Supplementary Data 3

Lipids identified during supercritical fluid extraction. Lipids were identified by metabolic fingerprinting using GL-RP-LC-ESI (+/-)-QTOF-MS

Relative Abundance (%)

Compound Formula Mass RT (min) Maf;pi:)mr Adduct Analytical platform Dit/le;;i:” IDlevel  SCL SC2 SC3 SC4 SC5 SC6 SC7 SC8 SC9 SCI0 SCIl SC12
Carbohydrates and carbohydrate conjugates
Armillarin CaaHa0s 414.2042 134 4 [M+H]" GL-RP-LC-QTOF-MS ESI+ 3 138 100 116 103 080 071 102 100 081 095 077 0.80
Fatty Acyls
aminopentanoic acid CsHuNO, 117.079 0.67 4 [M+Na]" GL-RP-LC-QTOF-MS ESI+ 3 057 022 026 016 020 019 020 018 017 0.18 017 0.19
FAL 16:0 CieHz0 240.2453 23 5 [M+NH,]" GL-RP-LC-QTOF-MS ESI+ 3 017 017 009 035 018 011 010 1.00 005 026 198 0.56
FA22:5;0 C22Hy05 346.2508 491 0 [M-H] GL-RP-LC-QTOF-MS ESI- 3 28 089 203 072 189 130 135 074 141 068 060 1.67
FA 22:6,0 Co2H3,04 344.2351 4.41 0 [M-H]' GL-RP-LC-QTOF-MS ESI - 3 191 042 116 031 124 071 080 039 080 036 031 1.04
FA 22:4;,0 Ca2H305 348.2664 5.62 0 [M-H] GL-RP-LC-QTOF-MS ESI- 2 054 011 028 008 027 016 014 013 013 006 006 0.8
FA 26:1;02 CosHso04 426.3709 7.08 4 [M+H]" GL-RP-LC-QTOF-MS ESI+ 3 035 027 031 042 1.08 019 010 007 014 011 065 0.09
FOH 5:1 CsH0 86.0732 0.67 8 [M+NH,]' GL-RP-LC-QTOF-MS ESI+ 3 011 038 049 017 003 050 010 014 004 028 005 059
Stearamide CigHrNO 283.2875 511 5 [M+H]" GL-RP-LC-QTOF-MS ESI + 3 041 000 000 000 000 000 000 000 000 000 000 0.00
NA 23:4 Ca3H3NO 345.3032 5.19 5 [M+H]" GL-RP-LC-QTOF-MS ESI+ 3 006 000 000 000 000 000 000 000 000 000 000 0.00
NA 25:4 CasHisNO 373.3345 6.09 4 [M+H]" GL-RP-LC-QTOF-MS ESI + 3 005 000 000 000 000 000 000 000 000 000 000 0.00
6E-Heneicosen-11-one CaiHiO 308.3079 5.61 6 [M+NH,]' GL-RP-LC-QTOF-MS ESI+ 3 003 000 000 000 000 000 000 000 000 000 000 0.00
12-Nonadecen-9-one CioHsO 280.2766 5.36 5 [M+NH,]" GL-RP-LC-QTOF-MS ESI+ 3 002 000 000 000 000 000 000 000 000 000 000 0.00
WE 24:2;04 CaaHaOs 4283138 4.38 0 [M+CIT GL-RP-LC-QTOF-MS ESI- 3 000 000 000 000 000 000 000 000 000 000 0.18 0.00
Glycerolipids
MGDG 16:0_18:1 CysHanO10 756.5752 9.35 2 [M+HCOOH-H] GL-RP-LC-QTOF-MS ESI- 2 099 130 133 131 120 109 118 117 047 040 049 041
MGDG 16:0_18:2 Cu3H78010 754.5595 8.71 2 [M+NH4]+/M+HCOOH-H GL-RP-LC-QTOF-MS ESI +/ESI 2 338 423 391 398 445 369 364 4.06 315 266 3.03 262
MGDG 18:2_18:2 CusH7e010 7785595 8.15 2 M+HCOOH-H/M+Na GL-RP-LC-QTOF-MS  ES| -/ESI + 2 135 172 170 164 173 186 149 168 230 214 243 202
