMIKPSINE-IONAWPRUSA-N9544181 CCCCCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCC1.96E-06 1.876186
TG 53:1 WWJIBIGWKGFVAQ-JNSYTQKUSA-N9544081 CCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCCC)OC(=O)CCCCCCCCCCCCCCCCC4.36E-07 2.574173
TG 53:2 RSINITWKVQRWSZ-RFVLVDBCSA-N9544102 CCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCC)OC(=O)CCCCCCCCCCCCCCCCC0.0001 1.633555
TG 53:3 ZNQBEJJYVJSZLM-LEDQTTRKSA-N9544126 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC3.88E-07 1.674987
TG 53:4 BMSDHYZLQWTKSQ-LSJAAEOESA-N9544152 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC2.76E-07 1.554978
TG 53:5 QHYAATSKYBYSLG-BXDFBOBBSA-N9544183 CCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC7.31E-07 1.843477
TG 54:0 DCXXMTOCNZCJGO-UHFFFAOYSA-N11146 CCCCCCCCCCCCCCCCCC(=O)OCC(COC(=O)CCCCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCCCC4.03E-05 1.706099
TG 54:1 YFFIQXNTTVSKJC-NZEOUKRFSA-N16058371 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCCCCCCCCCC2.43E-08 2.782084
TG 54:2 RYNHWWNZNIGDAQ-BMTCQUSZSA-N16058372 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC4.48E-08 1.948152
TG 54:3 PHYFQTYBJUILEZ-IUPFWZBJSA-N5497163 CCCCCCCC/C=C\CCCCCCCC(=O)OCC(OC(=O)CCCCCCC/C=C\CCCCCCCC)COC(=O)CCCCCCC/C=C\CCCCCCCC6.18E-06 1.325279
TG 54:4 BRLGHZXETDWABO-NOFIOOQLSA-N9544255 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)OC(=O)CCCCCCC/C=C\CCCCCCCC0.002297 1.285794
TG 54:5 VVEBTVMJPTZDHO-YQFZQLSNSA-N25240373 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC4.03E-05 1.421759
TG 54:6 HBOQXIRUPVQLKX-BBWANDEASA-N5322095 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OCC(OC(=O)CCCCCCC/C=C\C/C=C\CCCCC)COC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.001072 1.611801
TG 54:8 BMPVTDWOWBNPJU-NYRSPQLFSA-N9544413 CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCC0.024486 1.42419
TG 56:1 OCYFAHIHWCVZKS-FHSLLVMSSA-N9544345 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCCCCCCCCCCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC3.26E-06 2.095931
TG 56:2 PDEQUPGHMOMBFC-FYEHETCMSA-N9544390 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCCCCCCCCCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC2.78E-06 2.114167
TG 56:3 QXMHHXQBBKDSSL-BAQZNRHJSA-N9544447 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC4.00E-05 1.733719
TG 56:4 YONCDTJKIZDSKQ-IYASBODOSA-N25240379 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.01165 1.33534
TG 56:5 UHEJWASONFIROS-YPSHDQQVSA-N25240380 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC2.32E-05 1.53088
TG 56:6 ZTNDRFCABXFVMY-WJTCTALZSA-N9544625 CCCCC/C=C\C/C=C\CCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.90403 1.012979
TG 56:7 DODZUDCYRVWEOJ-GKZBLMSTSA-N9544695 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCCCCC/C=C\C/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC7.37E-07 1.554752
TG 56:8 UBGUHMDKBGQUND-VPFWBQFRSA-N9544762 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC1.95E-07 1.994256
TG 58:1 OWZMHFAFGQCCNI-FBXRAONGSA-N25240381 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCCCCCCCCCCCC0.000421 1.619062
TG 58:2 GXWBCAVCOMAOHT-VMCJOIRWSA-N9545277 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC4.43E-05 1.727571
TG 58:3 RFMSTHTUAZETPD-JJPHLYBUSA-N9544748 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCC/C=C\CCCCCCCC1.99E-05 1.944719
TG 58:4 CCKRHDUCFMOBKX-AAINFQTBSA-N9544835 CCCCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCCCCCCCCCCCC)COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC3.12E-05 1.792646
TG 58:6 GSNFRUMSEHHPSY-LCXCSEBNSA-N9544977 CCCCCCCC/C=C\CCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC1.11E-06 1.762502
TG 58:8 KWIGMCRWEINBIR-HUPVKWKYSA-N9545124 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC5.87E-05 1.547059
TG 58:9 RVXFSLZMZOFGEQ-SWIIBWKZSA-N9545200 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC1.24E-06 1.724265
TG 60:1 YNDXXWKSWMKVGO-HZLQDPIMSA-N9544965 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCCCCCCCCCCCC0.002452 1.457369
TG 60:11 ASSZWZBQIXMMKM-SYTPEAHJSA-N9545730 CCCCC/C=C\C/C=C\C/C=C\CCCCCCC(=O)OC[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.000224 1.525376
TG 60:2 QPNVLDQSHXVPMG-JMYPUKFOSA-N9545040 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCC/C=C\CCCCCCCC0.011833 1.421467
TG 62:1 TZLOSVAFXBPUQT-VBMMIZSXSA-N9545526 CCCCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCCCCCCCCCCCCCC)OC(=O)CCCCCCCCC/C=C\CCCCCCCC0.067587 1.219911
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S3. Lipidome differential abundance analysis: Cluster II vs I at Visit -3
Compound Name InChiKeys Pubchem IDSMILES pvalue foldchange
CE 18:1 RJECHNNFRHZQKU-RMUVNZEASA-N5283632 CCCCCCCC/C=C\CCCCCCCC(=O)O[C@H]1CC[C@@]2([C@H]3CC[C@]4([C@H]([C@@H]3CC=C2C1)CC[C@@H]4[C@H](C)CCCC(C)C)C)C0.016764 0.879489
CE 18:2 NAACPBBQTFFYQB-LJAITQKLSA-N5287939 CCCCC/C=C\C/C=C\CCCCCCCC(=O)O[C@H]1CC[C@@]2([C@H]3CC[C@]4([C@H]([C@@H]3CC=C2C1)CC[C@@H]4[C@H](C)CCCC(C)C)C)C0.028446 1.129656
CE 18:3 FYMCIBHUFSIWCE-WVXFKAQASA-N6436907 CC/C=C\C/C=C\C/C=C\CCCCCCCC(=O)O[C@H]1CC[C@@]2([C@H]3CC[C@]4([C@H]([C@@H]3CC=C2C1)CC[C@@H]4[C@H](C)CCCC(C)C)C)C7.12E-09 0.669618
CE 20:4 IMXSFYNMSOULQS-BEDFLICRSA-N6479222 CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCC(=O)O[C@H]1CC[C@@]2([C@H]3CC[C@]4([C@H]([C@@H]3CC=C2C1)CC[C@@H]4[C@H](C)CCCC(C)C)C)C7.54E-05 0.782046
CE 22:6 VOEVEGPMRIYYKC-HNJOWPRISA-N14274978 CC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CCC(=O)O[C@H]1CC[C@@]2([C@H]3CC[C@]4([C@H]([C@@H]3CC=C2C1)CC[C@@H]4[C@H](C)CCCC(C)C)C)C0.827243 0.973267
Ceramide d18:1/23:0  NAJHAHQNQCNWOP-PUYNVXOJSA-N52931115 CCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](CO)[C@@H](/C=C/CCCCCCCCCCCCC)O8.64E-06 0.783512
Ceramide d40:1 KEPQASGDXIEOIL-GLQCRSEXSA-N5283567 CCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](CO)[C@@H](/C=C/CCCCCCCCCCCCC)O0.000233 0.832545
Ceramide d42:1 ZJVVOYPTFQEGPH-AUTSUKAISA-N5283571 CCCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](CO)[C@@H](/C=C/CCCCCCCCCCCCC)O0.339109 0.954667
Ceramide d42:2 VJSBNBBOSZJDKB-KPEYJIHVSA-N5283568 CCCCCCCCCCCCC/C=C/[C@H]([C@H](CO)NC(=O)CCCCCCCCCCCCC/C=C\CCCCCCCC)O6.60E-05 0.754069
Cer (d18:1/16:0) YDNKGFDKKRUKPY-TURZORIXSA-N5283564 CCCCCCCCCCCCCCCC(=O)N[C@@H](CO)[C@@H](/C=C/CCCCCCCCCCCCC)O0.000656 0.850138
Cholesterol HVYWMOMLDIMFJA-DPAQBDIFSA-N5997 C[C@H](CCCC(C)C)[C@H]1CC[C@@H]2[C@@]1(CC[C@H]3[C@H]2CC=C4[C@@]3(CC[C@@H](C4)O)C)C0.093216 1.017346
DG 32:0 JEJLGIQLPYYGEE-XIFFEERXSA-N644078 CCCCCCCCCCCCCCCC(=O)OC[C@H](CO)OC(=O)CCCCCCCCCCCCCCC0.001006 0.780218
DG 34:0 VYQDALBEQRZDPL-DHUJRADRSA-N3246945 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](CO)OC(=O)CCCCCCCCCCCCCCC0.252787 0.942376
DG 34:1 YEJYLHKQOBOSCP-OZKTZCCCSA-N5282283 CCCCCCCCCCCCCCCC(=O)OC[C@H](CO)OC(=O)CCCCCCC/C=C\CCCCCCCC0.134347 0.852051
DG 36:0 UHUSDOQQWJGJQS-UHFFFAOYSA-N102615 CCCCCCCCCCCCCCCCCC(=O)OCC(CO)OC(=O)CCCCCCCCCCCCCCCCC0.459945 1.029306
DG 36:2 AFSHUZFNMVJNKX-LLWMBOQKSA-N9543716 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](CO)OC(=O)CCCCCCC/C=C\CCCCCCCC0.180117 0.872144
DG 36:3 BLZVZPYMHLXLHG-JOBMVARSSA-N9543722 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](CO)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.218082 1.120076
DG 38:5 GRGDLDNREYVILP-CNWVQWJYSA-N9543784 CCCCC/C=C\C/C=C\CCCCCCCCCC(=O)O[C@@H](CO)COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC0.29057 0.80272
DG 38:6 YDVDXUYJFQLPEG-CTHJWPIASA-N9543795 CCCCC/C=C\C/C=C\C/C=C\CCCCCCC(=O)O[C@@H](CO)COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC0.973673 1.009052
DG 40:1 VFUWCRMMTRWZAT-JLDYGAOKSA-N9543793 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](CO)OC(=O)CCCCCCCCC/C=C\CCCCCCCC0.987543 0.99885
FA 16:0 IPCSVZSSVZVIGE-UHFFFAOYSA-N985 CCCCCCCCCCCCCCCC(=O)O0.922319 0.992517
FA 16:1 SECPZKHBENQXJG-FPLPWBNLSA-N445638 CCCCCC/C=C\CCCCCCCC(=O)O0.946849 1.021743
FA 18:0 QIQXTHQIDYTFRH-UHFFFAOYSA-N5281 CCCCCCCCCCCCCCCCCC(=O)O0.841441 1.020697
FA 18:1 ZQPPMHVWECSIRJ-KTKRTIGZSA-N445639 CCCCCCCC/C=C\CCCCCCCC(=O)O0.856769 1.033207
FA 22:4 TWSWSIQAPQLDBP-DOFZRALJSA-N5497181 CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCCCC(=O)O0.100705 1.124102
GlcCer d18:1/22:0 YIGARKIIFOHVPF-YAEABVQUSA-N6321359 CCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](CO[C@H]1C(C([C@@H]([C@H](O1)CO)O)O)O)[C@@H](/C=C/CCCCCCCCCCCCC)O0.015533 0.88006
GlcCer d18:1/24:0 POQRWMRXUOPCLD-AAAFHMTMSA-N6321361 CCCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](CO[C@H]1C(C([C@@H]([C@H](O1)CO)O)O)O)[C@@H](/C=C/CCCCCCCCCCCCC)O0.037719 0.893995
GlcCer d18:1/24:1 WBOZIXHPUPAOIA-RBELZSLISA-N6321360 CCCCCCCCCCCCC/C=C/[C@H]([C@H](CO[C@H]1C(C([C@@H]([C@H](O1)CO)O)O)O)NC(=O)CCCCCCCCCCCCC/C=C\CCCCCCCC)O0.00032 0.791742
LPC 18:0 IHNKQIMGVNPMTC-RUZDIDTESA-N497299 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)O0.708438 0.969833
LPC 18:1 YAMUFBLWGFFICM-PTGWMXDISA-N16081932 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)O0.134347 0.905012
LPC 18:2 SPJFYYJXNPEZDW-FTJOPAKQSA-N11005824 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)O0.578314 0.951046
LPC 20:0 UATOAILWGVYRQS-HHHXNRCGSA-N24779473 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)O0.16081 1.100605
LPC 20:1 GJTDRNFWIDPARY-GTPZACKGSA-N24779475 CCCCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)O0.51764 1.063816
LPC 20:2 YYQVCMMXPIJVHY-ZOIJLGJPSA-N52924053 CCCCC/C=C\C/C=C\CCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)O0.346061 1.072982
LPE 18:0 BBYWOYAFBUOUFP-JOCHJYFZSA-N46891690 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[NH3+])O0.037346 0.739125
LPE 18:2 DBHKHNGBVGWQJE-USWSLJGRSA-N52925130 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)(O)OCCN)O0.175005 0.877558
LPE 20:0 HEQMDGOBDIGJOC-XMMPIXPASA-N52925131 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)(O)OCCN)O0.628056 0.991525
LPE 20:1 JEAGLCKGAKACCE-OPSAWKISSA-N52925139 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@H](COP(=O)(O)OCCN)O0.506626 0.947488
PC 16:0/16:0 KILNVBDSWZSGLL-KXQOOQHDSA-N452110 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCCCCCC3.26E-09 0.800338
PC 18:1/16:0 WTJKGGKOPKCXLL-VYOBOKEXSA-N5497103 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCCCC5.54E-06 0.872222
PC 28:0 CITHEXJVPOWHKC-UUWRZZSWSA-N5459377 CCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCCCC2.18E-08 0.410256
PC 30:0 RFVFQQWKPSOBED-PSXMRANNSA-N129657 CCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCCCCCCCC)COP(=O)([O-])OCC[N+](C)(C)C1.12E-11 0.497244
PC 32:1 QIBZFHLFHCIUOT-NPBIGWJUSA-N6443788 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCC9.95E-10 0.589645
PC 32:2 GPWHCUUIQMGELX-VHQDNGOZSA-N24778764 CCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCC5.57E-07 0.671623
PC 32:3 UXEFXNOSLOCOLX-ZCHSEWAGSA-N52922763 CCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCC/C=C\C/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C2.26E-10 0.530681
PC 33:1 GXTATYLPYLLNLV-MGIDVFSBSA-N24778662 CCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCC/C=C\CCCCCC1.67E-12 0.549168
PC 34:0 PZNPLUBHRSSFHT-RRHRGVEJSA-N24778686 CCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCCCCCCCCCC)COP(=O)([O-])OCC[N+](C)(C)C2.67E-09 0.729062
PC 34:2 JLPULHDHAOZNQI-ZTIMHPMXSA-N5287971 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.011919 0.960998
PC 34:3 CNNSEHUKQJCGTE-UPPWDXJYSA-N24778699 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCC/C=C\C/C=C\C/C=C\CCCCC1.17E-07 0.716099
PC 35:2 ZSKWZJYUVZYDQU-WESJWMGVSA-N52922491 CCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC8.45E-09 0.712487
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PC 36:0 NRJAVPSFFCBXDT-HUESYALOSA-N94190 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCCCCCCCC5.57E-07 0.767793
PC 36:1 ATHVAWFAEPLPPQ-VRDBWYNSSA-N24778825 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCCCC2.26E-10 0.726244
PC 36:2 SNKAWJBJQDLSFF-NVKMUCNASA-N10350317 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCCCC0.011143 0.829745
PC 36:3 BXRLDROZWDUSGM-ZRYFCQOPSA-N24778937 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCC/C=C\C/C=C\CCCCCCCC0.000702 0.826459
PC 36:4 IIZPXYDJLKNOIY-JXPKJXOSSA-N10747814 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.000165 0.870143
PC 36:5 DYDDZDMJSQYFGN-OIVUZXIWSA-N24778771 CCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.110868 1.019238
PC 36:6 SPWBDEZMKCRQSX-NGPPOSSDSA-N52922847 CCCCC/C=C\C/C=C\C/C=C\CCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)COP(=O)([O-])OCC[N+](C)(C)C1.25E-08 0.570562
PC 37:2 MCZUABDVGPPWPM-HJTCUGKVSA-N52922735 CCCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C8.05E-09 0.743345
PC 37:3 OOYQEEUUQRMQKL-JUUDQZDJSA-N52922851 CCCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)COP(=O)([O-])OCC[N+](C)(C)C0.004941 0.785523
PC 37:4 QRPUCJXFPYFTMB-FBFLODOBSA-N52922853 CCCCCCCCC/C=C\CCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)COP(=O)([O-])OCC[N+](C)(C)C2.83E-08 0.707237
PC 38:2 KXXLFCAPKGRXBT-FMJYHZMHSA-N24779263 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC2.88E-09 0.755453
PC 38:3 OJHJKEBRZSDTTL-VHWCKNCUSA-N52922741 CCCCCCCC/C=C\CCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.005301 0.799102
PC 38:4 DNYKSJQVBCVGOF-LCKGXUDJSA-N52923291 CCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.000578 0.875542
PC 38:5 YLWBKBDNHWQEFU-YJXJLLHLSA-N53479033 CCCCCC/C=C\CCCCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C2.74E-06 0.604539
PC 38:6 PLZBTDKJYHXIEW-DZUXOTHRSA-N52923295 CCCCC/C=C\C/C=C\CCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.007953 0.847891
PC 38:8 QQNHCRBGLPDWEW-LRFGEVPTSA-N52922865 CC/C=C\C/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC8.45E-09 0.408655
PC 40:2 AEUCYCQYAUFAKH-DITNKEBASA-N24779063 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCC/C=C\CCCCCCCC4.41E-05 0.760692
PC 40:5 LJFKFKIYUJNFPZ-ZLFSCUDPSA-N52923133 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.002212 0.736816
PC 40:6 TYRTWVKQVGNGSZ-RGBTVBCDSA-N52923195 CCCCC/C=C\C/C=C\CCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.000103 0.730511
PC 40:7 BPUROMFCPFGBOT-ZEGPSQTJSA-N24778982 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.035524 0.857048
PC 42:1 PAHPUCKPYBHMBM-RURDTVAGSA-N24778881 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCCCC/C=C\CCCCCCCC0.973673 0.996397
PC 42:4 SGYNBRXEOXADHS-CIUHTZMDSA-N24779052 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.533103 1.040342
PC 42:6 DSVRMAGYENFTLY-GDDYDVMSSA-N52923651 CCCCC/C=C\C/C=C\CCCCCCCCCC(=O)O[C@H](COC(=O)CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C2.40E-06 0.579764
PC 44:3 GZZUNXHFXFGEBB-MXZPZXETSA-N52923541 CCCCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCC/C=C\C/C=C\CCCCC0.002893 0.839673
PC 44:4 UIAAGLPOUUFIRG-ZUEQPGPOSA-N52923481 CCCCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.841441 1.012534
PC p34:1 OIICTMOQBYZCDA-IIKIFWEUSA-N11125520 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCCCCCC0.030578 0.905075
PC p34:2 KMNVIRCHUMQGHD-RCINKDPXSA-N52923934 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCC6.25E-05 0.814452
PC p34:3 QLEHHUPUHJPURI-PWYDUFMYSA-N24779386 CCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.059135 0.898134
PC p36:3 SOUZQPFUXRVDGK-KCTKZSJBSA-N53481701 CCCCCCCCCCCCCCCCOC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCC/C=C\C/C=C\C/C=C\C/C=C\CC0.00452 0.863708
PC p36:4 IOYKZPNDXIIXLN-LOQSCQKMSA-N24779388 CCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.01222 0.865207
PC p38:3 WOSDZWBQBJHAMR-NOQLVGMBSA-N52925093 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCCCCCCCCCC/C=C\C/C=C\CCCCC0.000671 0.771654
PC p38:4 BAKDTVUHENQVRW-IXXGCMLPSA-N52925117 CCCCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCCCCC/C=C\C/C=C\C/C=C\CCCCC0.216561 0.940131
PE 34:2 HBZNVZIRJWODIB-NHCUFCNUSA-N46891780 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[NH3+])OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.005372 0.716345
PE 36:2 DXXUYBAISOHOLM-XRIXOMQFSA-N52924894 CCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)COP(=O)(O)OCCN4.38E-10 0.619251
PE 36:3 GKAFCSRKMWFPSJ-RJXNKANHSA-N71728379 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[NH3+])OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.856769 0.992141
PE 36:4 DUQDVNACTOXOJA-KTKXOIIHSA-N52924875 CCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)(O)OCCN0.00232 0.773702
PE 38:2 CLPMAPXZURYSNH-CNBLIUODSA-N9546825 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)(O)OCCN)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC2.40E-11 0.667505
PE 38:4 ANRKEHNWXKCXDB-BHFWLYLHSA-N46891781 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[NH3+])OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.228638 0.736067
PE 38:6 LFGBKOUQHCWBQI-BZGLIJSBSA-N52924893 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)(O)OCCN)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.004499 0.757216
PE 40:6 FEABWDMFZNBFCT-KUVQHVNNSA-N52924379 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)(O)OCCN)OC(=O)CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.002893 0.816993
Phosphatidylglycerol 29:0 RYHJACYQTJIGMZ-JHOUSYSJSA-N52926457 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)(O)OC[C@H](CO)O)OC(=O)CCCCCCCCCCCC0.25202 1.025351
Plasmenyl-PC 34:2 IQACMFWAGALEAQ-WESJWMGVSA-N6443157 CCCCCCCCCCCCCCCCOC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.626602 0.953596
Plasmenyl-PC 36:6 JCIBOIAZHLGPOT-YAYDGDQKSA-N70698851 CCCCCC/C=C\CCCCCCCC/C=C\O[C@H](COC(=O)CCCC/C=C\C/C=C\C/C=C\C/C=C\CC)COP(=O)([O-])OCC[N+](C)(C)C0.000428 0.838361
Plasmenyl-PC 38:5 FHHVIBPVBBRLOR-IYACIECVSA-N24779390 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.000111 0.740084
Plasmenyl-PE 36:3 XVXISDREVDGQPX-PISDLAQISA-N52925079 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.000695 0.782141
Plasmenyl-PE 36:5 UUYSKERSKRMYME-MAIXUNBTSA-N52925126 CCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.001838 0.791826
Plasmenyl-PE 36:6 RLLOITCRNQRGJD-DFAKUSJGSA-N52925061 CCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC1.78E-05 0.49585
Plasmenyl-PE 38:5 URPXXNCTXCOATD-FXMFQVEGSA-N86289532 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)([O-])OCC[NH3+])OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC3.49E-05 0.761787
Plasmenyl-PE 38:6 KCNBSSYOJRUKOM-JALPNNRCSA-N52925089 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.03863 0.865823
Plasmenyl-PE 38:7 WVGALBKSWOUIEZ-XNHMFJFDSA-N5283497 CCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.012961 0.812022
Plasmenyl-PE 40:6 CVCZYWPCMUWTNS-IXKBFPPMSA-N52925119 CCCCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.005339 0.703702
Plasmenyl-PE 40:7 FIJFPUAJUDAZEY-MNDXXDKYSA-N42607458 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.00018 0.729175
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PS 38:3 BQBTWCBZEKRLFP-BGFRNLFWSA-N52925523 CCCCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)COP(=O)(O)OC[C@@H](C(=O)O)N0.000869 0.918083
PS 38:4 SVOUGFFDROZBJI-DNALCEECSA-N24779545 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)(O)OC[C@@H](C(=O)O)N)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.996965 1.000047
PS 40:3 BTIQFPURPAGQHS-HOSNKBABSA-N52925502 CCCCCCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCC/C=C\C/C=C\C/C=C\CCCCC)COP(=O)(O)OC[C@@H](C(=O)O)N1.88E-08 0.778701
PS 40:4 GBBNRADSWUALEU-AEDAHVLISA-N52925748 CCCCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)(O)OC[C@@H](C(=O)O)N0.020074 0.956232
PS 40:6 LYYHRRPTEXPVOR-SYEOQEKUSA-N24779546 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)(O)OC[C@@H](C(=O)O)N)OC(=O)CC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.006218 0.925916
PS 42:5 VNQACVFLMLYTLE-WDLXSBMRSA-N52925755 CCCCCCCCCC/C=C\CCCCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)(O)OC[C@@H](C(=O)O)N3.38E-05 0.80185
PS 42:6 WOBFEYJLJCLDBR-NISVGTQTSA-N52925756 CCCCC/C=C\C/C=C\CCCCCCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)(O)OC[C@@H](C(=O)O)N0.03877 0.907646
PS 42:8 ROCNHMAZFKRILY-PRDJOCNNSA-N52925757 CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)(O)OC[C@@H](C(=O)O)N0.039517 0.880565
PS p34:0 OHPHIZCKAAJKOG-PBSRCHRYSA-N52926194 CCCCCCCCCCCCCCCCCC(=O)O[C@H](CO/C=C\CCCCCCCCCCCCCC)COP(=O)(O)OC[C@@H](C(=O)O)N0.210179 0.97855
SM 33:1 LQINJRUGTUOHGS-YPDYIYJKSA-N52931139 CCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O6.95E-10 0.665254
SM 34:0 QHZIGNLCLJPLCU-QPPIDDCLSA-N9939965 CCCCCCCCCCCCCCC[C@H]([C@H](COP(=O)([O-])OCC[N+](C)(C)C)NC(=O)CCCCCCCCCCCCCCC)O0.098143 0.903841
SM d16:1/20:0 LKQLRGMMMAHREN-YJFXYUILSA-N6453725 CCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O2.29E-07 0.794908
SM d16:1/20:1 NBEADXWAAWCCDG-QDDWGVBQSA-N6443882 CCCCCCCCCCCCC/C=C/[C@H]([C@H](COP(=O)([O-])OCC[N+](C)(C)C)NC(=O)CCCCCCC/C=C\CCCCCCCC)O2.42E-07 0.803857
SM d18:1/14:0 KYICBZWZQPCUMO-PSALXKTOSA-N11433862 CCCCCCCCCCCCC/C=C/[C@H]([C@H](COP(=O)([O-])OCC[N+](C)(C)C)NC(=O)CCCCCCCCCCCCC)O9.30E-08 0.645479
SM d18:1/16:0 RWKUXQNLWDTSLO-GWQJGLRPSA-N9939941 CCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O1.48E-05 0.883546
SM d18:1/16:1 YLWSJLLZUHSIEA-CKSUKHGVSA-N52931235 CCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCC/C=C\CCC)O1.33E-05 0.86112
SM d18:1/20:0 AADLTHQNYQJHQV-SVLGDMRNSA-N44260124 CCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O1.56E-05 0.795163
SM (d18:1/20:1) MDRFMTLYKHBJTF-NQYLGBTJSA-N52931179 CCCCCCCCCCCCC/C=C/[C@H]([C@H](COP(=O)([O-])OCC[N+](C)(C)C)NC(=O)CCCCCCCCC/C=C\CCCCCCCC)O0.000112 0.854348
SM d18:1/21:0 YXSZOBWVQJIWNE-QVDCKBILSA-N52931193 CCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O8.96E-07 0.681675
SM d18:1/22:0 FJJANLYCZUNFSE-TWKUQIQBSA-N44260125 CCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.030684 0.913782
SM d18:1/23:0 SXZWBNWTCVLZJN-NMIJJABPSA-N46891684 CCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O1.46E-06 0.792221
SM d18:1/24:0 QEDPUVGSSDPBMD-XTAIVQBESA-N44260127 CCCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.841441 1.016878
SM d18:2/23:0 JBDGKEXQKCCQFK-JWQIMADESA-N52931209 CCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCC/C=C\CCC)O3.07E-12 0.720783
SM d18:2/24:0 DACOGJMBYLZYDH-GXJPFUDISA-N52931217 CCCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCC/C=C\CCC)O0.00351 0.858531
SM (d18:2/24:1) TXFLWJQVQCDUDZ-BRUGZULGSA-N52931215 CCCCCCCC/C=C\CCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCC/C=C\CCC)O2.15E-05 0.854614
TG 42:0 DUXYWXYOBMKGIN-UHFFFAOYSA-N11148 CCCCCCCCCCCCCC(=O)OCC(COC(=O)CCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCC2.15E-05 0.316805
TG 44:1 UZLGGKDLJGDGEY-WVSHCNQOSA-N56936554 CCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCCCCCCCC2.40E-06 0.280122
TG 46:0 JWVXCFSNEOMSHH-YACUFSJGSA-N91865745 CCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCC1.13E-07 0.353046
TG 46:1 RSDIQTNCDWUNDP-JHXSWNAYSA-N56936558 CCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCCCCCC4.81E-06 0.31546
TG 46:2 XUEMVUXNOCIHLG-MOFPORNTSA-N56936582 CCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCC/C=C\CCCCCC0.00018 0.410531
TG 46:3 AQARPXOEHQBBQN-OJJDTYCWSA-N56936561 CCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)OC(=O)CCCCCCCCCCCCC5.65E-05 0.456498
TG 48:0 PVNIQBQSYATKKL-UHFFFAOYSA-N11147 CCCCCCCCCCCCCCCC(=O)OCC(COC(=O)CCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCC1.49E-05 0.534723
TG 48:1 FEKLSEFRUGWUOS-DLOIZKPKSA-N9543986 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCCCCCCCCCC5.56E-07 0.464367
TG 48:2 RUOVJPPUXXFZPC-YZEIBMOJSA-N9543987 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCC/C=C\CCCCCC1.46E-06 0.421898
TG 48:3 SKGWNZXOCSYJQL-BUTYCLJRSA-N9543989 CCCCCC/C=C\CCCCCCCC(=O)OCC(OC(=O)CCCCCCC/C=C\CCCCCC)COC(=O)CCCCCCC/C=C\CCCCCC0.003576 0.546875
TG 49:0 TTWJTJMWHOYBPQ-ANFMRNGASA-N9543988 CCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCC1.41E-09 0.366346
TG 49:1 VYYGQDOPVVYUKW-UKFBYESTSA-N9543991 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCC)OC(=O)CCCCCCCCCCCCCCC2.47E-11 0.322813
TG 49:2 QZYSUBAQYSVFNX-PSMULLBHSA-N9543993 CCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCC/C=C\CCCCCC3.07E-12 0.384357
TG 50:0 QRJMBNGGFSPTQP-BXJPYAOGSA-N3246958 [2H]C([2H])(C([2H])(C([2H])([2H])OC(=O)CCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCC4.65E-05 0.449577
TG 50:1 YHMDGPZOSGBQRH-YYSBDVFPSA-N25240460 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCCCCCCCC0.000826 0.740835
TG 50:2 QEZWFCZNHWUARW-XQCAQTCHSA-N9544010 CCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCC/C=C\CCCCCC0.000966 0.761313
TG 50:3 UFHNZOACKFBCOM-YXKNDSBASA-N25240357 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCC/C=C\CCCCCC0.004713 0.731599
TG 50:4 PVMBAGXWHHZKFP-JMPJWMFJSA-N25240359 CCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\CCCCCC0.004522 0.700066
TG 50:5 AFTBPUXZTDLRSP-UDQIKIEDSA-N9544045 CCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)OC(=O)CCCCCCC/C=C\CCCCCC0.009552 0.719996
TG 51:1 OZAXLAGNPZMZAD-BOEMPQCLSA-N9544006 CCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCC)OC(=O)CCCCCCCCCCCCCCCC1.41E-09 0.362155
TG 51:2 NSNSZGBCOIKUBU-SZOKBDNISA-N9544013 CCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCC)OC(=O)CCCCCCC/C=C\CCCCCCC9.33E-10 0.452964
TG 51:3 ISSGPXMQOMAFMJ-DMGKHJLRSA-N9544023 CCCCCCC/C=C\CCCCCCCC(=O)OCC(OC(=O)CCCCCCC/C=C\CCCCCCC)COC(=O)CCCCCCC/C=C\CCCCCCC1.58E-07 0.618763
TG 51:4 IIRQXNVLAXQEKB-KBEZCZBDSA-N9544052 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCC2.00E-05 0.650398
TG 52:0 SDNYRTVJOFMYIW-OIVUAWODSA-N545690 CCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCCCC0.001007 0.534072
TG 52:1 NPCZZYKITFKRQZ-FQUZZJBASA-N25240360 CCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCCCCCCCCCC)COC(=O)CCCCCCC/C=C\CCCCCCCC0.000125 0.532181
TG 52:2 KGLAHZTWGPHKFF-RISKEULASA-N25240361 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC0.158367 0.934337
TG 52:4 WHSWXEYWNPTUPW-HNJDVRDNSA-N25240364 CCCCCCCC/C=C\CCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\CCCCCC)COC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.926481 1.010811
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TG 52:5 CQZAAIKPSLHIBC-KDJOUNIJSA-N25240366 CCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.841441 0.968829
TG 53:0 ZJUXHXMIKPSINE-IONAWPRUSA-N9544181 CCCCCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCC4.82E-06 0.582144
TG 53:1 WWJIBIGWKGFVAQ-JNSYTQKUSA-N9544081 CCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCCC)OC(=O)CCCCCCCCCCCCCCCCC3.71E-07 0.355708
TG 53:2 RSINITWKVQRWSZ-RFVLVDBCSA-N9544102 CCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCC)OC(=O)CCCCCCCCCCCCCCCCC1.21E-07 0.554688
TG 53:3 ZNQBEJJYVJSZLM-LEDQTTRKSA-N9544126 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC1.56E-05 0.620427
TG 53:4 BMSDHYZLQWTKSQ-LSJAAEOESA-N9544152 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC0.000719 0.759466
TG 53:5 QHYAATSKYBYSLG-BXDFBOBBSA-N9544183 CCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.03877 0.790022
TG 54:0 DCXXMTOCNZCJGO-UHFFFAOYSA-N11146 CCCCCCCCCCCCCCCCCC(=O)OCC(COC(=O)CCCCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCCCC0.110868 0.808225
TG 54:1 YFFIQXNTTVSKJC-NZEOUKRFSA-N16058371 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCCCCCCCCCC0.00031 0.520301
TG 54:2 RYNHWWNZNIGDAQ-BMTCQUSZSA-N16058372 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC0.003811 0.673609
TG 54:3 PHYFQTYBJUILEZ-IUPFWZBJSA-N5497163 CCCCCCCC/C=C\CCCCCCCC(=O)OCC(OC(=O)CCCCCCC/C=C\CCCCCCCC)COC(=O)CCCCCCC/C=C\CCCCCCCC0.619861 1.043373
TG 54:4 BRLGHZXETDWABO-NOFIOOQLSA-N9544255 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)OC(=O)CCCCCCC/C=C\CCCCCCCC0.087893 1.183123
TG 54:5 VVEBTVMJPTZDHO-YQFZQLSNSA-N25240373 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.253218 1.144303
TG 54:6 HBOQXIRUPVQLKX-BBWANDEASA-N5322095 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OCC(OC(=O)CCCCCCC/C=C\C/C=C\CCCCC)COC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.103198 1.318936
TG 54:8 BMPVTDWOWBNPJU-NYRSPQLFSA-N9544413 CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCC0.129439 0.75154
TG 56:1 OCYFAHIHWCVZKS-FHSLLVMSSA-N9544345 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCCCCCCCCCCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC0.012614 0.666726
TG 56:2 PDEQUPGHMOMBFC-FYEHETCMSA-N9544390 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCCCCCCCCCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.156953 0.810185
TG 56:3 QXMHHXQBBKDSSL-BAQZNRHJSA-N9544447 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC0.17857 0.820229
TG 56:4 YONCDTJKIZDSKQ-IYASBODOSA-N25240379 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.035524 1.372494
TG 56:5 UHEJWASONFIROS-YPSHDQQVSA-N25240380 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.850719 0.967437
TG 56:6 ZTNDRFCABXFVMY-WJTCTALZSA-N9544625 CCCCC/C=C\C/C=C\CCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.003811 0.732942
TG 56:7 DODZUDCYRVWEOJ-GKZBLMSTSA-N9544695 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCCCCC/C=C\C/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.038323 0.79291
TG 56:8 UBGUHMDKBGQUND-VPFWBQFRSA-N9544762 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.742322 0.937541
TG 58:1 OWZMHFAFGQCCNI-FBXRAONGSA-N25240381 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCCCCCCCCCCCC0.004437 0.685921
TG 58:2 GXWBCAVCOMAOHT-VMCJOIRWSA-N9545277 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.514376 0.907156
TG 58:3 RFMSTHTUAZETPD-JJPHLYBUSA-N9544748 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCC/C=C\CCCCCCCC0.841609 0.967022
TG 58:4 CCKRHDUCFMOBKX-AAINFQTBSA-N9544835 CCCCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCCCCCCCCCCCC)COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.708438 0.941601
TG 58:6 GSNFRUMSEHHPSY-LCXCSEBNSA-N9544977 CCCCCCCC/C=C\CCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.000125 0.629132
TG 58:8 KWIGMCRWEINBIR-HUPVKWKYSA-N9545124 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.29057 0.865204
TG 58:9 RVXFSLZMZOFGEQ-SWIIBWKZSA-N9545200 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.637884 0.931976
TG 60:1 YNDXXWKSWMKVGO-HZLQDPIMSA-N9544965 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCCCCCCCCCCCC0.003576 0.71895
TG 60:11 ASSZWZBQIXMMKM-SYTPEAHJSA-N9545730 CCCCC/C=C\C/C=C\C/C=C\CCCCCCC(=O)OC[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.0255 0.726909
TG 60:2 QPNVLDQSHXVPMG-JMYPUKFOSA-N9545040 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCC/C=C\CCCCCCCC0.613855 0.916811
TG 62:1 TZLOSVAFXBPUQT-VBMMIZSXSA-N9545526 CCCCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCCCCCCCCCCCCCC)OC(=O)CCCCCCCCC/C=C\CCCCCCCC0.000732 0.669517
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S4. Lipidome differential abundance analysis: Cluster II vs I at Visit -6
Compound Name InChiKeys Pubchem IDSMILES pvalue foldchange
CE 18:1 RJECHNNFRHZQKU-RMUVNZEASA-N5283632 CCCCCCCC/C=C\CCCCCCCC(=O)O[C@H]1CC[C@@]2([C@H]3CC[C@]4([C@H]([C@@H]3CC=C2C1)CC[C@@H]4[C@H](C)CCCC(C)C)C)C0.036617 0.849871
CE 18:2 NAACPBBQTFFYQB-LJAITQKLSA-N5287939 CCCCC/C=C\C/C=C\CCCCCCCC(=O)O[C@H]1CC[C@@]2([C@H]3CC[C@]4([C@H]([C@@H]3CC=C2C1)CC[C@@H]4[C@H](C)CCCC(C)C)C)C0.285244 0.903377
