Supplementary Data 4
Representative lipids selected using an unsupervised learning method

Molecular Molecular weight

Compound Formula (DB) g/mol Isomers 1D Level Lipid selected
Carbohydrates and carbohydrate conjugates

Armillarin Cy4H300¢ 414.2042 1 MS/MS  Armillarin

Fatty Acyls

aminopentanoic acid CsHuNO, 117.079 6 Putative  4-amino-pentanoic acid

FAL 16:0 Cy6H3,0 240.2453 1 MS/MS  Palmitaldehyde

FA 22:5;0 CH3,03 346.2508 1 MS/MS  Leiopathic acid

FA 22:6;0 CyH3,03 344.2351 1 MS/MS  13-HDoHE

FA 22:4;,0 CyH303 348.2664 1 MS/MS  12,15-epoxy-13,14-dimethyleicosa-12,14,16-trienoic acid
FA 26:1;02 CoeHs500, 426.3709 1 MS/MS  Hexacosanedioic acid

FOH 5:1 CsHio0 86.0732 5 Putative  3-Methyl-2-buten-1-ol

Stearamide C1gH3,NO 283.2875 1 MS/MS  Stearamide

NA 23:4 CaaHzNO 345.3032 8 Putative  N-(2-methyl-25-hydroxy-ethy) arachidonoyl amine
NA 25:4 CasHiaNO 373.3345 13 Putative  N-(2S-hydroxy-propyl) alpha,alpha-dimethylarachidonoyl amine
6E-Heneicosen-11-one CyHyoO 308.3079 1 MS/MS  6E-Heneicosen-11-one

12-Nonadecen-9-one Cy9H360 280.2766 1 MS/MS  12Z-Nonadecen-9-one

WE 24:2;04 Co4H4406 428.3138 1 MS/MS  Glyceryl lactooleate

Glycerolipids

MGDG 16:0_18:1 Cu3HgoO010 756.5752 1 MS/MS  MGDG(16:0/18:1(92))

MGDG 16:0_18:2 Ca3H7g010 754.5595 1 MS/MS  MGDG(16:0/18:2(9Z,122))

MGDG 18:2_18:2 CysH75010 778.5595 1 MS/MS  MGDG(18:2(9Z,127)/18:2(92,127))

MGDG 18:1_18:1 CusHg:010 782.5908 1 MS/MS  MGDG(18:1(92)/18:1(92))

MGDG 36:6 CysH74010 774.5282 1 MS/MS  MGDG(18:3(92,127,15Z)/18:3(92,12Z,15Z))
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Supplementary Data 4. (Continued )

Molecular Molecular weight

Compound Formula (DB) g/mol Isomers 1D Level Lipid selected
- C37H7005 H . . . i
DG 34:1 594.5223 10 Putative DG(17:0/17:1(92)/0:0)[is02]
DG 36:2 CaoH7205 620.538 8 Putative DG(16:1(92)/20:1(112)/0:0)[is02]
CoHnO 1-(8-[3]-ladderane-octanoyl)-2-(8-[1]-ladderane-octanyl)-sn-glycerol

DG 0-40:8 431704 650.5274 4 Putative
DG 42:6 CasH7e0s 696.5693 6 Putative DG(20:1(112)/22:5(7Z,10Z,13Z,16Z,192)/0:0)[is02]
SQDG 16:0_16:0 Ca1H75015S 794.5214 1 MS/MS  SQDG(16:0/16:0)
Glycerol-2-(9Z,12Z-octadecadienoate)-1-hexadecanoate-3-O-[alpha-D- C,gHggO15 Glycerol-2-(9Z,12Z-octadecadienoate)-1-hexadecanoate-3-O-[alpha-D-
galactopyranosyl-(1->6)-beta-D-galactopyranoside] 916.6123 1 MS/MS  galactopyranosyl-(1->6)-beta-D-galactopyranoside]
Glycerophospholipids
PG 34:1 CaoH77010P 748.5254 17 Putative  PG(19:1(92)/15:0)