MGDG 18:1_18:1 CusHg2010 782.5908 9.45 1 M+HCOOH-H/M+NH4 GL-RP-LC-QTOF-MS ESI -/ESI + 2 046 071 081 085 058 071 075 077 038 033 039 033
MGDG 36:6 CysH7010 7745282 7.84 6 [M+HCOOH-H]’ GL-RP-LC-QTOF-MS ESI- 3 001 003 000 010 007 007 054 049 006 005 008 007
DG 34:1 CarHa00s 594.5223 10.56 5 [M+H]" GL-RP-LC-QTOF-MS ESI+ 3 066 061 085 063 073 047 030 032 028 020 022 022
DG 36:2 CagH7,05 620.538 10.62 5 [M+H]" GL-RP-LC-QTOF-MS ESI + 3 101 095 128 097 095 076 044 047 047 032 035 036
DG 0-40:8 CagHao0s 650.5274 9.28 8 [M-H]' GL-RP-LC-QTOF-MS ESI - 3 047 049 043 039 047 035 026 029 035 062 059 045
DG 42:6 CusHz0s 696.5693 1011 6 [M-H-H,0 GL-RP-LC-QTOF-MS ESI- 3 078 088 082 081 091 067 052 051 059 098 098 0.72
SQDG 16:0_16:0 CuH01,8 794.5214 7.75 1 [M-HJ GL-RP-LC-QTOF-MS ESI - 2 002 004 001 014 009 012 072 061 026 016 029 028
Glycerol 2-(9Z,12Z-octadecadienoate) 1-hexadecanoate 3-O-[alpha-D-
galactopyranosyl-(1->6)-beta-D-galactopyranoside] CyoHggO15 GL-RP-LC-QTOF-MS

916.6123 8.05 2 M-HIM+NH4 ESI -/ESI + 3 030 08l 033 107 123 103 272 253 095 071 088 080
Glycerophospholipids
PG 34:1 CaoH77010P 748.5254 8.22 2 [M-H] GL-RP-LC-QTOF-MS ESI - 3 005 013 003 019 015 017 046 054 011 009 011 0.9
PG 0-36:1 CuoHgaOgP 762.5775 7.98 4 [M+CIT GL-RP-LC-QTOF-MS ESI - 4 048 061 058 057 065 042 051 059 024 014 016 013
PG 40:1 CiHgsO10P 832.6193 11.01 8 [M+K]" GL-RP-LC-QTOF-MS ESI + 3 726 414 672 366 494 389 232 201 122 08 343 164
PG 0-38:3 CasHeaOgP 786.5775 7.57 4 [M+CIT GL-RP-LC-QTOF-MS ESI - 4 021 032 032 033 029 063 030 032 1.01 098 111 093
PG 406 CuHz010P 822.5411 8.7 9 [M+HCOOH-H] GL-RP-LC-QTOF-MS ESI- 4 077 089 090 082 095 069 082 089 059 046 052 0.47
LPC 0-14:0 Ca2HugNOGP 453.3219 6.04 6 M+Na GL-RP-LC-QTOF-MS ESI + 4 003 000 000 000 000 000 000 000 000 000 000 0.00
PC 0-34:5 CagHzgNOP 737.5359 8.85 1 [M+NH,] GL-RP-LC-QTOF-MS ESI+ 3 137 159 151 160 1.86 140 155 146 082 073 079 0.83
PC 36:1 CasHgsNOgP 787.6091 9.83 5 [M+HCOOH-H]-/[M+H]" GL-RP-LC-QTOF-MS ESI -/ESI + 3 075 130 079 176 131 171 190 1.68 122 146 151 1.60
PC 0-38:9 CagHzNOP 785.5359 891 2 [M+NH,]" GL-RP-LC-QTOF-MS ESI+ 3 043 042 059 039 039 022 028 026 015 011 010 013
PC 16:1_16:0 CaoHzgNOgP 731.5465 8.15 5 [M+HCOOH-H]-/[[M+H]" GL-RP-LC-QTOF-MS ESI -/ESI + 2 063 100 058 112 118 165 174 173 146 160 165 170