CE 18:3 FYMCIBHUFSIWCE-WVXFKAQASA-N6436907 CC/C=C\C/C=C\C/C=C\CCCCCCCC(=O)O[C@H]1CC[C@@]2([C@H]3CC[C@]4([C@H]([C@@H]3CC=C2C1)CC[C@@H]4[C@H](C)CCCC(C)C)C)C0.001221 0.741456
CE 20:4 IMXSFYNMSOULQS-BEDFLICRSA-N6479222 CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCC(=O)O[C@H]1CC[C@@]2([C@H]3CC[C@]4([C@H]([C@@H]3CC=C2C1)CC[C@@H]4[C@H](C)CCCC(C)C)C)C0.012325 0.778534
CE 22:6 VOEVEGPMRIYYKC-HNJOWPRISA-N14274978 CC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CCC(=O)O[C@H]1CC[C@@]2([C@H]3CC[C@]4([C@H]([C@@H]3CC=C2C1)CC[C@@H]4[C@H](C)CCCC(C)C)C)C0.05687 0.775108
Ceramide d18:1/23:0  NAJHAHQNQCNWOP-PUYNVXOJSA-N52931115 CCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](CO)[C@@H](/C=C/CCCCCCCCCCCCC)O0.07448 0.875606
Ceramide d40:1 KEPQASGDXIEOIL-GLQCRSEXSA-N5283567 CCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](CO)[C@@H](/C=C/CCCCCCCCCCCCC)O0.912796 0.988613
Ceramide d42:1 ZJVVOYPTFQEGPH-AUTSUKAISA-N5283571 CCCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](CO)[C@@H](/C=C/CCCCCCCCCCCCC)O0.926176 1.00869
Ceramide d42:2 VJSBNBBOSZJDKB-KPEYJIHVSA-N5283568 CCCCCCCCCCCCC/C=C/[C@H]([C@H](CO)NC(=O)CCCCCCCCCCCCC/C=C\CCCCCCCC)O0.318108 0.922811
Cer (d18:1/16:0) YDNKGFDKKRUKPY-TURZORIXSA-N5283564 CCCCCCCCCCCCCCCC(=O)N[C@@H](CO)[C@@H](/C=C/CCCCCCCCCCCCC)O0.787339 0.977626
Cholesterol HVYWMOMLDIMFJA-DPAQBDIFSA-N5997 C[C@H](CCCC(C)C)[C@H]1CC[C@@H]2[C@@]1(CC[C@H]3[C@H]2CC=C4[C@@]3(CC[C@@H](C4)O)C)C0.131726 1.021012
DG 32:0 JEJLGIQLPYYGEE-XIFFEERXSA-N644078 CCCCCCCCCCCCCCCC(=O)OC[C@H](CO)OC(=O)CCCCCCCCCCCCCCC0.912796 1.018229
DG 34:0 VYQDALBEQRZDPL-DHUJRADRSA-N3246945 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](CO)OC(=O)CCCCCCCCCCCCCCC0.949806 0.992424
DG 34:1 YEJYLHKQOBOSCP-OZKTZCCCSA-N5282283 CCCCCCCCCCCCCCCC(=O)OC[C@H](CO)OC(=O)CCCCCCC/C=C\CCCCCCCC0.973098 1.007226
DG 36:0 UHUSDOQQWJGJQS-UHFFFAOYSA-N102615 CCCCCCCCCCCCCCCCCC(=O)OCC(CO)OC(=O)CCCCCCCCCCCCCCCCC0.565923 0.958589
DG 36:2 AFSHUZFNMVJNKX-LLWMBOQKSA-N9543716 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](CO)OC(=O)CCCCCCC/C=C\CCCCCCCC0.926176 1.015418
DG 36:3 BLZVZPYMHLXLHG-JOBMVARSSA-N9543722 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](CO)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.1639 1.177581
DG 38:5 GRGDLDNREYVILP-CNWVQWJYSA-N9543784 CCCCC/C=C\C/C=C\CCCCCCCCCC(=O)O[C@@H](CO)COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC0.947868 0.990033
DG 38:6 YDVDXUYJFQLPEG-CTHJWPIASA-N9543795 CCCCC/C=C\C/C=C\C/C=C\CCCCCCC(=O)O[C@@H](CO)COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC0.620779 1.212549
DG 40:1 VFUWCRMMTRWZAT-JLDYGAOKSA-N9543793 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](CO)OC(=O)CCCCCCCCC/C=C\CCCCCCCC0.877799 0.985478
FA 16:0 IPCSVZSSVZVIGE-UHFFFAOYSA-N985 CCCCCCCCCCCCCCCC(=O)O0.481913 1.072449
FA 16:1 SECPZKHBENQXJG-FPLPWBNLSA-N445638 CCCCCC/C=C\CCCCCCCC(=O)O0.314694 1.312824
FA 18:0 QIQXTHQIDYTFRH-UHFFFAOYSA-N5281 CCCCCCCCCCCCCCCCCC(=O)O0.427385 1.111632
FA 18:1 ZQPPMHVWECSIRJ-KTKRTIGZSA-N445639 CCCCCCCC/C=C\CCCCCCCC(=O)O0.231618 1.256797
FA 22:4 TWSWSIQAPQLDBP-DOFZRALJSA-N5497181 CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCCCC(=O)O0.342926 1.11731
GlcCer d18:1/22:0 YIGARKIIFOHVPF-YAEABVQUSA-N6321359 CCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](CO[C@H]1C(C([C@@H]([C@H](O1)CO)O)O)O)[C@@H](/C=C/CCCCCCCCCCCCC)O0.713641 0.97142
GlcCer d18:1/24:0 POQRWMRXUOPCLD-AAAFHMTMSA-N6321361 CCCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](CO[C@H]1C(C([C@@H]([C@H](O1)CO)O)O)O)[C@@H](/C=C/CCCCCCCCCCCCC)O0.333725 0.941838
GlcCer d18:1/24:1 WBOZIXHPUPAOIA-RBELZSLISA-N6321360 CCCCCCCCCCCCC/C=C/[C@H]([C@H](CO[C@H]1C(C([C@@H]([C@H](O1)CO)O)O)O)NC(=O)CCCCCCCCCCCCC/C=C\CCCCCCCC)O0.166955 0.898661
LPC 18:0 IHNKQIMGVNPMTC-RUZDIDTESA-N497299 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)O0.587976 1.072826
LPC 18:1 YAMUFBLWGFFICM-PTGWMXDISA-N16081932 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)O0.894283 1.01922
LPC 18:2 SPJFYYJXNPEZDW-FTJOPAKQSA-N11005824 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)O0.737538 1.045725
LPC 20:0 UATOAILWGVYRQS-HHHXNRCGSA-N24779473 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)O0.036617 1.240552
LPC 20:1 GJTDRNFWIDPARY-GTPZACKGSA-N24779475 CCCCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)O0.138713 1.196326
LPC 20:2 YYQVCMMXPIJVHY-ZOIJLGJPSA-N52924053 CCCCC/C=C\C/C=C\CCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)O0.28386 1.141945
LPE 18:0 BBYWOYAFBUOUFP-JOCHJYFZSA-N46891690 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[NH3+])O0.595521 0.912003
LPE 18:2 DBHKHNGBVGWQJE-USWSLJGRSA-N52925130 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)(O)OCCN)O0.216983 1.196738
LPE 20:0 HEQMDGOBDIGJOC-XMMPIXPASA-N52925131 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)(O)OCCN)O0.81908 1.006075
LPE 20:1 JEAGLCKGAKACCE-OPSAWKISSA-N52925139 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@H](COP(=O)(O)OCCN)O0.492142 1.078532
PC 16:0/16:0 KILNVBDSWZSGLL-KXQOOQHDSA-N452110 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCCCCCC0.255426 0.938166
PC 18:1/16:0 WTJKGGKOPKCXLL-VYOBOKEXSA-N5497103 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCCCC0.079507 0.92546
PC 28:0 CITHEXJVPOWHKC-UUWRZZSWSA-N5459377 CCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCCCC0.042046 0.653448
PC 30:0 RFVFQQWKPSOBED-PSXMRANNSA-N129657 CCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCCCCCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.005784 0.699133
PC 32:1 QIBZFHLFHCIUOT-NPBIGWJUSA-N6443788 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCC0.005165 0.739979
PC 32:2 GPWHCUUIQMGELX-VHQDNGOZSA-N24778764 CCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCC0.022679 0.781243
PC 32:3 UXEFXNOSLOCOLX-ZCHSEWAGSA-N52922763 CCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCC/C=C\C/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.003758 0.703087
PC 33:1 GXTATYLPYLLNLV-MGIDVFSBSA-N24778662 CCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCC/C=C\CCCCCC0.000815 0.692784
PC 34:0 PZNPLUBHRSSFHT-RRHRGVEJSA-N24778686 CCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCCCCCCCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.182231 0.901456
PC 34:2 JLPULHDHAOZNQI-ZTIMHPMXSA-N5287971 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.497121 0.984281
PC 34:3 CNNSEHUKQJCGTE-UPPWDXJYSA-N24778699 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCC/C=C\C/C=C\C/C=C\CCCCC0.012325 0.799153
PC 35:2 ZSKWZJYUVZYDQU-WESJWMGVSA-N52922491 CCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.01203 0.829336
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PC 36:0 NRJAVPSFFCBXDT-HUESYALOSA-N94190 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCCCCCCCC0.096632 0.834658
PC 36:1 ATHVAWFAEPLPPQ-VRDBWYNSSA-N24778825 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCCCC0.131726 0.886024
PC 36:2 SNKAWJBJQDLSFF-NVKMUCNASA-N10350317 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCCCC0.663186 0.983866
PC 36:3 BXRLDROZWDUSGM-ZRYFCQOPSA-N24778937 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCC/C=C\C/C=C\CCCCCCCC0.21907 0.929828
PC 36:4 IIZPXYDJLKNOIY-JXPKJXOSSA-N10747814 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.052211 0.916757
PC 36:5 DYDDZDMJSQYFGN-OIVUZXIWSA-N24778771 CCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.528527 0.97855
PC 36:6 SPWBDEZMKCRQSX-NGPPOSSDSA-N52922847 CCCCC/C=C\C/C=C\C/C=C\CCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)COP(=O)([O-])OCC[N+](C)(C)C0.004327 0.644394
PC 37:2 MCZUABDVGPPWPM-HJTCUGKVSA-N52922735 CCCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.072208 0.859841
PC 37:3 OOYQEEUUQRMQKL-JUUDQZDJSA-N52922851 CCCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)COP(=O)([O-])OCC[N+](C)(C)C0.022787 0.745374
PC 37:4 QRPUCJXFPYFTMB-FBFLODOBSA-N52922853 CCCCCCCCC/C=C\CCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)COP(=O)([O-])OCC[N+](C)(C)C0.008749 0.800503
PC 38:2 KXXLFCAPKGRXBT-FMJYHZMHSA-N24779263 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.151234 0.902563
PC 38:3 OJHJKEBRZSDTTL-VHWCKNCUSA-N52922741 CCCCCCCC/C=C\CCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.060703 0.766782
PC 38:4 DNYKSJQVBCVGOF-LCKGXUDJSA-N52923291 CCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.285244 0.939951
PC 38:5 YLWBKBDNHWQEFU-YJXJLLHLSA-N53479033 CCCCCC/C=C\CCCCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.010195 0.687306
PC 38:6 PLZBTDKJYHXIEW-DZUXOTHRSA-N52923295 CCCCC/C=C\C/C=C\CCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.166955 0.885655
PC 38:8 QQNHCRBGLPDWEW-LRFGEVPTSA-N52922865 CC/C=C\C/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.00038 0.47281
PC 40:2 AEUCYCQYAUFAKH-DITNKEBASA-N24779063 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCC/C=C\CCCCCCCC0.285244 0.901388
PC 40:5 LJFKFKIYUJNFPZ-ZLFSCUDPSA-N52923133 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.183458 0.85124
PC 40:6 TYRTWVKQVGNGSZ-RGBTVBCDSA-N52923195 CCCCC/C=C\C/C=C\CCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.05687 0.827615
PC 40:7 BPUROMFCPFGBOT-ZEGPSQTJSA-N24778982 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.52391 0.931221
PC 42:1 PAHPUCKPYBHMBM-RURDTVAGSA-N24778881 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCCCC/C=C\CCCCCCCC0.877799 0.980111
PC 42:4 SGYNBRXEOXADHS-CIUHTZMDSA-N24779052 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.481913 1.055839
PC 42:6 DSVRMAGYENFTLY-GDDYDVMSSA-N52923651 CCCCC/C=C\C/C=C\CCCCCCCCCC(=O)O[C@H](COC(=O)CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.122194 0.745424
PC 44:3 GZZUNXHFXFGEBB-MXZPZXETSA-N52923541 CCCCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCC/C=C\C/C=C\CCCCC0.285244 0.923126
PC 44:4 UIAAGLPOUUFIRG-ZUEQPGPOSA-N52923481 CCCCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.65345 1.036835
PC p34:1 OIICTMOQBYZCDA-IIKIFWEUSA-N11125520 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCCCCCC0.817596 0.981439
PC p34:2 KMNVIRCHUMQGHD-RCINKDPXSA-N52923934 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCC0.083147 0.890737
PC p34:3 QLEHHUPUHJPURI-PWYDUFMYSA-N24779386 CCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.682928 0.961115
PC p36:3 SOUZQPFUXRVDGK-KCTKZSJBSA-N53481701 CCCCCCCCCCCCCCCCOC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCC/C=C\C/C=C\C/C=C\C/C=C\CC0.175834 0.916101
PC p36:4 IOYKZPNDXIIXLN-LOQSCQKMSA-N24779388 CCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.285244 0.912817
PC p38:3 WOSDZWBQBJHAMR-NOQLVGMBSA-N52925093 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCCCCCCCCCC/C=C\C/C=C\CCCCC0.170634 0.854914
PC p38:4 BAKDTVUHENQVRW-IXXGCMLPSA-N52925117 CCCCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCCCCC/C=C\C/C=C\C/C=C\CCCCC0.995255 1.000589
PE 34:2 HBZNVZIRJWODIB-NHCUFCNUSA-N46891780 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[NH3+])OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.850368 0.95179
PE 36:2 DXXUYBAISOHOLM-XRIXOMQFSA-N52924894 CCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)COP(=O)(O)OCCN0.00038 0.69152
PE 36:3 GKAFCSRKMWFPSJ-RJXNKANHSA-N71728379 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[NH3+])OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.73538 0.978799
PE 36:4 DUQDVNACTOXOJA-KTKXOIIHSA-N52924875 CCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)(O)OCCN0.44991 0.904108
PE 38:2 CLPMAPXZURYSNH-CNBLIUODSA-N9546825 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)(O)OCCN)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.005165 0.803061
PE 38:4 ANRKEHNWXKCXDB-BHFWLYLHSA-N46891781 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[NH3+])OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.912796 0.974887
PE 38:6 LFGBKOUQHCWBQI-BZGLIJSBSA-N52924893 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)(O)OCCN)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.1639 0.8248
PE 40:6 FEABWDMFZNBFCT-KUVQHVNNSA-N52924379 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)(O)OCCN)OC(=O)CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.216647 0.892963
Phosphatidylglycerol 29:0 RYHJACYQTJIGMZ-JHOUSYSJSA-N52926457 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)(O)OC[C@H](CO)O)OC(=O)CCCCCCCCCCCC0.861125 1.006687
Plasmenyl-PC 34:2 IQACMFWAGALEAQ-WESJWMGVSA-N6443157 CCCCCCCCCCCCCCCCOC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.469004 1.089305
Plasmenyl-PC 36:6 JCIBOIAZHLGPOT-YAYDGDQKSA-N70698851 CCCCCC/C=C\CCCCCCCC/C=C\O[C@H](COC(=O)CCCC/C=C\C/C=C\C/C=C\C/C=C\CC)COP(=O)([O-])OCC[N+](C)(C)C0.560197 0.950018
Plasmenyl-PC 38:5 FHHVIBPVBBRLOR-IYACIECVSA-N24779390 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.05687 0.837974
Plasmenyl-PE 36:3 XVXISDREVDGQPX-PISDLAQISA-N52925079 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.570073 0.939454
Plasmenyl-PE 36:5 UUYSKERSKRMYME-MAIXUNBTSA-N52925126 CCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.926176 0.983596
Plasmenyl-PE 36:6 RLLOITCRNQRGJD-DFAKUSJGSA-N52925061 CCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.096645 0.700975
Plasmenyl-PE 38:5 URPXXNCTXCOATD-FXMFQVEGSA-N86289532 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)([O-])OCC[NH3+])OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.973098 1.006795
Plasmenyl-PE 38:6 KCNBSSYOJRUKOM-JALPNNRCSA-N52925089 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.392306 1.100938
Plasmenyl-PE 38:7 WVGALBKSWOUIEZ-XNHMFJFDSA-N5283497 CCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.995255 0.999161
Plasmenyl-PE 40:6 CVCZYWPCMUWTNS-IXKBFPPMSA-N52925119 CCCCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.393372 0.875785
Plasmenyl-PE 40:7 FIJFPUAJUDAZEY-MNDXXDKYSA-N42607458 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.285244 0.884224
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PS 38:3 BQBTWCBZEKRLFP-BGFRNLFWSA-N52925523 CCCCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)COP(=O)(O)OC[C@@H](C(=O)O)N0.05687 0.938175
PS 38:4 SVOUGFFDROZBJI-DNALCEECSA-N24779545 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)(O)OC[C@@H](C(=O)O)N)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.518723 0.987708
PS 40:3 BTIQFPURPAGQHS-HOSNKBABSA-N52925502 CCCCCCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCC/C=C\C/C=C\C/C=C\CCCCC)COP(=O)(O)OC[C@@H](C(=O)O)N0.285244 0.924442
PS 40:4 GBBNRADSWUALEU-AEDAHVLISA-N52925748 CCCCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)(O)OC[C@@H](C(=O)O)N0.973098 0.99844
PS 40:6 LYYHRRPTEXPVOR-SYEOQEKUSA-N24779546 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)(O)OC[C@@H](C(=O)O)N)OC(=O)CC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.285244 0.944732
PS 42:5 VNQACVFLMLYTLE-WDLXSBMRSA-N52925755 CCCCCCCCCC/C=C\CCCCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)(O)OC[C@@H](C(=O)O)N0.09647 0.873078
PS 42:6 WOBFEYJLJCLDBR-NISVGTQTSA-N52925756 CCCCC/C=C\C/C=C\CCCCCCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)(O)OC[C@@H](C(=O)O)N0.478197 0.946087
PS 42:8 ROCNHMAZFKRILY-PRDJOCNNSA-N52925757 CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)(O)OC[C@@H](C(=O)O)N0.381665 0.924368
PS p34:0 OHPHIZCKAAJKOG-PBSRCHRYSA-N52926194 CCCCCCCCCCCCCCCCCC(=O)O[C@H](CO/C=C\CCCCCCCCCCCCCC)COP(=O)(O)OC[C@@H](C(=O)O)N0.728141 1.032216
SM 33:1 LQINJRUGTUOHGS-YPDYIYJKSA-N52931139 CCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.000484 0.774256
SM 34:0 QHZIGNLCLJPLCU-QPPIDDCLSA-N9939965 CCCCCCCCCCCCCCC[C@H]([C@H](COP(=O)([O-])OCC[N+](C)(C)C)NC(=O)CCCCCCCCCCCCCCC)O0.850368 0.977276
SM d16:1/20:0 LKQLRGMMMAHREN-YJFXYUILSA-N6453725 CCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.005165 0.85368
SM d16:1/20:1 NBEADXWAAWCCDG-QDDWGVBQSA-N6443882 CCCCCCCCCCCCC/C=C/[C@H]([C@H](COP(=O)([O-])OCC[N+](C)(C)C)NC(=O)CCCCCCC/C=C\CCCCCCCC)O0.01967 0.882164
SM d18:1/14:0 KYICBZWZQPCUMO-PSALXKTOSA-N11433862 CCCCCCCCCCCCC/C=C/[C@H]([C@H](COP(=O)([O-])OCC[N+](C)(C)C)NC(=O)CCCCCCCCCCCCC)O0.01203 0.788302
SM d18:1/16:0 RWKUXQNLWDTSLO-GWQJGLRPSA-N9939941 CCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.223529 0.96087
SM d18:1/16:1 YLWSJLLZUHSIEA-CKSUKHGVSA-N52931235 CCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCC/C=C\CCC)O0.036617 0.918915
SM d18:1/20:0 AADLTHQNYQJHQV-SVLGDMRNSA-N44260124 CCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.09289 0.901547
SM (d18:1/20:1) MDRFMTLYKHBJTF-NQYLGBTJSA-N52931179 CCCCCCCCCCCCC/C=C/[C@H]([C@H](COP(=O)([O-])OCC[N+](C)(C)C)NC(=O)CCCCCCCCC/C=C\CCCCCCCC)O0.015301 0.892686
SM d18:1/21:0 YXSZOBWVQJIWNE-QVDCKBILSA-N52931193 CCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.003758 0.775027
SM d18:1/22:0 FJJANLYCZUNFSE-TWKUQIQBSA-N44260125 CCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.850368 0.986552
SM d18:1/23:0 SXZWBNWTCVLZJN-NMIJJABPSA-N46891684 CCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.005165 0.846447
SM d18:1/24:0 QEDPUVGSSDPBMD-XTAIVQBESA-N44260127 CCCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.877799 0.987196
SM d18:2/23:0 JBDGKEXQKCCQFK-JWQIMADESA-N52931209 CCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCC/C=C\CCC)O3.03E-06 0.776136
SM d18:2/24:0 DACOGJMBYLZYDH-GXJPFUDISA-N52931217 CCCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCC/C=C\CCC)O0.221787 0.92569
SM (d18:2/24:1) TXFLWJQVQCDUDZ-BRUGZULGSA-N52931215 CCCCCCCC/C=C\CCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCC/C=C\CCC)O0.094827 0.922201
TG 42:0 DUXYWXYOBMKGIN-UHFFFAOYSA-N11148 CCCCCCCCCCCCCC(=O)OCC(COC(=O)CCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCC0.866753 0.89568
TG 44:1 UZLGGKDLJGDGEY-WVSHCNQOSA-N56936554 CCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCCCCCCCC0.927592 0.946288
TG 46:0 JWVXCFSNEOMSHH-YACUFSJGSA-N91865745 CCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCC0.433823 0.764434
TG 46:1 RSDIQTNCDWUNDP-JHXSWNAYSA-N56936558 CCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCCCCCC0.73538 0.856029
TG 46:2 XUEMVUXNOCIHLG-MOFPORNTSA-N56936582 CCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCC/C=C\CCCCCC0.886552 1.07806
TG 46:3 AQARPXOEHQBBQN-OJJDTYCWSA-N56936561 CCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)OC(=O)CCCCCCCCCCCCC0.926176 1.045249
TG 48:0 PVNIQBQSYATKKL-UHFFFAOYSA-N11147 CCCCCCCCCCCCCCCC(=O)OCC(COC(=O)CCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCC0.314694 0.801903
TG 48:1 FEKLSEFRUGWUOS-DLOIZKPKSA-N9543986 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCCCCCCCCCC0.318108 0.788587
TG 48:2 RUOVJPPUXXFZPC-YZEIBMOJSA-N9543987 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCC/C=C\CCCCCC0.599844 0.850027
TG 48:3 SKGWNZXOCSYJQL-BUTYCLJRSA-N9543989 CCCCCC/C=C\CCCCCCCC(=O)OCC(OC(=O)CCCCCCC/C=C\CCCCCC)COC(=O)CCCCCCC/C=C\CCCCCC0.800464 1.113117
TG 49:0 TTWJTJMWHOYBPQ-ANFMRNGASA-N9543988 CCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCC0.216983 0.722939
TG 49:1 VYYGQDOPVVYUKW-UKFBYESTSA-N9543991 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCC)OC(=O)CCCCCCCCCCCCCCC0.095895 0.642202
TG 49:2 QZYSUBAQYSVFNX-PSMULLBHSA-N9543993 CCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCC/C=C\CCCCCC0.084472 0.683375
TG 50:0 QRJMBNGGFSPTQP-BXJPYAOGSA-N3246958 [2H]C([2H])(C([2H])(C([2H])([2H])OC(=O)CCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCC0.480248 0.791653
TG 50:1 YHMDGPZOSGBQRH-YYSBDVFPSA-N25240460 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCCCCCCCC0.432945 0.906405
TG 50:2 QEZWFCZNHWUARW-XQCAQTCHSA-N9544010 CCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCC/C=C\CCCCCC0.644899 0.941102
TG 50:3 UFHNZOACKFBCOM-YXKNDSBASA-N25240357 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCC/C=C\CCCCCC0.995255 0.999261
TG 50:4 PVMBAGXWHHZKFP-JMPJWMFJSA-N25240359 CCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\CCCCCC0.877799 1.049623
TG 50:5 AFTBPUXZTDLRSP-UDQIKIEDSA-N9544045 CCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)OC(=O)CCCCCCC/C=C\CCCCCC0.912796 1.040118
TG 51:1 OZAXLAGNPZMZAD-BOEMPQCLSA-N9544006 CCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCC)OC(=O)CCCCCCCCCCCCCCCC0.131726 0.670519
TG 51:2 NSNSZGBCOIKUBU-SZOKBDNISA-N9544013 CCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCC)OC(=O)CCCCCCC/C=C\CCCCCCC0.095078 0.715316
TG 51:3 ISSGPXMQOMAFMJ-DMGKHJLRSA-N9544023 CCCCCCC/C=C\CCCCCCCC(=O)OCC(OC(=O)CCCCCCC/C=C\CCCCCCC)COC(=O)CCCCCCC/C=C\CCCCCCC0.285244 0.845864
TG 51:4 IIRQXNVLAXQEKB-KBEZCZBDSA-N9544052 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCC0.654767 0.912815
TG 52:0 SDNYRTVJOFMYIW-OIVUAWODSA-N545690 CCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCCCC0.595521 0.834024
TG 52:1 NPCZZYKITFKRQZ-FQUZZJBASA-N25240360 CCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCCCCCCCCCC)COC(=O)CCCCCCC/C=C\CCCCCCCC0.595521 0.859711
TG 52:2 KGLAHZTWGPHKFF-RISKEULASA-N25240361 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC0.975821 1.002207
TG 52:4 WHSWXEYWNPTUPW-HNJDVRDNSA-N25240364 CCCCCCCC/C=C\CCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\CCCCCC)COC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.168631 1.182454
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TG 52:5 CQZAAIKPSLHIBC-KDJOUNIJSA-N25240366 CCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.518723 1.155877
TG 53:0 ZJUXHXMIKPSINE-IONAWPRUSA-N9544181 CCCCCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCC0.560197 0.879729
TG 53:1 WWJIBIGWKGFVAQ-JNSYTQKUSA-N9544081 CCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCCC)OC(=O)CCCCCCCCCCCCCCCCC0.453711 0.781242
TG 53:2 RSINITWKVQRWSZ-RFVLVDBCSA-N9544102 CCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCC)OC(=O)CCCCCCCCCCCCCCCCC0.09289 0.705594
TG 53:3 ZNQBEJJYVJSZLM-LEDQTTRKSA-N9544126 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC0.510795 0.88742
TG 53:4 BMSDHYZLQWTKSQ-LSJAAEOESA-N9544152 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC0.936834 0.984842
TG 53:5 QHYAATSKYBYSLG-BXDFBOBBSA-N9544183 CCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.285244 1.249068
TG 54:0 DCXXMTOCNZCJGO-UHFFFAOYSA-N11146 CCCCCCCCCCCCCCCCCC(=O)OCC(COC(=O)CCCCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCCCC0.975821 1.0084
TG 54:1 YFFIQXNTTVSKJC-NZEOUKRFSA-N16058371 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCCCCCCCCCC0.737538 0.886745
TG 54:2 RYNHWWNZNIGDAQ-BMTCQUSZSA-N16058372 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC0.912796 0.966395
TG 54:3 PHYFQTYBJUILEZ-IUPFWZBJSA-N5497163 CCCCCCCC/C=C\CCCCCCCC(=O)OCC(OC(=O)CCCCCCC/C=C\CCCCCCCC)COC(=O)CCCCCCC/C=C\CCCCCCCC0.216983 1.141157
TG 54:4 BRLGHZXETDWABO-NOFIOOQLSA-N9544255 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)OC(=O)CCCCCCC/C=C\CCCCCCCC0.034957 1.287006
TG 54:5 VVEBTVMJPTZDHO-YQFZQLSNSA-N25240373 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.318108 1.157737
TG 54:6 HBOQXIRUPVQLKX-BBWANDEASA-N5322095 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OCC(OC(=O)CCCCCCC/C=C\C/C=C\CCCCC)COC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.094421 1.485038
TG 54:8 BMPVTDWOWBNPJU-NYRSPQLFSA-N9544413 CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCC0.886552 1.049284
TG 56:1 OCYFAHIHWCVZKS-FHSLLVMSSA-N9544345 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCCCCCCCCCCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC0.73538 1.118162
TG 56:2 PDEQUPGHMOMBFC-FYEHETCMSA-N9544390 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCCCCCCCCCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.711121 1.126632
TG 56:3 QXMHHXQBBKDSSL-BAQZNRHJSA-N9544447 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC0.552353 1.153279
TG 56:4 YONCDTJKIZDSKQ-IYASBODOSA-N25240379 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.131726 1.322042
TG 56:5 UHEJWASONFIROS-YPSHDQQVSA-N25240380 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.926176 0.976652
TG 56:6 ZTNDRFCABXFVMY-WJTCTALZSA-N9544625 CCCCC/C=C\C/C=C\CCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.377853 0.8869
TG 56:7 DODZUDCYRVWEOJ-GKZBLMSTSA-N9544695 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCCCCC/C=C\C/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.592466 0.915804
TG 56:8 UBGUHMDKBGQUND-VPFWBQFRSA-N9544762 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.579053 1.140488
TG 58:1 OWZMHFAFGQCCNI-FBXRAONGSA-N25240381 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCCCCCCCCCCCC0.599844 1.129498
TG 58:2 GXWBCAVCOMAOHT-VMCJOIRWSA-N9545277 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.216983 1.302105
TG 58:3 RFMSTHTUAZETPD-JJPHLYBUSA-N9544748 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCC/C=C\CCCCCCCC0.131726 1.414972
TG 58:4 CCKRHDUCFMOBKX-AAINFQTBSA-N9544835 CCCCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCCCCCCCCCCCC)COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.160805 1.353964
TG 58:6 GSNFRUMSEHHPSY-LCXCSEBNSA-N9544977 CCCCCCCC/C=C\CCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.285244 0.822734
TG 58:8 KWIGMCRWEINBIR-HUPVKWKYSA-N9545124 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.807554 0.944915
TG 58:9 RVXFSLZMZOFGEQ-SWIIBWKZSA-N9545200 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.973098 1.008998
TG 60:1 YNDXXWKSWMKVGO-HZLQDPIMSA-N9544965 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCCCCCCCCCCCC0.311159 1.237195
TG 60:11 ASSZWZBQIXMMKM-SYTPEAHJSA-N9545730 CCCCC/C=C\C/C=C\C/C=C\CCCCCCC(=O)OC[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.285244 0.825574
TG 60:2 QPNVLDQSHXVPMG-JMYPUKFOSA-N9545040 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCC/C=C\CCCCCCCC0.20479 1.297874
TG 62:1 TZLOSVAFXBPUQT-VBMMIZSXSA-N9545526 CCCCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCCCCCCCCCCCCCC)OC(=O)CCCCCCCCC/C=C\CCCCCCCC0.850368 1.050386
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S5. Lipidome differential abundance analysis: Cluster IV vs III at Visit -3
Compound NameInChiKeys Pubchem IDSMILES pvalue foldchange
CE 18:1 RJECHNNFRHZQKU-RMUVNZEASA-N5283632 CCCCCCCC/C=C\CCCCCCCC(=O)O[C@H]1CC[C@@]2([C@H]3CC[C@]4([C@H]([C@@H]3CC=C2C1)CC[C@@H]4[C@H](C)CCCC(C)C)C)C0.831464 1.02648
CE 18:2 NAACPBBQTFFYQB-LJAITQKLSA-N5287939 CCCCC/C=C\C/C=C\CCCCCCCC(=O)O[C@H]1CC[C@@]2([C@H]3CC[C@]4([C@H]([C@@H]3CC=C2C1)CC[C@@H]4[C@H](C)CCCC(C)C)C)C0.533761 1.069278
CE 18:3 FYMCIBHUFSIWCE-WVXFKAQASA-N6436907 CC/C=C\C/C=C\C/C=C\CCCCCCCC(=O)O[C@H]1CC[C@@]2([C@H]3CC[C@]4([C@H]([C@@H]3CC=C2C1)CC[C@@H]4[C@H](C)CCCC(C)C)C)C0.228606 1.183057
CE 20:4 IMXSFYNMSOULQS-BEDFLICRSA-N6479222 CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCC(=O)O[C@H]1CC[C@@]2([C@H]3CC[C@]4([C@H]([C@@H]3CC=C2C1)CC[C@@H]4[C@H](C)CCCC(C)C)C)C0.104064 1.174652
CE 22:6 VOEVEGPMRIYYKC-HNJOWPRISA-N14274978 CC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CCC(=O)O[C@H]1CC[C@@]2([C@H]3CC[C@]4([C@H]([C@@H]3CC=C2C1)CC[C@@H]4[C@H](C)CCCC(C)C)C)C7.77E-06 0.501577
Ceramide d18:1/23:0  NAJHAHQNQCNWOP-PUYNVXOJSA-N52931115 CCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](CO)[C@@H](/C=C/CCCCCCCCCCCCC)O0.000358 1.325989
Ceramide d40:1 KEPQASGDXIEOIL-GLQCRSEXSA-N5283567 CCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](CO)[C@@H](/C=C/CCCCCCCCCCCCC)O0.783725 1.020967
Ceramide d42:1 ZJVVOYPTFQEGPH-AUTSUKAISA-N5283571 CCCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](CO)[C@@H](/C=C/CCCCCCCCCCCCC)O0.681479 1.025614
Ceramide d42:2 VJSBNBBOSZJDKB-KPEYJIHVSA-N5283568 CCCCCCCCCCCCC/C=C/[C@H]([C@H](CO)NC(=O)CCCCCCCCCCCCC/C=C\CCCCCCCC)O2.67E-05 0.631829
Cer (d18:1/16:0)YDNKGFDKKRUKPY-TURZORIXSA-N5283564 CCCCCCCCCCCCCCCC(=O)N[C@@H](CO)[C@@H](/C=C/CCCCCCCCCCCCC)O0.370016 0.93716
CholesterolHVYWMOMLDIMFJA-DPAQBDIFSA-N5997 C[C@H](CCCC(C)C)[C@H]1CC[C@@H]2[C@@]1(CC[C@H]3[C@H]2CC=C4[C@@]3(CC[C@@H](C4)O)C)C0.509958 1.011612
DG 32:0 JEJLGIQLPYYGEE-XIFFEERXSA-N644078 CCCCCCCCCCCCCCCC(=O)OC[C@H](CO)OC(=O)CCCCCCCCCCCCCCC0.163914 0.848311
DG 34:0 VYQDALBEQRZDPL-DHUJRADRSA-N3246945 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](CO)OC(=O)CCCCCCCCCCCCCCC0.256573 0.896176
DG 34:1 YEJYLHKQOBOSCP-OZKTZCCCSA-N5282283 CCCCCCCCCCCCCCCC(=O)OC[C@H](CO)OC(=O)CCCCCCC/C=C\CCCCCCCC0.015775 0.73269
DG 36:0 UHUSDOQQWJGJQS-UHFFFAOYSA-N102615 CCCCCCCCCCCCCCCCCC(=O)OCC(CO)OC(=O)CCCCCCCCCCCCCCCCC0.486742 0.954292
DG 36:2 AFSHUZFNMVJNKX-LLWMBOQKSA-N9543716 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](CO)OC(=O)CCCCCCC/C=C\CCCCCCCC0.031462 0.749353
DG 36:3 BLZVZPYMHLXLHG-JOBMVARSSA-N9543722 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](CO)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.243923 0.85734
DG 38:5 GRGDLDNREYVILP-CNWVQWJYSA-N9543784 CCCCC/C=C\C/C=C\CCCCCCCCCC(=O)O[C@@H](CO)COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC0.406927 0.903359
DG 38:6 YDVDXUYJFQLPEG-CTHJWPIASA-N9543795 CCCCC/C=C\C/C=C\C/C=C\CCCCCCC(=O)O[C@@H](CO)COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC0.699355 1.123274
DG 40:1 VFUWCRMMTRWZAT-JLDYGAOKSA-N9543793 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](CO)OC(=O)CCCCCCCCC/C=C\CCCCCCCC0.847776 1.019981
FA 16:0 IPCSVZSSVZVIGE-UHFFFAOYSA-N985 CCCCCCCCCCCCCCCC(=O)O0.253118 0.894245
FA 16:1 SECPZKHBENQXJG-FPLPWBNLSA-N445638 CCCCCC/C=C\CCCCCCCC(=O)O0.109729 0.633234
FA 18:0 QIQXTHQIDYTFRH-UHFFFAOYSA-N5281 CCCCCCCCCCCCCCCCCC(=O)O0.670394 0.945948
FA 18:1 ZQPPMHVWECSIRJ-KTKRTIGZSA-N445639 CCCCCCCC/C=C\CCCCCCCC(=O)O0.064763 0.703627
FA 22:4 TWSWSIQAPQLDBP-DOFZRALJSA-N5497181 CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCCCC(=O)O0.509099 0.930506
GlcCer d18:1/22:0 YIGARKIIFOHVPF-YAEABVQUSA-N6321359 CCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](CO[C@H]1C(C([C@@H]([C@H](O1)CO)O)O)O)[C@@H](/C=C/CCCCCCCCCCCCC)O0.001116 0.783857
GlcCer d18:1/24:0 POQRWMRXUOPCLD-AAAFHMTMSA-N6321361 CCCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](CO[C@H]1C(C([C@@H]([C@H](O1)CO)O)O)O)[C@@H](/C=C/CCCCCCCCCCCCC)O0.001545 0.801763
GlcCer d18:1/24:1WBOZIXHPUPAOIA-RBELZSLISA-N6321360 CCCCCCCCCCCCC/C=C/[C@H]([C@H](CO[C@H]1C(C([C@@H]([C@H](O1)CO)O)O)O)NC(=O)CCCCCCCCCCCCC/C=C\CCCCCCCC)O7.92E-06 0.635673
LPC 18:0 IHNKQIMGVNPMTC-RUZDIDTESA-N497299 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)O0.10824 0.84704
LPC 18:1 YAMUFBLWGFFICM-PTGWMXDISA-N16081932 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)O0.008131 0.794522
LPC 18:2 SPJFYYJXNPEZDW-FTJOPAKQSA-N11005824 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)O0.0234 0.781269
LPC 20:0 UATOAILWGVYRQS-HHHXNRCGSA-N24779473 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)O0.000181 0.708909
LPC 20:1 GJTDRNFWIDPARY-GTPZACKGSA-N24779475 CCCCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)O8.61E-05 0.598274
LPC 20:2 YYQVCMMXPIJVHY-ZOIJLGJPSA-N52924053 CCCCC/C=C\C/C=C\CCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)O0.014789 0.78019
LPE 18:0 BBYWOYAFBUOUFP-JOCHJYFZSA-N46891690 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[NH3+])O0.783725 1.033852
LPE 18:2 DBHKHNGBVGWQJE-USWSLJGRSA-N52925130 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)(O)OCCN)O0.228606 0.863925
LPE 20:0 HEQMDGOBDIGJOC-XMMPIXPASA-N52925131 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)(O)OCCN)O0.319579 1.022003
LPE 20:1 JEAGLCKGAKACCE-OPSAWKISSA-N52925139 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@H](COP(=O)(O)OCCN)O0.005896 0.778606