. CAZHSSOQP H . .
PG 0-36:1 762.5775 6 Putative ~PG(O-16:0/20:1(11Z))
PG 40:1 CasHaoO10P 832.6193 8 Putative  PG(18:1(92)/22:0)

. C44H8309P 5 . .
PG 0-38:3 786.5775 6 Putative PG(0-20:0/18:3(62,9Z,127))
PG 40:6 CasHre010P 8225411 11 Putative PG(20:4(52,82,117,147)/20:2(11,142))
LPC O-14:0 CyHygNOGP 453.3219 1 MS/MS  PC(0-14:0/0:0)
PC 0-34:5 CH76NO,P 737.5359 1 MS/MS  PC(P-16:0/18:4(6Z,9Z,12Z,15Z7))
PC 36:1 CasHeeNOP 787 6091 2% Putative PC(16:0/20:1(112))

CocH-NO-P 1-(6-[5]-ladderane-hexanoyl)-2-(8-[3]-ladderane-octanyl)-sn-

PC 0-38:9 467 76T 785.5359 1 MS/MS  glycerophosphocholine
PC 16:1_16:0 CaoHzeNOP 731 5465 2 Putative  PC(16:0/16:1(92))
PC 16:0_18:1 CacHe2NOP 759 5778 8 Putative PC(16:0/18:1(11E))
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Supplementary Data 4. (Continued)

Molecular Molecular weight

Compound Formula (DB) g/mol Isomers 1D Level Lipid selected

PC 18:1_18:1 CasHasNOP 705 5935 21 Putative PC(18:1(152)/18:1(152))

PC 18:2_16:0 CaaHaoNOP 757 5697 12 Putative PC(16:0/18:2(117,132))

PC 18:2_18:2 CasHaoNOP 787 5692 5 Putative PC(18:2(6Z,92)/18:2(6Z,92))

LPE 0-24:0;0 CaoHeNO7P 567.4264 1 MS/MS  1-(2-methoxy-tricosanyl)-sn-glycero-3-phosphoethanolamine
PE 36:1 CaHaoNOP 745 5697 17 Putative  PE(16:1(92)/20:0)

PE 37:3 CacHzsNOP 755 5465 14 Putative PE(17:2(92,122)/20:1(112))

PE 38:2 CasHeoNOP 771 5778 14 Putative PE(20:0/18:2(9Z,127))

PE 39:3 CasHeoNOP 783 5778 12 Putative PE(19:0/20:3(8Z,117,142))

PE 18:1 18:1 CaHreNOP 743 5465 3 Putative PE(18:1(9E)/18:1(9E))

PE 1822 18:1 CaHzeNOP 741 5300 2 Putative PE(18:1(92)/18:2(9Z,122))

PA 0-36:0 CagH7e07P 690.5563 3 Putative PA(O-16:0/20:0)

PE dO-40:0 CysHgsNO,P 791.6768 1 MS/MS  beta-hydroarchaetidylethanolamine

Pl 0-38:1 CarHorOpoP 878.6248 6 Putative PI(O-16:0/22:1(112))

PI 38:4 CaHeOwP ggg 5571 13 Putative  PI(18:3(62,92,122)/20:1(112))

Pl 44:8 CsaHerOP 967 5884 3 Putative  PI(22:4(72,10Z,13Z,162)/22:4(72,10Z,13Z,162))
PIP 38:2 CarHeOP2 70 5548 2 Putative  PI(P-18:0/20:2(11Z,147))

PIM1 32:1 CarH51016P 970563 2 Putative  PIM1(16:0/16:1(92))

PS 39:2 CasHaNOwP 59 5833 12 Putative PS(19:0/20:2(117,142)
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Supplementary Data 4. (continued)

Molecular Molecular weight

Compound Formula (DB) g/mol Isomers 1D Level Lipid selected
PS 39:3 CasHe2NOWP 557 5676 12 Putative PS(22:1(11Z2)/17:2(9Z,12Z))

PS 36:0 Ca2H52NO1oP 791.5676 8 Putative  PS(20:0/16:0)