PC 16:0_18:1 CaHgNOgP 759.5778 8.8 2 [M+HCOOH-H] GL-RP-LC-QTOF-MS ESI - 2 330 469 348 475 405 500 495 552 638 638 6.82 6.08
PC 18:1_18:1 CasHg:NOgP 785.5935 9.06 5 M+HCOOH-H/M+H GL-RP-LC-QTOF-MS ESI -/ESI + 2 605 797 654 854 7.24 798 945 945 7.79 7.97 7.78 9.01
PC 18:2_16:0 CazHgoNOgP 757.5622 8.32 3 M+H/M+HCOOH-H GL-RP-LC-QTOF-MS ESI -/ESI + 2 386 535 29 505 562 7.18 619 616 7.78 812 815 9.09
PC 18:2_18:2 CasHgoNOgP 781.5622 8.97 2 [M+HCOOH-H]-/[M+H]" GL-RP-LC-QTOF-MS ESI -/ESI + 2 115 139 118 145 132 132 150 150 140 142 137 165
LPE 0-24:0;0 CagHeNOP 567.4264 6.13 4 [M+H]" GL-RP-LC-QTOF-MS ESI + 3 129 187 168 171 165 153 191 1.62 104 095 080 087
PE 36:1 Ca1HgoNOgP 745.5622 8.55 8 [M+H]" GL-RP-LC-QTOF-MS ESI+ 3 070 124 094 174 112 257 203 202 283 321 323 350
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Supplementary Data 3. (continued)

Relative Abundance (%)
Compound Formula Mass RT (min) Maf;pi:)mr Adduct Analytical platform Dit/le;;i:” IDlevel  SCL SC2 SC3 SC4 SC5 SC6 SC7 SC8 SC9 SCI0 SCIl SC12
PE37:3 CaaH7eNOgP 755.5465 7.72 4 [M+H]" GL-RP-LC-QTOF-MS ESI + 007 010 006 013 005 035 007 006 071 091 094 0.90
PE 38:2 CaaHeNOgP 771.5778 8.65 5 [M+H]" GL-RP-LC-QTOF-MS ESI+ 3 011 028 019 022 026 050 049 048 044 054 059 0.57
PE39:3 CasHgoNOgP 7835778 8.39 5 [M+H]" GL-RP-LC-QTOF-MS ESI + 3 179 289 149 273 287 451 343 349 517 554 547 6.6
PE 18:1_18:1 CaHzgNOgP 743.5465 9.05 2 [M-H] GL-RP-LC-QTOF-MS ESI - 2 057 089 037 127 123 151 225 280 278 270 297 263
PE 18:2_18:1 Ca1H7eNOgP 741.5309 8.41 1 [M-HJ GL-RP-LC-QTOF-MS ESI - 2 007 010 004 011 013 021 020 026 058 058 063 0.55
PA 0-36:0 CagH7e07P 690.5563 11.7 9 [M+NH,]" GL-RP-LC-QTOF-MS ESI+ 3 048 037 038 022 046 026 009 019 084 087 051 1.01
PE d0-40:0 CasHouNOP 791.6768 117 9 [M+H]" GL-RP-LC-QTOF-MS ESI + 3 046 036 037 023 043 024 010 020 075 074 048 086
Pl 0-38:1 CyrHe101P 878.6248 7.47 4 [M+CIT GL-RP-LC-QTOF-MS ESI- 3 005 014 007 023 020 024 059 056 028 022 027 025
PI38:4 C7Hgs013P 886.5571 10.62 7 [M+H]" GL-RP-LC-QTOF-MS ESI + 3 026 024 059 009 013 013 006 004 005 004 012 0.07
Pl 44:8 Cs3HgrO15P 962.5884 9.56 3 [M+CIT GL-RP-LC-QTOF-MS ESI- 3 120 330 153 033 031 012 013 014 013 006 006 0.06
PIP 38:2 Ca7HeO16P2 970.5548 9.36 2 [M+CI] GL-RP-LC-QTOF-MS ESI - 4 151 183 193 213 195 173 181 216 177 137 136 131
PIM1 32:1 CarHarO01P 970.563 9.73 3 [M+H-H,0]" GL-RP-LC-QTOF-MS ESI+ 3 045 100 051 012 012 005 006 005 004 002 002 0.02