PC 16:0/16:0 KILNVBDSWZSGLL-KXQOOQHDSA-N452110 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCCCCCC0.001303 0.870805
PC 18:1/16:0 WTJKGGKOPKCXLL-VYOBOKEXSA-N5497103 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCCCC0.746083 0.988789
PC 28:0 CITHEXJVPOWHKC-UUWRZZSWSA-N5459377 CCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCCCC0.949711 1.018463
PC 30:0 RFVFQQWKPSOBED-PSXMRANNSA-N129657 CCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCCCCCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.100609 1.167227
PC 32:1 QIBZFHLFHCIUOT-NPBIGWJUSA-N6443788 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCC0.027456 1.220782
PC 32:2 GPWHCUUIQMGELX-VHQDNGOZSA-N24778764 CCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCC0.010077 1.343121
PC 32:3 UXEFXNOSLOCOLX-ZCHSEWAGSA-N52922763 CCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCC/C=C\C/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.325127 1.105436
PC 33:1 GXTATYLPYLLNLV-MGIDVFSBSA-N24778662 CCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCC/C=C\CCCCCC1.13E-06 1.651007
PC 34:0 PZNPLUBHRSSFHT-RRHRGVEJSA-N24778686 CCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCCCCCCCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.000671 0.800189
PC 34:2 JLPULHDHAOZNQI-ZTIMHPMXSA-N5287971 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.949711 0.997627
PC 34:3 CNNSEHUKQJCGTE-UPPWDXJYSA-N24778699 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCC/C=C\C/C=C\C/C=C\CCCCC0.442292 1.088212
PC 35:2 ZSKWZJYUVZYDQU-WESJWMGVSA-N52922491 CCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC2.74E-05 1.356389
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PC 36:0 NRJAVPSFFCBXDT-HUESYALOSA-N94190 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCCCCCCCC0.008131 1.221718
PC 36:1 ATHVAWFAEPLPPQ-VRDBWYNSSA-N24778825 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCCCC0.573618 0.962795
PC 36:2 SNKAWJBJQDLSFF-NVKMUCNASA-N10350317 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCCCC0.183721 0.965524
PC 36:3 BXRLDROZWDUSGM-ZRYFCQOPSA-N24778937 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCC/C=C\C/C=C\CCCCCCCC0.228606 1.095458
PC 36:4 IIZPXYDJLKNOIY-JXPKJXOSSA-N10747814 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.240608 1.039816
PC 36:5 DYDDZDMJSQYFGN-OIVUZXIWSA-N24778771 CCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.155977 0.969698
PC 36:6 SPWBDEZMKCRQSX-NGPPOSSDSA-N52922847 CCCCC/C=C\C/C=C\C/C=C\CCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)COP(=O)([O-])OCC[N+](C)(C)C0.509099 0.911076
PC 37:2 MCZUABDVGPPWPM-HJTCUGKVSA-N52922735 CCCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.418668 1.064076
PC 37:3 OOYQEEUUQRMQKL-JUUDQZDJSA-N52922851 CCCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)COP(=O)([O-])OCC[N+](C)(C)C2.74E-05 1.719626
PC 37:4 QRPUCJXFPYFTMB-FBFLODOBSA-N52922853 CCCCCCCCC/C=C\CCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)COP(=O)([O-])OCC[N+](C)(C)C0.000101 1.34916
PC 38:2 KXXLFCAPKGRXBT-FMJYHZMHSA-N24779263 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.180249 0.917535
PC 38:3 OJHJKEBRZSDTTL-VHWCKNCUSA-N52922741 CCCCCCCC/C=C\CCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.013304 1.55524
PC 38:4 DNYKSJQVBCVGOF-LCKGXUDJSA-N52923291 CCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.913467 0.992005
PC 38:5 YLWBKBDNHWQEFU-YJXJLLHLSA-N53479033 CCCCCC/C=C\CCCCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.494881 1.113084
PC 38:6 PLZBTDKJYHXIEW-DZUXOTHRSA-N52923295 CCCCC/C=C\C/C=C\CCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C7.35E-09 0.636537
PC 38:8 QQNHCRBGLPDWEW-LRFGEVPTSA-N52922865 CC/C=C\C/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.965278 0.980901
PC 40:2 AEUCYCQYAUFAKH-DITNKEBASA-N24779063 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCC/C=C\CCCCCCCC0.062925 0.844326
PC 40:5 LJFKFKIYUJNFPZ-ZLFSCUDPSA-N52923133 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC6.19E-08 0.524834
PC 40:6 TYRTWVKQVGNGSZ-RGBTVBCDSA-N52923195 CCCCC/C=C\C/C=C\CCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.00519 0.783386
PC 40:7 BPUROMFCPFGBOT-ZEGPSQTJSA-N24778982 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.002941 0.740885
PC 42:1 PAHPUCKPYBHMBM-RURDTVAGSA-N24778881 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCCCC/C=C\CCCCCCCC0.067928 0.859261
PC 42:4 SGYNBRXEOXADHS-CIUHTZMDSA-N24779052 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.32678 1.089973
PC 42:6 DSVRMAGYENFTLY-GDDYDVMSSA-N52923651 CCCCC/C=C\C/C=C\CCCCCCCCCC(=O)O[C@H](COC(=O)CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.00206 1.66389
PC 44:3 GZZUNXHFXFGEBB-MXZPZXETSA-N52923541 CCCCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCC/C=C\C/C=C\CCCCC0.002108 0.786287
PC 44:4 UIAAGLPOUUFIRG-ZUEQPGPOSA-N52923481 CCCCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.161459 0.888416
PC p34:1 OIICTMOQBYZCDA-IIKIFWEUSA-N11125520 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCCCCCC0.000671 0.81214
PC p34:2 KMNVIRCHUMQGHD-RCINKDPXSA-N52923934 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCC2.35E-05 0.769924
PC p34:3 QLEHHUPUHJPURI-PWYDUFMYSA-N24779386 CCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.973571 1.005675
PC p36:3 SOUZQPFUXRVDGK-KCTKZSJBSA-N53481701 CCCCCCCCCCCCCCCCOC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCC/C=C\C/C=C\C/C=C\C/C=C\CC0.709424 1.026698
PC p36:4 IOYKZPNDXIIXLN-LOQSCQKMSA-N24779388 CCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.008784 0.828315
PC p38:3 WOSDZWBQBJHAMR-NOQLVGMBSA-N52925093 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCCCCCCCCCC/C=C\C/C=C\CCCCC0.161459 1.143588
PC p38:4 BAKDTVUHENQVRW-IXXGCMLPSA-N52925117 CCCCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCCCCC/C=C\C/C=C\C/C=C\CCCCC0.001761 0.808063
PE 34:2 HBZNVZIRJWODIB-NHCUFCNUSA-N46891780 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[NH3+])OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.607208 1.090075
PE 36:2 DXXUYBAISOHOLM-XRIXOMQFSA-N52924894 CCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)COP(=O)(O)OCCN2.23E-08 1.784614
PE 36:3 GKAFCSRKMWFPSJ-RJXNKANHSA-N71728379 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[NH3+])OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.772167 0.987747
PE 36:4 DUQDVNACTOXOJA-KTKXOIIHSA-N52924875 CCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)(O)OCCN0.029916 1.227283
PE 38:2 CLPMAPXZURYSNH-CNBLIUODSA-N9546825 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)(O)OCCN)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC9.49E-05 1.330652
PE 38:4 ANRKEHNWXKCXDB-BHFWLYLHSA-N46891781 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[NH3+])OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.284065 1.137817
PE 38:6 LFGBKOUQHCWBQI-BZGLIJSBSA-N52924893 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)(O)OCCN)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.000695 0.646973
PE 40:6 FEABWDMFZNBFCT-KUVQHVNNSA-N52924379 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)(O)OCCN)OC(=O)CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC7.64E-06 0.669916
Phosphatidylglycerol 29:0 RYHJACYQTJIGMZ-JHOUSYSJSA-N52926457 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)(O)OC[C@H](CO)O)OC(=O)CCCCCCCCCCCC0.626355 0.983359
Plasmenyl-PC 34:2 IQACMFWAGALEAQ-WESJWMGVSA-N6443157 CCCCCCCCCCCCCCCCOC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.428452 1.099065
Plasmenyl-PC 36:6JCIBOIAZHLGPOT-YAYDGDQKSA-N70698851 CCCCCC/C=C\CCCCCCCC/C=C\O[C@H](COC(=O)CCCC/C=C\C/C=C\C/C=C\C/C=C\CC)COP(=O)([O-])OCC[N+](C)(C)C0.955045 0.992454
Plasmenyl-PC 38:5FHHVIBPVBBRLOR-IYACIECVSA-N24779390 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.639299 1.058898
Plasmenyl-PE 36:3XVXISDREVDGQPX-PISDLAQISA-N52925079 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.533761 1.062745
Plasmenyl-PE 36:5UUYSKERSKRMYME-MAIXUNBTSA-N52925126 CCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.001545 0.723352
Plasmenyl-PE 36:6RLLOITCRNQRGJD-DFAKUSJGSA-N52925061 CCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.004431 0.533827
Plasmenyl-PE 38:5URPXXNCTXCOATD-FXMFQVEGSA-N86289532 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)([O-])OCC[NH3+])OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.026403 0.76859
Plasmenyl-PE 38:6KCNBSSYOJRUKOM-JALPNNRCSA-N52925089 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.00092 0.690195
Plasmenyl-PE 38:7WVGALBKSWOUIEZ-XNHMFJFDSA-N5283497 CCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC1.17E-11 0.442122
Plasmenyl-PE 40:6 CVCZYWPCMUWTNS-IXKBFPPMSA-N52925119 CCCCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.287625 0.829094
Plasmenyl-PE 40:7FIJFPUAJUDAZEY-MNDXXDKYSA-N42607458 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC7.76E-07 0.515072
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PS 38:3 BQBTWCBZEKRLFP-BGFRNLFWSA-N52925523 CCCCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)COP(=O)(O)OC[C@@H](C(=O)O)N0.714363 1.011236
PS 38:4 SVOUGFFDROZBJI-DNALCEECSA-N24779545 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)(O)OC[C@@H](C(=O)O)N)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.430645 1.018041
PS 40:3 BTIQFPURPAGQHS-HOSNKBABSA-N52925502 CCCCCCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCC/C=C\C/C=C\C/C=C\CCCCC)COP(=O)(O)OC[C@@H](C(=O)O)N0.949711 0.993684
PS 40:4 GBBNRADSWUALEU-AEDAHVLISA-N52925748 CCCCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)(O)OC[C@@H](C(=O)O)N0.988046 0.999713
PS 40:6 LYYHRRPTEXPVOR-SYEOQEKUSA-N24779546 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)(O)OC[C@@H](C(=O)O)N)OC(=O)CC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.100609 1.060725
PS 42:5 VNQACVFLMLYTLE-WDLXSBMRSA-N52925755 CCCCCCCCCC/C=C\CCCCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)(O)OC[C@@H](C(=O)O)N0.001623 1.237185
PS 42:6 WOBFEYJLJCLDBR-NISVGTQTSA-N52925756 CCCCC/C=C\C/C=C\CCCCCCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)(O)OC[C@@H](C(=O)O)N0.840343 1.01703
PS 42:8 ROCNHMAZFKRILY-PRDJOCNNSA-N52925757 CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)(O)OC[C@@H](C(=O)O)N2.74E-05 0.61134
PS p34:0 OHPHIZCKAAJKOG-PBSRCHRYSA-N52926194 CCCCCCCCCCCCCCCCCC(=O)O[C@H](CO/C=C\CCCCCCCCCCCCCC)COP(=O)(O)OC[C@@H](C(=O)O)N0.474865 1.076405
SM 33:1 LQINJRUGTUOHGS-YPDYIYJKSA-N52931139 CCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.087081 1.137585
SM 34:0 QHZIGNLCLJPLCU-QPPIDDCLSA-N9939965 CCCCCCCCCCCCCCC[C@H]([C@H](COP(=O)([O-])OCC[N+](C)(C)C)NC(=O)CCCCCCCCCCCCCCC)O0.099515 0.839273
SM d16:1/20:0 LKQLRGMMMAHREN-YJFXYUILSA-N6453725 CCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.013055 0.857884
SM d16:1/20:1 NBEADXWAAWCCDG-QDDWGVBQSA-N6443882 CCCCCCCCCCCCC/C=C/[C@H]([C@H](COP(=O)([O-])OCC[N+](C)(C)C)NC(=O)CCCCCCC/C=C\CCCCCCCC)O0.681479 0.968765
SM d18:1/14:0 KYICBZWZQPCUMO-PSALXKTOSA-N11433862 CCCCCCCCCCCCC/C=C/[C@H]([C@H](COP(=O)([O-])OCC[N+](C)(C)C)NC(=O)CCCCCCCCCCCCC)O0.248261 0.904177
SM d18:1/16:0 RWKUXQNLWDTSLO-GWQJGLRPSA-N9939941 CCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.022316 0.9211
SM d18:1/16:1 YLWSJLLZUHSIEA-CKSUKHGVSA-N52931235 CCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCC/C=C\CCC)O0.029322 0.898453
SM d18:1/20:0 AADLTHQNYQJHQV-SVLGDMRNSA-N44260124 CCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.008754 0.841931
SM (d18:1/20:1) MDRFMTLYKHBJTF-NQYLGBTJSA-N52931179 CCCCCCCCCCCCC/C=C/[C@H]([C@H](COP(=O)([O-])OCC[N+](C)(C)C)NC(=O)CCCCCCCCC/C=C\CCCCCCCC)O0.126081 0.91169
SM d18:1/21:0 YXSZOBWVQJIWNE-QVDCKBILSA-N52931193 CCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.0234 1.248914
SM d18:1/22:0 FJJANLYCZUNFSE-TWKUQIQBSA-N44260125 CCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.342374 0.946757
SM d18:1/23:0 SXZWBNWTCVLZJN-NMIJJABPSA-N46891684 CCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.009095 1.23674
SM d18:1/24:0 QEDPUVGSSDPBMD-XTAIVQBESA-N44260127 CCCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.061875 0.8534
SM d18:2/23:0 JBDGKEXQKCCQFK-JWQIMADESA-N52931209 CCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCC/C=C\CCC)O0.012442 1.200443
SM d18:2/24:0DACOGJMBYLZYDH-GXJPFUDISA-N52931217 CCCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCC/C=C\CCC)O7.77E-06 0.699736
SM (d18:2/24:1) TXFLWJQVQCDUDZ-BRUGZULGSA-N52931215 CCCCCCCC/C=C\CCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCC/C=C\CCC)O8.91E-05 0.799113
TG 42:0 DUXYWXYOBMKGIN-UHFFFAOYSA-N11148 CCCCCCCCCCCCCC(=O)OCC(COC(=O)CCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCC0.332761 0.685329
TG 44:1 UZLGGKDLJGDGEY-WVSHCNQOSA-N56936554 CCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCCCCCCCC0.180978 0.62129
TG 46:0 JWVXCFSNEOMSHH-YACUFSJGSA-N91865745 CCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCC0.988046 1.004723
TG 46:1 RSDIQTNCDWUNDP-JHXSWNAYSA-N56936558 CCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCCCCCC0.08363 0.6183
TG 46:2 XUEMVUXNOCIHLG-MOFPORNTSA-N56936582 CCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCC/C=C\CCCCCC0.129916 0.610791
TG 46:3 AQARPXOEHQBBQN-OJJDTYCWSA-N56936561 CCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)OC(=O)CCCCCCCCCCCCC0.329211 0.741751
TG 48:0 PVNIQBQSYATKKL-UHFFFAOYSA-N11147 CCCCCCCCCCCCCCCC(=O)OCC(COC(=O)CCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCC0.988046 0.997642
TG 48:1 FEKLSEFRUGWUOS-DLOIZKPKSA-N9543986 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCCCCCCCCCC0.687656 0.939672
TG 48:2 RUOVJPPUXXFZPC-YZEIBMOJSA-N9543987 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCC/C=C\CCCCCC0.406927 0.835149
TG 48:3 SKGWNZXOCSYJQL-BUTYCLJRSA-N9543989 CCCCCC/C=C\CCCCCCCC(=O)OCC(OC(=O)CCCCCCC/C=C\CCCCCC)COC(=O)CCCCCCC/C=C\CCCCCC0.104064 0.59946
TG 49:0 TTWJTJMWHOYBPQ-ANFMRNGASA-N9543988 CCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCC0.163476 1.398678
TG 49:1 VYYGQDOPVVYUKW-UKFBYESTSA-N9543991 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCC)OC(=O)CCCCCCCCCCCCCCC0.027456 1.551178
TG 49:2 QZYSUBAQYSVFNX-PSMULLBHSA-N9543993 CCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCC/C=C\CCCCCC0.00528 1.56929
TG 50:0 QRJMBNGGFSPTQP-BXJPYAOGSA-N3246958 [2H]C([2H])(C([2H])(C([2H])([2H])OC(=O)CCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCC0.412993 0.816259
TG 50:1 YHMDGPZOSGBQRH-YYSBDVFPSA-N25240460 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCCCCCCCC0.331649 0.927416
TG 50:2 QEZWFCZNHWUARW-XQCAQTCHSA-N9544010 CCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCC/C=C\CCCCCC0.505028 0.950638
TG 50:3 UFHNZOACKFBCOM-YXKNDSBASA-N25240357 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCC/C=C\CCCCCC0.978807 0.99407
TG 50:4 PVMBAGXWHHZKFP-JMPJWMFJSA-N25240359 CCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\CCCCCC0.562159 0.87872
TG 50:5 AFTBPUXZTDLRSP-UDQIKIEDSA-N9544045 CCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)OC(=O)CCCCCCC/C=C\CCCCCC0.103003 0.714705
TG 51:1 OZAXLAGNPZMZAD-BOEMPQCLSA-N9544006 CCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCC)OC(=O)CCCCCCCCCCCCCCCC0.194891 1.297585
TG 51:2 NSNSZGBCOIKUBU-SZOKBDNISA-N9544013 CCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCC)OC(=O)CCCCCCC/C=C\CCCCCCC0.041646 1.353236
TG 51:3 ISSGPXMQOMAFMJ-DMGKHJLRSA-N9544023 CCCCCCC/C=C\CCCCCCCC(=O)OCC(OC(=O)CCCCCCC/C=C\CCCCCCC)COC(=O)CCCCCCC/C=C\CCCCCCC0.004273 1.401183
TG 51:4 IIRQXNVLAXQEKB-KBEZCZBDSA-N9544052 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCC0.11462 1.240708
TG 52:0 SDNYRTVJOFMYIW-OIVUAWODSA-N545690 CCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCCCC0.160026 0.649216
TG 52:1 NPCZZYKITFKRQZ-FQUZZJBASA-N25240360 CCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCCCCCCCCCC)COC(=O)CCCCCCC/C=C\CCCCCCCC0.087081 0.744602
TG 52:2 KGLAHZTWGPHKFF-RISKEULASA-N25240361 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC0.041679 0.923792
TG 52:4 WHSWXEYWNPTUPW-HNJDVRDNSA-N25240364 CCCCCCCC/C=C\CCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\CCCCCC)COC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.160026 0.835075
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TG 52:5 CQZAAIKPSLHIBC-KDJOUNIJSA-N25240366 CCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.100609 0.745574
TG 53:0 ZJUXHXMIKPSINE-IONAWPRUSA-N9544181 CCCCCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCC0.973571 1.013268
TG 53:1 WWJIBIGWKGFVAQ-JNSYTQKUSA-N9544081 CCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCCC)OC(=O)CCCCCCCCCCCCCCCCC0.681479 1.121131
TG 53:2 RSINITWKVQRWSZ-RFVLVDBCSA-N9544102 CCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCC)OC(=O)CCCCCCCCCCCCCCCCC0.406927 1.129881
TG 53:3 ZNQBEJJYVJSZLM-LEDQTTRKSA-N9544126 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC0.282363 1.147964
TG 53:4 BMSDHYZLQWTKSQ-LSJAAEOESA-N9544152 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC0.08726 1.212213
TG 53:5 QHYAATSKYBYSLG-BXDFBOBBSA-N9544183 CCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.319579 0.819183
TG 54:0 DCXXMTOCNZCJGO-UHFFFAOYSA-N11146 CCCCCCCCCCCCCCCCCC(=O)OCC(COC(=O)CCCCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCCCC0.105381 0.705746
TG 54:1 YFFIQXNTTVSKJC-NZEOUKRFSA-N16058371 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCCCCCCCCCC0.120977 0.684957
TG 54:2 RYNHWWNZNIGDAQ-BMTCQUSZSA-N16058372 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC0.018789 0.707641
TG 54:3 PHYFQTYBJUILEZ-IUPFWZBJSA-N5497163 CCCCCCCC/C=C\CCCCCCCC(=O)OCC(OC(=O)CCCCCCC/C=C\CCCCCCCC)COC(=O)CCCCCCC/C=C\CCCCCCCC0.021924 0.811859
TG 54:4 BRLGHZXETDWABO-NOFIOOQLSA-N9544255 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)OC(=O)CCCCCCC/C=C\CCCCCCCC0.087081 0.807366
TG 54:5 VVEBTVMJPTZDHO-YQFZQLSNSA-N25240373 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.01369 0.715356
TG 54:6 HBOQXIRUPVQLKX-BBWANDEASA-N5322095 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OCC(OC(=O)CCCCCCC/C=C\C/C=C\CCCCC)COC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.080827 0.683943
TG 54:8 BMPVTDWOWBNPJU-NYRSPQLFSA-N9544413 CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCC0.211453 0.683727
TG 56:1 OCYFAHIHWCVZKS-FHSLLVMSSA-N9544345 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCCCCCCCCCCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC0.001481 0.524481
TG 56:2 PDEQUPGHMOMBFC-FYEHETCMSA-N9544390 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCCCCCCCCCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.000388 0.460605
TG 56:3 QXMHHXQBBKDSSL-BAQZNRHJSA-N9544447 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC0.000269 0.513557
TG 56:4 YONCDTJKIZDSKQ-IYASBODOSA-N25240379 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.050868 0.666901
TG 56:5 UHEJWASONFIROS-YPSHDQQVSA-N25240380 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.366272 0.852561
TG 56:6 ZTNDRFCABXFVMY-WJTCTALZSA-N9544625 CCCCC/C=C\C/C=C\CCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.687656 1.089993
TG 56:7 DODZUDCYRVWEOJ-GKZBLMSTSA-N9544695 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCCCCC/C=C\C/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.000388 0.601209
TG 56:8 UBGUHMDKBGQUND-VPFWBQFRSA-N9544762 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC2.94E-06 0.38474
TG 58:1 OWZMHFAFGQCCNI-FBXRAONGSA-N25240381 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCCCCCCCCCCCC0.011199 0.56761
TG 58:2 GXWBCAVCOMAOHT-VMCJOIRWSA-N9545277 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.003063 0.538166
TG 58:3 RFMSTHTUAZETPD-JJPHLYBUSA-N9544748 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCC/C=C\CCCCCCCC0.008131 0.528091
TG 58:4 CCKRHDUCFMOBKX-AAINFQTBSA-N9544835 CCCCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCCCCCCCCCCCC)COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.001875 0.47542
TG 58:6 GSNFRUMSEHHPSY-LCXCSEBNSA-N9544977 CCCCCCCC/C=C\CCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.099515 0.764903
TG 58:8 KWIGMCRWEINBIR-HUPVKWKYSA-N9545124 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.000933 0.538267
TG 58:9 RVXFSLZMZOFGEQ-SWIIBWKZSA-N9545200 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC3.63E-05 0.450498
TG 60:1 YNDXXWKSWMKVGO-HZLQDPIMSA-N9544965 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCCCCCCCCCCCC0.062441 0.734739
TG 60:11 ASSZWZBQIXMMKM-SYTPEAHJSA-N9545730 CCCCC/C=C\C/C=C\C/C=C\CCCCCCC(=O)OC[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.000195 0.463602
TG 60:2 QPNVLDQSHXVPMG-JMYPUKFOSA-N9545040 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCC/C=C\CCCCCCCC0.043286 0.666242
TG 62:1 TZLOSVAFXBPUQT-VBMMIZSXSA-N9545526 CCCCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCCCCCCCCCCCCCC)OC(=O)CCCCCCCCC/C=C\CCCCCCCC0.366358 0.867621
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S6. Lipidome differential abundance analysis: Cluster IV vs Cluster III at Visit -6
Compound NameInChiKeys Pubchem IDSMILES pvalue foldchange
CE 18:1 RJECHNNFRHZQKU-RMUVNZEASA-N5283632 CCCCCCCC/C=C\CCCCCCCC(=O)O[C@H]1CC[C@@]2([C@H]3CC[C@]4([C@H]([C@@H]3CC=C2C1)CC[C@@H]4[C@H](C)CCCC(C)C)C)C0.039663 0.794468
CE 18:2 NAACPBBQTFFYQB-LJAITQKLSA-N5287939 CCCCC/C=C\C/C=C\CCCCCCCC(=O)O[C@H]1CC[C@@]2([C@H]3CC[C@]4([C@H]([C@@H]3CC=C2C1)CC[C@@H]4[C@H](C)CCCC(C)C)C)C0.922514 0.973971
CE 18:3 FYMCIBHUFSIWCE-WVXFKAQASA-N6436907 CC/C=C\C/C=C\C/C=C\CCCCCCCC(=O)O[C@H]1CC[C@@]2([C@H]3CC[C@]4([C@H]([C@@H]3CC=C2C1)CC[C@@H]4[C@H](C)CCCC(C)C)C)C0.267575 1.175011
CE 20:4 IMXSFYNMSOULQS-BEDFLICRSA-N6479222 CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCC(=O)O[C@H]1CC[C@@]2([C@H]3CC[C@]4([C@H]([C@@H]3CC=C2C1)CC[C@@H]4[C@H](C)CCCC(C)C)C)C0.251371 0.870734
CE 22:6 VOEVEGPMRIYYKC-HNJOWPRISA-N14274978 CC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CCC(=O)O[C@H]1CC[C@@]2([C@H]3CC[C@]4([C@H]([C@@H]3CC=C2C1)CC[C@@H]4[C@H](C)CCCC(C)C)C)C1.18E-07 0.44871
Ceramide d18:1/23:0  NAJHAHQNQCNWOP-PUYNVXOJSA-N52931115 CCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](CO)[C@@H](/C=C/CCCCCCCCCCCCC)O0.003854 1.259907
Ceramide d40:1 KEPQASGDXIEOIL-GLQCRSEXSA-N5283567 CCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](CO)[C@@H](/C=C/CCCCCCCCCCCCC)O0.873349 1.016887
Ceramide d42:1 ZJVVOYPTFQEGPH-AUTSUKAISA-N5283571 CCCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](CO)[C@@H](/C=C/CCCCCCCCCCCCC)O0.95428 1.006814
Ceramide d42:2 VJSBNBBOSZJDKB-KPEYJIHVSA-N5283568 CCCCCCCCCCCCC/C=C/[C@H]([C@H](CO)NC(=O)CCCCCCCCCCCCC/C=C\CCCCCCCC)O0.000155 0.673621
Cer (d18:1/16:0)YDNKGFDKKRUKPY-TURZORIXSA-N5283564 CCCCCCCCCCCCCCCC(=O)N[C@@H](CO)[C@@H](/C=C/CCCCCCCCCCCCC)O0.629944 0.959428
CholesterolHVYWMOMLDIMFJA-DPAQBDIFSA-N5997 C[C@H](CCCC(C)C)[C@H]1CC[C@@H]2[C@@]1(CC[C@H]3[C@H]2CC=C4[C@@]3(CC[C@@H](C4)O)C)C0.482621 1.014484
DG 32:0 JEJLGIQLPYYGEE-XIFFEERXSA-N644078 CCCCCCCCCCCCCCCC(=O)OC[C@H](CO)OC(=O)CCCCCCCCCCCCCCC0.501575 1.122385
DG 34:0 VYQDALBEQRZDPL-DHUJRADRSA-N3246945 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](CO)OC(=O)CCCCCCCCCCCCCCC0.516886 1.094812
DG 34:1 YEJYLHKQOBOSCP-OZKTZCCCSA-N5282283 CCCCCCCCCCCCCCCC(=O)OC[C@H](CO)OC(=O)CCCCCCC/C=C\CCCCCCCC0.961195 0.986419
DG 36:0 UHUSDOQQWJGJQS-UHFFFAOYSA-N102615 CCCCCCCCCCCCCCCCCC(=O)OCC(CO)OC(=O)CCCCCCCCCCCCCCCCC0.298651 0.932405
DG 36:2 AFSHUZFNMVJNKX-LLWMBOQKSA-N9543716 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](CO)OC(=O)CCCCCCC/C=C\CCCCCCCC0.988142 0.998297
DG 36:3 BLZVZPYMHLXLHG-JOBMVARSSA-N9543722 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](CO)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.239842 1.168996
DG 38:5 GRGDLDNREYVILP-CNWVQWJYSA-N9543784 CCCCC/C=C\C/C=C\CCCCCCCCCC(=O)O[C@@H](CO)COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC0.792789 1.114807
DG 38:6 YDVDXUYJFQLPEG-CTHJWPIASA-N9543795 CCCCC/C=C\C/C=C\C/C=C\CCCCCCC(=O)O[C@@H](CO)COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC0.586649 1.14704
DG 40:1 VFUWCRMMTRWZAT-JLDYGAOKSA-N9543793 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](CO)OC(=O)CCCCCCCCC/C=C\CCCCCCCC0.1786 0.879828
FA 16:0 IPCSVZSSVZVIGE-UHFFFAOYSA-N985 CCCCCCCCCCCCCCCC(=O)O0.024277 0.82511
FA 16:1 SECPZKHBENQXJG-FPLPWBNLSA-N445638 CCCCCC/C=C\CCCCCCCC(=O)O0.010263 0.522461
FA 18:0 QIQXTHQIDYTFRH-UHFFFAOYSA-N5281 CCCCCCCCCCCCCCCCCC(=O)O0.482621 0.912815
FA 18:1 ZQPPMHVWECSIRJ-KTKRTIGZSA-N445639 CCCCCCCC/C=C\CCCCCCCC(=O)O0.000753 0.555962
FA 22:4 TWSWSIQAPQLDBP-DOFZRALJSA-N5497181 CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCCCC(=O)O0.152694 0.854083
GlcCer d18:1/22:0 YIGARKIIFOHVPF-YAEABVQUSA-N6321359 CCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](CO[C@H]1C(C([C@@H]([C@H](O1)CO)O)O)O)[C@@H](/C=C/CCCCCCCCCCCCC)O0.016411 0.824295
GlcCer d18:1/24:0 POQRWMRXUOPCLD-AAAFHMTMSA-N6321361 CCCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](CO[C@H]1C(C([C@@H]([C@H](O1)CO)O)O)O)[C@@H](/C=C/CCCCCCCCCCCCC)O0.006733 0.819384
GlcCer d18:1/24:1WBOZIXHPUPAOIA-RBELZSLISA-N6321360 CCCCCCCCCCCCC/C=C/[C@H]([C@H](CO[C@H]1C(C([C@@H]([C@H](O1)CO)O)O)O)NC(=O)CCCCCCCCCCCCC/C=C\CCCCCCCC)O5.23E-05 0.635149
LPC 18:0 IHNKQIMGVNPMTC-RUZDIDTESA-N497299 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)O0.71631 1.041303
LPC 18:1 YAMUFBLWGFFICM-PTGWMXDISA-N16081932 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)O0.2774 0.896483
LPC 18:2 SPJFYYJXNPEZDW-FTJOPAKQSA-N11005824 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)O0.353485 0.879869
LPC 20:0 UATOAILWGVYRQS-HHHXNRCGSA-N24779473 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)O0.389801 0.908814
LPC 20:1 GJTDRNFWIDPARY-GTPZACKGSA-N24779475 CCCCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)O0.012442 0.755502
LPC 20:2 YYQVCMMXPIJVHY-ZOIJLGJPSA-N52924053 CCCCC/C=C\C/C=C\CCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)O0.378893 0.89319
LPE 18:0 BBYWOYAFBUOUFP-JOCHJYFZSA-N46891690 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[NH3+])O0.014026 1.387694
LPE 18:2 DBHKHNGBVGWQJE-USWSLJGRSA-N52925130 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)(O)OCCN)O0.927113 0.976231
LPE 20:0 HEQMDGOBDIGJOC-XMMPIXPASA-N52925131 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)(O)OCCN)O0.288974 1.026127
LPE 20:1 JEAGLCKGAKACCE-OPSAWKISSA-N52925139 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@H](COP(=O)(O)OCCN)O0.089046 0.848826
PC 16:0/16:0 KILNVBDSWZSGLL-KXQOOQHDSA-N452110 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCCCCCC0.002383 0.829044
PC 18:1/16:0 WTJKGGKOPKCXLL-VYOBOKEXSA-N5497103 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCCCC0.309127 0.960467
PC 28:0 CITHEXJVPOWHKC-UUWRZZSWSA-N5459377 CCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCCCC0.792789 0.939846
PC 30:0 RFVFQQWKPSOBED-PSXMRANNSA-N129657 CCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCCCCCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.965195 0.990236
PC 32:1 QIBZFHLFHCIUOT-NPBIGWJUSA-N6443788 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCC0.951551 1.012474
PC 32:2 GPWHCUUIQMGELX-VHQDNGOZSA-N24778764 CCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCC0.000808 1.453684
PC 32:3 UXEFXNOSLOCOLX-ZCHSEWAGSA-N52922763 CCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCC/C=C\C/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.470385 0.897017
PC 33:1 GXTATYLPYLLNLV-MGIDVFSBSA-N24778662 CCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCC/C=C\CCCCCC0.000317 1.426883
PC 34:0 PZNPLUBHRSSFHT-RRHRGVEJSA-N24778686 CCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCCCCCCCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.003806 0.750195
PC 34:2 JLPULHDHAOZNQI-ZTIMHPMXSA-N5287971 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.153129 1.037226
PC 34:3 CNNSEHUKQJCGTE-UPPWDXJYSA-N24778699 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCC/C=C\C/C=C\C/C=C\CCCCC0.013475 1.32123
PC 35:2 ZSKWZJYUVZYDQU-WESJWMGVSA-N52922491 CCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC2.20E-07 1.450202
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PC 36:0 NRJAVPSFFCBXDT-HUESYALOSA-N94190 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCCCCCCCC0.199282 1.126261
PC 36:1 ATHVAWFAEPLPPQ-VRDBWYNSSA-N24778825 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCCCC0.298651 0.908792
PC 36:2 SNKAWJBJQDLSFF-NVKMUCNASA-N10350317 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCCCC0.975626 0.998742
PC 36:3 BXRLDROZWDUSGM-ZRYFCQOPSA-N24778937 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCC/C=C\C/C=C\CCCCCCCC0.184792 1.085115
PC 36:4 IIZPXYDJLKNOIY-JXPKJXOSSA-N10747814 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.771712 1.012699
PC 36:5 DYDDZDMJSQYFGN-OIVUZXIWSA-N24778771 CCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.611283 0.989161
PC 36:6 SPWBDEZMKCRQSX-NGPPOSSDSA-N52922847 CCCCC/C=C\C/C=C\C/C=C\CCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)COP(=O)([O-])OCC[N+](C)(C)C0.827189 0.963452
PC 37:2 MCZUABDVGPPWPM-HJTCUGKVSA-N52922735 CCCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.004242 1.235134
PC 37:3 OOYQEEUUQRMQKL-JUUDQZDJSA-N52922851 CCCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)COP(=O)([O-])OCC[N+](C)(C)C0.009634 1.405929
PC 37:4 QRPUCJXFPYFTMB-FBFLODOBSA-N52922853 CCCCCCCCC/C=C\CCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)COP(=O)([O-])OCC[N+](C)(C)C0.007867 1.24324
PC 38:2 KXXLFCAPKGRXBT-FMJYHZMHSA-N24779263 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.259831 0.904123
PC 38:3 OJHJKEBRZSDTTL-VHWCKNCUSA-N52922741 CCCCCCCC/C=C\CCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.650572 1.099496
PC 38:4 DNYKSJQVBCVGOF-LCKGXUDJSA-N52923291 CCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.342904 0.936964
PC 38:5 YLWBKBDNHWQEFU-YJXJLLHLSA-N53479033 CCCCCC/C=C\CCCCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.377555 1.193307
PC 38:6 PLZBTDKJYHXIEW-DZUXOTHRSA-N52923295 CCCCC/C=C\C/C=C\CCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C2.71E-10 0.632764
PC 38:8 QQNHCRBGLPDWEW-LRFGEVPTSA-N52922865 CC/C=C\C/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.523556 0.843516
PC 40:2 AEUCYCQYAUFAKH-DITNKEBASA-N24779063 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCC/C=C\CCCCCCCC0.03118 0.803584
PC 40:5 LJFKFKIYUJNFPZ-ZLFSCUDPSA-N52923133 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC4.01E-09 0.505872
PC 40:6 TYRTWVKQVGNGSZ-RGBTVBCDSA-N52923195 CCCCC/C=C\C/C=C\CCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.002644 0.709925
PC 40:7 BPUROMFCPFGBOT-ZEGPSQTJSA-N24778982 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.038094 0.822668
PC 42:1 PAHPUCKPYBHMBM-RURDTVAGSA-N24778881 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCCCC/C=C\CCCCCCCC0.616487 0.948589
PC 42:4 SGYNBRXEOXADHS-CIUHTZMDSA-N24779052 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.970562 0.994973
PC 42:6 DSVRMAGYENFTLY-GDDYDVMSSA-N52923651 CCCCC/C=C\C/C=C\CCCCCCCCCC(=O)O[C@H](COC(=O)CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.00052 1.651305
PC 44:3 GZZUNXHFXFGEBB-MXZPZXETSA-N52923541 CCCCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCC/C=C\C/C=C\CCCCC0.000162 0.719859
PC 44:4 UIAAGLPOUUFIRG-ZUEQPGPOSA-N52923481 CCCCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.015074 0.828886
PC p34:1 OIICTMOQBYZCDA-IIKIFWEUSA-N11125520 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCCCCCC6.60E-05 0.765203