PS 39:4 CasHaoNOoP 825.552 10 Putative PS(17:0/22:4(72,102,13Z,162))
PS(DiMe(11,3)/DiMe(13,5)) CsoHgNOL,P 9215731 1 MS/MS  PS(DiMe(11,3)/DiMe(13,5))
Polyketides

Anacardic acid CyoH3003 342.2195 1 MS/MS  Anacardic acid

Prenol lipids

Lucidenic acid CarHssOr 474.2618 3 Putative  Lucidenic acid B
Hydroxyglabrolide C30H4405 484.3189 1 MS/MS  24-Hydroxyglabrolide
Zeaxanthin diglucoside/ Zeaxanthin beta-D-diglucoside Cs,H7601, 892.5337 1 MS/MS  Zeaxanthin diglucoside
tocopheronolactone Cy6H,,0, 278.1518 1 MS/MS  alpha-tocopheronolactone
tocotrienol CogH40, 410.3185 1 MS/MS  gamma-tocotrienol

Flavoxanthin CoHs603 584.4229 1 MS/MS  Flavoxanthin

Triterpenoid C3oH480:S 552.3121 1 MS/MS  Triterpenoid

Curcumadiol Ci5H,60, 238.1933 1 MS/MS  Curcumadiol

Cedryl acetate C17H250, 264.2089 1 MS/MS  Cedryl acetate

Armillane Coy3H3,07 420.2148 1 MS/MS  Armillane

Sphingolipids

Termitomycesphin A C41H77NO4g 743.5548 1 MS/MS  Termitomycesphin A

CerPE 40:3,03 CyHgiN,OP 7565781 1 MS/MS  CerPE(d14:2(4E,6E)/24:1(15Z)(20H))
CerP 44:1;02 C44HggNOgP 757.6349 1 MS/MS  CerP(d18:1/26:0)

HexCer 37:0;04 Cy3HgsNOyq 775.6173 1 MS/MS  PI-Cer(d18:0/26:0)

HexCer 36:1;04 C42HgiNOyg 759.586 1 MS/MS  GlcCer(t18:1(82)/18:0(20H[S]))
HexCer 39:2;02 CysHgsNOg 767.6275 1 MS/MS  GalCer(d18:2/21:0)
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Supplementary Data 4. (continued)

Compound '\'/__Iglrerztllzr MOEEDC;)IZZXE:QM Isomers 1D Level Lipid selected
HexCer 40:2;03 CaHg7NOg 797.6381 1 MS/MS  GlcCer(d18:2(4E,82)/22:0(20H[R]))
N,N-dimethyl-Safingol CyoH43NO, 329.3294 1 MS/MS  N,N-dimethyl-Safingol

SPB 17:0;02 C17H37NO, 287.2824 1 MS/MS  C17 Sphinganine

Cer 40:0,03 CaoHe:NOs 639.6166 2 Putative  Cer(t18:0/22:0)

Cer 40:0;04 CaoHg:NOs 655.6115 1 MS/MS  Cer(t16:0(15Me)/23:0(20H[R]))

Cer 41:0;04 C41HgsNOs 669.6271 1 MS/MS  Cer(t17:0/24:0(20H))

Cer 44:0;04 C4HggNOs 711.6741 1 MS/MS  Cer(t18:0/26:0(20H))

Cer 44:0,03 CasHsoNO4 695.6792 2 Putative  Cer(d18:0/26:0(20H))

CerPE 38:3:03 CaoHrNOP - 298 5468 2 Putative  CerPE(d14:2(4E,6E)/24:1(15Z)(20H))
Steroids and steroid derivatives

Benzoyloxystigmast-5-ene-3-ol C3sHs5403 534.4073 1 MS/MS  (3b,24R,25x)-26-Benzoyloxystigmast-5-ene-3-ol
Dehydroteasterone CogHy04 446.3396 1 MS/MS  3-Dehydroteasterone

Torvonin A C39Hg4012 724.4398 1 MS/MS  Torvonin A

Sterol Lipids

ST 29:2;,02 CooH4g0, 428.3654 1 MS/MS  Sarcophytosterol

Tetrapyrroles and derivatives

Chlorophyll b CosHnMINOs o7 5919 1 MS/MS  Chlorophyll b
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