PS 39:2 CusHeNOsoP 829.5833 8.22 2 [M-H] GL-RP-LC-QTOF-MS ESI - 3 051 076 045 064 064 109 072 084 18 191 209 179
PS 39:3 CusHgNOP 827.5676 8.78 1 [M+HCOOH-H] GL-RP-LC-QTOF-MS ESI- 3 044 059 051 057 052 054 057 064 077 074 078 073
PS 36:0 CuoHgaNOP 7915676 8.38 2 [M-H] GL-RP-LC-QTOF-MS ESI - 3 025 046 032 056 034 074 058 066 111 122 132 113
PS 39:4 CusHgoNOoP 825.552 8.14 1 [M+HCOOH-H] GL-RP-LC-QTOF-MS ESI- 3 047 021 015 019 020 029 018 022 047 048 052 045
PS(DiMe(11,3)/DiMe(13,5)) CsoHgaNO1,P 9215731 8.17 2 [M+NH,]" GL-RP-LC-QTOF-MS ESI + 3 004 014 005 022 029 024 086 067 015 012 014 0.16
Polyketides
Anacardic acid CaH300; 342.2195 4.02 0 [M-H]' GL-RP-LC-QTOF-MS ESI - 3 229 065 155 050 165 106 113 0.69 1.16 067 047 152
Prenol lipids
Lucidenic acid CarHag0; 474.2618 4.44 2 [M+NH,]" GL-RP-LC-QTOF-MS ESI+ 3 003 000 000 000 000 000 000 000 000 000 000 0.00
Hydroxyglabrolide CaoHaOs 484.3189 5.34 1 [M+H]" GL-RP-LC-QTOF-MS ESI+ 3 002 000 000 000 000 000 000 000 000 000 000 0.00
Zeaxanthin diglucoside/ Zeaxanthin beta-D-diglucoside CszH76012 892.5337 9.38 3 M+H]+/[M+HCOOH-H]' GL-RP-LC-QTOF-MS ESI -/ESI + 3 755 932 972 1091 998 867 9.10 1095 965 7.22 7.6 6.87
tocopheronolactone CiH204 278.1518 553 4 [M+H]" GL-RP-LC-QTOF-MS ESI+ 3 094 007 004 002 004 002 000 000 003 005 001 003
tocotrienol CasHiz0, 410.3185 4.89 4 [M+H]" GL-RP-LC-QTOF-MS ESI+ 3 034 072 056 037 045 027 034 038 044 062 015 0.58
Flavoxanthin CuoHss0; 584.4229 5.15 5 [M+H-H,0]" GL-RP-LC-QTOF-MS ESI + 4 269 284 314 281 303 253 300 28 210 185 192 222
Triterpenoid CaoHgO7S 552.3121 244 8 [M+H]" GL-RP-LC-QTOF-MS ESI + 4 004 000 000 000 000 000 000 000 000 000 000 0.00
Curcumadiol CisH260, 238.1933 0.7 0 [M+Na] GL-RP-LC-QTOF-MS ESI + 3 096 146 109 142 130 118 169 1.76 113 111 112 124
Cedryl acetate CiH%0, 264.2089 0.71 1 [M+Na]" GL-RP-LC-QTOF-MS ESI + 3 054 061 047 058 058 044 069 069 037 034 037 042
Armillane Ca3Hg20; 420.2148 2.25 6 [M+H]" GL-RP-LC-QTOF-MS ESI+ 3 004 000 000 000 000 000 000 000 000 000 0.00 0.00
Sphingolipids
Termitomycesphin A CaH7NOyo 743.5548 9.19 6 [M+H]" GL-RP-LC-QTOF-MS ESI + 3 036 060 026 092 089 114 194 208 153 157 163 173
CerPE 40:3;03 CyoHgiN,O:P 756.5781 9.49 7 [M+NH,]" GL-RP-LC-QTOF-MS ESI + 3 079 128 127 187 147 160 163 1.60 080 088 091 0.96