PC p34:2 KMNVIRCHUMQGHD-RCINKDPXSA-N52923934 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCC2.93E-05 0.748533
PC p34:3 QLEHHUPUHJPURI-PWYDUFMYSA-N24779386 CCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.128064 1.166259
PC p36:3 SOUZQPFUXRVDGK-KCTKZSJBSA-N53481701 CCCCCCCCCCCCCCCCOC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCC/C=C\C/C=C\C/C=C\C/C=C\CC0.95428 0.993294
PC p36:4 IOYKZPNDXIIXLN-LOQSCQKMSA-N24779388 CCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.004242 0.812224
PC p38:3 WOSDZWBQBJHAMR-NOQLVGMBSA-N52925093 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCCCCCCCCCC/C=C\C/C=C\CCCCC0.586665 1.071902
PC p38:4 BAKDTVUHENQVRW-IXXGCMLPSA-N52925117 CCCCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCCCCC/C=C\C/C=C\C/C=C\CCCCC0.006073 0.831865
PE 34:2 HBZNVZIRJWODIB-NHCUFCNUSA-N46891780 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[NH3+])OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.038094 1.410796
PE 36:2 DXXUYBAISOHOLM-XRIXOMQFSA-N52924894 CCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)COP(=O)(O)OCCN1.21E-08 1.874651
PE 36:3 GKAFCSRKMWFPSJ-RJXNKANHSA-N71728379 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[NH3+])OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.771712 1.024275
PE 36:4 DUQDVNACTOXOJA-KTKXOIIHSA-N52924875 CCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)(O)OCCN0.55888 1.090492
PE 38:2 CLPMAPXZURYSNH-CNBLIUODSA-N9546825 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)(O)OCCN)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC1.59E-05 1.39803
PE 38:4 ANRKEHNWXKCXDB-BHFWLYLHSA-N46891781 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[NH3+])OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.027075 1.307296
PE 38:6 LFGBKOUQHCWBQI-BZGLIJSBSA-N52924893 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)(O)OCCN)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.006033 0.714391
PE 40:6 FEABWDMFZNBFCT-KUVQHVNNSA-N52924379 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)(O)OCCN)OC(=O)CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC4.01E-09 0.656578
Phosphatidylglycerol 29:0 RYHJACYQTJIGMZ-JHOUSYSJSA-N52926457 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)(O)OC[C@H](CO)O)OC(=O)CCCCCCCCCCCC0.965195 1.002123
Plasmenyl-PC 34:2 IQACMFWAGALEAQ-WESJWMGVSA-N6443157 CCCCCCCCCCCCCCCCOC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.066272 1.209061
Plasmenyl-PC 36:6JCIBOIAZHLGPOT-YAYDGDQKSA-N70698851 CCCCCC/C=C\CCCCCCCC/C=C\O[C@H](COC(=O)CCCC/C=C\C/C=C\C/C=C\C/C=C\CC)COP(=O)([O-])OCC[N+](C)(C)C0.230468 1.118269
Plasmenyl-PC 38:5FHHVIBPVBBRLOR-IYACIECVSA-N24779390 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.817116 0.968915
Plasmenyl-PE 36:3XVXISDREVDGQPX-PISDLAQISA-N52925079 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.049024 1.215157
Plasmenyl-PE 36:5UUYSKERSKRMYME-MAIXUNBTSA-N52925126 CCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.009197 0.752016
Plasmenyl-PE 36:6RLLOITCRNQRGJD-DFAKUSJGSA-N52925061 CCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.00396 0.513961
Plasmenyl-PE 38:5URPXXNCTXCOATD-FXMFQVEGSA-N86289532 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)([O-])OCC[NH3+])OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.000922 0.693715
Plasmenyl-PE 38:6KCNBSSYOJRUKOM-JALPNNRCSA-N52925089 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC6.60E-05 0.617893
Plasmenyl-PE 38:7WVGALBKSWOUIEZ-XNHMFJFDSA-N5283497 CCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC1.07E-12 0.418126
Plasmenyl-PE 40:6 CVCZYWPCMUWTNS-IXKBFPPMSA-N52925119 CCCCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.134586 0.730958
Plasmenyl-PE 40:7FIJFPUAJUDAZEY-MNDXXDKYSA-N42607458 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC3.71E-08 0.48299
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PS 38:3 BQBTWCBZEKRLFP-BGFRNLFWSA-N52925523 CCCCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)COP(=O)(O)OC[C@@H](C(=O)O)N0.961195 1.002689
PS 38:4 SVOUGFFDROZBJI-DNALCEECSA-N24779545 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)(O)OC[C@@H](C(=O)O)N)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.445852 0.982833
PS 40:3 BTIQFPURPAGQHS-HOSNKBABSA-N52925502 CCCCCCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCC/C=C\C/C=C\C/C=C\CCCCC)COP(=O)(O)OC[C@@H](C(=O)O)N0.482621 0.942043
PS 40:4 GBBNRADSWUALEU-AEDAHVLISA-N52925748 CCCCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)(O)OC[C@@H](C(=O)O)N0.665254 1.010984
PS 40:6 LYYHRRPTEXPVOR-SYEOQEKUSA-N24779546 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)(O)OC[C@@H](C(=O)O)N)OC(=O)CC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.801927 0.975494
PS 42:5 VNQACVFLMLYTLE-WDLXSBMRSA-N52925755 CCCCCCCCCC/C=C\CCCCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)(O)OC[C@@H](C(=O)O)N0.259831 1.105205
PS 42:6 WOBFEYJLJCLDBR-NISVGTQTSA-N52925756 CCCCC/C=C\C/C=C\CCCCCCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)(O)OC[C@@H](C(=O)O)N0.128064 0.909057
PS 42:8 ROCNHMAZFKRILY-PRDJOCNNSA-N52925757 CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)(O)OC[C@@H](C(=O)O)N0.000209 0.599918
PS p34:0 OHPHIZCKAAJKOG-PBSRCHRYSA-N52926194 CCCCCCCCCCCCCCCCCC(=O)O[C@H](CO/C=C\CCCCCCCCCCCCCC)COP(=O)(O)OC[C@@H](C(=O)O)N0.629944 1.054881
SM 33:1 LQINJRUGTUOHGS-YPDYIYJKSA-N52931139 CCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.975626 1.002981
SM 34:0 QHZIGNLCLJPLCU-QPPIDDCLSA-N9939965 CCCCCCCCCCCCCCC[C@H]([C@H](COP(=O)([O-])OCC[N+](C)(C)C)NC(=O)CCCCCCCCCCCCCCC)O0.025222 0.801782
SM d16:1/20:0 LKQLRGMMMAHREN-YJFXYUILSA-N6453725 CCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O4.52E-05 0.739921
SM d16:1/20:1 NBEADXWAAWCCDG-QDDWGVBQSA-N6443882 CCCCCCCCCCCCC/C=C/[C@H]([C@H](COP(=O)([O-])OCC[N+](C)(C)C)NC(=O)CCCCCCC/C=C\CCCCCCCC)O0.01264 0.84254
SM d18:1/14:0 KYICBZWZQPCUMO-PSALXKTOSA-N11433862 CCCCCCCCCCCCC/C=C/[C@H]([C@H](COP(=O)([O-])OCC[N+](C)(C)C)NC(=O)CCCCCCCCCCCCC)O0.026057 0.81947
SM d18:1/16:0 RWKUXQNLWDTSLO-GWQJGLRPSA-N9939941 CCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.138751 0.935792
SM d18:1/16:1 YLWSJLLZUHSIEA-CKSUKHGVSA-N52931235 CCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCC/C=C\CCC)O0.01532 0.882562
SM d18:1/20:0 AADLTHQNYQJHQV-SVLGDMRNSA-N44260124 CCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.000123 0.77328
SM (d18:1/20:1) MDRFMTLYKHBJTF-NQYLGBTJSA-N52931179 CCCCCCCCCCCCC/C=C/[C@H]([C@H](COP(=O)([O-])OCC[N+](C)(C)C)NC(=O)CCCCCCCCC/C=C\CCCCCCCC)O0.003854 0.84286
SM d18:1/21:0 YXSZOBWVQJIWNE-QVDCKBILSA-N52931193 CCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.479021 1.083759
SM d18:1/22:0 FJJANLYCZUNFSE-TWKUQIQBSA-N44260125 CCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.937122 0.992101
SM d18:1/23:0 SXZWBNWTCVLZJN-NMIJJABPSA-N46891684 CCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.001634 1.286026
SM d18:1/24:0 QEDPUVGSSDPBMD-XTAIVQBESA-N44260127 CCCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.586649 1.039696
SM d18:2/23:0 JBDGKEXQKCCQFK-JWQIMADESA-N52931209 CCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCC/C=C\CCC)O0.358745 1.073907
SM d18:2/24:0DACOGJMBYLZYDH-GXJPFUDISA-N52931217 CCCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCC/C=C\CCC)O8.45E-07 0.696423
SM (d18:2/24:1) TXFLWJQVQCDUDZ-BRUGZULGSA-N52931215 CCCCCCCC/C=C\CCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCC/C=C\CCC)O5.23E-05 0.7865
TG 42:0 DUXYWXYOBMKGIN-UHFFFAOYSA-N11148 CCCCCCCCCCCCCC(=O)OCC(COC(=O)CCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCC0.503374 1.383598
TG 44:1 UZLGGKDLJGDGEY-WVSHCNQOSA-N56936554 CCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCCCCCCCC0.913319 1.082826
TG 46:0 JWVXCFSNEOMSHH-YACUFSJGSA-N91865745 CCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCC0.101164 1.586314
TG 46:1 RSDIQTNCDWUNDP-JHXSWNAYSA-N56936558 CCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCCCCCC0.95428 0.965896
TG 46:2 XUEMVUXNOCIHLG-MOFPORNTSA-N56936582 CCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCC/C=C\CCCCCC0.937984 1.050094
TG 46:3 AQARPXOEHQBBQN-OJJDTYCWSA-N56936561 CCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)OC(=O)CCCCCCCCCCCCC0.58693 1.23053
TG 48:0 PVNIQBQSYATKKL-UHFFFAOYSA-N11147 CCCCCCCCCCCCCCCC(=O)OCC(COC(=O)CCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCC0.019717 1.574958
TG 48:1 FEKLSEFRUGWUOS-DLOIZKPKSA-N9543986 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCCCCCCCCCC0.531687 1.160783
TG 48:2 RUOVJPPUXXFZPC-YZEIBMOJSA-N9543987 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCC/C=C\CCCCCC0.623093 1.157797
TG 48:3 SKGWNZXOCSYJQL-BUTYCLJRSA-N9543989 CCCCCC/C=C\CCCCCCCC(=O)OCC(OC(=O)CCCCCCC/C=C\CCCCCC)COC(=O)CCCCCCC/C=C\CCCCCC0.937984 0.95298
TG 49:0 TTWJTJMWHOYBPQ-ANFMRNGASA-N9543988 CCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCC0.006033 2.222938
TG 49:1 VYYGQDOPVVYUKW-UKFBYESTSA-N9543991 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCC)OC(=O)CCCCCCCCCCCCCCC0.01264 1.948494
TG 49:2 QZYSUBAQYSVFNX-PSMULLBHSA-N9543993 CCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCC/C=C\CCCCCC0.006033 1.809979
TG 50:0 QRJMBNGGFSPTQP-BXJPYAOGSA-N3246958 [2H]C([2H])(C([2H])(C([2H])([2H])OC(=O)CCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCC0.019717 1.90572
TG 50:1 YHMDGPZOSGBQRH-YYSBDVFPSA-N25240460 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCCCCCCCC0.626174 1.060266
TG 50:2 QEZWFCZNHWUARW-XQCAQTCHSA-N9544010 CCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCC/C=C\CCCCCC0.650572 1.054306
TG 50:3 UFHNZOACKFBCOM-YXKNDSBASA-N25240357 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCC/C=C\CCCCCC0.195557 1.246218
TG 50:4 PVMBAGXWHHZKFP-JMPJWMFJSA-N25240359 CCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\CCCCCC0.346643 1.254177
TG 50:5 AFTBPUXZTDLRSP-UDQIKIEDSA-N9544045 CCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)OC(=O)CCCCCCC/C=C\CCCCCC0.629944 1.148633
TG 51:1 OZAXLAGNPZMZAD-BOEMPQCLSA-N9544006 CCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCC)OC(=O)CCCCCCCCCCCCCCCC0.039663 1.746196
TG 51:2 NSNSZGBCOIKUBU-SZOKBDNISA-N9544013 CCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCC)OC(=O)CCCCCCC/C=C\CCCCCCC0.016251 1.61606
TG 51:3 ISSGPXMQOMAFMJ-DMGKHJLRSA-N9544023 CCCCCCC/C=C\CCCCCCCC(=O)OCC(OC(=O)CCCCCCC/C=C\CCCCCCC)COC(=O)CCCCCCC/C=C\CCCCCCC0.000384 1.717509
TG 51:4 IIRQXNVLAXQEKB-KBEZCZBDSA-N9544052 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCC0.000753 1.729886
TG 52:0 SDNYRTVJOFMYIW-OIVUAWODSA-N545690 CCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCCCC0.019717 2.186391
TG 52:1 NPCZZYKITFKRQZ-FQUZZJBASA-N25240360 CCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCCCCCCCCCC)COC(=O)CCCCCCC/C=C\CCCCCCCC0.516886 1.184847
TG 52:2 KGLAHZTWGPHKFF-RISKEULASA-N25240361 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC0.751172 0.980768
TG 52:4 WHSWXEYWNPTUPW-HNJDVRDNSA-N25240364 CCCCCCCC/C=C\CCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\CCCCCC)COC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.183789 1.165271
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TG 52:5 CQZAAIKPSLHIBC-KDJOUNIJSA-N25240366 CCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.58693 1.144258
TG 53:0 ZJUXHXMIKPSINE-IONAWPRUSA-N9544181 CCCCCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCC0.003854 2.000213
TG 53:1 WWJIBIGWKGFVAQ-JNSYTQKUSA-N9544081 CCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCCC)OC(=O)CCCCCCCCCCCCCCCCC0.022556 2.002175
TG 53:2 RSINITWKVQRWSZ-RFVLVDBCSA-N9544102 CCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCC)OC(=O)CCCCCCCCCCCCCCCCC0.033028 1.560926
TG 53:3 ZNQBEJJYVJSZLM-LEDQTTRKSA-N9544126 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC0.003854 1.600562
TG 53:4 BMSDHYZLQWTKSQ-LSJAAEOESA-N9544152 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC0.000266 1.622173
TG 53:5 QHYAATSKYBYSLG-BXDFBOBBSA-N9544183 CCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.029472 1.520155
TG 54:0 DCXXMTOCNZCJGO-UHFFFAOYSA-N11146 CCCCCCCCCCCCCCCCCC(=O)OCC(COC(=O)CCCCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCCCC0.016411 1.782369
TG 54:1 YFFIQXNTTVSKJC-NZEOUKRFSA-N16058371 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCCCCCCCCCC0.028414 1.887606
TG 54:2 RYNHWWNZNIGDAQ-BMTCQUSZSA-N16058372 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC0.516886 1.151792
TG 54:3 PHYFQTYBJUILEZ-IUPFWZBJSA-N5497163 CCCCCCCC/C=C\CCCCCCCC(=O)OCC(OC(=O)CCCCCCC/C=C\CCCCCCCC)COC(=O)CCCCCCC/C=C\CCCCCCCC0.665254 1.055438
TG 54:4 BRLGHZXETDWABO-NOFIOOQLSA-N9544255 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)OC(=O)CCCCCCC/C=C\CCCCCCCC0.445852 1.151995
TG 54:5 VVEBTVMJPTZDHO-YQFZQLSNSA-N25240373 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.720864 1.067168
TG 54:6 HBOQXIRUPVQLKX-BBWANDEASA-N5322095 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OCC(OC(=O)CCCCCCC/C=C\C/C=C\CCCCC)COC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.444802 1.260415
TG 54:8 BMPVTDWOWBNPJU-NYRSPQLFSA-N9544413 CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCC0.983551 1.007121
TG 56:1 OCYFAHIHWCVZKS-FHSLLVMSSA-N9544345 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCCCCCCCCCCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC0.193892 1.458497
TG 56:2 PDEQUPGHMOMBFC-FYEHETCMSA-N9544390 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCCCCCCCCCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.586649 1.208637
TG 56:3 QXMHHXQBBKDSSL-BAQZNRHJSA-N9544447 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC0.720864 0.896008
TG 56:4 YONCDTJKIZDSKQ-IYASBODOSA-N25240379 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.767674 1.079483
TG 56:5 UHEJWASONFIROS-YPSHDQQVSA-N25240380 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.345326 0.839326
TG 56:6 ZTNDRFCABXFVMY-WJTCTALZSA-N9544625 CCCCC/C=C\C/C=C\CCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.975626 0.990971
TG 56:7 DODZUDCYRVWEOJ-GKZBLMSTSA-N9544695 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCCCCC/C=C\C/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.00052 0.618295
TG 56:8 UBGUHMDKBGQUND-VPFWBQFRSA-N9544762 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.000247 0.469532
TG 58:1 OWZMHFAFGQCCNI-FBXRAONGSA-N25240381 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCCCCCCCCCCCC0.06566 1.603379
TG 58:2 GXWBCAVCOMAOHT-VMCJOIRWSA-N9545277 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.578287 1.188781
TG 58:3 RFMSTHTUAZETPD-JJPHLYBUSA-N9544748 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCC/C=C\CCCCCCCC0.470332 1.298339
TG 58:4 CCKRHDUCFMOBKX-AAINFQTBSA-N9544835 CCCCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCCCCCCCCCCCC)COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.792789 0.914042
TG 58:6 GSNFRUMSEHHPSY-LCXCSEBNSA-N9544977 CCCCCCCC/C=C\CCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.628209 0.880105
TG 58:8 KWIGMCRWEINBIR-HUPVKWKYSA-N9545124 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.037842 0.661107
TG 58:9 RVXFSLZMZOFGEQ-SWIIBWKZSA-N9545200 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.000384 0.518596
TG 60:1 YNDXXWKSWMKVGO-HZLQDPIMSA-N9544965 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCCCCCCCCCCCC0.027075 1.580031
TG 60:11 ASSZWZBQIXMMKM-SYTPEAHJSA-N9545730 CCCCC/C=C\C/C=C\C/C=C\CCCCCCC(=O)OC[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC3.99E-06 0.421284
TG 60:2 QPNVLDQSHXVPMG-JMYPUKFOSA-N9545040 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCC/C=C\CCCCCCCC0.109763 1.568478
TG 62:1 TZLOSVAFXBPUQT-VBMMIZSXSA-N9545526 CCCCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCCCCCCCCCCCCCC)OC(=O)CCCCCCCCC/C=C\CCCCCCCC0.007867 1.621068
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S7. Lipidome differential abundance analysis: Cluster III vs Cluster I at Visit -3
Compound NameInChiKeys Pubchem IDSMILES pvalue foldchange
CE 18:1 RJECHNNFRHZQKU-RMUVNZEASA-N5283632 CCCCCCCC/C=C\CCCCCCCC(=O)O[C@H]1CC[C@@]2([C@H]3CC[C@]4([C@H]([C@@H]3CC=C2C1)CC[C@@H]4[C@H](C)CCCC(C)C)C)C1.50E-06 0.694895
CE 18:2 NAACPBBQTFFYQB-LJAITQKLSA-N5287939 CCCCC/C=C\C/C=C\CCCCCCCC(=O)O[C@H]1CC[C@@]2([C@H]3CC[C@]4([C@H]([C@@H]3CC=C2C1)CC[C@@H]4[C@H](C)CCCC(C)C)C)C7.95E-06 0.724539
CE 18:3 FYMCIBHUFSIWCE-WVXFKAQASA-N6436907 CC/C=C\C/C=C\C/C=C\CCCCCCCC(=O)O[C@H]1CC[C@@]2([C@H]3CC[C@]4([C@H]([C@@H]3CC=C2C1)CC[C@@H]4[C@H](C)CCCC(C)C)C)C6.87E-08 0.565856
CE 20:4 IMXSFYNMSOULQS-BEDFLICRSA-N6479222 CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCC(=O)O[C@H]1CC[C@@]2([C@H]3CC[C@]4([C@H]([C@@H]3CC=C2C1)CC[C@@H]4[C@H](C)CCCC(C)C)C)C0.00014 0.762359
CE 22:6 VOEVEGPMRIYYKC-HNJOWPRISA-N14274978 CC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CCC(=O)O[C@H]1CC[C@@]2([C@H]3CC[C@]4([C@H]([C@@H]3CC=C2C1)CC[C@@H]4[C@H](C)CCCC(C)C)C)C0.623644 0.941255
Ceramide d18:1/23:0  NAJHAHQNQCNWOP-PUYNVXOJSA-N52931115 CCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](CO)[C@@H](/C=C/CCCCCCCCCCCCC)O0.021025 0.880199
Ceramide d40:1 KEPQASGDXIEOIL-GLQCRSEXSA-N5283567 CCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](CO)[C@@H](/C=C/CCCCCCCCCCCCC)O0.624297 1.026465
Ceramide d42:1 ZJVVOYPTFQEGPH-AUTSUKAISA-N5283571 CCCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](CO)[C@@H](/C=C/CCCCCCCCCCCCC)O0.394709 1.038161
Ceramide d42:2 VJSBNBBOSZJDKB-KPEYJIHVSA-N5283568 CCCCCCCCCCCCC/C=C/[C@H]([C@H](CO)NC(=O)CCCCCCCCCCCCC/C=C\CCCCCCCC)O0.835563 0.985438
Cer (d18:1/16:0)YDNKGFDKKRUKPY-TURZORIXSA-N5283564 CCCCCCCCCCCCCCCC(=O)N[C@@H](CO)[C@@H](/C=C/CCCCCCCCCCCCC)O0.269306 1.058485
Cer (d18:1/22:0) KEPQASGDXIEOIL-GLQCRSEXSA-N5283567 CCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](CO)[C@@H](/C=C/CCCCCCCCCCCCC)O0.502671 1.02991
Cer (d18:1/24:1) VJSBNBBOSZJDKB-KPEYJIHVSA-N5283568 CCCCCCCCCCCCC/C=C/[C@H]([C@H](CO)NC(=O)CCCCCCCCCCCCC/C=C\CCCCCCCC)O0.897431 0.992183
CholesterolHVYWMOMLDIMFJA-DPAQBDIFSA-N5997 C[C@H](CCCC(C)C)[C@H]1CC[C@@H]2[C@@]1(CC[C@H]3[C@H]2CC=C4[C@@]3(CC[C@@H](C4)O)C)C0.933125 0.999006
DG 32:0 JEJLGIQLPYYGEE-XIFFEERXSA-N644078 CCCCCCCCCCCCCCCC(=O)OC[C@H](CO)OC(=O)CCCCCCCCCCCCCCC0.000187 1.418206
DG 34:0 VYQDALBEQRZDPL-DHUJRADRSA-N3246945 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](CO)OC(=O)CCCCCCCCCCCCCCC0.000176 1.299483
DG 34:1 YEJYLHKQOBOSCP-OZKTZCCCSA-N5282283 CCCCCCCCCCCCCCCC(=O)OC[C@H](CO)OC(=O)CCCCCCC/C=C\CCCCCCCC3.65E-05 1.58908
DG 36:0 UHUSDOQQWJGJQS-UHFFFAOYSA-N102615 CCCCCCCCCCCCCCCCCC(=O)OCC(CO)OC(=O)CCCCCCCCCCCCCCCCC0.837176 1.010598
DG 36:2 AFSHUZFNMVJNKX-LLWMBOQKSA-N9543716 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](CO)OC(=O)CCCCCCC/C=C\CCCCCCCC0.000146 1.491566
DG 36:3 BLZVZPYMHLXLHG-JOBMVARSSA-N9543722 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](CO)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC4.72E-07 1.717922
DG 38:5 GRGDLDNREYVILP-CNWVQWJYSA-N9543784 CCCCC/C=C\C/C=C\CCCCCCCCCC(=O)O[C@@H](CO)COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC1.21E-05 1.469062
DG 38:6 YDVDXUYJFQLPEG-CTHJWPIASA-N9543795 CCCCC/C=C\C/C=C\C/C=C\CCCCCCC(=O)O[C@@H](CO)COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC0.002506 1.849502
DG 40:1 VFUWCRMMTRWZAT-JLDYGAOKSA-N9543793 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](CO)OC(=O)CCCCCCCCC/C=C\CCCCCCCC0.745722 0.978881
FA 16:0 IPCSVZSSVZVIGE-UHFFFAOYSA-N985 CCCCCCCCCCCCCCCC(=O)O0.197781 1.098978
FA 16:1 SECPZKHBENQXJG-FPLPWBNLSA-N445638 CCCCCC/C=C\CCCCCCCC(=O)O0.653918 1.129969
FA 18:0 QIQXTHQIDYTFRH-UHFFFAOYSA-N5281 CCCCCCCCCCCCCCCCCC(=O)O0.302404 1.106124
FA 18:1 ZQPPMHVWECSIRJ-KTKRTIGZSA-N445639 CCCCCCCC/C=C\CCCCCCCC(=O)O0.261722 1.208194
FA 22:4 TWSWSIQAPQLDBP-DOFZRALJSA-N5497181 CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCCCC(=O)O0.050236 1.170147
GlcCer d18:1/22:0 YIGARKIIFOHVPF-YAEABVQUSA-N6321359 CCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](CO[C@H]1C(C([C@@H]([C@H](O1)CO)O)O)O)[C@@H](/C=C/CCCCCCCCCCCCC)O0.802421 1.015551
GlcCer d18:1/24:0 POQRWMRXUOPCLD-AAAFHMTMSA-N6321361 CCCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](CO[C@H]1C(C([C@@H]([C@H](O1)CO)O)O)O)[C@@H](/C=C/CCCCCCCCCCCCC)O0.762285 1.017807
GlcCer d18:1/24:1WBOZIXHPUPAOIA-RBELZSLISA-N6321360 CCCCCCCCCCCCC/C=C/[C@H]([C@H](CO[C@H]1C(C([C@@H]([C@H](O1)CO)O)O)O)NC(=O)CCCCCCCCCCCCC/C=C\CCCCCCCC)O0.485044 0.950316
LPC 18:0 IHNKQIMGVNPMTC-RUZDIDTESA-N497299 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)O0.082298 1.152391
LPC 18:1 YAMUFBLWGFFICM-PTGWMXDISA-N16081932 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)O0.03561 1.139309
LPC 18:2 SPJFYYJXNPEZDW-FTJOPAKQSA-N11005824 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)O4.36E-05 1.383886
LPC 20:0 UATOAILWGVYRQS-HHHXNRCGSA-N24779473 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)O0.000907 1.25739
LPC 20:1 GJTDRNFWIDPARY-GTPZACKGSA-N24779475 CCCCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)O0.010053 1.260773
LPC 20:2 YYQVCMMXPIJVHY-ZOIJLGJPSA-N52924053 CCCCC/C=C\C/C=C\CCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)O0.000365 1.313883
LPE 18:0 BBYWOYAFBUOUFP-JOCHJYFZSA-N46891690 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[NH3+])O0.749277 0.963877
LPE 18:2 DBHKHNGBVGWQJE-USWSLJGRSA-N52925130 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)(O)OCCN)O0.00011 1.455223
LPE 20:0 HEQMDGOBDIGJOC-XMMPIXPASA-N52925131 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)(O)OCCN)O0.160297 0.979801
LPE 20:1 JEAGLCKGAKACCE-OPSAWKISSA-N52925139 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@H](COP(=O)(O)OCCN)O0.006542 1.196657
PC 16:0/16:0 KILNVBDSWZSGLL-KXQOOQHDSA-N452110 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCCCCCC0.086553 1.064051
PC 18:1/16:0 WTJKGGKOPKCXLL-VYOBOKEXSA-N5497103 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCCCC0.008269 0.946151
PC 28:0 CITHEXJVPOWHKC-UUWRZZSWSA-N5459377 CCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCCCC0.86339 0.975265
PC 30:0 RFVFQQWKPSOBED-PSXMRANNSA-N129657 CCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCCCCCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.413709 0.930571
PC 32:0 KILNVBDSWZSGLL-KXQOOQHDSA-N452110 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCCCCCC0.090816 1.090143
PC 32:1 QIBZFHLFHCIUOT-NPBIGWJUSA-N6443788 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCC0.002508 0.805387
PC 32:2 GPWHCUUIQMGELX-VHQDNGOZSA-N24778764 CCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCC0.144374 0.882053
PC 32:3 UXEFXNOSLOCOLX-ZCHSEWAGSA-N52922763 CCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCC/C=C\C/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.351506 0.918977
PC 33:1 GXTATYLPYLLNLV-MGIDVFSBSA-N24778662 CCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCC/C=C\CCCCCC2.77E-07 0.668884
PC 34:0 PZNPLUBHRSSFHT-RRHRGVEJSA-N24778686 CCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCCCCCCCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.004424 1.166035
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PC 34:1 WTJKGGKOPKCXLL-VYOBOKEXSA-N5497103 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCCCC0.002174 0.904911
PC 34:2 JLPULHDHAOZNQI-ZTIMHPMXSA-N5287971 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.261722 1.018506
PC 34:3 CNNSEHUKQJCGTE-UPPWDXJYSA-N24778699 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCC/C=C\C/C=C\C/C=C\CCCCC0.002227 0.79223
PC 35:2 ZSKWZJYUVZYDQU-WESJWMGVSA-N52922491 CCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.050763 0.903663
PC 36:0 NRJAVPSFFCBXDT-HUESYALOSA-N94190 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCCCCCCCC0.008176 0.864652
PC 36:1 ATHVAWFAEPLPPQ-VRDBWYNSSA-N24778825 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCCCC0.353902 0.958777
PC 36:2 SNKAWJBJQDLSFF-NVKMUCNASA-N10350317 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCCCC0.015234 1.050586
PC 36:3 BXRLDROZWDUSGM-ZRYFCQOPSA-N24778937 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCC/C=C\C/C=C\CCCCCCCC0.22119 0.9269
PC 36:4 IIZPXYDJLKNOIY-JXPKJXOSSA-N10747814 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.20548 1.041146
PC 36:5 DYDDZDMJSQYFGN-OIVUZXIWSA-N24778771 CCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.783277 1.004575
PC 36:6 SPWBDEZMKCRQSX-NGPPOSSDSA-N52922847 CCCCC/C=C\C/C=C\C/C=C\CCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)COP(=O)([O-])OCC[N+](C)(C)C0.378241 0.911788
PC 37:2 MCZUABDVGPPWPM-HJTCUGKVSA-N52922735 CCCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.953524 1.003303
PC 37:3 OOYQEEUUQRMQKL-JUUDQZDJSA-N52922851 CCCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)COP(=O)([O-])OCC[N+](C)(C)C0.002508 0.741183
PC 37:4 QRPUCJXFPYFTMB-FBFLODOBSA-N52922853 CCCCCCCCC/C=C\CCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)COP(=O)([O-])OCC[N+](C)(C)C0.228547 0.935601
PC 38:2 KXXLFCAPKGRXBT-FMJYHZMHSA-N24779263 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.640823 1.021972
PC 38:3 OJHJKEBRZSDTTL-VHWCKNCUSA-N52922741 CCCCCCCC/C=C\CCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.045839 0.757388
PC 38:4 DNYKSJQVBCVGOF-LCKGXUDJSA-N52923291 CCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.018689 1.097823
PC 38:5 YLWBKBDNHWQEFU-YJXJLLHLSA-N53479033 CCCCCC/C=C\CCCCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.01014 0.771719
PC 38:6 PLZBTDKJYHXIEW-DZUXOTHRSA-N52923295 CCCCC/C=C\C/C=C\CCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.001018 1.214725
PC 38:8 QQNHCRBGLPDWEW-LRFGEVPTSA-N52922865 CC/C=C\C/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC8.10E-05 0.50448
PC 40:2 AEUCYCQYAUFAKH-DITNKEBASA-N24779063 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCC/C=C\CCCCCCCC0.22119 1.086828
PC 40:5 LJFKFKIYUJNFPZ-ZLFSCUDPSA-N52923133 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.001451 1.329943
PC 40:6 TYRTWVKQVGNGSZ-RGBTVBCDSA-N52923195 CCCCC/C=C\C/C=C\CCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.058733 1.136364
PC 40:7 BPUROMFCPFGBOT-ZEGPSQTJSA-N24778982 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.589512 1.046357
PC 42:1 PAHPUCKPYBHMBM-RURDTVAGSA-N24778881 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCCCC/C=C\CCCCCCCC0.084442 0.892436
PC 42:4 SGYNBRXEOXADHS-CIUHTZMDSA-N24779052 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.321972 1.066991
PC 42:6 DSVRMAGYENFTLY-GDDYDVMSSA-N52923651 CCCCC/C=C\C/C=C\CCCCCCCCCC(=O)O[C@H](COC(=O)CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C7.95E-06 0.56534
PC 44:3 GZZUNXHFXFGEBB-MXZPZXETSA-N52923541 CCCCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCC/C=C\C/C=C\CCCCC0.28374 0.935647
PC 44:4 UIAAGLPOUUFIRG-ZUEQPGPOSA-N52923481 CCCCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.106508 1.098317
PC p34:1 OIICTMOQBYZCDA-IIKIFWEUSA-N11125520 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCCCCCC0.477083 0.966589
PC p34:2 KMNVIRCHUMQGHD-RCINKDPXSA-N52923934 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCC0.045971 0.906355
PC p34:3 QLEHHUPUHJPURI-PWYDUFMYSA-N24779386 CCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC1.75E-05 0.766324
PC p36:3 SOUZQPFUXRVDGK-KCTKZSJBSA-N53481701 CCCCCCCCCCCCCCCCOC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCC/C=C\C/C=C\C/C=C\C/C=C\CC0.047087 0.901508
PC p36:4 IOYKZPNDXIIXLN-LOQSCQKMSA-N24779388 CCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.629349 1.030679
PC p38:3 WOSDZWBQBJHAMR-NOQLVGMBSA-N52925093 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCCCCCCCCCC/C=C\C/C=C\CCCCC0.351506 0.932474
PC p38:4 BAKDTVUHENQVRW-IXXGCMLPSA-N52925117 CCCCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCCCCC/C=C\C/C=C\C/C=C\CCCCC0.174678 1.076518
PE 34:2 HBZNVZIRJWODIB-NHCUFCNUSA-N46891780 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[NH3+])OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.417685 1.099324
PE 36:2 DXXUYBAISOHOLM-XRIXOMQFSA-N52924894 CCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)COP(=O)(O)OCCN0.000104 0.753396
PE 36:3 GKAFCSRKMWFPSJ-RJXNKANHSA-N71728379 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[NH3+])OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.202595 0.963526
PE 36:4 DUQDVNACTOXOJA-KTKXOIIHSA-N52924875 CCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)(O)OCCN0.793173 1.023993
PE 38:2 CLPMAPXZURYSNH-CNBLIUODSA-N9546825 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)(O)OCCN)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.071612 0.906873
PE 38:4 ANRKEHNWXKCXDB-BHFWLYLHSA-N46891781 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[NH3+])OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.040542 1.272861
PE 38:6 LFGBKOUQHCWBQI-BZGLIJSBSA-N52924893 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)(O)OCCN)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.159724 1.163871
PE 40:6 FEABWDMFZNBFCT-KUVQHVNNSA-N52924379 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)(O)OCCN)OC(=O)CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.009545 1.193887
Phosphatidylglycerol 29:0 RYHJACYQTJIGMZ-JHOUSYSJSA-N52926457 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)(O)OC[C@H](CO)O)OC(=O)CCCCCCCCCCCC0.011327 1.052923
Plasmenyl-PC 34:2 IQACMFWAGALEAQ-WESJWMGVSA-N6443157 CCCCCCCCCCCCCCCCOC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.003662 0.76728
Plasmenyl-PC 36:6JCIBOIAZHLGPOT-YAYDGDQKSA-N70698851 CCCCCC/C=C\CCCCCCCC/C=C\O[C@H](COC(=O)CCCC/C=C\C/C=C\C/C=C\C/C=C\CC)COP(=O)([O-])OCC[N+](C)(C)C4.18E-05 0.801571
Plasmenyl-PC 38:5FHHVIBPVBBRLOR-IYACIECVSA-N24779390 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.708507 0.967157
Plasmenyl-PE 36:3XVXISDREVDGQPX-PISDLAQISA-N52925079 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.078409 0.88078
Plasmenyl-PE 36:5UUYSKERSKRMYME-MAIXUNBTSA-N52925126 CCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.029279 1.18284
Plasmenyl-PE 36:6RLLOITCRNQRGJD-DFAKUSJGSA-N52925061 CCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.301222 0.822028
Plasmenyl-PE 38:5URPXXNCTXCOATD-FXMFQVEGSA-N86289532 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)([O-])OCC[NH3+])OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.13175 1.146407
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Plasmenyl-PE 38:6KCNBSSYOJRUKOM-JALPNNRCSA-N52925089 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.020888 1.216854
Plasmenyl-PE 38:7WVGALBKSWOUIEZ-XNHMFJFDSA-N5283497 CCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.001451 1.340015
Plasmenyl-PE 40:6 CVCZYWPCMUWTNS-IXKBFPPMSA-N52925119 CCCCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.97521 1.003892
Plasmenyl-PE 40:7FIJFPUAJUDAZEY-MNDXXDKYSA-N42607458 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.046734 1.218355
PS 38:3 BQBTWCBZEKRLFP-BGFRNLFWSA-N52925523 CCCCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)COP(=O)(O)OC[C@@H](C(=O)O)N0.002718 0.946814
PS 38:4 SVOUGFFDROZBJI-DNALCEECSA-N24779545 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)(O)OC[C@@H](C(=O)O)N)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.5323 0.990662
PS 40:3 BTIQFPURPAGQHS-HOSNKBABSA-N52925502 CCCCCCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCC/C=C\C/C=C\C/C=C\CCCCC)COP(=O)(O)OC[C@@H](C(=O)O)N0.463476 0.972138
PS 40:4 GBBNRADSWUALEU-AEDAHVLISA-N52925748 CCCCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)(O)OC[C@@H](C(=O)O)N0.144374 1.025742