CerP 44:1;02 CaaHgsNOGP 757.6349 8.28 2 [M+K]" GL-RP-LC-QTOF-MS ESI + 3 056 077 066 080 091 089 074 074 071 066 069 074
HexCer 370,04 CusHesNOso 775.6173 8.93 7 [M+Na]” GL-RP-LC-QTOF-MS ESI + 3 070 091 097 1.00 095 080 088 085 043 036 039 041
HexCer 36:1,04 Ca2HgiNOyo 759.586 7.72 3 [M+Na] GL-RP-LC-QTOF-MS ESI + 3 019 027 013 022 026 074 027 025 116 142 149 141
HexCer 39:2,02 CusHesNOg 767.6275 10.72 1 [M+HCOOH-H] GL-RP-LC-QTOF-MS ESI - 3 108 098 132 1.83 153 174 138 143 149 192 158 204
HexCer 40:2;03 CusHg7NOg 797.6381 11.27 1 [M-H] GL-RP-LC-QTOF-MS ESI - 3 053 045 076 086 0.69 080 060 0.60 064 076 075 0.77
N,N-dimethyl-Safingol Ca0HsNO, 329.3294 6.05 5 [M+H-H,0]" GL-RP-LC-QTOF-MS ESI + 3 028 000 000 000 000 000 000 000 000 000 000 0.00
SPB 17:0,02 CuHgNO, 287.2824 4.49 4 [M+H-H;0]" GL-RP-LC-QTOF-MS ESI+ 3 003 000 000 000 000 000 000 000 000 000 000 0.0
Cer 40:0;,03 CaoHeiNO, 639.6166 10.36 2 [M+HCOOH-H] GL-RP-LC-QTOF-MS ESI - 3 027 027 046 065 040 061 051 051 055 068 059 0.74
Cer 40:0;04 CaoHgiNOs 655.6115 10.58 3 [M-H] GL-RP-LC-QTOF-MS ESI - 3 076 074 118 136 1.04 122 089 090 116 126 128 130
Cer 41:0;,04 Ci1HgNOs 669.6271 11.48 1 [M-HT GL-RP-LC-QTOF-MS ESI - 3 065 050 073 067 079 053 036 034 048 047 049 046
Cer 440,04 CaaHgoNOs 711.6741 11.89 2 [M-H] GL-RP-LC-QTOF-MS ESI - 3 045 037 065 072 058 061 056 047 056 064 070 0.69
Cer 44:0,03 CusHgNO, 695.6792 11.7 2 [M+HCOOH-H] GL-RP-LC-QTOF-MS ESI - 3 033 030 037 054 046 046 047 050 055 069 054 0.72
CerPE 38:3,03 CaoHr7N,07P 728.5468 8.55 3 [M+HCOOH-H] GL-RP-LC-QTOF-MS ESI - 3 052 070 065 065 082 045 054 063 011 002 003 0.02
Steroids and steroid derivatives
Benzoyloxystigmast-5-ene-3-ol CasHsi04 534.4073 9.05 10 [M+NH,J" GL-RP-LC-QTOF-MS ESI+ 3 208 167 307 152 177 092 112 101 084 051 061 053
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Supplementary Data 3. (continued)

Relative Abundance (%)

Compound Formula Mass RT (min) Maf;pi:)mr Adduct Analytical platform Dit/le;;i:” IDlevel  SCL SC2 SC3 SC4 SC5 SC6 SC7 SC8 SC9 SCI0 SCIl SC12
Dehydroteasterone CagHag04 446.3396 5.45 4 [M+H-H,0]" GL-RP-LC-QTOF-MS ESI + 3 048 052 056 040 049 034 025 038 049 047 028 053
Torvonin A CaHeiOr 724.4398 4.02 9 [M-H-H0J GL-RP-LC-QTOF-MS ESI - 4 104 004 029 003 050 016 018 005 0.14 005 002 0.32
Sterol Lipids

ST 29:2;02 CagHgO, 428.3654 7.46 5 [M+H]" GL-RP-LC-QTOF-MS ESI+ 3 046 068 085 085 043 042 022 049 108 058 034 069
Tetrapyrroles and derivatives