PS 40:6 LYYHRRPTEXPVOR-SYEOQEKUSA-N24779546 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)(O)OC[C@@H](C(=O)O)N)OC(=O)CC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.421635 1.02281
PS 42:5 VNQACVFLMLYTLE-WDLXSBMRSA-N52925755 CCCCCCCCCC/C=C\CCCCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)(O)OC[C@@H](C(=O)O)N0.001292 0.847866
PS 42:6 WOBFEYJLJCLDBR-NISVGTQTSA-N52925756 CCCCC/C=C\C/C=C\CCCCCCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)(O)OC[C@@H](C(=O)O)N0.015017 1.127101
PS 42:8 ROCNHMAZFKRILY-PRDJOCNNSA-N52925757 CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)(O)OC[C@@H](C(=O)O)N0.005599 1.266439
PS p34:0 OHPHIZCKAAJKOG-PBSRCHRYSA-N52926194 CCCCCCCCCCCCCCCCCC(=O)O[C@H](CO/C=C\CCCCCCCCCCCCCC)COP(=O)(O)OC[C@@H](C(=O)O)N0.378241 0.94173
SM 33:1 LQINJRUGTUOHGS-YPDYIYJKSA-N52931139 CCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.116294 0.912775
SM 34:0 QHZIGNLCLJPLCU-QPPIDDCLSA-N9939965 CCCCCCCCCCCCCCC[C@H]([C@H](COP(=O)([O-])OCC[N+](C)(C)C)NC(=O)CCCCCCCCCCCCCCC)O0.502671 1.036187
SM d16:1/20:0 LKQLRGMMMAHREN-YJFXYUILSA-N6453725 CCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.033315 1.106807
SM d16:1/20:1 NBEADXWAAWCCDG-QDDWGVBQSA-N6443882 CCCCCCCCCCCCC/C=C/[C@H]([C@H](COP(=O)([O-])OCC[N+](C)(C)C)NC(=O)CCCCCCC/C=C\CCCCCCCC)O0.485044 1.038841
SM d18:1/14:0 KYICBZWZQPCUMO-PSALXKTOSA-N11433862 CCCCCCCCCCCCC/C=C/[C@H]([C@H](COP(=O)([O-])OCC[N+](C)(C)C)NC(=O)CCCCCCCCCCCCC)O0.284814 1.074311
SM d18:1/16:0 RWKUXQNLWDTSLO-GWQJGLRPSA-N9939941 CCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.397616 1.023176
SM d18:1/16:1 YLWSJLLZUHSIEA-CKSUKHGVSA-N52931235 CCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCC/C=C\CCC)O0.36657 1.035862
SM (d18:1/18:0)LKQLRGMMMAHREN-YJFXYUILSA-N6453725 CCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.158116 1.079894
SM (d18:1/18:1)NBEADXWAAWCCDG-QDDWGVBQSA-N6443882 CCCCCCCCCCCCC/C=C/[C@H]([C@H](COP(=O)([O-])OCC[N+](C)(C)C)NC(=O)CCCCCCC/C=C\CCCCCCCC)O0.417985 1.048644
SM d18:1/20:0 AADLTHQNYQJHQV-SVLGDMRNSA-N44260124 CCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.139373 1.080517
SM (d18:1/20:1) MDRFMTLYKHBJTF-NQYLGBTJSA-N52931179 CCCCCCCCCCCCC/C=C/[C@H]([C@H](COP(=O)([O-])OCC[N+](C)(C)C)NC(=O)CCCCCCCCC/C=C\CCCCCCCC)O0.748281 1.01585
SM d18:1/21:0 YXSZOBWVQJIWNE-QVDCKBILSA-N52931193 CCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.144374 0.895998
SM d18:1/22:0 FJJANLYCZUNFSE-TWKUQIQBSA-N44260125 CCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.86339 1.007028
SM d18:1/23:0 SXZWBNWTCVLZJN-NMIJJABPSA-N46891684 CCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.005125 0.856502
SM d18:1/24:0 QEDPUVGSSDPBMD-XTAIVQBESA-N44260127 CCCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.356494 1.066252
SM d18:2/23:0 JBDGKEXQKCCQFK-JWQIMADESA-N52931209 CCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCC/C=C\CCC)O3.41E-05 0.811893
SM d18:2/24:0DACOGJMBYLZYDH-GXJPFUDISA-N52931217 CCCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCC/C=C\CCC)O0.819164 0.986367
SM (d18:2/24:1) TXFLWJQVQCDUDZ-BRUGZULGSA-N52931215 CCCCCCCC/C=C\CCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCC/C=C\CCC)O0.646154 0.980616
TG 42:0 DUXYWXYOBMKGIN-UHFFFAOYSA-N11148 CCCCCCCCCCCCCC(=O)OCC(COC(=O)CCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCC0.000446 2.791828
TG 44:1 UZLGGKDLJGDGEY-WVSHCNQOSA-N56936554 CCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCCCCCCCC3.27E-05 3.192822
TG 46:0 JWVXCFSNEOMSHH-YACUFSJGSA-N91865745 CCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCC0.002227 1.798017
TG 46:1 RSDIQTNCDWUNDP-JHXSWNAYSA-N56936558 CCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCCCCCC1.99E-05 2.673984
TG 46:2 XUEMVUXNOCIHLG-MOFPORNTSA-N56936582 CCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCC/C=C\CCCCCC5.34E-06 3.300037
TG 46:3 AQARPXOEHQBBQN-OJJDTYCWSA-N56936561 CCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)OC(=O)CCCCCCCCCCCCC4.02E-06 2.849342
TG 48:0 PVNIQBQSYATKKL-UHFFFAOYSA-N11147 CCCCCCCCCCCCCCCC(=O)OCC(COC(=O)CCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCC0.008269 1.47708
TG 48:1 FEKLSEFRUGWUOS-DLOIZKPKSA-N9543986 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCCCCCCCCCC5.97E-05 1.697284
TG 48:2 RUOVJPPUXXFZPC-YZEIBMOJSA-N9543987 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCC/C=C\CCCCCC1.04E-05 2.151436
TG 48:3 SKGWNZXOCSYJQL-BUTYCLJRSA-N9543989 CCCCCC/C=C\CCCCCCCC(=O)OCC(OC(=O)CCCCCCC/C=C\CCCCCC)COC(=O)CCCCCCC/C=C\CCCCCC1.16E-06 3.395699
TG 49:0 TTWJTJMWHOYBPQ-ANFMRNGASA-N9543988 CCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCC0.099012 1.38278
TG 49:1 VYYGQDOPVVYUKW-UKFBYESTSA-N9543991 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCC)OC(=O)CCCCCCCCCCCCCCC0.067177 1.369838
TG 49:2 QZYSUBAQYSVFNX-PSMULLBHSA-N9543993 CCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCC/C=C\CCCCCC0.050763 1.299853
TG 50:0 QRJMBNGGFSPTQP-BXJPYAOGSA-N3246958 [2H]C([2H])(C([2H])(C([2H])([2H])OC(=O)CCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCC0.000305 2.0737
TG 50:1 YHMDGPZOSGBQRH-YYSBDVFPSA-N25240460 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCCCCCCCC0.000112 1.355398
TG 50:2 QEZWFCZNHWUARW-XQCAQTCHSA-N9544010 CCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCC/C=C\CCCCCC1.42E-06 1.437662
TG 50:3 UFHNZOACKFBCOM-YXKNDSBASA-N25240357 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCC/C=C\CCCCCC4.28E-08 2.01571
TG 50:4 PVMBAGXWHHZKFP-JMPJWMFJSA-N25240359 CCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\CCCCCC1.55E-07 2.381925
TG 50:5 AFTBPUXZTDLRSP-UDQIKIEDSA-N9544045 CCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)OC(=O)CCCCCCC/C=C\CCCCCC4.28E-08 2.589768
TG 51:1 OZAXLAGNPZMZAD-BOEMPQCLSA-N9544006 CCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCC)OC(=O)CCCCCCCCCCCCCCCC0.008966 1.537243
TG 51:2 NSNSZGBCOIKUBU-SZOKBDNISA-N9544013 CCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCC)OC(=O)CCCCCCC/C=C\CCCCCCC0.03561 1.301138
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TG 51:3 ISSGPXMQOMAFMJ-DMGKHJLRSA-N9544023 CCCCCCC/C=C\CCCCCCCC(=O)OCC(OC(=O)CCCCCCC/C=C\CCCCCCC)COC(=O)CCCCCCC/C=C\CCCCCCC3.42E-05 1.478632
TG 51:4 IIRQXNVLAXQEKB-KBEZCZBDSA-N9544052 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCC1.39E-06 1.709262
TG 52:0 SDNYRTVJOFMYIW-OIVUAWODSA-N545690 CCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCCCC0.00014 2.393617
TG 52:1 NPCZZYKITFKRQZ-FQUZZJBASA-N25240360 CCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCCCCCCCCCC)COC(=O)CCCCCCC/C=C\CCCCCCCC6.98E-07 2.228981
TG 52:2 KGLAHZTWGPHKFF-RISKEULASA-N25240361 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC0.000198 1.146462
TG 52:3 KGLAHZTWGPHKFF-RISKEULASA-N25240361 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC4.28E-08 1.268962
TG 52:4 WHSWXEYWNPTUPW-HNJDVRDNSA-N25240364 CCCCCCCC/C=C\CCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\CCCCCC)COC(=O)CCCCCCC/C=C\C/C=C\CCCCC2.63E-07 1.69404
TG 52:5 CQZAAIKPSLHIBC-KDJOUNIJSA-N25240366 CCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC1.28E-06 1.961983
TG 53:0 ZJUXHXMIKPSINE-IONAWPRUSA-N9544181 CCCCCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCC0.004424 1.524026
TG 53:1 WWJIBIGWKGFVAQ-JNSYTQKUSA-N9544081 CCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCCC)OC(=O)CCCCCCCCCCCCCCCCC0.003059 1.738648
TG 53:2 RSINITWKVQRWSZ-RFVLVDBCSA-N9544102 CCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCC)OC(=O)CCCCCCCCCCCCCCCCC0.001451 1.400573
TG 53:3 ZNQBEJJYVJSZLM-LEDQTTRKSA-N9544126 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC6.13E-06 1.57456
TG 53:4 BMSDHYZLQWTKSQ-LSJAAEOESA-N9544152 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC1.28E-06 1.501919
TG 53:5 QHYAATSKYBYSLG-BXDFBOBBSA-N9544183 CCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC3.33E-07 1.957159
TG 54:0 DCXXMTOCNZCJGO-UHFFFAOYSA-N11146 CCCCCCCCCCCCCCCCCC(=O)OCC(COC(=O)CCCCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCCCC0.000636 1.714324
TG 54:1 YFFIQXNTTVSKJC-NZEOUKRFSA-N16058371 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCCCCCCCCCC9.40E-07 2.749142
TG 54:2 RYNHWWNZNIGDAQ-BMTCQUSZSA-N16058372 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC6.87E-08 2.130968
TG 54:3 PHYFQTYBJUILEZ-IUPFWZBJSA-N5497163 CCCCCCCC/C=C\CCCCCCCC(=O)OCC(OC(=O)CCCCCCC/C=C\CCCCCCCC)COC(=O)CCCCCCC/C=C\CCCCCCCC1.18E-07 1.548087
TG 54:4 BRLGHZXETDWABO-NOFIOOQLSA-N9544255 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)OC(=O)CCCCCCC/C=C\CCCCCCCC2.26E-06 1.665431
TG 54:5 VVEBTVMJPTZDHO-YQFZQLSNSA-N25240373 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC2.96E-08 2.034496
TG 54:6 HBOQXIRUPVQLKX-BBWANDEASA-N5322095 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OCC(OC(=O)CCCCCCC/C=C\C/C=C\CCCCC)COC(=O)CCCCCCC/C=C\C/C=C\CCCCC3.76E-07 2.592273
TG 54:8 BMPVTDWOWBNPJU-NYRSPQLFSA-N9544413 CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCC0.025919 1.58433
TG 56:1 OCYFAHIHWCVZKS-FHSLLVMSSA-N9544345 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCCCCCCCCCCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC2.04E-07 2.659857
TG 56:2 PDEQUPGHMOMBFC-FYEHETCMSA-N9544390 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCCCCCCCCCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC2.96E-08 2.990844
TG 56:3 QXMHHXQBBKDSSL-BAQZNRHJSA-N9544447 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC9.12E-08 2.320804
TG 56:4 YONCDTJKIZDSKQ-IYASBODOSA-N25240379 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC6.76E-06 2.181896
TG 56:5 UHEJWASONFIROS-YPSHDQQVSA-N25240380 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.004901 1.572738
TG 56:6 ZTNDRFCABXFVMY-WJTCTALZSA-N9544625 CCCCC/C=C\C/C=C\CCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.658297 0.933418
TG 56:7 DODZUDCYRVWEOJ-GKZBLMSTSA-N9544695 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCCCCC/C=C\C/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC1.91E-05 1.65177
TG 56:8 UBGUHMDKBGQUND-VPFWBQFRSA-N9544762 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC3.76E-07 2.321815
TG 58:1 OWZMHFAFGQCCNI-FBXRAONGSA-N25240381 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCCCCCCCCCCCC1.11E-05 2.065736
TG 58:2 GXWBCAVCOMAOHT-VMCJOIRWSA-N9545277 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC1.56E-07 2.505924
TG 58:3 RFMSTHTUAZETPD-JJPHLYBUSA-N9544748 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCC/C=C\CCCCCCCC1.18E-07 2.856581
TG 58:4 CCKRHDUCFMOBKX-AAINFQTBSA-N9544835 CCCCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCCCCCCCCCCCC)COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC4.02E-07 2.629362
TG 58:6 GSNFRUMSEHHPSY-LCXCSEBNSA-N9544977 CCCCCCCC/C=C\CCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC4.72E-07 1.927599
TG 58:8 KWIGMCRWEINBIR-HUPVKWKYSA-N9545124 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.000153 1.78732
TG 58:9 RVXFSLZMZOFGEQ-SWIIBWKZSA-N9545200 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC5.24E-07 2.237908
TG 60:1 YNDXXWKSWMKVGO-HZLQDPIMSA-N9544965 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCCCCCCCCCCCC6.76E-05 1.716094
TG 60:11 ASSZWZBQIXMMKM-SYTPEAHJSA-N9545730 CCCCC/C=C\C/C=C\C/C=C\CCCCCCC(=O)OC[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.003524 1.600619
TG 60:2 QPNVLDQSHXVPMG-JMYPUKFOSA-N9545040 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCC/C=C\CCCCCCCC1.75E-05 2.162106
TG 62:1 TZLOSVAFXBPUQT-VBMMIZSXSA-N9545526 CCCCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCCCCCCCCCCCCCC)OC(=O)CCCCCCCCC/C=C\CCCCCCCC0.029279 1.297729
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S8. Lipidome differential abundance analysis: Cluster III vs Cluster I at Visit -6
Compound NameInChiKeys Pubchem IDSMILES pvalue foldchange
CE 18:1 RJECHNNFRHZQKU-RMUVNZEASA-N5283632 CCCCCCCC/C=C\CCCCCCCC(=O)O[C@H]1CC[C@@]2([C@H]3CC[C@]4([C@H]([C@@H]3CC=C2C1)CC[C@@H]4[C@H](C)CCCC(C)C)C)C0.00027 0.7617925
CE 18:2 NAACPBBQTFFYQB-LJAITQKLSA-N5287939 CCCCC/C=C\C/C=C\CCCCCCCC(=O)O[C@H]1CC[C@@]2([C@H]3CC[C@]4([C@H]([C@@H]3CC=C2C1)CC[C@@H]4[C@H](C)CCCC(C)C)C)C3.35E-05 0.6725358
CE 18:3 FYMCIBHUFSIWCE-WVXFKAQASA-N6436907 CC/C=C\C/C=C\C/C=C\CCCCCCCC(=O)O[C@H]1CC[C@@]2([C@H]3CC[C@]4([C@H]([C@@H]3CC=C2C1)CC[C@@H]4[C@H](C)CCCC(C)C)C)C7.78E-09 0.532799
CE 20:4 IMXSFYNMSOULQS-BEDFLICRSA-N6479222 CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCC(=O)O[C@H]1CC[C@@]2([C@H]3CC[C@]4([C@H]([C@@H]3CC=C2C1)CC[C@@H]4[C@H](C)CCCC(C)C)C)C0.06667 0.8785684
CE 22:6 VOEVEGPMRIYYKC-HNJOWPRISA-N14274978 CC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CCC(=O)O[C@H]1CC[C@@]2([C@H]3CC[C@]4([C@H]([C@@H]3CC=C2C1)CC[C@@H]4[C@H](C)CCCC(C)C)C)C0.340932 0.9036995
Ceramide d18:1/23:0  NAJHAHQNQCNWOP-PUYNVXOJSA-N52931115 CCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](CO)[C@@H](/C=C/CCCCCCCCCCCCC)O0.038854 0.8736686
Ceramide d40:1 KEPQASGDXIEOIL-GLQCRSEXSA-N5283567 CCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](CO)[C@@H](/C=C/CCCCCCCCCCCCC)O0.118459 1.0902116
Ceramide d42:1 ZJVVOYPTFQEGPH-AUTSUKAISA-N5283571 CCCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](CO)[C@@H](/C=C/CCCCCCCCCCCCC)O0.345602 1.0477229
Ceramide d42:2 VJSBNBBOSZJDKB-KPEYJIHVSA-N5283568 CCCCCCCCCCCCC/C=C/[C@H]([C@H](CO)NC(=O)CCCCCCCCCCCCC/C=C\CCCCCCCC)O0.266516 1.0807833
Cer (d18:1/16:0)YDNKGFDKKRUKPY-TURZORIXSA-N5283564 CCCCCCCCCCCCCCCC(=O)N[C@@H](CO)[C@@H](/C=C/CCCCCCCCCCCCC)O0.357889 1.0488692
Cer (d18:1/22:0) KEPQASGDXIEOIL-GLQCRSEXSA-N5283567 CCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](CO)[C@@H](/C=C/CCCCCCCCCCCCC)O0.163074 1.0773135
Cer (d18:1/24:1) VJSBNBBOSZJDKB-KPEYJIHVSA-N5283568 CCCCCCCCCCCCC/C=C/[C@H]([C@H](CO)NC(=O)CCCCCCCCCCCCC/C=C\CCCCCCCC)O0.448828 1.0554526
CholesterolHVYWMOMLDIMFJA-DPAQBDIFSA-N5997 C[C@H](CCCC(C)C)[C@H]1CC[C@@H]2[C@@]1(CC[C@H]3[C@H]2CC=C4[C@@]3(CC[C@@H](C4)O)C)C0.774678 0.9958667
DG 32:0 JEJLGIQLPYYGEE-XIFFEERXSA-N644078 CCCCCCCCCCCCCCCC(=O)OC[C@H](CO)OC(=O)CCCCCCCCCCCCCCC0.000768 1.3966137
DG 34:0 VYQDALBEQRZDPL-DHUJRADRSA-N3246945 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](CO)OC(=O)CCCCCCCCCCCCCCC0.022811 1.2256577
DG 34:1 YEJYLHKQOBOSCP-OZKTZCCCSA-N5282283 CCCCCCCCCCCCCCCC(=O)OC[C@H](CO)OC(=O)CCCCCCC/C=C\CCCCCCCC0.000435 1.4851765
DG 36:0 UHUSDOQQWJGJQS-UHFFFAOYSA-N102615 CCCCCCCCCCCCCCCCCC(=O)OCC(CO)OC(=O)CCCCCCCCCCCCCCCCC0.358485 1.0457007
DG 36:2 AFSHUZFNMVJNKX-LLWMBOQKSA-N9543716 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](CO)OC(=O)CCCCCCC/C=C\CCCCCCCC0.017767 1.2684648
DG 36:3 BLZVZPYMHLXLHG-JOBMVARSSA-N9543722 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](CO)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.001016 1.3578618
DG 38:5 GRGDLDNREYVILP-CNWVQWJYSA-N9543784 CCCCC/C=C\C/C=C\CCCCCCCCCC(=O)O[C@@H](CO)COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC0.830894 1.063454
DG 38:6 YDVDXUYJFQLPEG-CTHJWPIASA-N9543795 CCCCC/C=C\C/C=C\C/C=C\CCCCCCC(=O)O[C@@H](CO)COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC0.014972 1.7811785
DG 40:1 VFUWCRMMTRWZAT-JLDYGAOKSA-N9543793 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](CO)OC(=O)CCCCCCCCC/C=C\CCCCCCCC0.724734 1.0269485
FA 16:0 IPCSVZSSVZVIGE-UHFFFAOYSA-N985 CCCCCCCCCCCCCCCC(=O)O0.250894 1.0843708
FA 16:1 SECPZKHBENQXJG-FPLPWBNLSA-N445638 CCCCCC/C=C\CCCCCCCC(=O)O0.165194 1.3556099
FA 18:0 QIQXTHQIDYTFRH-UHFFFAOYSA-N5281 CCCCCCCCCCCCCCCCCC(=O)O0.184774 1.1353046
FA 18:1 ZQPPMHVWECSIRJ-KTKRTIGZSA-N445639 CCCCCCCC/C=C\CCCCCCCC(=O)O0.099615 1.264869
FA 22:4 TWSWSIQAPQLDBP-DOFZRALJSA-N5497181 CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCCCC(=O)O0.034344 1.1943816
GlcCer d18:1/22:0 YIGARKIIFOHVPF-YAEABVQUSA-N6321359 CCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](CO[C@H]1C(C([C@@H]([C@H](O1)CO)O)O)O)[C@@H](/C=C/CCCCCCCCCCCCC)O0.279517 1.0676627
GlcCer d18:1/24:0 POQRWMRXUOPCLD-AAAFHMTMSA-N6321361 CCCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](CO[C@H]1C(C([C@@H]([C@H](O1)CO)O)O)O)[C@@H](/C=C/CCCCCCCCCCCCC)O0.631422 1.0288342
GlcCer d18:1/24:1WBOZIXHPUPAOIA-RBELZSLISA-N6321360 CCCCCCCCCCCCC/C=C/[C@H]([C@H](CO[C@H]1C(C([C@@H]([C@H](O1)CO)O)O)O)NC(=O)CCCCCCCCCCCCC/C=C\CCCCCCCC)O0.993239 1.0007292
LPC 18:0 IHNKQIMGVNPMTC-RUZDIDTESA-N497299 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)O0.035402 1.1898242
LPC 18:1 YAMUFBLWGFFICM-PTGWMXDISA-N16081932 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)O0.131871 1.1261307
LPC 18:2 SPJFYYJXNPEZDW-FTJOPAKQSA-N11005824 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)O0.011381 1.286114
LPC 20:0 UATOAILWGVYRQS-HHHXNRCGSA-N24779473 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)O0.006532 1.227266
LPC 20:1 GJTDRNFWIDPARY-GTPZACKGSA-N24779475 CCCCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)O0.00181 1.3056466
LPC 20:2 YYQVCMMXPIJVHY-ZOIJLGJPSA-N52924053 CCCCC/C=C\C/C=C\CCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)O0.000446 1.3569215
LPE 18:0 BBYWOYAFBUOUFP-JOCHJYFZSA-N46891690 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[NH3+])O0.284001 0.8846888
LPE 18:2 DBHKHNGBVGWQJE-USWSLJGRSA-N52925130 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)(O)OCCN)O0.007844 1.4033866
LPE 20:0 HEQMDGOBDIGJOC-XMMPIXPASA-N52925131 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)(O)OCCN)O0.724734 0.9931643
LPE 20:1 JEAGLCKGAKACCE-OPSAWKISSA-N52925139 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@H](COP(=O)(O)OCCN)O0.053683 1.1667286
PC 16:0/16:0 KILNVBDSWZSGLL-KXQOOQHDSA-N452110 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCCCCCC0.008094 1.1307987
PC 18:1/16:0 WTJKGGKOPKCXLL-VYOBOKEXSA-N5497103 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCCCC0.001149 0.923098
PC 28:0 CITHEXJVPOWHKC-UUWRZZSWSA-N5459377 CCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCCCC0.607188 1.090044
PC 30:0 RFVFQQWKPSOBED-PSXMRANNSA-N129657 CCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCCCCCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.751802 1.038836
PC 32:0 KILNVBDSWZSGLL-KXQOOQHDSA-N452110 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCCCCCC0.003369 1.2053386
PC 32:1 QIBZFHLFHCIUOT-NPBIGWJUSA-N6443788 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCC0.00109 0.8019694
PC 32:2 GPWHCUUIQMGELX-VHQDNGOZSA-N24778764 CCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCC0.007844 0.7902205
PC 32:3 UXEFXNOSLOCOLX-ZCHSEWAGSA-N52922763 CCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCC/C=C\C/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.369281 1.0888384
PC 33:1 GXTATYLPYLLNLV-MGIDVFSBSA-N24778662 CCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCC/C=C\CCCCCC6.58E-06 0.6942205
PC 34:0 PZNPLUBHRSSFHT-RRHRGVEJSA-N24778686 CCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCCCCCCCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.00014 1.3455075
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PC 34:1 WTJKGGKOPKCXLL-VYOBOKEXSA-N5497103 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCCCC0.000896 0.8838999
PC 34:2 JLPULHDHAOZNQI-ZTIMHPMXSA-N5287971 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.225746 0.9781325
PC 34:3 CNNSEHUKQJCGTE-UPPWDXJYSA-N24778699 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCC/C=C\C/C=C\C/C=C\CCCCC2.51E-05 0.6785378
PC 35:2 ZSKWZJYUVZYDQU-WESJWMGVSA-N52922491 CCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.012609 0.8751758
PC 36:0 NRJAVPSFFCBXDT-HUESYALOSA-N94190 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCCCCCCCC0.976468 0.9969555
PC 36:1 ATHVAWFAEPLPPQ-VRDBWYNSSA-N24778825 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCCCC0.961654 1.0054702
PC 36:2 SNKAWJBJQDLSFF-NVKMUCNASA-N10350317 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCCCC0.060058 1.051227
PC 36:3 BXRLDROZWDUSGM-ZRYFCQOPSA-N24778937 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCC/C=C\C/C=C\CCCCCCCC0.452994 0.9631097
PC 36:4 IIZPXYDJLKNOIY-JXPKJXOSSA-N10747814 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.302321 1.030537
PC 36:5 DYDDZDMJSQYFGN-OIVUZXIWSA-N24778771 CCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.947596 0.9986826
PC 36:6 SPWBDEZMKCRQSX-NGPPOSSDSA-N52922847 CCCCC/C=C\C/C=C\C/C=C\CCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)COP(=O)([O-])OCC[N+](C)(C)C0.088996 0.8196831
PC 37:2 MCZUABDVGPPWPM-HJTCUGKVSA-N52922735 CCCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.328038 0.9396872
PC 37:3 OOYQEEUUQRMQKL-JUUDQZDJSA-N52922851 CCCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)COP(=O)([O-])OCC[N+](C)(C)C0.175106 0.8607269
PC 37:4 QRPUCJXFPYFTMB-FBFLODOBSA-N52922853 CCCCCCCCC/C=C\CCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)COP(=O)([O-])OCC[N+](C)(C)C0.38551 1.0626389
PC 38:2 KXXLFCAPKGRXBT-FMJYHZMHSA-N24779263 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.054852 1.1354997
PC 38:3 OJHJKEBRZSDTTL-VHWCKNCUSA-N52922741 CCCCCCCC/C=C\CCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.396339 0.9127272
PC 38:4 DNYKSJQVBCVGOF-LCKGXUDJSA-N52923291 CCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.001333 1.1571073
PC 38:5 YLWBKBDNHWQEFU-YJXJLLHLSA-N53479033 CCCCCC/C=C\CCCCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.021868 0.7386157
PC 38:6 PLZBTDKJYHXIEW-DZUXOTHRSA-N52923295 CCCCC/C=C\C/C=C\CCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.000374 1.2118967
PC 38:8 QQNHCRBGLPDWEW-LRFGEVPTSA-N52922865 CC/C=C\C/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.002922 0.5909313
PC 40:2 AEUCYCQYAUFAKH-DITNKEBASA-N24779063 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCC/C=C\CCCCCCCC0.006149 1.2441294
PC 40:5 LJFKFKIYUJNFPZ-ZLFSCUDPSA-N52923133 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.000111 1.4004809
PC 40:6 TYRTWVKQVGNGSZ-RGBTVBCDSA-N52923195 CCCCC/C=C\C/C=C\CCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.004282 1.2927758
PC 40:7 BPUROMFCPFGBOT-ZEGPSQTJSA-N24778982 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.916759 0.9887284
PC 42:1 PAHPUCKPYBHMBM-RURDTVAGSA-N24778881 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCCCC/C=C\CCCCCCCC0.001423 0.8090131
PC 42:4 SGYNBRXEOXADHS-CIUHTZMDSA-N24779052 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.240404 1.0797056
PC 42:6 DSVRMAGYENFTLY-GDDYDVMSSA-N52923651 CCCCC/C=C\C/C=C\CCCCCCCCCC(=O)O[C@H](COC(=O)CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.00039 0.6277071
PC 44:3 GZZUNXHFXFGEBB-MXZPZXETSA-N52923541 CCCCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCC/C=C\C/C=C\CCCCC0.860564 1.0152419
PC 44:4 UIAAGLPOUUFIRG-ZUEQPGPOSA-N52923481 CCCCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.04664 1.1263809
PC p34:1 OIICTMOQBYZCDA-IIKIFWEUSA-N11125520 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCCCCCC0.980128 1.001569
PC p34:2 KMNVIRCHUMQGHD-RCINKDPXSA-N52923934 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCC0.073186 0.9105108
PC p34:3 QLEHHUPUHJPURI-PWYDUFMYSA-N24779386 CCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC2.56E-05 0.7089221
PC p36:3 SOUZQPFUXRVDGK-KCTKZSJBSA-N53481701 CCCCCCCCCCCCCCCCOC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCC/C=C\C/C=C\C/C=C\C/C=C\CC0.18817 0.9366166
PC p36:4 IOYKZPNDXIIXLN-LOQSCQKMSA-N24779388 CCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.38551 1.050542
PC p38:3 WOSDZWBQBJHAMR-NOQLVGMBSA-N52925093 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCCCCCCCCCC/C=C\C/C=C\CCCCC0.71309 0.9666399
PC p38:4 BAKDTVUHENQVRW-IXXGCMLPSA-N52925117 CCCCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCCCCC/C=C\C/C=C\C/C=C\CCCCC0.088996 1.0869542
PE 34:2 HBZNVZIRJWODIB-NHCUFCNUSA-N46891780 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[NH3+])OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.993239 1.0010273
PE 36:2 DXXUYBAISOHOLM-XRIXOMQFSA-N52924894 CCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)COP(=O)(O)OCCN2.06E-05 0.6872644
PE 36:3 GKAFCSRKMWFPSJ-RJXNKANHSA-N71728379 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[NH3+])OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.752859 0.9801437
PE 36:4 DUQDVNACTOXOJA-KTKXOIIHSA-N52924875 CCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)(O)OCCN0.491652 1.0772202
PE 38:2 CLPMAPXZURYSNH-CNBLIUODSA-N9546825 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)(O)OCCN)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.096598 0.9055888
PE 38:4 ANRKEHNWXKCXDB-BHFWLYLHSA-N46891781 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[NH3+])OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.114898 1.1857443
PE 38:6 LFGBKOUQHCWBQI-BZGLIJSBSA-N52924893 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)(O)OCCN)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.142959 1.1728005
PE 40:6 FEABWDMFZNBFCT-KUVQHVNNSA-N52924379 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)(O)OCCN)OC(=O)CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.000647 1.2125064
Phosphatidylglycerol 29:0 RYHJACYQTJIGMZ-JHOUSYSJSA-N52926457 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)(O)OC[C@H](CO)O)OC(=O)CCCCCCCCCCCC0.970787 1.0011059
Plasmenyl-PC 34:2 IQACMFWAGALEAQ-WESJWMGVSA-N6443157 CCCCCCCCCCCCCCCCOC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.000183 0.7252335
Plasmenyl-PC 36:6JCIBOIAZHLGPOT-YAYDGDQKSA-N70698851 CCCCCC/C=C\CCCCCCCC/C=C\O[C@H](COC(=O)CCCC/C=C\C/C=C\C/C=C\C/C=C\CC)COP(=O)([O-])OCC[N+](C)(C)C8.90E-05 0.7536584
Plasmenyl-PC 38:5FHHVIBPVBBRLOR-IYACIECVSA-N24779390 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.452994 1.0614039
Plasmenyl-PE 36:3XVXISDREVDGQPX-PISDLAQISA-N52925079 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.02395 0.8302969
Plasmenyl-PE 36:5UUYSKERSKRMYME-MAIXUNBTSA-N52925126 CCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.005816 1.2465311
Plasmenyl-PE 36:6RLLOITCRNQRGJD-DFAKUSJGSA-N52925061 CCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.617307 0.9027806
Plasmenyl-PE 38:5URPXXNCTXCOATD-FXMFQVEGSA-N86289532 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)([O-])OCC[NH3+])OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.001533 1.2904986
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Plasmenyl-PE 38:6KCNBSSYOJRUKOM-JALPNNRCSA-N52925089 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC4.96E-05 1.467691
Plasmenyl-PE 38:7WVGALBKSWOUIEZ-XNHMFJFDSA-N5283497 CCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC6.58E-06 1.5313326
Plasmenyl-PE 40:6 CVCZYWPCMUWTNS-IXKBFPPMSA-N52925119 CCCCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.343844 1.1503252
Plasmenyl-PE 40:7FIJFPUAJUDAZEY-MNDXXDKYSA-N42607458 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.000245 1.4152303
PS 38:3 BQBTWCBZEKRLFP-BGFRNLFWSA-N52925523 CCCCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)COP(=O)(O)OC[C@@H](C(=O)O)N0.000295 0.9250157
PS 38:4 SVOUGFFDROZBJI-DNALCEECSA-N24779545 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)(O)OC[C@@H](C(=O)O)N)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.84302 0.9963828
PS 40:3 BTIQFPURPAGQHS-HOSNKBABSA-N52925502 CCCCCCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCC/C=C\C/C=C\C/C=C\CCCCC)COP(=O)(O)OC[C@@H](C(=O)O)N0.964542 1.0042162
PS 40:4 GBBNRADSWUALEU-AEDAHVLISA-N52925748 CCCCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)(O)OC[C@@H](C(=O)O)N0.082031 1.0375257
PS 40:6 LYYHRRPTEXPVOR-SYEOQEKUSA-N24779546 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)(O)OC[C@@H](C(=O)O)N)OC(=O)CC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.144112 1.0895397
PS 42:5 VNQACVFLMLYTLE-WDLXSBMRSA-N52925755 CCCCCCCCCC/C=C\CCCCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)(O)OC[C@@H](C(=O)O)N0.678873 0.9695739
PS 42:6 WOBFEYJLJCLDBR-NISVGTQTSA-N52925756 CCCCC/C=C\C/C=C\CCCCCCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)(O)OC[C@@H](C(=O)O)N5.86E-05 1.2159249
PS 42:8 ROCNHMAZFKRILY-PRDJOCNNSA-N52925757 CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)(O)OC[C@@H](C(=O)O)N0.003181 1.3320688
PS p34:0 OHPHIZCKAAJKOG-PBSRCHRYSA-N52926194 CCCCCCCCCCCCCCCCCC(=O)O[C@H](CO/C=C\CCCCCCCCCCCCCC)COP(=O)(O)OC[C@@H](C(=O)O)N0.916759 0.9873024
SM 33:1 LQINJRUGTUOHGS-YPDYIYJKSA-N52931139 CCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.916759 0.9895998
SM 34:0 QHZIGNLCLJPLCU-QPPIDDCLSA-N9939965 CCCCCCCCCCCCCCC[C@H]([C@H](COP(=O)([O-])OCC[N+](C)(C)C)NC(=O)CCCCCCCCCCCCCCC)O0.250894 1.0903498
SM d16:1/20:0 LKQLRGMMMAHREN-YJFXYUILSA-N6453725 CCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.000314 1.2041097
SM d16:1/20:1 NBEADXWAAWCCDG-QDDWGVBQSA-N6443882 CCCCCCCCCCCCC/C=C/[C@H]([C@H](COP(=O)([O-])OCC[N+](C)(C)C)NC(=O)CCCCCCC/C=C\CCCCCCCC)O0.090182 1.0903456
SM d18:1/14:0 KYICBZWZQPCUMO-PSALXKTOSA-N11433862 CCCCCCCCCCCCC/C=C/[C@H]([C@H](COP(=O)([O-])OCC[N+](C)(C)C)NC(=O)CCCCCCCCCCCCC)O0.014424 1.1891017
SM d18:1/16:0 RWKUXQNLWDTSLO-GWQJGLRPSA-N9939941 CCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.286626 1.0362932
SM d18:1/16:1 YLWSJLLZUHSIEA-CKSUKHGVSA-N52931235 CCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCC/C=C\CCC)O0.267078 1.0446242
SM (d18:1/18:0)LKQLRGMMMAHREN-YJFXYUILSA-N6453725 CCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.000456 1.2029487
SM (d18:1/18:1)NBEADXWAAWCCDG-QDDWGVBQSA-N6443882 CCCCCCCCCCCCC/C=C/[C@H]([C@H](COP(=O)([O-])OCC[N+](C)(C)C)NC(=O)CCCCCCC/C=C\CCCCCCCC)O0.049611 1.1123923
SM d18:1/20:0 AADLTHQNYQJHQV-SVLGDMRNSA-N44260124 CCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.000647 1.2001588
SM (d18:1/20:1) MDRFMTLYKHBJTF-NQYLGBTJSA-N52931179 CCCCCCCCCCCCC/C=C/[C@H]([C@H](COP(=O)([O-])OCC[N+](C)(C)C)NC(=O)CCCCCCCCC/C=C\CCCCCCCC)O0.288607 1.0493321
SM d18:1/21:0 YXSZOBWVQJIWNE-QVDCKBILSA-N52931193 CCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.537838 0.9507833
SM d18:1/22:0 FJJANLYCZUNFSE-TWKUQIQBSA-N44260125 CCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.762839 1.0141561
SM d18:1/23:0 SXZWBNWTCVLZJN-NMIJJABPSA-N46891684 CCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.000206 0.8000529
SM d18:1/24:0 QEDPUVGSSDPBMD-XTAIVQBESA-N44260127 CCCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.403027 0.963257
SM d18:2/23:0 JBDGKEXQKCCQFK-JWQIMADESA-N52931209 CCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCC/C=C\CCC)O6.48E-05 0.8086867
SM d18:2/24:0DACOGJMBYLZYDH-GXJPFUDISA-N52931217 CCCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCC/C=C\CCC)O0.970787 1.0028005
SM (d18:2/24:1) TXFLWJQVQCDUDZ-BRUGZULGSA-N52931215 CCCCCCCC/C=C\CCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCC/C=C\CCC)O0.970787 1.0021295
TG 42:0 DUXYWXYOBMKGIN-UHFFFAOYSA-N11148 CCCCCCCCCCCCCC(=O)OCC(COC(=O)CCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCC0.000153 3.4641456
TG 44:1 UZLGGKDLJGDGEY-WVSHCNQOSA-N56936554 CCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCCCCCCCC4.12E-05 4.2354683
TG 46:0 JWVXCFSNEOMSHH-YACUFSJGSA-N91865745 CCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCC0.0038 1.9315018
TG 46:1 RSDIQTNCDWUNDP-JHXSWNAYSA-N56936558 CCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCCCCCC4.96E-05 3.1790717
TG 46:2 XUEMVUXNOCIHLG-MOFPORNTSA-N56936582 CCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCC/C=C\CCCCCC6.58E-06 3.906618
TG 46:3 AQARPXOEHQBBQN-OJJDTYCWSA-N56936561 CCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)OC(=O)CCCCCCCCCCCCC2.06E-05 3.2176691
TG 48:0 PVNIQBQSYATKKL-UHFFFAOYSA-N11147 CCCCCCCCCCCCCCCC(=O)OCC(COC(=O)CCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCC0.081849 1.3201928
TG 48:1 FEKLSEFRUGWUOS-DLOIZKPKSA-N9543986 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCCCCCCCCCC0.000617 1.7435737
TG 48:2 RUOVJPPUXXFZPC-YZEIBMOJSA-N9543987 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCC/C=C\CCCCCC0.000113 2.2495888
TG 48:3 SKGWNZXOCSYJQL-BUTYCLJRSA-N9543989 CCCCCC/C=C\CCCCCCCC(=O)OCC(OC(=O)CCCCCCC/C=C\CCCCCC)COC(=O)CCCCCCC/C=C\CCCCCC6.58E-06 3.5084154
TG 49:0 TTWJTJMWHOYBPQ-ANFMRNGASA-N9543988 CCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCC0.212242 1.3231648
TG 49:1 VYYGQDOPVVYUKW-UKFBYESTSA-N9543991 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCC)OC(=O)CCCCCCCCCCCCCCC0.175106 1.3284334
TG 49:2 QZYSUBAQYSVFNX-PSMULLBHSA-N9543993 CCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCC/C=C\CCCCCC0.146655 1.2841548
TG 50:0 QRJMBNGGFSPTQP-BXJPYAOGSA-N3246958 [2H]C([2H])(C([2H])(C([2H])([2H])OC(=O)CCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCC0.013989 1.7803219
TG 50:1 YHMDGPZOSGBQRH-YYSBDVFPSA-N25240460 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCCCCCCCC0.001214 1.2838025
TG 50:2 QEZWFCZNHWUARW-XQCAQTCHSA-N9544010 CCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCC/C=C\CCCCCC0.000163 1.3438577
TG 50:3 UFHNZOACKFBCOM-YXKNDSBASA-N25240357 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCC/C=C\CCCCCC2.81E-05 1.8096021
TG 50:4 PVMBAGXWHHZKFP-JMPJWMFJSA-N25240359 CCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\CCCCCC2.56E-05 2.1579053
TG 50:5 AFTBPUXZTDLRSP-UDQIKIEDSA-N9544045 CCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)OC(=O)CCCCCCC/C=C\CCCCCC8.90E-05 2.0712899
TG 51:1 OZAXLAGNPZMZAD-BOEMPQCLSA-N9544006 CCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCC)OC(=O)CCCCCCCCCCCCCCCC0.056233 1.4806697
TG 51:2 NSNSZGBCOIKUBU-SZOKBDNISA-N9544013 CCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCC)OC(=O)CCCCCCC/C=C\CCCCCCC0.231561 1.2050256
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TG 51:3 ISSGPXMQOMAFMJ-DMGKHJLRSA-N9544023 CCCCCCC/C=C\CCCCCCCC(=O)OCC(OC(=O)CCCCCCC/C=C\CCCCCCC)COC(=O)CCCCCCC/C=C\CCCCCCC0.039091 1.2842254
TG 51:4 IIRQXNVLAXQEKB-KBEZCZBDSA-N9544052 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCC0.001933 1.4839756
TG 52:0 SDNYRTVJOFMYIW-OIVUAWODSA-N545690 CCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCCCC0.004397 2.0831546
TG 52:1 NPCZZYKITFKRQZ-FQUZZJBASA-N25240360 CCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCCCCCCCCCC)COC(=O)CCCCCCC/C=C\CCCCCCCC0.000149 2.0429578
TG 52:2 KGLAHZTWGPHKFF-RISKEULASA-N25240361 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC0.00919 1.1104913
TG 52:3 KGLAHZTWGPHKFF-RISKEULASA-N25240361 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC0.000307 1.1469505
TG 52:4 WHSWXEYWNPTUPW-HNJDVRDNSA-N25240364 CCCCCCCC/C=C\CCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\CCCCCC)COC(=O)CCCCCCC/C=C\C/C=C\CCCCC3.58E-05 1.4631491
TG 52:5 CQZAAIKPSLHIBC-KDJOUNIJSA-N25240366 CCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.0038 1.497528
TG 53:0 ZJUXHXMIKPSINE-IONAWPRUSA-N9544181 CCCCCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCC0.054912 1.3981391
TG 53:1 WWJIBIGWKGFVAQ-JNSYTQKUSA-N9544081 CCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCCC)OC(=O)CCCCCCCCCCCCCCCCC0.013815 1.7980368
TG 53:2 RSINITWKVQRWSZ-RFVLVDBCSA-N9544102 CCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCC)OC(=O)CCCCCCCCCCCCCCCCC0.302321 1.1703661
TG 53:3 ZNQBEJJYVJSZLM-LEDQTTRKSA-N9544126 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC0.016483 1.3480189
TG 53:4 BMSDHYZLQWTKSQ-LSJAAEOESA-N9544152 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC0.005831 1.318456
TG 53:5 QHYAATSKYBYSLG-BXDFBOBBSA-N9544183 CCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.000123 1.8160141
TG 54:0 DCXXMTOCNZCJGO-UHFFFAOYSA-N11146 CCCCCCCCCCCCCCCCCC(=O)OCC(COC(=O)CCCCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCCCC0.041734 1.421236
TG 54:1 YFFIQXNTTVSKJC-NZEOUKRFSA-N16058371 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCCCCCCCCCC0.000963 2.1216244
TG 54:2 RYNHWWNZNIGDAQ-BMTCQUSZSA-N16058372 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC0.000105 1.8267815
TG 54:3 PHYFQTYBJUILEZ-IUPFWZBJSA-N5497163 CCCCCCCC/C=C\CCCCCCCC(=O)OCC(OC(=O)CCCCCCC/C=C\CCCCCCCC)COC(=O)CCCCCCC/C=C\CCCCCCCC4.96E-05 1.3990368
TG 54:4 BRLGHZXETDWABO-NOFIOOQLSA-N9544255 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)OC(=O)CCCCCCC/C=C\CCCCCCCC0.002615 1.4083748
TG 54:5 VVEBTVMJPTZDHO-YQFZQLSNSA-N25240373 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.000228 1.507273
TG 54:6 HBOQXIRUPVQLKX-BBWANDEASA-N5322095 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OCC(OC(=O)CCCCCCC/C=C\C/C=C\CCCCC)COC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.000159 1.8532214
TG 54:8 BMPVTDWOWBNPJU-NYRSPQLFSA-N9544413 CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCC0.059644 1.4584968
TG 56:1 OCYFAHIHWCVZKS-FHSLLVMSSA-N9544345 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCCCCCCCCCCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC0.000867 1.9705944
TG 56:2 PDEQUPGHMOMBFC-FYEHETCMSA-N9544390 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCCCCCCCCCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.000149 2.1211649
TG 56:3 QXMHHXQBBKDSSL-BAQZNRHJSA-N9544447 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC7.01E-05 1.9410184
TG 56:4 YONCDTJKIZDSKQ-IYASBODOSA-N25240379 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.004161 1.5157019
TG 56:5 UHEJWASONFIROS-YPSHDQQVSA-N25240380 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.000142 1.5996189
TG 56:6 ZTNDRFCABXFVMY-WJTCTALZSA-N9544625 CCCCC/C=C\C/C=C\CCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.781923 0.9519092
TG 56:7 DODZUDCYRVWEOJ-GKZBLMSTSA-N9544695 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCCCCC/C=C\C/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC6.94E-06 1.7321198
TG 56:8 UBGUHMDKBGQUND-VPFWBQFRSA-N9544762 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC2.59E-08 2.7360087
TG 58:1 OWZMHFAFGQCCNI-FBXRAONGSA-N25240381 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCCCCCCCCCCCC0.028609 1.4843504
TG 58:2 GXWBCAVCOMAOHT-VMCJOIRWSA-N9545277 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.000123 1.8849885
TG 58:3 RFMSTHTUAZETPD-JJPHLYBUSA-N9544748 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCC/C=C\CCCCCCCC0.000108 2.1573186
TG 58:4 CCKRHDUCFMOBKX-AAINFQTBSA-N9544835 CCCCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCCCCCCCCCCCC)COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC4.43E-05 2.1754202
TG 58:6 GSNFRUMSEHHPSY-LCXCSEBNSA-N9544977 CCCCCCCC/C=C\CCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.000606 1.6524232
TG 58:8 KWIGMCRWEINBIR-HUPVKWKYSA-N9545124 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.000337 1.7154499
TG 58:9 RVXFSLZMZOFGEQ-SWIIBWKZSA-N9545200 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC5.96E-07 2.143353
TG 60:1 YNDXXWKSWMKVGO-HZLQDPIMSA-N9544965 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCCCCCCCCCCCC0.037955 1.4104758
TG 60:11 ASSZWZBQIXMMKM-SYTPEAHJSA-N9545730 CCCCC/C=C\C/C=C\C/C=C\CCCCCCC(=O)OC[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC8.90E-05 1.8189858
TG 60:2 QPNVLDQSHXVPMG-JMYPUKFOSA-N9545040 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCC/C=C\CCCCCCCC0.054912 1.4152962
TG 62:1 TZLOSVAFXBPUQT-VBMMIZSXSA-N9545526 CCCCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCCCCCCCCCCCCCC)OC(=O)CCCCCCCCC/C=C\CCCCCCCC0.60471 1.0713888
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S9. Lipidome differential abundance analysis: Cluster IV vs Cluster I at Visit -3
Compound NameInChiKeys Pubchem IDSMILES pvalue foldchange
CE 18:1 RJECHNNFRHZQKU-RMUVNZEASA-N5283632 CCCCCCCC/C=C\CCCCCCCC(=O)O[C@H]1CC[C@@]2([C@H]3CC[C@]4([C@H]([C@@H]3CC=C2C1)CC[C@@H]4[C@H](C)CCCC(C)C)C)C5.56E-06 0.713295
CE 18:2 NAACPBBQTFFYQB-LJAITQKLSA-N5287939 CCCCC/C=C\C/C=C\CCCCCCCC(=O)O[C@H]1CC[C@@]2([C@H]3CC[C@]4([C@H]([C@@H]3CC=C2C1)CC[C@@H]4[C@H](C)CCCC(C)C)C)C0.001758 0.774733
CE 18:3 FYMCIBHUFSIWCE-WVXFKAQASA-N6436907 CC/C=C\C/C=C\C/C=C\CCCCCCCC(=O)O[C@H]1CC[C@@]2([C@H]3CC[C@]4([C@H]([C@@H]3CC=C2C1)CC[C@@H]4[C@H](C)CCCC(C)C)C)C1.38E-05 0.66944
CE 20:4 IMXSFYNMSOULQS-BEDFLICRSA-N6479222 CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCC(=O)O[C@H]1CC[C@@]2([C@H]3CC[C@]4([C@H]([C@@H]3CC=C2C1)CC[C@@H]4[C@H](C)CCCC(C)C)C)C0.105839 0.895506
CE 22:6 VOEVEGPMRIYYKC-HNJOWPRISA-N14274978 CC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CCC(=O)O[C@H]1CC[C@@]2([C@H]3CC[C@]4([C@H]([C@@H]3CC=C2C1)CC[C@@H]4[C@H](C)CCCC(C)C)C)C8.22E-07 0.472112
Ceramide d18:1/23:0  NAJHAHQNQCNWOP-PUYNVXOJSA-N52931115 CCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](CO)[C@@H](/C=C/CCCCCCCCCCCCC)O0.020816 1.167135
Ceramide d40:1 KEPQASGDXIEOIL-GLQCRSEXSA-N5283567 CCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](CO)[C@@H](/C=C/CCCCCCCCCCCCC)O0.433464 1.047987
Ceramide d42:1 ZJVVOYPTFQEGPH-AUTSUKAISA-N5283571 CCCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](CO)[C@@H](/C=C/CCCCCCCCCCCCC)O0.22498 1.064752
Ceramide d42:2 VJSBNBBOSZJDKB-KPEYJIHVSA-N5283568 CCCCCCCCCCCCC/C=C/[C@H]([C@H](CO)NC(=O)CCCCCCCCCCCCC/C=C\CCCCCCCC)O1.38E-05 0.622628
Cer (d18:1/16:0)YDNKGFDKKRUKPY-TURZORIXSA-N5283564 CCCCCCCCCCCCCCCC(=O)N[C@@H](CO)[C@@H](/C=C/CCCCCCCCCCCCC)O0.914756 0.99197
Cer (d18:1/22:0) KEPQASGDXIEOIL-GLQCRSEXSA-N5283567 CCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](CO)[C@@H](/C=C/CCCCCCCCCCCCC)O0.174235 1.076033
Cer (d18:1/24:1) VJSBNBBOSZJDKB-KPEYJIHVSA-N5283568 CCCCCCCCCCCCC/C=C/[C@H]([C@H](CO)NC(=O)CCCCCCCCCCCCC/C=C\CCCCCCCC)O2.33E-05 0.710909
CholesterolHVYWMOMLDIMFJA-DPAQBDIFSA-N5997 C[C@H](CCCC(C)C)[C@H]1CC[C@@H]2[C@@]1(CC[C@H]3[C@H]2CC=C4[C@@]3(CC[C@@H](C4)O)C)C0.433464 1.010607
DG 32:0 JEJLGIQLPYYGEE-XIFFEERXSA-N644078 CCCCCCCCCCCCCCCC(=O)OC[C@H](CO)OC(=O)CCCCCCCCCCCCCCC0.104184 1.20308
DG 34:0 VYQDALBEQRZDPL-DHUJRADRSA-N3246945 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](CO)OC(=O)CCCCCCCCCCCCCCC0.053025 1.164565
DG 34:1 YEJYLHKQOBOSCP-OZKTZCCCSA-N5282283 CCCCCCCCCCCCCCCC(=O)OC[C@H](CO)OC(=O)CCCCCCC/C=C\CCCCCCCC0.261182 1.164303
DG 36:0 UHUSDOQQWJGJQS-UHFFFAOYSA-N102615 CCCCCCCCCCCCCCCCCC(=O)OCC(CO)OC(=O)CCCCCCCCCCCCCCCCC0.475419 0.964406
DG 36:2 AFSHUZFNMVJNKX-LLWMBOQKSA-N9543716 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](CO)OC(=O)CCCCCCC/C=C\CCCCCCCC0.361456 1.11771
DG 36:3 BLZVZPYMHLXLHG-JOBMVARSSA-N9543722 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](CO)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.001742 1.472843
DG 38:5 GRGDLDNREYVILP-CNWVQWJYSA-N9543784 CCCCC/C=C\C/C=C\CCCCCCCCCC(=O)O[C@@H](CO)COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC0.001758 1.32709
DG 38:6 YDVDXUYJFQLPEG-CTHJWPIASA-N9543795 CCCCC/C=C\C/C=C\C/C=C\CCCCCCC(=O)O[C@@H](CO)COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC3.87E-05 2.077497
DG 40:1 VFUWCRMMTRWZAT-JLDYGAOKSA-N9543793 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](CO)OC(=O)CCCCCCCCC/C=C\CCCCCCCC0.979316 0.99844
FA 16:0 IPCSVZSSVZVIGE-UHFFFAOYSA-N985 CCCCCCCCCCCCCCCC(=O)O0.845185 0.982756
FA 16:1 SECPZKHBENQXJG-FPLPWBNLSA-N445638 CCCCCC/C=C\CCCCCCCC(=O)O0.279159 0.715535
FA 18:0 QIQXTHQIDYTFRH-UHFFFAOYSA-N5281 CCCCCCCCCCCCCCCCCC(=O)O0.697608 1.046336
FA 18:1 ZQPPMHVWECSIRJ-KTKRTIGZSA-N445639 CCCCCCCC/C=C\CCCCCCCC(=O)O0.433464 0.850117
FA 22:4 TWSWSIQAPQLDBP-DOFZRALJSA-N5497181 CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCCCC(=O)O0.343603 1.088829
GlcCer d18:1/22:0 YIGARKIIFOHVPF-YAEABVQUSA-N6321359 CCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](CO[C@H]1C(C([C@@H]([C@H](O1)CO)O)O)O)[C@@H](/C=C/CCCCCCCCCCCCC)O0.001521 0.796047
GlcCer d18:1/24:0 POQRWMRXUOPCLD-AAAFHMTMSA-N6321361 CCCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](CO[C@H]1C(C([C@@H]([C@H](O1)CO)O)O)O)[C@@H](/C=C/CCCCCCCCCCCCC)O0.005893 0.81604
GlcCer d18:1/24:1WBOZIXHPUPAOIA-RBELZSLISA-N6321360 CCCCCCCCCCCCC/C=C/[C@H]([C@H](CO[C@H]1C(C([C@@H]([C@H](O1)CO)O)O)O)NC(=O)CCCCCCCCCCCCC/C=C\CCCCCCCC)O5.90E-07 0.604091
LPC 18:0 IHNKQIMGVNPMTC-RUZDIDTESA-N497299 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)O0.827859 0.976122
LPC 18:1 YAMUFBLWGFFICM-PTGWMXDISA-N16081932 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)O0.179621 0.905206
LPC 18:2 SPJFYYJXNPEZDW-FTJOPAKQSA-N11005824 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)O0.408665 1.081188
LPC 20:0 UATOAILWGVYRQS-HHHXNRCGSA-N24779473 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)O0.174235 0.891375
LPC 20:1 GJTDRNFWIDPARY-GTPZACKGSA-N24779475 CCCCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)O0.011101 0.754287
LPC 20:2 YYQVCMMXPIJVHY-ZOIJLGJPSA-N52924053 CCCCC/C=C\C/C=C\CCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)O0.797472 1.025079
LPE 18:0 BBYWOYAFBUOUFP-JOCHJYFZSA-N46891690 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[NH3+])O0.979316 0.996506
LPE 18:2 DBHKHNGBVGWQJE-USWSLJGRSA-N52925130 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)(O)OCCN)O0.034305 1.257204
LPE 20:0 HEQMDGOBDIGJOC-XMMPIXPASA-N52925131 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)(O)OCCN)O0.96402 1.001359
LPE 20:1 JEAGLCKGAKACCE-OPSAWKISSA-N52925139 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@H](COP(=O)(O)OCCN)O0.388439 0.931724
PC 16:0/16:0 KILNVBDSWZSGLL-KXQOOQHDSA-N452110 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCCCCCC0.071107 0.926581
PC 18:1/16:0 WTJKGGKOPKCXLL-VYOBOKEXSA-N5497103 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCCCC0.011101 0.935544
PC 28:0 CITHEXJVPOWHKC-UUWRZZSWSA-N5459377 CCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCCCC0.975543 0.993271
PC 30:0 RFVFQQWKPSOBED-PSXMRANNSA-N129657 CCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCCCCCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.45819 1.086188
PC 32:0 KILNVBDSWZSGLL-KXQOOQHDSA-N452110 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCCCCCC0.035751 0.891513
PC 32:1 QIBZFHLFHCIUOT-NPBIGWJUSA-N6443788 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCC0.875954 0.983202
PC 32:2 GPWHCUUIQMGELX-VHQDNGOZSA-N24778764 CCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCC0.063343 1.184704
PC 32:3 UXEFXNOSLOCOLX-ZCHSEWAGSA-N52922763 CCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCC/C=C\C/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.913897 1.01587
PC 33:1 GXTATYLPYLLNLV-MGIDVFSBSA-N24778662 CCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCC/C=C\CCCCCC0.248881 1.104332
PC 34:0 PZNPLUBHRSSFHT-RRHRGVEJSA-N24778686 CCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCCCCCCCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.233231 0.933049
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PC 34:1 WTJKGGKOPKCXLL-VYOBOKEXSA-N5497103 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCCCC0.027503 0.913451
PC 34:2 JLPULHDHAOZNQI-ZTIMHPMXSA-N5287971 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.350984 1.016088
PC 34:3 CNNSEHUKQJCGTE-UPPWDXJYSA-N24778699 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCC/C=C\C/C=C\C/C=C\CCCCC0.037572 0.862114
PC 35:2 ZSKWZJYUVZYDQU-WESJWMGVSA-N52922491 CCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.000992 1.225718
PC 36:0 NRJAVPSFFCBXDT-HUESYALOSA-N94190 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCCCCCCCC0.388439 1.05636
PC 36:1 ATHVAWFAEPLPPQ-VRDBWYNSSA-N24778825 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCCCC0.121553 0.923106
PC 36:2 SNKAWJBJQDLSFF-NVKMUCNASA-N10350317 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCCCC0.563463 1.014366
PC 36:3 BXRLDROZWDUSGM-ZRYFCQOPSA-N24778937 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCC/C=C\C/C=C\CCCCCCCC0.827859 1.015379
PC 36:4 IIZPXYDJLKNOIY-JXPKJXOSSA-N10747814 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.034305 1.082601
PC 36:5 DYDDZDMJSQYFGN-OIVUZXIWSA-N24778771 CCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.168696 0.974134
PC 36:6 SPWBDEZMKCRQSX-NGPPOSSDSA-N52922847 CCCCC/C=C\C/C=C\C/C=C\CCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)COP(=O)([O-])OCC[N+](C)(C)C0.127005 0.830708
PC 37:2 MCZUABDVGPPWPM-HJTCUGKVSA-N52922735 CCCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.254159 1.067591
PC 37:3 OOYQEEUUQRMQKL-JUUDQZDJSA-N52922851 CCCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)COP(=O)([O-])OCC[N+](C)(C)C0.020816 1.274558
PC 37:4 QRPUCJXFPYFTMB-FBFLODOBSA-N52922853 CCCCCCCCC/C=C\CCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)COP(=O)([O-])OCC[N+](C)(C)C0.000297 1.262276
PC 38:2 KXXLFCAPKGRXBT-FMJYHZMHSA-N24779263 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.254159 0.937695
PC 38:3 OJHJKEBRZSDTTL-VHWCKNCUSA-N52922741 CCCCCCCC/C=C\CCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.156602 1.177921
PC 38:4 DNYKSJQVBCVGOF-LCKGXUDJSA-N52923291 CCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.03459 1.089045
PC 38:5 YLWBKBDNHWQEFU-YJXJLLHLSA-N53479033 CCCCCC/C=C\CCCCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.248881 0.858989
PC 38:6 PLZBTDKJYHXIEW-DZUXOTHRSA-N52923295 CCCCC/C=C\C/C=C\CCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.001057 0.773217
PC 38:8 QQNHCRBGLPDWEW-LRFGEVPTSA-N52922865 CC/C=C\C/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC2.33E-05 0.494845
PC 40:2 AEUCYCQYAUFAKH-DITNKEBASA-N24779063 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCC/C=C\CCCCCCCC0.27447 0.917637
PC 40:5 LJFKFKIYUJNFPZ-ZLFSCUDPSA-N52923133 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.001632 0.697999
PC 40:6 TYRTWVKQVGNGSZ-RGBTVBCDSA-N52923195 CCCCC/C=C\C/C=C\CCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.112801 0.890212
PC 40:7 BPUROMFCPFGBOT-ZEGPSQTJSA-N24778982 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.006247 0.775231
PC 42:1 PAHPUCKPYBHMBM-RURDTVAGSA-N24778881 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCCCC/C=C\CCCCCCCC0.001521 0.766836
PC 42:4 SGYNBRXEOXADHS-CIUHTZMDSA-N24779052 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.041286 1.162991
PC 42:6 DSVRMAGYENFTLY-GDDYDVMSSA-N52923651 CCCCC/C=C\C/C=C\CCCCCCCCCC(=O)O[C@H](COC(=O)CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.669224 0.940664
PC 44:3 GZZUNXHFXFGEBB-MXZPZXETSA-N52923541 CCCCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCC/C=C\C/C=C\CCCCC6.83E-05 0.735687
PC 44:4 UIAAGLPOUUFIRG-ZUEQPGPOSA-N52923481 CCCCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.757351 0.975762
PC p34:1 OIICTMOQBYZCDA-IIKIFWEUSA-N11125520 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCCCCCC1.38E-05 0.785005
PC p34:2 KMNVIRCHUMQGHD-RCINKDPXSA-N52923934 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCC8.23E-08 0.697825
PC p34:3 QLEHHUPUHJPURI-PWYDUFMYSA-N24779386 CCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.001035 0.770673
PC p36:3 SOUZQPFUXRVDGK-KCTKZSJBSA-N53481701 CCCCCCCCCCCCCCCCOC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCC/C=C\C/C=C\C/C=C\C/C=C\CC0.248881 0.925577
PC p36:4 IOYKZPNDXIIXLN-LOQSCQKMSA-N24779388 CCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.03165 0.853727
PC p38:3 WOSDZWBQBJHAMR-NOQLVGMBSA-N52925093 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCCCCCCCCCC/C=C\C/C=C\CCCCC0.433464 1.066366
PC p38:4 BAKDTVUHENQVRW-IXXGCMLPSA-N52925117 CCCCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCCCCC/C=C\C/C=C\C/C=C\CCCCC0.034305 0.869895
PE 34:2 HBZNVZIRJWODIB-NHCUFCNUSA-N46891780 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[NH3+])OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.015826 1.198346
PE 36:2 DXXUYBAISOHOLM-XRIXOMQFSA-N52924894 CCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)COP(=O)(O)OCCN0.000305 1.344521
PE 36:3 GKAFCSRKMWFPSJ-RJXNKANHSA-N71728379 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[NH3+])OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.238446 0.95172
PE 36:4 DUQDVNACTOXOJA-KTKXOIIHSA-N52924875 CCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)(O)OCCN0.020752 1.256729
PE 38:2 CLPMAPXZURYSNH-CNBLIUODSA-N9546825 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)(O)OCCN)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.00131 1.206732
PE 38:4 ANRKEHNWXKCXDB-BHFWLYLHSA-N46891781 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[NH3+])OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.013014 1.448283
PE 38:6 LFGBKOUQHCWBQI-BZGLIJSBSA-N52924893 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)(O)OCCN)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.018552 0.752994
PE 40:6 FEABWDMFZNBFCT-KUVQHVNNSA-N52924379 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)(O)OCCN)OC(=O)CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.007858 0.799804
Phosphatidylglycerol 29:0 RYHJACYQTJIGMZ-JHOUSYSJSA-N52926457 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)(O)OC[C@H](CO)O)OC(=O)CCCCCCCCCCCC0.212978 1.035401
Plasmenyl-PC 34:2 IQACMFWAGALEAQ-WESJWMGVSA-N6443157 CCCCCCCCCCCCCCCCOC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.115494 0.84329
Plasmenyl-PC 36:6JCIBOIAZHLGPOT-YAYDGDQKSA-N70698851 CCCCCC/C=C\CCCCCCCC/C=C\O[C@H](COC(=O)CCCC/C=C\C/C=C\C/C=C\C/C=C\CC)COP(=O)([O-])OCC[N+](C)(C)C0.000281 0.795523
Plasmenyl-PC 38:5FHHVIBPVBBRLOR-IYACIECVSA-N24779390 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.80207 1.024121
Plasmenyl-PE 36:3XVXISDREVDGQPX-PISDLAQISA-N52925079 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.475419 0.936045
Plasmenyl-PE 36:5UUYSKERSKRMYME-MAIXUNBTSA-N52925126 CCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.076944 0.855609
Plasmenyl-PE 36:6RLLOITCRNQRGJD-DFAKUSJGSA-N52925061 CCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC1.78E-05 0.438821
Plasmenyl-PE 38:5URPXXNCTXCOATD-FXMFQVEGSA-N86289532 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)([O-])OCC[NH3+])OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.105839 0.881117
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Plasmenyl-PE 38:6KCNBSSYOJRUKOM-JALPNNRCSA-N52925089 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.036546 0.839866
Plasmenyl-PE 38:7WVGALBKSWOUIEZ-XNHMFJFDSA-N5283497 CCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC3.76E-06 0.592449
Plasmenyl-PE 40:6 CVCZYWPCMUWTNS-IXKBFPPMSA-N52925119 CCCCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.248881 0.832321
Plasmenyl-PE 40:7FIJFPUAJUDAZEY-MNDXXDKYSA-N42607458 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC2.33E-05 0.627541
PS 38:3 BQBTWCBZEKRLFP-BGFRNLFWSA-N52925523 CCCCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)COP(=O)(O)OC[C@@H](C(=O)O)N0.05865 0.957452
PS 38:4 SVOUGFFDROZBJI-DNALCEECSA-N24779545 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)(O)OC[C@@H](C(=O)O)N)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.591738 1.008534
PS 40:3 BTIQFPURPAGQHS-HOSNKBABSA-N52925502 CCCCCCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCC/C=C\C/C=C\C/C=C\CCCCC)COP(=O)(O)OC[C@@H](C(=O)O)N0.475419 0.965998
PS 40:4 GBBNRADSWUALEU-AEDAHVLISA-N52925748 CCCCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)(O)OC[C@@H](C(=O)O)N0.213197 1.025448
PS 40:6 LYYHRRPTEXPVOR-SYEOQEKUSA-N24779546 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)(O)OC[C@@H](C(=O)O)N)OC(=O)CC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.003796 1.084921
PS 42:5 VNQACVFLMLYTLE-WDLXSBMRSA-N52925755 CCCCCCCCCC/C=C\CCCCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)(O)OC[C@@H](C(=O)O)N0.434164 1.048967
PS 42:6 WOBFEYJLJCLDBR-NISVGTQTSA-N52925756 CCCCC/C=C\C/C=C\CCCCCCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)(O)OC[C@@H](C(=O)O)N0.00505 1.146295
PS 42:8 ROCNHMAZFKRILY-PRDJOCNNSA-N52925757 CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)(O)OC[C@@H](C(=O)O)N0.002152 0.774225
PS p34:0 OHPHIZCKAAJKOG-PBSRCHRYSA-N52926194 CCCCCCCCCCCCCCCCCC(=O)O[C@H](CO/C=C\CCCCCCCCCCCCCC)COP(=O)(O)OC[C@@H](C(=O)O)N0.475419 1.013683
SM 33:1 LQINJRUGTUOHGS-YPDYIYJKSA-N52931139 CCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.56119 1.038359
SM 34:0 QHZIGNLCLJPLCU-QPPIDDCLSA-N9939965 CCCCCCCCCCCCCCC[C@H]([C@H](COP(=O)([O-])OCC[N+](C)(C)C)NC(=O)CCCCCCCCCCCCCCC)O0.208542 0.869643
SM d16:1/20:0 LKQLRGMMMAHREN-YJFXYUILSA-N6453725 CCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.269616 0.949512
SM d16:1/20:1 NBEADXWAAWCCDG-QDDWGVBQSA-N6443882 CCCCCCCCCCCCC/C=C/[C@H]([C@H](COP(=O)([O-])OCC[N+](C)(C)C)NC(=O)CCCCCCC/C=C\CCCCCCCC)O0.915207 1.006393
SM d18:1/14:0 KYICBZWZQPCUMO-PSALXKTOSA-N11433862 CCCCCCCCCCCCC/C=C/[C@H]([C@H](COP(=O)([O-])OCC[N+](C)(C)C)NC(=O)CCCCCCCCCCCCC)O0.737402 0.971367
SM d18:1/16:0 RWKUXQNLWDTSLO-GWQJGLRPSA-N9939941 CCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.05865 0.942448
SM d18:1/16:1 YLWSJLLZUHSIEA-CKSUKHGVSA-N52931235 CCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCC/C=C\CCC)O0.075681 0.930673
SM (d18:1/18:0)LKQLRGMMMAHREN-YJFXYUILSA-N6453725 CCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.345919 0.947214
SM (d18:1/18:1)NBEADXWAAWCCDG-QDDWGVBQSA-N6443882 CCCCCCCCCCCCC/C=C/[C@H]([C@H](COP(=O)([O-])OCC[N+](C)(C)C)NC(=O)CCCCCCC/C=C\CCCCCCCC)O0.978642 1.001834
SM d18:1/20:0 AADLTHQNYQJHQV-SVLGDMRNSA-N44260124 CCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.071107 0.909722
SM (d18:1/20:1) MDRFMTLYKHBJTF-NQYLGBTJSA-N52931179 CCCCCCCCCCCCC/C=C/[C@H]([C@H](COP(=O)([O-])OCC[N+](C)(C)C)NC(=O)CCCCCCCCC/C=C\CCCCCCCC)O0.0893 0.92614
SM d18:1/21:0 YXSZOBWVQJIWNE-QVDCKBILSA-N52931193 CCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.19211 1.119025
SM d18:1/22:0 FJJANLYCZUNFSE-TWKUQIQBSA-N44260125 CCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.214833 0.95341
SM d18:1/23:0 SXZWBNWTCVLZJN-NMIJJABPSA-N46891684 CCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.284084 1.05927
SM d18:1/24:0 QEDPUVGSSDPBMD-XTAIVQBESA-N44260127 CCCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.393112 0.90994
SM d18:2/23:0 JBDGKEXQKCCQFK-JWQIMADESA-N52931209 CCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCC/C=C\CCC)O0.599407 0.974631
SM d18:2/24:0DACOGJMBYLZYDH-GXJPFUDISA-N52931217 CCCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCC/C=C\CCC)O3.73E-07 0.690196
SM (d18:2/24:1) TXFLWJQVQCDUDZ-BRUGZULGSA-N52931215 CCCCCCCC/C=C\CCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCC/C=C\CCC)O1.76E-06 0.783623
TG 42:0 DUXYWXYOBMKGIN-UHFFFAOYSA-N11148 CCCCCCCCCCCCCC(=O)OCC(COC(=O)CCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCC0.064653 1.913322
TG 44:1 UZLGGKDLJGDGEY-WVSHCNQOSA-N56936554 CCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCCCCCCCC0.034305 1.983667
TG 46:0 JWVXCFSNEOMSHH-YACUFSJGSA-N91865745 CCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCC0.015826 1.806509
TG 46:1 RSDIQTNCDWUNDP-JHXSWNAYSA-N56936558 CCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCCCCCC0.065762 1.653325
TG 46:2 XUEMVUXNOCIHLG-MOFPORNTSA-N56936582 CCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCC/C=C\CCCCCC0.014889 2.015632
TG 46:3 AQARPXOEHQBBQN-OJJDTYCWSA-N56936561 CCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)OC(=O)CCCCCCCCCCCCC0.003255 2.113504
TG 48:0 PVNIQBQSYATKKL-UHFFFAOYSA-N11147 CCCCCCCCCCCCCCCC(=O)OCC(COC(=O)CCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCC0.03165 1.473596
TG 48:1 FEKLSEFRUGWUOS-DLOIZKPKSA-N9543986 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCCCCCCCCCC0.007118 1.594891
TG 48:2 RUOVJPPUXXFZPC-YZEIBMOJSA-N9543987 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCC/C=C\CCCCCC0.003255 1.796771
TG 48:3 SKGWNZXOCSYJQL-BUTYCLJRSA-N9543989 CCCCCC/C=C\CCCCCCCC(=O)OCC(OC(=O)CCCCCCC/C=C\CCCCCC)COC(=O)CCCCCCC/C=C\CCCCCC0.004545 2.035586
TG 49:0 TTWJTJMWHOYBPQ-ANFMRNGASA-N9543988 CCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCC0.003255 1.934064
TG 49:1 VYYGQDOPVVYUKW-UKFBYESTSA-N9543991 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCC)OC(=O)CCCCCCCCCCCCCCC0.000232 2.124863
TG 49:2 QZYSUBAQYSVFNX-PSMULLBHSA-N9543993 CCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCC/C=C\CCCCCC1.38E-05 2.039847
TG 50:0 QRJMBNGGFSPTQP-BXJPYAOGSA-N3246958 [2H]C([2H])(C([2H])(C([2H])([2H])OC(=O)CCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCC0.036546 1.692677
TG 50:1 YHMDGPZOSGBQRH-YYSBDVFPSA-N25240460 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCCCCCCCC0.031649 1.257018
TG 50:2 QEZWFCZNHWUARW-XQCAQTCHSA-N9544010 CCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCC/C=C\CCCCCC0.002424 1.366696
TG 50:3 UFHNZOACKFBCOM-YXKNDSBASA-N25240357 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCC/C=C\CCCCCC5.56E-06 2.003757
TG 50:4 PVMBAGXWHHZKFP-JMPJWMFJSA-N25240359 CCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\CCCCCC7.15E-05 2.093046
TG 50:5 AFTBPUXZTDLRSP-UDQIKIEDSA-N9544045 CCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)OC(=O)CCCCCCC/C=C\CCCCCC0.000962 1.850921
TG 51:1 OZAXLAGNPZMZAD-BOEMPQCLSA-N9544006 CCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCC)OC(=O)CCCCCCCCCCCCCCCC0.000601 1.994703
TG 51:2 NSNSZGBCOIKUBU-SZOKBDNISA-N9544013 CCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCC)OC(=O)CCCCCCC/C=C\CCCCCCC0.000146 1.760746
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TG 51:3 ISSGPXMQOMAFMJ-DMGKHJLRSA-N9544023 CCCCCCC/C=C\CCCCCCCC(=O)OCC(OC(=O)CCCCCCC/C=C\CCCCCCC)COC(=O)CCCCCCC/C=C\CCCCCCC8.23E-08 2.071834
TG 51:4 IIRQXNVLAXQEKB-KBEZCZBDSA-N9544052 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCC3.69E-07 2.120695
TG 52:0 SDNYRTVJOFMYIW-OIVUAWODSA-N545690 CCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCCCC0.089684 1.553975
TG 52:1 NPCZZYKITFKRQZ-FQUZZJBASA-N25240360 CCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCCCCCCCCCC)COC(=O)CCCCCCC/C=C\CCCCCCCC0.010346 1.659704
TG 52:2 KGLAHZTWGPHKFF-RISKEULASA-N25240361 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC0.247729 1.059092
TG 52:3 KGLAHZTWGPHKFF-RISKEULASA-N25240361 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC0.001521 1.202054
TG 52:4 WHSWXEYWNPTUPW-HNJDVRDNSA-N25240364 CCCCCCCC/C=C\CCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\CCCCCC)COC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.005598 1.414651
TG 52:5 CQZAAIKPSLHIBC-KDJOUNIJSA-N25240366 CCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.020816 1.462804
TG 53:0 ZJUXHXMIKPSINE-IONAWPRUSA-N9544181 CCCCCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCC0.015826 1.544248
TG 53:1 WWJIBIGWKGFVAQ-JNSYTQKUSA-N9544081 CCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCCC)OC(=O)CCCCCCCCCCCCCCCCC0.003427 1.949252
TG 53:2 RSINITWKVQRWSZ-RFVLVDBCSA-N9544102 CCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCC)OC(=O)CCCCCCCCCCCCCCCCC0.000235 1.582481
TG 53:3 ZNQBEJJYVJSZLM-LEDQTTRKSA-N9544126 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC5.21E-06 1.807538
TG 53:4 BMSDHYZLQWTKSQ-LSJAAEOESA-N9544152 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC2.49E-07 1.820646
TG 53:5 QHYAATSKYBYSLG-BXDFBOBBSA-N9544183 CCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.013854 1.603272
TG 54:0 DCXXMTOCNZCJGO-UHFFFAOYSA-N11146 CCCCCCCCCCCCCCCCCC(=O)OCC(COC(=O)CCCCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCCCC0.312217 1.209877