Chlorophyll b CaesH71MgN,Os 907.5219 9.25 4 [M+H]" GL-RP-LC-QTOF-MS ESI+ 3 047 085 127 019 024 017 013 004 004 003 004 0.02
Unknown 0.69 GL-RP-LC-QTOF-MS ESI+ 154 203 162 189 175 184 244 257 164 176 178 1.95
Unknown 10.42 GL-RP-LC-QTOF-MS ESI + 099 096 137 084 096 057 055 1.08 090 065 041 074
Unknown 0.65 GL-RP-LC-QTOF-MS ESI+ 062 065 061 062 057 055 066 069 044 045 048 061
Unknown 0.72 GL-RP-LC-QTOF-MS ESI + 0.60 063 058 057 059 047 064 065 039 037 039 050
Unknown 9.36 GL-RP-LC-QTOF-MS ESI+ 068 078 0.96 059 082 042 056 061 055 030 0.38 038
Unknown 11.16 GL-RP-LC-QTOF-MS ESI + 056 057 070 037 053 025 034 032 031 017 019 017
Unknown 5.53 GL-RP-LC-QTOF-MS ESI+ 179 016 014 005 013 005 000 000 011 011 0.6 0.05
Unknown 1.26 GL-RP-LC-QTOF-MS ESI + 122 012 009 011 003 034 004 001 009 002 000 0.04
Unknown 2.55 GL-RP-LC-QTOF-MS ESI+ 058 0.7 005 005 004 013 002 001 004 001 003 002
Unknown 1.19 GL-RP-LC-QTOF-MS ESI + 058 010 004 006 007 013 002 00L 004 001 001 002
Unknown 1.93 GL-RP-LC-QTOF-MS ESI+ 057 0.6 004 005 001 013 002 000 004 001 000 002
Unknown 18 GL-RP-LC-QTOF-MS ESI + 059 007 002 003 004 008 001 000 002 001 000 001
Unknown 5.53 GL-RP-LC-QTOF-MS ESI+ 057 0.0 0.00 000 000 000 000 000 000 000 000 0.00
Unknown 8.97 GL-RP-LC-QTOF-MS ESI + 018 063 019 081 065 08L 090 088 073 078 078 0.89
Unknown 1.46 GL-RP-LC-QTOF-MS ESI+ 033 032 015 062 042 023 021 181 010 058 213 120
Unknown 7.91 GL-RP-LC-QTOF-MS ESI + 012 018 016 018 019 058 018 016 079 088 098 091
Unknown 0.78 GL-RP-LC-QTOF-MS ESI+ 0.07 0.0 005 004 000 000 014 000 269 239 174 023
Unknown 0.78 GL-RP-LC-QTOF-MS ESI + 007 000 005 004 000 000 014 000 279 247 177 022
Unknown 0.79 GL-RP-LC-QTOF-MS ESI+ 0.04 0.0 003 003 000 000 007 000 1.61 143 099 0.12
Unknown 0.78 GL-RP-LC-QTOF-MS ESI+ 000 000 000 000 000 000 000 000 141 123 087 0.10
Unknown 0.79 GL-RP-LC-QTOF-MS ESI+ 0.00 0.0 0.00 000 000 000 003 000 059 052 034 004
Unknown 0.85 GL-RP-LC-QTOF-MS ESI+ 002 001 001 001 001 001 000 000 001 110 003 0.25
Unknown 8.92 GL-RP-LC-QTOF-MS ESI+ 0.44 052 054 054 054 044 049 049 027 023 025 027
Unknown 8.46 GL-RP-LC-QTOF-MS ESI + 029 011 053 022 036 014 019 023 008 008 008 0.04
Unknown 5.83 GL-RP-LC-QTOF-MS ESI+ 029 039 046 072 066 040 057 042 026 0.17 007 021
Unknown 5.83 GL-RP-LC-QTOF-MS ESI + 029 039 046 071 066 040 057 042 026 017 007 021