TG 54:1 YFFIQXNTTVSKJC-NZEOUKRFSA-N16058371 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCCCCCCCCCC0.011101 1.883044
TG 54:2 RYNHWWNZNIGDAQ-BMTCQUSZSA-N16058372 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC0.011101 1.50796
TG 54:3 PHYFQTYBJUILEZ-IUPFWZBJSA-N5497163 CCCCCCCC/C=C\CCCCCCCC(=O)OCC(OC(=O)CCCCCCC/C=C\CCCCCCCC)COC(=O)CCCCCCC/C=C\CCCCCCCC0.014889 1.256828
TG 54:4 BRLGHZXETDWABO-NOFIOOQLSA-N9544255 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)OC(=O)CCCCCCC/C=C\CCCCCCCC0.014932 1.344612
TG 54:5 VVEBTVMJPTZDHO-YQFZQLSNSA-N25240373 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.011973 1.455389
TG 54:6 HBOQXIRUPVQLKX-BBWANDEASA-N5322095 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OCC(OC(=O)CCCCCCC/C=C\C/C=C\CCCCC)COC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.011973 1.772967
TG 54:8 BMPVTDWOWBNPJU-NYRSPQLFSA-N9544413 CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCC0.728161 1.083249
TG 56:1 OCYFAHIHWCVZKS-FHSLLVMSSA-N9544345 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCCCCCCCCCCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC0.109637 1.395045
TG 56:2 PDEQUPGHMOMBFC-FYEHETCMSA-N9544390 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCCCCCCCCCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.076944 1.377599
TG 56:3 QXMHHXQBBKDSSL-BAQZNRHJSA-N9544447 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC0.298663 1.191864
TG 56:4 YONCDTJKIZDSKQ-IYASBODOSA-N25240379 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.069235 1.455109
TG 56:5 UHEJWASONFIROS-YPSHDQQVSA-N25240380 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.174235 1.340855
TG 56:6 ZTNDRFCABXFVMY-WJTCTALZSA-N9544625 CCCCC/C=C\C/C=C\CCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.913897 1.01742
TG 56:7 DODZUDCYRVWEOJ-GKZBLMSTSA-N9544695 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCCCCC/C=C\C/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.974161 0.993058
TG 56:8 UBGUHMDKBGQUND-VPFWBQFRSA-N9544762 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.572568 0.893294
TG 58:1 OWZMHFAFGQCCNI-FBXRAONGSA-N25240381 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCCCCCCCCCCCC0.433464 1.172532
TG 58:2 GXWBCAVCOMAOHT-VMCJOIRWSA-N9545277 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.084805 1.348603
TG 58:3 RFMSTHTUAZETPD-JJPHLYBUSA-N9544748 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCC/C=C\CCCCCCCC0.020773 1.508534
TG 58:4 CCKRHDUCFMOBKX-AAINFQTBSA-N9544835 CCCCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCCCCCCCCCCCC)COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.248881 1.250052
TG 58:6 GSNFRUMSEHHPSY-LCXCSEBNSA-N9544977 CCCCCCCC/C=C\CCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.011101 1.474425
TG 58:8 KWIGMCRWEINBIR-HUPVKWKYSA-N9545124 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.831671 0.962055
TG 58:9 RVXFSLZMZOFGEQ-SWIIBWKZSA-N9545200 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.974161 1.008172
TG 60:1 YNDXXWKSWMKVGO-HZLQDPIMSA-N9544965 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCCCCCCCCCCCC0.112801 1.260882
TG 60:11 ASSZWZBQIXMMKM-SYTPEAHJSA-N9545730 CCCCC/C=C\C/C=C\C/C=C\CCCCCCC(=O)OC[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.073692 0.742051
TG 60:2 QPNVLDQSHXVPMG-JMYPUKFOSA-N9545040 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCC/C=C\CCCCCCCC0.073692 1.440487
TG 62:1 TZLOSVAFXBPUQT-VBMMIZSXSA-N9545526 CCCCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCCCCCCCCCCCCCC)OC(=O)CCCCCCCCC/C=C\CCCCCCCC0.352235 1.125937
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S10. Lipidome differential abundance analysis: Cluster IV vs Cluster I at Visit -6
Compound NameInChiKeys Pubchem IDSMILES pvalue foldchange
CE 18:1 RJECHNNFRHZQKU-RMUVNZEASA-N5283632 CCCCCCCC/C=C\CCCCCCCC(=O)O[C@H]1CC[C@@]2([C@H]3CC[C@]4([C@H]([C@@H]3CC=C2C1)CC[C@@H]4[C@H](C)CCCC(C)C)C)C2.40E-07 0.60522
CE 18:2 NAACPBBQTFFYQB-LJAITQKLSA-N5287939 CCCCC/C=C\C/C=C\CCCCCCCC(=O)O[C@H]1CC[C@@]2([C@H]3CC[C@]4([C@H]([C@@H]3CC=C2C1)CC[C@@H]4[C@H](C)CCCC(C)C)C)C7.62E-05 0.65503
CE 18:3 FYMCIBHUFSIWCE-WVXFKAQASA-N6436907 CC/C=C\C/C=C\C/C=C\CCCCCCCC(=O)O[C@H]1CC[C@@]2([C@H]3CC[C@]4([C@H]([C@@H]3CC=C2C1)CC[C@@H]4[C@H](C)CCCC(C)C)C)C9.78E-05 0.626045
CE 20:4 IMXSFYNMSOULQS-BEDFLICRSA-N6479222 CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCC(=O)O[C@H]1CC[C@@]2([C@H]3CC[C@]4([C@H]([C@@H]3CC=C2C1)CC[C@@H]4[C@H](C)CCCC(C)C)C)C0.005452 0.765
CE 22:6 VOEVEGPMRIYYKC-HNJOWPRISA-N14274978 CC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CCC(=O)O[C@H]1CC[C@@]2([C@H]3CC[C@]4([C@H]([C@@H]3CC=C2C1)CC[C@@H]4[C@H](C)CCCC(C)C)C)C1.96E-11 0.405499
Ceramide d18:1/23:0  NAJHAHQNQCNWOP-PUYNVXOJSA-N52931115 CCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](CO)[C@@H](/C=C/CCCCCCCCCCCCC)O0.17868 1.100741
Ceramide d40:1 KEPQASGDXIEOIL-GLQCRSEXSA-N5283567 CCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](CO)[C@@H](/C=C/CCCCCCCCCCCCC)O0.098506 1.108622
Ceramide d42:1 ZJVVOYPTFQEGPH-AUTSUKAISA-N5283571 CCCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](CO)[C@@H](/C=C/CCCCCCCCCCCCC)O0.377088 1.054862
Ceramide d42:2 VJSBNBBOSZJDKB-KPEYJIHVSA-N5283568 CCCCCCCCCCCCC/C=C/[C@H]([C@H](CO)NC(=O)CCCCCCCCCCCCC/C=C\CCCCCCCC)O0.000157 0.728039
Cer (d18:1/16:0)YDNKGFDKKRUKPY-TURZORIXSA-N5283564 CCCCCCCCCCCCCCCC(=O)N[C@@H](CO)[C@@H](/C=C/CCCCCCCCCCCCC)O0.931401 1.006314
Cer (d18:1/22:0) KEPQASGDXIEOIL-GLQCRSEXSA-N5283567 CCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](CO)[C@@H](/C=C/CCCCCCCCCCCCC)O0.031366 1.144091
Cer (d18:1/24:1) VJSBNBBOSZJDKB-KPEYJIHVSA-N5283568 CCCCCCCCCCCCC/C=C/[C@H]([C@H](CO)NC(=O)CCCCCCCCCCCCC/C=C\CCCCCCCC)O0.000186 0.716538
CholesterolHVYWMOMLDIMFJA-DPAQBDIFSA-N5997 C[C@H](CCCC(C)C)[C@H]1CC[C@@H]2[C@@]1(CC[C@H]3[C@H]2CC=C4[C@@]3(CC[C@@H](C4)O)C)C0.487026 1.010291
DG 32:0 JEJLGIQLPYYGEE-XIFFEERXSA-N644078 CCCCCCCCCCCCCCCC(=O)OC[C@H](CO)OC(=O)CCCCCCCCCCCCCCC3.89E-05 1.567538
DG 34:0 VYQDALBEQRZDPL-DHUJRADRSA-N3246945 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](CO)OC(=O)CCCCCCCCCCCCCCC0.001453 1.341865
DG 34:1 YEJYLHKQOBOSCP-OZKTZCCCSA-N5282283 CCCCCCCCCCCCCCCC(=O)OC[C@H](CO)OC(=O)CCCCCCC/C=C\CCCCCCCC0.001104 1.465007
DG 36:0 UHUSDOQQWJGJQS-UHFFFAOYSA-N102615 CCCCCCCCCCCCCCCCCC(=O)OCC(CO)OC(=O)CCCCCCCCCCCCCCCCC0.639992 0.975016
DG 36:2 AFSHUZFNMVJNKX-LLWMBOQKSA-N9543716 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](CO)OC(=O)CCCCCCC/C=C\CCCCCCCC0.03182 1.266304
DG 36:3 BLZVZPYMHLXLHG-JOBMVARSSA-N9543722 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](CO)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC7.26E-05 1.587335
DG 38:5 GRGDLDNREYVILP-CNWVQWJYSA-N9543784 CCCCC/C=C\C/C=C\CCCCCCCCCC(=O)O[C@@H](CO)COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC0.035239 1.185546
DG 38:6 YDVDXUYJFQLPEG-CTHJWPIASA-N9543795 CCCCC/C=C\C/C=C\C/C=C\CCCCCCC(=O)O[C@@H](CO)COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC0.016507 2.043084
DG 40:1 VFUWCRMMTRWZAT-JLDYGAOKSA-N9543793 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](CO)OC(=O)CCCCCCCCC/C=C\CCCCCCCC0.186292 0.903538
FA 16:0 IPCSVZSSVZVIGE-UHFFFAOYSA-N985 CCCCCCCCCCCCCCCC(=O)O0.177008 0.894725
FA 16:1 SECPZKHBENQXJG-FPLPWBNLSA-N445638 CCCCCC/C=C\CCCCCCCC(=O)O0.153503 0.708253
FA 18:0 QIQXTHQIDYTFRH-UHFFFAOYSA-N5281 CCCCCCCCCCCCCCCCCC(=O)O0.810347 1.036323
FA 18:1 ZQPPMHVWECSIRJ-KTKRTIGZSA-N445639 CCCCCCCC/C=C\CCCCCCCC(=O)O0.05664 0.703219
FA 22:4 TWSWSIQAPQLDBP-DOFZRALJSA-N5497181 CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCCCC(=O)O0.877567 1.020101
GlcCer d18:1/22:0 YIGARKIIFOHVPF-YAEABVQUSA-N6321359 CCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](CO[C@H]1C(C([C@@H]([C@H](O1)CO)O)O)O)[C@@H](/C=C/CCCCCCCCCCCCC)O0.049128 0.880069
GlcCer d18:1/24:0 POQRWMRXUOPCLD-AAAFHMTMSA-N6321361 CCCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](CO[C@H]1C(C([C@@H]([C@H](O1)CO)O)O)O)[C@@H](/C=C/CCCCCCCCCCCCC)O0.008954 0.843011
GlcCer d18:1/24:1WBOZIXHPUPAOIA-RBELZSLISA-N6321360 CCCCCCCCCCCCC/C=C/[C@H]([C@H](CO[C@H]1C(C([C@@H]([C@H](O1)CO)O)O)O)NC(=O)CCCCCCCCCCCCC/C=C\CCCCCCCC)O5.24E-06 0.635613
LPC 18:0 IHNKQIMGVNPMTC-RUZDIDTESA-N497299 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)O0.043058 1.238967
LPC 18:1 YAMUFBLWGFFICM-PTGWMXDISA-N16081932 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)O0.931401 1.009557
LPC 18:2 SPJFYYJXNPEZDW-FTJOPAKQSA-N11005824 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)O0.286251 1.131611
LPC 20:0 UATOAILWGVYRQS-HHHXNRCGSA-N24779473 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)O0.267082 1.115356
LPC 20:1 GJTDRNFWIDPARY-GTPZACKGSA-N24779475 CCCCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)O0.931401 0.986419
LPC 20:2 YYQVCMMXPIJVHY-ZOIJLGJPSA-N52924053 CCCCC/C=C\C/C=C\CCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)O0.094174 1.211988
LPE 18:0 BBYWOYAFBUOUFP-JOCHJYFZSA-N46891690 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[NH3+])O0.13597 1.227678
LPE 18:2 DBHKHNGBVGWQJE-USWSLJGRSA-N52925130 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)(O)OCCN)O0.039579 1.37003
LPE 20:0 HEQMDGOBDIGJOC-XMMPIXPASA-N52925131 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)(O)OCCN)O0.373929 1.019113
LPE 20:1 JEAGLCKGAKACCE-OPSAWKISSA-N52925139 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@H](COP(=O)(O)OCCN)O0.931401 0.99035
PC 16:0/16:0 KILNVBDSWZSGLL-KXQOOQHDSA-N452110 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCCCCCC0.177008 0.937481
PC 18:1/16:0 WTJKGGKOPKCXLL-VYOBOKEXSA-N5497103 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCCCC0.000402 0.886605
PC 28:0 CITHEXJVPOWHKC-UUWRZZSWSA-N5459377 CCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCCCC0.931401 1.024473
PC 30:0 RFVFQQWKPSOBED-PSXMRANNSA-N129657 CCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCCCCCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.877567 1.028692
PC 32:0 KILNVBDSWZSGLL-KXQOOQHDSA-N452110 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCCCCCC0.085105 0.890828
PC 32:1 QIBZFHLFHCIUOT-NPBIGWJUSA-N6443788 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCC0.029455 0.811973
PC 32:2 GPWHCUUIQMGELX-VHQDNGOZSA-N24778764 CCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCC0.22634 1.148731
PC 32:3 UXEFXNOSLOCOLX-ZCHSEWAGSA-N52922763 CCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCC/C=C\C/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.898138 0.976706
PC 33:1 GXTATYLPYLLNLV-MGIDVFSBSA-N24778662 CCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCC/C=C\CCCCCC0.931401 0.990571
PC 34:0 PZNPLUBHRSSFHT-RRHRGVEJSA-N24778686 CCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCCCCCCCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.931401 1.009393
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PC 34:1 WTJKGGKOPKCXLL-VYOBOKEXSA-N5497103 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCCCC0.001842 0.859373
PC 34:2 JLPULHDHAOZNQI-ZTIMHPMXSA-N5287971 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.489541 1.014544
PC 34:3 CNNSEHUKQJCGTE-UPPWDXJYSA-N24778699 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCC/C=C\C/C=C\C/C=C\CCCCC0.249254 0.896505
PC 35:2 ZSKWZJYUVZYDQU-WESJWMGVSA-N52922491 CCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.000304 1.269182
PC 36:0 NRJAVPSFFCBXDT-HUESYALOSA-N94190 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCCCCCCCC0.169448 1.122832
PC 36:1 ATHVAWFAEPLPPQ-VRDBWYNSSA-N24778825 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCCCC0.255433 0.913763
PC 36:2 SNKAWJBJQDLSFF-NVKMUCNASA-N10350317 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCCCC0.160983 1.049905
PC 36:3 BXRLDROZWDUSGM-ZRYFCQOPSA-N24778937 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCC/C=C\C/C=C\CCCCCCCC0.489278 1.045085
PC 36:4 IIZPXYDJLKNOIY-JXPKJXOSSA-N10747814 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.191894 1.043624
PC 36:5 DYDDZDMJSQYFGN-OIVUZXIWSA-N24778771 CCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.489278 0.987858
PC 36:6 SPWBDEZMKCRQSX-NGPPOSSDSA-N52922847 CCCCC/C=C\C/C=C\C/C=C\CCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)COP(=O)([O-])OCC[N+](C)(C)C0.111017 0.789725
PC 37:2 MCZUABDVGPPWPM-HJTCUGKVSA-N52922735 CCCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.054186 1.16064
PC 37:3 OOYQEEUUQRMQKL-JUUDQZDJSA-N52922851 CCCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)COP(=O)([O-])OCC[N+](C)(C)C0.111017 1.210121
PC 37:4 QRPUCJXFPYFTMB-FBFLODOBSA-N52922853 CCCCCCCCC/C=C\CCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)COP(=O)([O-])OCC[N+](C)(C)C0.000304 1.321115
PC 38:2 KXXLFCAPKGRXBT-FMJYHZMHSA-N24779263 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.744487 1.026632
PC 38:3 OJHJKEBRZSDTTL-VHWCKNCUSA-N52922741 CCCCCCCC/C=C\CCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.980497 1.00354
PC 38:4 DNYKSJQVBCVGOF-LCKGXUDJSA-N52923291 CCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.060809 1.084168
PC 38:5 YLWBKBDNHWQEFU-YJXJLLHLSA-N53479033 CCCCCC/C=C\CCCCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.293884 0.881395
PC 38:6 PLZBTDKJYHXIEW-DZUXOTHRSA-N52923295 CCCCC/C=C\C/C=C\CCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.000186 0.766845
PC 38:8 QQNHCRBGLPDWEW-LRFGEVPTSA-N52922865 CC/C=C\C/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.000157 0.49846
PC 40:2 AEUCYCQYAUFAKH-DITNKEBASA-N24779063 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCC/C=C\CCCCCCCC0.997308 0.999763
PC 40:5 LJFKFKIYUJNFPZ-ZLFSCUDPSA-N52923133 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.000402 0.708464
PC 40:6 TYRTWVKQVGNGSZ-RGBTVBCDSA-N52923195 CCCCC/C=C\C/C=C\CCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.356469 0.917774
PC 40:7 BPUROMFCPFGBOT-ZEGPSQTJSA-N24778982 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.03143 0.813395
PC 42:1 PAHPUCKPYBHMBM-RURDTVAGSA-N24778881 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCCCC/C=C\CCCCCCCC0.000137 0.767421
PC 42:4 SGYNBRXEOXADHS-CIUHTZMDSA-N24779052 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.311561 1.074277
PC 42:6 DSVRMAGYENFTLY-GDDYDVMSSA-N52923651 CCCCC/C=C\C/C=C\CCCCCCCCCC(=O)O[C@H](COC(=O)CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)([O-])OCC[N+](C)(C)C0.898138 1.036536
PC 44:3 GZZUNXHFXFGEBB-MXZPZXETSA-N52923541 CCCCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCC/C=C\C/C=C\CCCCC2.59E-06 0.730831
PC 44:4 UIAAGLPOUUFIRG-ZUEQPGPOSA-N52923481 CCCCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.27117 0.933641
PC p34:1 OIICTMOQBYZCDA-IIKIFWEUSA-N11125520 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCCCCCCCCCC1.76E-05 0.766404
PC p34:2 KMNVIRCHUMQGHD-RCINKDPXSA-N52923934 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\CCCCCC1.29E-08 0.681547
PC p34:3 QLEHHUPUHJPURI-PWYDUFMYSA-N24779386 CCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.020138 0.826787
PC p36:3 SOUZQPFUXRVDGK-KCTKZSJBSA-N53481701 CCCCCCCCCCCCCCCCOC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCC/C=C\C/C=C\C/C=C\C/C=C\CC0.15078 0.930336
PC p36:4 IOYKZPNDXIIXLN-LOQSCQKMSA-N24779388 CCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.027555 0.853276
PC p38:3 WOSDZWBQBJHAMR-NOQLVGMBSA-N52925093 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCCCCCCCCCC/C=C\C/C=C\CCCCC0.693293 1.036143
PC p38:4 BAKDTVUHENQVRW-IXXGCMLPSA-N52925117 CCCCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCCCCC/C=C\C/C=C\C/C=C\CCCCC0.06259 0.904199
PE 34:2 HBZNVZIRJWODIB-NHCUFCNUSA-N46891780 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[NH3+])OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.009712 1.412245
PE 36:2 DXXUYBAISOHOLM-XRIXOMQFSA-N52924894 CCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)COP(=O)(O)OCCN0.005257 1.288381
PE 36:3 GKAFCSRKMWFPSJ-RJXNKANHSA-N71728379 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[NH3+])OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.943754 1.003936
PE 36:4 DUQDVNACTOXOJA-KTKXOIIHSA-N52924875 CCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)(O)OCCN0.113782 1.1747
PE 38:2 CLPMAPXZURYSNH-CNBLIUODSA-N9546825 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)(O)OCCN)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.000609 1.266041
PE 38:4 ANRKEHNWXKCXDB-BHFWLYLHSA-N46891781 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)([O-])OCC[NH3+])OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.000139 1.550118
PE 38:6 LFGBKOUQHCWBQI-BZGLIJSBSA-N52924893 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)(O)OCCN)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.170081 0.837839
PE 40:6 FEABWDMFZNBFCT-KUVQHVNNSA-N52924379 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COP(=O)(O)OCCN)OC(=O)CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.001176 0.796105
Phosphatidylglycerol 29:0 RYHJACYQTJIGMZ-JHOUSYSJSA-N52926457 CCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)(O)OC[C@H](CO)O)OC(=O)CCCCCCCCCCCC0.931401 1.003231
Plasmenyl-PC 34:2 IQACMFWAGALEAQ-WESJWMGVSA-N6443157 CCCCCCCCCCCCCCCCOC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.201204 0.876851
Plasmenyl-PC 36:6JCIBOIAZHLGPOT-YAYDGDQKSA-N70698851 CCCCCC/C=C\CCCCCCCC/C=C\O[C@H](COC(=O)CCCC/C=C\C/C=C\C/C=C\C/C=C\CC)COP(=O)([O-])OCC[N+](C)(C)C0.026038 0.842793
Plasmenyl-PC 38:5FHHVIBPVBBRLOR-IYACIECVSA-N24779390 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.786319 1.028411
Plasmenyl-PE 36:3XVXISDREVDGQPX-PISDLAQISA-N52925079 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.931401 1.008941
Plasmenyl-PE 36:5UUYSKERSKRMYME-MAIXUNBTSA-N52925126 CCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.527951 0.937412
Plasmenyl-PE 36:6RLLOITCRNQRGJD-DFAKUSJGSA-N52925061 CCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.00011 0.463994
Plasmenyl-PE 38:5URPXXNCTXCOATD-FXMFQVEGSA-N86289532 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)([O-])OCC[NH3+])OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.202463 0.895239
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Plasmenyl-PE 38:6KCNBSSYOJRUKOM-JALPNNRCSA-N52925089 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.330218 0.906876
Plasmenyl-PE 38:7WVGALBKSWOUIEZ-XNHMFJFDSA-N5283497 CCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC8.37E-06 0.64029
Plasmenyl-PE 40:6 CVCZYWPCMUWTNS-IXKBFPPMSA-N52925119 CCCCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.203711 0.840839
Plasmenyl-PE 40:7FIJFPUAJUDAZEY-MNDXXDKYSA-N42607458 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.000104 0.683542
PS 38:3 BQBTWCBZEKRLFP-BGFRNLFWSA-N52925523 CCCCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)COP(=O)(O)OC[C@@H](C(=O)O)N0.005244 0.927503
PS 38:4 SVOUGFFDROZBJI-DNALCEECSA-N24779545 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)(O)OC[C@@H](C(=O)O)N)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.216373 0.979278
PS 40:3 BTIQFPURPAGQHS-HOSNKBABSA-N52925502 CCCCCCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCC/C=C\C/C=C\C/C=C\CCCCC)COP(=O)(O)OC[C@@H](C(=O)O)N0.439782 0.946015
PS 40:4 GBBNRADSWUALEU-AEDAHVLISA-N52925748 CCCCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)(O)OC[C@@H](C(=O)O)N0.104949 1.048922
PS 40:6 LYYHRRPTEXPVOR-SYEOQEKUSA-N24779546 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)(O)OC[C@@H](C(=O)O)N)OC(=O)CC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC0.110191 1.062839
PS 42:5 VNQACVFLMLYTLE-WDLXSBMRSA-N52925755 CCCCCCCCCC/C=C\CCCCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)(O)OC[C@@H](C(=O)O)N0.327481 1.071578
PS 42:6 WOBFEYJLJCLDBR-NISVGTQTSA-N52925756 CCCCC/C=C\C/C=C\CCCCCCCCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)(O)OC[C@@H](C(=O)O)N0.035239 1.105345
PS 42:8 ROCNHMAZFKRILY-PRDJOCNNSA-N52925757 CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCCCC(=O)O[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)COP(=O)(O)OC[C@@H](C(=O)O)N0.00159 0.799131
PS p34:0 OHPHIZCKAAJKOG-PBSRCHRYSA-N52926194 CCCCCCCCCCCCCCCCCC(=O)O[C@H](CO/C=C\CCCCCCCCCCCCCC)COP(=O)(O)OC[C@@H](C(=O)O)N0.695617 1.041486
SM 33:1 LQINJRUGTUOHGS-YPDYIYJKSA-N52931139 CCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.931401 0.99255
SM 34:0 QHZIGNLCLJPLCU-QPPIDDCLSA-N9939965 CCCCCCCCCCCCCCC[C@H]([C@H](COP(=O)([O-])OCC[N+](C)(C)C)NC(=O)CCCCCCCCCCCCCCC)O0.035239 0.874222
SM d16:1/20:0 LKQLRGMMMAHREN-YJFXYUILSA-N6453725 CCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.013243 0.890946
SM d16:1/20:1 NBEADXWAAWCCDG-QDDWGVBQSA-N6443882 CCCCCCCCCCCCC/C=C/[C@H]([C@H](COP(=O)([O-])OCC[N+](C)(C)C)NC(=O)CCCCCCC/C=C\CCCCCCCC)O0.103146 0.918659
SM d18:1/14:0 KYICBZWZQPCUMO-PSALXKTOSA-N11433862 CCCCCCCCCCCCC/C=C/[C@H]([C@H](COP(=O)([O-])OCC[N+](C)(C)C)NC(=O)CCCCCCCCCCCCC)O0.786319 0.974433
SM d18:1/16:0 RWKUXQNLWDTSLO-GWQJGLRPSA-N9939941 CCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.384994 0.969755
SM d18:1/16:1 YLWSJLLZUHSIEA-CKSUKHGVSA-N52931235 CCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCC/C=C\CCC)O0.042903 0.921945
SM (d18:1/18:0)LKQLRGMMMAHREN-YJFXYUILSA-N6453725 CCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.035036 0.894607
SM (d18:1/18:1)NBEADXWAAWCCDG-QDDWGVBQSA-N6443882 CCCCCCCCCCCCC/C=C/[C@H]([C@H](COP(=O)([O-])OCC[N+](C)(C)C)NC(=O)CCCCCCC/C=C\CCCCCCCC)O0.056084 0.899243
SM d18:1/20:0 AADLTHQNYQJHQV-SVLGDMRNSA-N44260124 CCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.165084 0.928059
SM (d18:1/20:1) MDRFMTLYKHBJTF-NQYLGBTJSA-N52931179 CCCCCCCCCCCCC/C=C/[C@H]([C@H](COP(=O)([O-])OCC[N+](C)(C)C)NC(=O)CCCCCCCCC/C=C\CCCCCCCC)O0.008954 0.88444
SM d18:1/21:0 YXSZOBWVQJIWNE-QVDCKBILSA-N52931193 CCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.780349 1.03042
SM d18:1/22:0 FJJANLYCZUNFSE-TWKUQIQBSA-N44260125 CCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.931401 1.006145
SM d18:1/23:0 SXZWBNWTCVLZJN-NMIJJABPSA-N46891684 CCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.666508 1.028889
SM d18:1/24:0 QEDPUVGSSDPBMD-XTAIVQBESA-N44260127 CCCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCCCCCCC)O0.980497 1.001495
SM d18:2/23:0 JBDGKEXQKCCQFK-JWQIMADESA-N52931209 CCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCC/C=C\CCC)O0.004917 0.868454
SM d18:2/24:0DACOGJMBYLZYDH-GXJPFUDISA-N52931217 CCCCCCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCC/C=C\CCC)O2.45E-07 0.698374
SM (d18:2/24:1) TXFLWJQVQCDUDZ-BRUGZULGSA-N52931215 CCCCCCCC/C=C\CCCCCCCCCCCCCC(=O)N[C@@H](COP(=O)([O-])OCC[N+](C)(C)C)[C@@H](/C=C/CCCCCCCC/C=C\CCC)O8.37E-06 0.788175
TG 42:0 DUXYWXYOBMKGIN-UHFFFAOYSA-N11148 CCCCCCCCCCCCCC(=O)OCC(COC(=O)CCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCC7.30E-05 4.792985
TG 44:1 UZLGGKDLJGDGEY-WVSHCNQOSA-N56936554 CCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCCCCCCCC0.000133 4.586274
TG 46:0 JWVXCFSNEOMSHH-YACUFSJGSA-N91865745 CCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCC0.000139 3.063968
TG 46:1 RSDIQTNCDWUNDP-JHXSWNAYSA-N56936558 CCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCCCCCC0.000771 3.070653
TG 46:2 XUEMVUXNOCIHLG-MOFPORNTSA-N56936582 CCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCC/C=C\CCCCCC2.96E-05 4.102316
TG 46:3 AQARPXOEHQBBQN-OJJDTYCWSA-N56936561 CCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)OC(=O)CCCCCCCCCCCCC1.76E-05 3.959437
TG 48:0 PVNIQBQSYATKKL-UHFFFAOYSA-N11147 CCCCCCCCCCCCCCCC(=O)OCC(COC(=O)CCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCC0.000402 2.079248
TG 48:1 FEKLSEFRUGWUOS-DLOIZKPKSA-N9543986 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCCCCCCCCCC0.000787 2.023911
TG 48:2 RUOVJPPUXXFZPC-YZEIBMOJSA-N9543987 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCC/C=C\CCCCCC0.000137 2.604568
TG 48:3 SKGWNZXOCSYJQL-BUTYCLJRSA-N9543989 CCCCCC/C=C\CCCCCCCC(=O)OCC(OC(=O)CCCCCCC/C=C\CCCCCC)COC(=O)CCCCCCC/C=C\CCCCCC4.75E-05 3.343449
TG 49:0 TTWJTJMWHOYBPQ-ANFMRNGASA-N9543988 CCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCC0.00011 2.941314
TG 49:1 VYYGQDOPVVYUKW-UKFBYESTSA-N9543991 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCC)OC(=O)CCCCCCCCCCCCCCC0.000137 2.588445
TG 49:2 QZYSUBAQYSVFNX-PSMULLBHSA-N9543993 CCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCC/C=C\CCCCCC4.75E-05 2.324293
TG 50:0 QRJMBNGGFSPTQP-BXJPYAOGSA-N3246958 [2H]C([2H])(C([2H])(C([2H])([2H])OC(=O)CCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCC4.93E-05 3.392795
TG 50:1 YHMDGPZOSGBQRH-YYSBDVFPSA-N25240460 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCCCCCCCC0.00159 1.361172
TG 50:2 QEZWFCZNHWUARW-XQCAQTCHSA-N9544010 CCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCC/C=C\CCCCCC0.000459 1.416837
TG 50:3 UFHNZOACKFBCOM-YXKNDSBASA-N25240357 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCC/C=C\CCCCCC4.04E-06 2.25516
TG 50:4 PVMBAGXWHHZKFP-JMPJWMFJSA-N25240359 CCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\CCCCCC8.37E-06 2.706395
TG 50:5 AFTBPUXZTDLRSP-UDQIKIEDSA-N9544045 CCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)OC(=O)CCCCCCC/C=C\CCCCCC0.000231 2.379153
TG 51:1 OZAXLAGNPZMZAD-BOEMPQCLSA-N9544006 CCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCC)OC(=O)CCCCCCCCCCCCCCCC0.000112 2.58554
TG 51:2 NSNSZGBCOIKUBU-SZOKBDNISA-N9544013 CCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCC)OC(=O)CCCCCCC/C=C\CCCCCCC0.000181 1.947393
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TG 51:3 ISSGPXMQOMAFMJ-DMGKHJLRSA-N9544023 CCCCCCC/C=C\CCCCCCCC(=O)OCC(OC(=O)CCCCCCC/C=C\CCCCCCC)COC(=O)CCCCCCC/C=C\CCCCCCC4.84E-07 2.205668
TG 51:4 IIRQXNVLAXQEKB-KBEZCZBDSA-N9544052 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCC1.03E-06 2.567109
TG 52:0 SDNYRTVJOFMYIW-OIVUAWODSA-N545690 CCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCCCC5.33E-06 4.554591
TG 52:1 NPCZZYKITFKRQZ-FQUZZJBASA-N25240360 CCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCCCCCCCCCC)COC(=O)CCCCCCC/C=C\CCCCCCCC9.78E-05 2.420592
TG 52:2 KGLAHZTWGPHKFF-RISKEULASA-N25240361 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC0.085105 1.089134
TG 52:3 KGLAHZTWGPHKFF-RISKEULASA-N25240361 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC0.000748 1.183677
TG 52:4 WHSWXEYWNPTUPW-HNJDVRDNSA-N25240364 CCCCCCCC/C=C\CCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\CCCCCC)COC(=O)CCCCCCC/C=C\C/C=C\CCCCC2.09E-05 1.704965
TG 52:5 CQZAAIKPSLHIBC-KDJOUNIJSA-N25240366 CCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.014963 1.713559
TG 53:0 ZJUXHXMIKPSINE-IONAWPRUSA-N9544181 CCCCCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCC1.76E-05 2.796576
TG 53:1 WWJIBIGWKGFVAQ-JNSYTQKUSA-N9544081 CCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCCC)OC(=O)CCCCCCCCCCCCCCCCC2.77E-05 3.599985
TG 53:2 RSINITWKVQRWSZ-RFVLVDBCSA-N9544102 CCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCC)OC(=O)CCCCCCCCCCCCCCCCC0.000112 1.826855
TG 53:3 ZNQBEJJYVJSZLM-LEDQTTRKSA-N9544126 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC2.27E-06 2.157588
TG 53:4 BMSDHYZLQWTKSQ-LSJAAEOESA-N9544152 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC2.45E-07 2.138764
TG 53:5 QHYAATSKYBYSLG-BXDFBOBBSA-N9544183 CCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC2.86E-05 2.760623
TG 54:0 DCXXMTOCNZCJGO-UHFFFAOYSA-N11146 CCCCCCCCCCCCCCCCCC(=O)OCC(COC(=O)CCCCCCCCCCCCCCCCC)OC(=O)CCCCCCCCCCCCCCCCC5.30E-05 2.533167
TG 54:1 YFFIQXNTTVSKJC-NZEOUKRFSA-N16058371 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCCCCCCCCCC3.64E-06 4.00479
TG 54:2 RYNHWWNZNIGDAQ-BMTCQUSZSA-N16058372 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC9.56E-05 2.104073
TG 54:3 PHYFQTYBJUILEZ-IUPFWZBJSA-N5497163 CCCCCCCC/C=C\CCCCCCCC(=O)OCC(OC(=O)CCCCCCC/C=C\CCCCCCCC)COC(=O)CCCCCCC/C=C\CCCCCCCC0.000139 1.476597
TG 54:4 BRLGHZXETDWABO-NOFIOOQLSA-N9544255 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\C/C=C\CC)OC(=O)CCCCCCC/C=C\CCCCCCCC0.000104 1.62244
TG 54:5 VVEBTVMJPTZDHO-YQFZQLSNSA-N25240373 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.001176 1.608514
TG 54:6 HBOQXIRUPVQLKX-BBWANDEASA-N5322095 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OCC(OC(=O)CCCCCCC/C=C\C/C=C\CCCCC)COC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.000721 2.335829
TG 54:8 BMPVTDWOWBNPJU-NYRSPQLFSA-N9544413 CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCC0.177008 1.468882
TG 56:1 OCYFAHIHWCVZKS-FHSLLVMSSA-N9544345 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCCCCCCCCCCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC6.03E-05 2.874106
TG 56:2 PDEQUPGHMOMBFC-FYEHETCMSA-N9544390 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCCCCCCCCCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.000104 2.563719
TG 56:3 QXMHHXQBBKDSSL-BAQZNRHJSA-N9544447 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCC/C=C\CCCCCCCC0.015981 1.739167
TG 56:4 YONCDTJKIZDSKQ-IYASBODOSA-N25240379 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.011013 1.636174
TG 56:5 UHEJWASONFIROS-YPSHDQQVSA-N25240380 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.060809 1.342603
TG 56:6 ZTNDRFCABXFVMY-WJTCTALZSA-N9544625 CCCCC/C=C\C/C=C\CCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.735942 0.943314
TG 56:7 DODZUDCYRVWEOJ-GKZBLMSTSA-N9544695 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCCCCC/C=C\C/C=C\C/C=C\CCCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCCC0.666508 1.070961
TG 56:8 UBGUHMDKBGQUND-VPFWBQFRSA-N9544762 CCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.27117 1.284644
TG 58:1 OWZMHFAFGQCCNI-FBXRAONGSA-N25240381 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCCCCCCCCCCCC4.64E-05 2.379976
TG 58:2 GXWBCAVCOMAOHT-VMCJOIRWSA-N9545277 CCCCC/C=C\C/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.000326 2.240839
TG 58:3 RFMSTHTUAZETPD-JJPHLYBUSA-N9544748 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCC/C=C\CCCCCCCC6.92E-05 2.80093
TG 58:4 CCKRHDUCFMOBKX-AAINFQTBSA-N9544835 CCCCCCCCCCCCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCCCCCCCCCCCC)COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.0021 1.988425
TG 58:6 GSNFRUMSEHHPSY-LCXCSEBNSA-N9544977 CCCCCCCC/C=C\CCCCCCCCCC(=O)O[C@H](COC(=O)CCCCCCC/C=C\CCCCCCCC)COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.01613 1.454305
TG 58:8 KWIGMCRWEINBIR-HUPVKWKYSA-N9545124 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.375358 1.134095
TG 58:9 RVXFSLZMZOFGEQ-SWIIBWKZSA-N9545200 CCCCCCCC/C=C\CCCCCCCC(=O)OC[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.548178 1.111535
TG 60:1 YNDXXWKSWMKVGO-HZLQDPIMSA-N9544965 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCCCCCCCCCCCC0.000402 2.228595
TG 60:11 ASSZWZBQIXMMKM-SYTPEAHJSA-N9545730 CCCCC/C=C\C/C=C\C/C=C\CCCCCCC(=O)OC[C@H](COC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC0.072323 0.766309
TG 60:2 QPNVLDQSHXVPMG-JMYPUKFOSA-N9545040 CCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCCCC/C=C\CCCCCCCC)OC(=O)CCCCCCCCC/C=C\CCCCCCCC0.000326 2.219861
TG 62:1 TZLOSVAFXBPUQT-VBMMIZSXSA-N9545526 CCCCCCCCCCCCCCCCCCCCCC(=O)OC[C@H](COC(=O)CCCCCCCCCCCCCCCCCCC)OC(=O)CCCCCCCCC/C=C\CCCCCCCC0.001088 1.736794
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S11: Differential abundant lipid classes between clusters, identified by ChemRICH at visits -3 and -6. 

Clusters to compare Visit Lipid class Class size p-value

III-IV vs  I-II

-3
Unsaturated triglycerides 53 6.2E-45
Saturated triglycerides 8 2.2E-20
Unsaturated phosphatidylcholines 40 2.6E-12

-6
Unsaturated triglycerides 53 3.3E-41
Saturated phosphatidylcholines 5 2E-08
Saturated triglycerides 8 1.1E-07

II vs I
-3

Unsaturated phosphatidylcholines 40 7.5E-24
sphingomyelins 15 1.8E-12

-6
Unsaturated phosphatidylcholines 40 3.1E-08
sphingomyelins 15 0.000047

III vs I

-3

Unsaturated triglycerides 53 3.5E-39
Saturated triglycerides 8 9.2E-09
Unsaturated diglycerides 6 0.000023
lysophosphatidylcholines 6 3.1E-07

-6
Unsaturated triglycerides 53 3.2E-32
Saturated triglycerides 8 3.5E-06
lysophosphatidylcholines 6 5.3E-06

IV vs I

-3

Unsaturated triglycerides 53 7.9E-21
Saturated triglycerides 8 0.000052
Unsaturated phosphatidylcholines 40 2.5E-10
cholesterol esters 5 0.000013

-6

Unsaturated triglycerides 53 3.1E-31
Saturated triglycerides 8 2.2E-20
Unsaturated phosphatidylcholines 40 1.2E-06
Unsaturated diglycerides 6 0.000042
cholesterol esters 5 4.8E-12

IV vs III
-3

galactosylceramides 3 3.7E-09
plasmalogens 8 2.8E-07

-6
galactosylceramides 3 4.4E-06
plasmalogens 8 6.2E-06
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Adjusted
p-value

Key lipid species
Differential

species
Increased

species
9.3E-44 TG 51:4 52 52
1.6E-19 TG 46:0 8 8
1.3E-11 PC 38:4 23 19
4.9E-40 TG 46:2 51 51
1.5E-07 PC 34:0 5 5
4.2E-07 TG 42:0 8 8
1.1E-22 PC 33:1 34 0
6.6E-12 SM d18:2/23:0 13 0
4.7E-07 PC 38:8 12 0
0.00035 SM d18:2/23:0 8 0
5.3E-38 TG 54:5 50 50
6.9E-08 TG 52:0 7 7
0.00007 DG 36:3 5 5
1.2E-06 LPC 18:2 5 5
4.8E-31 TG 56:8 44 44

0.000018 TG 42:0 5 5
0.00002 LPC 20:2 5 5
1.2E-19 TG 51:3 33 33
0.00011 TG 49:0 5 5
1.9E-09 PC p34:2 18 6

0.000033 CE 22:6 4 0
4.7E-30 TG 53:4 44 44
1.6E-19 TG 52:0 8 8
4.3E-06 PC p34:2 15 2
0.00013 DG 36:3 5 5
2.4E-11 CE 22:6 5 0
2.8E-08 GlcCer d18:1/24:1 3 0

0.000001 Plasmenyl-PE 38:7 7 0
0.000031 GlcCer d18:1/24:1 3 0
0.000031 Plasmenyl-PE 38:7 7 0
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S12. Spearman correlation coefficient (rho) among nutrient biomarkers and lipidome
Ascorbic Acid25(OH)D ALA EPA DHA DPA

CE18:1 -0.089 -0.08757 0.172391 0.218428 0.008736 0.184539
CE18:2 -0.07653 0.068338 0.070974 -0.04731 -0.12594 -0.01031
CE18:3 -0.21943 0.057001 0.522954 0.360069 -0.11357 0.316715
CE20:4 0.011124 -0.06344 -0.11955 0.041201 0.013447 0.106502
CE22:6 -0.03803 -0.1068 0.049446 0.350347 0.423698 0.104642
Ceramided18:1/23:0 -0.05984 0.171771 0.040676 -0.08075 -0.20695 0.031948
Ceramided40:1 0.043492 0.169991 -0.07349 -0.12548 -0.12514 -0.02951
Ceramided42:1 0.015058 0.135447 -0.04425 -0.10408 -0.14192 0.015523
Ceramided42:2 -0.09625 -0.08768 0.255723 0.3583 0.177973 0.233819
Cerd18:1/16:0 -0.02953 0.121644 -0.02823 0.028124 -0.00357 0.072879
Cerd18:1/22:0 0.04769 0.19296 -0.11119 -0.17947 -0.15874 -0.03763
Cerd18:1/24:1 -0.11031 -0.05232 0.261187 0.359526 0.185964 0.231267
DG32:0 0.036313 0.038718 -0.04742 0.073185 0.115511 0.082896
DG34:0 -0.00027 -0.00957 -0.16639 -0.00648 0.070239 0.030523
DG34:1 -0.02147 0.049066 0.041579 0.133502 0.138376 0.104873
DG36:0 -0.05124 -0.04266 -0.02385 -0.00773 0.039994 -0.00117
DG36:2 -0.04146 0.087784 0.121152 0.090961 0.083428 0.033473
DG36:3 0.074541 0.184318 -0.12366 -0.23557 -0.02339 -0.17652
DG38:5 0.093812 0.106496 -0.18273 -0.12854 0.032629 -0.08512
DG38:6 0.091619 0.121926 -0.26972 -0.29313 -0.03359 -0.19054
DG40:1 0.020544 -0.04066 0.04339 0.054722 0.029418 0.040178
FA16:0 0.013874 0.002947 -0.0426 -0.02573 0.042546 -0.01407
FA16:1 -0.00341 -0.10314 -0.07347 0.03091 0.06876 0.025058
FA18:0 0.006299 -0.01909 -0.01678 -0.01202 0.024324 0.025593
FA18:1 -0.01787 -0.02408 -0.05155 -0.00879 0.068591 -0.02594
FA22:4 0.003426 -0.04785 -0.1877 -0.08871 0.060339 -0.05844
LPC16:0 -0.07114 0.102454 0.156521 0.143787 0.065924 0.188022
LPC18:0 -0.00372 0.081695 0.021545 0.115343 0.146723 0.11842
LPC18:1 0.008121 0.057885 0.127924 0.116119 0.136851 0.063573
LPC18:2 0.099839 0.10739 -0.11584 -0.09949 0.056881 -0.10326
LPC20:0 0.062864 0.122509 0.002361 0.010343 0.114794 -0.0491
LPC20:1 -0.05398 0.059037 0.145948 0.179899 0.192129 0.103434
LPC20:2 0.043682 0.043728 -0.09259 -0.02257 0.120267 -0.01401
LPE18:0 -0.05798 0.179444 0.147096 0.074333 -0.00395 0.158171
LPE18:2 0.096611 0.079724 -0.07202 -0.09752 0.007515 -0.08472
LPE20:0 -0.06673 -0.00086 0.146934 0.056266 0.010731 0.046289
LPE20:1 0.02476 0.07491 0.093116 0.098224 0.131945 0.050834
PC16:0/16:0 0.062472 -0.06756 -0.10074 0.086027 0.187926 0.023747
PC18:1/16:0 -0.10366 -0.09252 0.355691 0.279239 0.015064 0.210979
PC28:0 0.151588 -0.14666 -0.09853 0.022162 0.08182 -0.01257
PC30:0 0.136768 -0.1557 -0.12156 0.064335 0.092918 0.051469
PC32:0 0.072416 -0.08284 -0.10304 0.129254 0.203788 0.071346
PC32:1 0.003827 -0.19067 0.173615 0.241346 0.028246 0.214531
PC32:2 0.115463 -0.02707 0.012482 -0.08608 -0.10249 -0.02142
PC32:3 0.161478 -0.18437 -0.14803 0.072055 0.131923 0.038838
PC33:1 -0.08811 -0.03962 0.186506 0.224604 -0.08051 0.26729
PC34:0 0.048331 -0.09557 -0.13452 0.140182 0.147285 0.133902
PC34:1 -0.06696 -0.07946 0.329847 0.257073 0.012489 0.170558
PC34:2 0.055973 0.128396 0.018641 -0.1423 -0.10513 -0.10086
PC34:3 -0.0996 -0.01402 0.480691 0.306445 -0.0829 0.280411
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PC35:2 -0.01707 0.097413 -0.0141 -0.01989 -0.16269 0.079059
PC36:0 -0.05433 0.063601 0.1308 0.120565 -0.14183 0.19123
PC36:1 -0.0111 -0.07478 0.187168 0.277116 0.075601 0.177132
PC36:2 0.103704 0.066462 -0.12491 -0.05198 0.021852 -0.07012
PC36:3 -0.02635 0.118971 0.155754 -0.06079 -0.18927 0.027187
PC36:4 0.111182 0.016433 -0.1728 -0.06827 -0.00213 -8.66E-05
PC36:5 0.010411 -0.086 0.041234 0.073041 0.079109 0.003361
PC36:6 0.025445 -0.10776 0.102553 0.308258 0.310617 0.124135
PC37:2 -0.02326 0.124429 0.0787 0.056747 -0.04204 0.056043
PC37:3 -0.05036 0.09971 0.051677 -0.00459 -0.2122 0.088634
PC37:4 0.055677 0.072877 -0.16732 -0.03896 -0.04866 0.073756
PC38:2 0.026987 -0.07233 0.02153 0.205681 0.134872 0.142502
PC38:3 -0.04894 0.041427 0.100317 0.085845 -0.17581 0.185307
PC38:4 0.145749 -0.00794 -0.28502 -0.09677 0.040035 -0.03606
PC38:5 -0.12494 -0.03935 0.270385 0.315944 -0.03301 0.277276
PC38:6 0.024371 -0.10391 -0.04421 0.342644 0.519564 0.086101
PC38:8 -0.204 -0.1065 0.448604 0.588876 0.085591 0.430626
PC40:2 0.0811 -0.15725 0.026792 0.231435 0.207544 0.192906
PC40:5 0.070882 -0.10112 -0.10094 0.312767 0.526634 0.057391
PC40:6 0.024151 -0.06934 -0.04294 0.299252 0.352753 0.140559
PC40:7 -0.03639 0.06236 0.143994 0.20692 0.269484 0.00723
PC42:1 -0.14717 0.124034 0.320574 0.154455 -0.08787 0.090323
PC42:4 0.088217 0.15197 -0.25874 -0.30279 -0.08653 -0.17865
PC42:6 -0.08671 0.014291 0.289745 0.192824 -0.1282 0.198997
PC44:3 -0.07248 0.003923 0.170006 0.215554 0.099995 0.096013
PC44:4 0.073442 0.064688 -0.18839 -0.16352 0.109121 -0.18745
PCp34:1 -0.01196 0.050859 0.146857 0.096404 0.04326 0.010554
PCp34:2 -0.0344 -0.14564 0.181071 0.331512 0.215199 0.186449
PCp34:3 -0.08825 0.110429 0.277768 0.09102 -0.22684 0.152873
PCp36:3 -0.02785 -0.01952 -0.02571 0.064514 -0.0402 0.147157
PCp36:4 0.129993 -0.06959 -0.22672 0.001073 0.120441 0.018242
PCp38:3 0.030427 -0.02748 -0.15028 -0.02833 -0.12233 0.10323
PCp38:4 0.077842 -0.01148 -0.06877 0.01031 0.035293 0.028547
PE34:2 0.016038 0.116116 0.108539 -0.05854 -0.09226 -0.04867
PE36:1 -0.08159 -0.02318 0.188384 0.199281 -0.08801 0.248689
PE36:2 -0.06163 0.096359 0.068136 -0.00481 -0.21703 0.133458
PE36:3 -0.05332 -0.01236 0.012112 0.051422 0.022679 0.04148
PE36:4 -0.03287 0.053766 0.065698 -0.00244 -0.03639 0.022711
PE38:2 -0.01765 0.085742 -0.00937 0.01579 -0.11392 0.093789
PE38:4 -0.01727 0.053921 -0.00981 -0.03749 -0.05805 -0.00055
PE38:6 -0.05916 -0.0735 0.142005 0.311339 0.333627 0.094883
PE40:6 0.05058 -0.12272 -0.10496 0.317902 0.542944 0.05134
Phosphatidylglycerol29:0 0.072907 -0.01725 -0.07254 -0.07603 -0.01256 -0.06507
PI34:1 -0.09847 0.013887 0.315776 0.287332 -0.01335 0.229672
PI34:2 0.05707 0.159963 -0.00385 -0.1801 -0.1346 -0.137
PI36:1 -0.1623 0.063469 0.395779 0.298722 -0.09364 0.241936
PI36:2 -0.02686 0.223579 0.094863 -0.16554 -0.21967 -0.07709
PI36:3 0.084468 0.139441 -0.04057 -0.20949 -0.14556 -0.14911
PI36:4 0.140084 0.03243 -0.13736 -0.02259 0.119291 -0.05442
PI38:4 0.126014 0.078601 -0.20031 -0.09022 0.065191 -0.07352
PI38:5 0.038996 0.017474 -0.14161 -0.08505 -0.01263 -0.03422
PI40:8 0.005835 0.004057 -0.10394 -0.13387 -0.083 -0.04401
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PIp36:5 -0.14425 -0.00467 0.134063 -0.02556 -0.06802 -0.04483
Plasmenyl-PC34:2 -0.17357 0.100374 0.290598 0.090265 -0.27355 0.148907
Plasmenyl-PC36:6 -0.08874 0.106148 0.278422 0.125839 -0.18476 0.167912
Plasmenyl-PC38:5 0.079203 -0.07437 -0.20941 0.024165 0.001529 0.133081
Plasmenyl-PE36:3 -0.08293 0.05817 0.117416 0.075046 -0.18377 0.16137
Plasmenyl-PE36:5 0.04987 -0.001 -0.25008 0.005842 0.158641 -0.01594
Plasmenyl-PE36:6 -0.15605 -0.12075 0.254722 0.575094 0.25089 0.352658
Plasmenyl-PE38:5 0.022156 -0.06027 -0.18703 0.058075 0.079398 0.078828
Plasmenyl-PE38:6 0.080349 -0.04641 -0.22563 0.004225 0.087428 0.018685
Plasmenyl-PE38:7 0.02942 -0.10639 -0.13623 0.277655 0.498211 0.039334
Plasmenyl-PE40:6 -0.01283 -0.0711 -0.06514 0.132899 -0.02438 0.202865
Plasmenyl-PE40:7 -0.00658 -0.14354 -0.11401 0.321793 0.381906 0.15679
PS38:3 -0.05267 -0.06206 0.287234 0.232424 0.019248 0.123613
PS38:4 0.006261 0.043841 -0.00751 -0.0208 0.011826 -0.07347
PS40:3 0.004913 -0.10057 0.124159 0.234267 0.08617 0.117538
PS40:4 0.110937 0.066221 -0.11654 -0.10057 -0.00642 -0.1546
PS40:6 0.120023 0.063313 -0.27317 -0.20207 -0.05922 -0.09389
PS42:5 -0.03695 0.034567 0.087235 0.109925 -0.13365 0.186211
PS42:6 0.179927 0.016188 -0.39768 -0.17983 0.04458 -0.10865
PS42:8 0.063205 -0.1119 -0.11063 0.298248 0.552265 0.008263
PSp34:0 -0.04331 0.071314 0.053749 -0.0491 -0.07385 0.000523
SM33:1 0.007261 0.077808 -0.08411 0.048675 -0.01964 0.106743
SM34:0 -0.02301 -0.00396 -0.08667 0.099664 0.174408 0.02816
SMd16:1/20:0 0.072439 -0.09123 -0.21214 0.058204 0.196165 0.042005
SMd16:1/20:1 0.070068 -0.0823 -0.14814 0.07999 0.097823 0.120754
SMd18:1/14:0 0.167503 -0.01395 -0.22862 -0.08223 0.135902 -0.12336
SMd18:1/16:0 0.016526 0.019944 -0.02193 0.133818 0.125485 0.127231
SMd18:1/16:1 0.095887 -0.04683 -0.04309 0.144563 0.190142 0.091433
SMd18:1/18:0 0.065829 -0.08967 -0.20682 0.025419 0.160468 0.018933
SMd18:1/18:1 0.085473 -0.11457 -0.20337 0.086558 0.158014 0.089249
SMd18:1/20:0 0.096355 0.064269 -0.17448 -0.10138 0.088111 -0.11819
SMd18:1/20:1 0.028206 -0.03737 0.015152 0.135899 0.082384 0.115666
SMd18:1/21:0 0.025477 0.16697 -0.09769 -0.16812 -0.1012 -0.10489
SMd18:1/22:0 -0.02213 0.1549 -0.05081 -0.08375 -0.07811 -0.00458
SMd18:1/23:0 -0.09493 0.178268 0.05917 -0.06231 -0.16675 0.038372
SMd18:1/24:0 -0.02366 0.109625 -0.05254 -0.09695 -0.08915 -0.01724
SMd18:2/23:0 -0.0947 0.084393 0.172445 0.123251 -0.09429 0.154989
SMd18:2/24:0 -0.0791 -0.07903 0.241069 0.351795 0.204572 0.212457
SMd18:2/24:1 -0.02128 -0.08441 0.221215 0.350671 0.222077 0.215445
TG42:0 0.119605 0.004208 -0.20072 -0.07514 0.067507 -0.07075
TG44:1 0.13634 -0.00786 -0.20106 -0.0606 0.088199 -0.06475
TG46:0 0.087751 -0.00835 -0.13024 0.009606 0.073686 0.013593
TG46:1 0.127753 -0.03076 -0.17143 -0.02191 0.118147 -0.04128
TG46:2 0.140292 0.008496 -0.2302 -0.12114 0.078505 -0.1094
TG46:3 0.129642 0.032439 -0.20445 -0.1192 0.05948 -0.09886
TG48:0 0.016425 0.027134 -0.08097 0.031195 0.05107 0.039066
TG48:1 0.107776 -0.04885 -0.13246 0.028539 0.114693 0.00817
TG48:2 0.125895 0.006362 -0.16919 -0.07044 0.072918 -0.06129
TG48:3 0.139823 0.026229 -0.23818 -0.14797 0.07986 -0.14
TG49:0 0.032921 0.014335 -0.06694 0.068772 0.023393 0.101462
TG49:1 0.023575 0.019391 -0.05542 0.077569 0.027789 0.109588
TG49:2 0.047228 0.01969 -0.10178 0.038702 0.014189 0.0905
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TG50:0 0.00813 0.023371 -0.09544 0.036307 0.061008 0.040402
TG50:1 0.042713 -0.0179 -0.07787 0.065653 0.133261 0.029315
TG50:2 0.07597 -0.02504 -0.08957 0.021896 0.106813 -0.00185
TG50:3 0.124976 0.061202 -0.19906 -0.1453 0.049562 -0.12341
TG50:4 0.13834 0.058387 -0.19812 -0.14775 0.065987 -0.13916
TG50:5 0.125605 0.056388 -0.15647 -0.12162 0.07991 -0.11575
TG51:1 0.024739 0.002614 -0.06632 0.094581 0.047333 0.119315
TG51:2 -0.01247 0.034416 -0.00975 0.103067 0.01342 0.134147
TG51:3 0.038713 0.097145 -0.1365 -0.06555 -0.03574 0.018808
TG51:4 0.075749 0.091489 -0.13523 -0.07481 0.018456 -0.02551
TG52:0 0.016654 0.023111 -0.14635 0.003084 0.034467 0.024496
TG52:1 0.04586 -0.00261 -0.10468 0.060169 0.115152 0.046754
TG52:2 -0.02378 0.039788 0.065845 0.085962 0.131746 -0.0066
TG52:3 0.071422 0.121736 -0.15062 -0.14051 0.073171 -0.14555
TG52:4 0.120568 0.095336 -0.20999 -0.25302 0.02934 -0.1967
TG52:5 0.038004 0.101456 0.016113 -0.03932 0.072855 -0.07389
TG53:0 0.046116 -0.01309 -0.0831 0.015853 -0.00533 0.071715
TG53:1 0.052661 -0.0054 -0.08737 0.086831 0.053447 0.10475
TG53:2 -0.02871 0.042046 -0.00711 0.101236 0.015691 0.118207
TG53:3 0.010089 0.095209 -0.07231 -0.01223 -0.01506 0.041402
TG53:4 0.054202 0.094294 -0.12769 -0.09951 -0.04617 -0.02266
TG53:5 0.066997 0.029301 -0.08647 -0.03884 0.055005 -0.04191
TG54:0 -0.00815 0.050438 -0.09561 0.007693 0.018635 0.031272
TG54:1 0.043975 0.049707 -0.09306 0.005313 0.048001 0.019346
TG54:2 0.043613 0.064126 -0.04421 0.020845 0.087737 -0.00787
TG54:3 0.052892 0.130346 -0.02922 -0.11257 0.022701 -0.13864
TG54:4 0.073771 0.134735 -0.10445 -0.20345 0.005046 -0.19766
TG54:5 0.110289 0.136573 -0.16689 -0.22619 0.015574 -0.17404
TG54:6 0.086683 0.130603 -0.13094 -0.20043 0.006128 -0.17302
TG54:8 -0.01233 0.009115 0.016859 0.108152 0.090874 0.051462
TG56:1 0.06381 0.073045 -0.05132 -0.02255 0.061964 -0.03104
TG56:2 0.049261 0.075762 -0.02909 -0.01 0.072019 -0.03502
TG56:3 0.009499 0.068652 0.038422 0.029012 0.098717 -0.02168
TG56:4 0.076303 0.119924 -0.04016 -0.14563 0.05939 -0.15693
TG56:5 0.019306 0.085369 -0.02099 0.087464 0.126653 0.065279
TG56:6 0.012111 0.085109 0.008604 0.014346 -0.03968 0.051075
TG56:7 0.067886 -0.0263 -0.12426 0.171841 0.335907 0.016535
TG56:8 0.042866 -0.03798 -0.14723 0.139147 0.389057 -0.03335
TG58:1 0.080823 0.053372 -0.01859 -0.02934 0.037959 -0.03524
TG58:2 0.07046 0.08044 -0.05377 -0.0405 0.094874 -0.07253
TG58:3 0.072795 0.096444 -0.07306 -0.1025 0.04928 -0.10459
TG58:4 0.071826 0.024929 -0.02231 -0.02693 0.104655 -0.05062
TG58:6 0.075046 -0.03591 -0.09591 0.046428 0.127185 0.058411
TG58:8 -0.0149 -0.03486 -0.04612 0.199672 0.335743 0.023184
TG58:9 0.05727 0.009696 -0.1267 0.12748 0.366458 -0.04275
TG60:1 0.054307 0.07795 0.003668 -0.04179 0.005331 -0.0393
TG60:11 0.036346 -0.07887 -0.07298 0.286925 0.402477 0.093355
TG60:2 0.067565 0.086537 -0.02373 -0.08039 0.025312 -0.08775
TG62:1 0.013295 0.05965 0.101699 0.022851 -0.02944 0.036699
Ascorbic Acid 1 0.008033 -0.23238 -0.19369 0.07356 -0.23717
25(OH)D 0.008033 1 -0.07434 -0.20987 -0.13678 -0.13887
ALA -0.23238 -0.07434 1 0.626388 -0.0311 0.597693
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EPA -0.19369 -0.20987 0.626388 1 0.439355 0.764018
DHA 0.07356 -0.13678 -0.0311 0.439355 1 0.08474
DPA -0.23717 -0.13887 0.597693 0.764018 0.08474 1
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rho>0.1 rho<-0.1
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S13. Cox proportional hazard analysis on Clusters I, II, IV, age at seroconversion, first degree relatives, Sex, HLA genotype, type of the initial autoantibody
Factor HR (95% CI) P-value

Cluster II vs. I 0.55 (0.28,  1.08) 0.0825
IV vs. I 0.37 (0.16, 0.83) 0.0166

Age at seroconversion (/month) 0.92 (0.89, 0.96) <0.001
First degree relatives with T1D Yes vs. No 1.82 (0.91, 3.64) 0.0896
Sex Male vs. female 0.96 (0.53, 1.72) 0.8835
HLA DR-DQ genotype DR3/DR4 vs. other 3.04 (1.59, 5.78) <0.001
Type of initial autoantibody IAA vs. GADA 0.73 (0.40, 1.33) 0.3052
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S13. Cox proportional hazard analysis on Clusters I, II, IV, age at seroconversion, first degree relatives, Sex, HLA genotype, type of the initial autoantibody
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Circos plot for connectivity between lipidome and nutrients. 
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