Unknown 10.86 GL-RP-LC-QTOF-MS ESI+ 029 023 038 057 046 052 040 036 027 037 028 049
Unknown 0.89 GL-RP-LC-QTOF-MS ESI+ 003 000 000 000 000 000 000 000 000 000 0.00 0.00
Unknown 3.56 GL-RP-LC-QTOF-MS ESI+ 0.03 0.0 0.00 000 000 000 000 000 000 000 0.00 0.00
Unknown 0.9 GL-RP-LC-QTOF-MS ESI+ 002 000 000 000 000 000 000 000 000 000 0.00 0.00
Unknown 1.93 GL-RP-LC-QTOF-MS ESI+ 0.02 0.0 0.00 000 000 000 000 000 000 000 0.00 0.00
Unknown 11.94 GL-RP-LC-QTOF-MS ESI+ 002 000 000 000 000 000 000 000 000 000 0.00 0.00
Unknown 359 GL-RP-LC-QTOF-MS ESI+ 002 0.0 000 000 000 000 0.00 000 000 000 000 0.00
Unknown 4.29 GL-RP-LC-QTOF-MS ESI+ 002 000 000 000 000 000 000 000 000 000 000 0.00
Unknown 1.02 GL-RP-LC-QTOF-MS ESI+ 002 0.0 000 000 000 000 0.00 000 000 000 000 0.00
Unknown 2.67 GL-RP-LC-QTOF-MS ESI + 001 000 000 000 000 000 000 000 000 000 000 0.00
Unknown 2.8 GL-RP-LC-QTOF-MS ESI - 183 043 012 018 022 048 009 004 021 006 010 0.12
Unknown 4,91 GL-RP-LC-QTOF-MS ESI - 087 003 023 002 030 010 010 002 008 002 001 0.14
Unknown 1.46 GL-RP-LC-QTOF-MS ESI - 067 0.09 005 006 010 015 0.02 003 005 004 006 0.03
Unknown 1.46 GL-RP-LC-QTOF-MS ESI- 073 009 003 006 012 018 002 001 007 00l 003 0.03
Unknown 0.82 GL-RP-LC-QTOF-MS ESI - 012 070 0.6 001 003 001 000 003 004 172 013 0.75
Unknown 0.82 GL-RP-LC-QTOF-MS ESI - 009 047 011 001 002 001 000 002 002 121 008 051
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Supplementary Data 3. (continued)

Relative Abundance (%)
Compound Formula Mass RT (min) Maf;pi:)mr Adduct Analytical platform Dit/le;;i:” IDlevel  SCL SC2 SC3 SC4 SC5 SC6 SC7 SC8 SC9 SCI0 SCIl SC12
Unknown 0.82 GL-RP-LC-QTOF-MS ESI - 007 029 009 000 001 000 000 001 002 052 006 027
Unknown 8.13 GL-RP-LC-QTOF-MS ESI- 031 044 048 050 049 051 045 049 054 048 055 048
Unknown 9.09 GL-RP-LC-QTOF-MS ESI - 013 058 085 005 007 006 006 000 0.00 000 0.00 0.0
Unknown 9.42 GL-RP-LC-QTOF-MS ESI- 047 064 040 020 021 021 018 021 028 015 011 0.09
Unknown 9.42 GL-RP-LC-QTOF-MS ESI - 038 052 034 013 015 015 012 013 016 0.09 0.07 0.06
Unknown 10.84 GL-RP-LC-QTOF-MS ESI- 048 024 051 026 034 023 016 014 014 009 030 0.12
Unknown 8.69 GL-RP-LC-QTOF-MS ESI - 010 025 013 041 038 035 102 092 015 009 012 012
Unknown 8.14 GL-RP-LC-QTOF-MS ESI- 007 019 010 029 026 020 077 073 010 005 006 0.06

GL: global lipidomics, LC: liquid chromatography, QTOF-MS: quadrupole time-of-flight mass spectrometer.



