Table S1
TAG detected in sebum by RR-RP-HPLC/ESI TOF-MS

I No. I Species IRT (min)I SD I[M+NHA]*f0rmuIa| Ca|l;I;|/|?ted avsnr/e;gel sD I ppm I I No. I Species IRT (min)I SD I[M+NHA]*formularal‘:nl:/lzate avsnr/igel Sb I ppm I I No. I Species IRT (min)I SD I[M+NHA]*f0rmuIa| Cali:/lited av::/azgel sD I ppm I
DB:0 1 TAG 36:0 22.7 0.06 | C39H78 N O6 656.5824 1656.5822]0.0016 24 DB:1l}l 1 |TAG36:1| 224 0.04 | C39H76 N O6 |654.5667 |654.5660)0.0014] 2.1 DB:2|

2 TAG37:0| 231 0.04 | C40H80 N O6 670.5989 670.5969]0.0017| 2.6 2 |TAG37:1| 227 0.04 | C40H78 N O6 |668.5824 |668.5824]0.0006] 0.9

3 TAG38:0 | 233 0.04 | C41H82N 06 684.6142 684.6129]0.0016 24 3 |TAG38:1| 23.0 0.05 | C41H80N O6 |682.5980|682.5980(0.0016] 2.4 1 |TAG38:2| 22.6 0.04 | C41H78 N O6 | 680.5824 |680.5812]0.0014] 2.1

4 TAG39:0 | 23.6 0.05 | C42H84 N 06 698.6293 ]698.6280]0.0017| 24 4 |TAG39:1| 232 0.04 | C42H82 N 06 |696.6137|696.6132]|0.0017) 2.4 2 |TAG39:2| 229 0.04 | C42HB80N O6 | 694.5981 |694.5980[0.0015| 2.2

6 TAG 40:0 24.0 0.13 | C43H86 N 06 712.6455 |712.6444]0.0017| 2.4 5 |TAG40:1] 235 0.04 | C43H84 N O6 |710.6363710.6322]0.0012) 1.7 3 |TAG40:2| 232 0.04 | C43H82NO6 | 708.6137 |708.6122]0.0008| 1.1

7 TAG41:0 | 243 0.04 | C44H88 N 06 726.6606 |726.6603]0.0016 2.2 6 |TAG41:1| 238 0.04 | C44H86 N O6 |724.6450|724.6448]0.0016] 2.2 4 |TAG41:2| 234 0.03 | C44HB84 N O6 | 722.6285 |722.6284/0.0016| 2.2

8 TAG42:0 | 247 0.05 | C45H90 N 06 740.6763 |740.67610.0017| 23 7 |TAG42:1| 24.2 0.04 | C45H88 N O6 | 738.6606 |738.66010.0014] 1.9 5 |TAG42:2| 237 0.03 | C45H86 N O6 | 736.6450 |736.6441]0.0019| 2.6

9 TAG43:0| 25.1 0.05 | C46H92 N 06 754.6919 |754.6907]0.0019 25 8 |TAG43:1| 245 0.05 | C46 H90 N O6 |752.6763|752.6755/0.001 2.0 6 |TAG43:2| 24.1 0.04 | C46H88N O6 | 750.6606 |750.6602]0.0019| 2.6

10 | TAG44.0 | 25.6 0.06 | C47H94 N O6 768.7076 |768.7075|0.0016 2.1 9 |TAG44:1] 25.0 0.05 | C47H92 N O6 |766.6919766.6921]0.0014] 1.9 7 |TAG44:2] 245 0.04 | CA7H90N O6 | 764.6763 |764.6753]0.0015| 1.9

11 | TAG45:.0 | 26.0 0.08 | C48H96 N 06 782.7232 |782.7232|0.0017| 2.2 10 |TAG45:1] 25.4 0.06 | C48H94 N O6 | 780.7076|780.7082]0.001 1.6 8 |TAG45:2| 248 0.05 | C48H92N O6 | 778.6919 |778.6913|0.0016| 2.1

12 | TAG46:.0 | 26.6 0.08 | C49H98 N 06 796.7389 |796.7389]0.0018| 22 11 |TAG46:1] 25.9 0.06 | C49H96 N O6 |794.7232794.7233]0.0018] 2.3 9 |TAG46:2| 25.2 0.05 | C49H94 N O6 | 792.7076 |792.7076(0.0017| 2.2

13 | TAG47:.0 | 27.0 0.10 | C50H100 N O6 | 810.7545 [810.7540}0.0019 23 12 |TAG47:1] 263 0.08 | C50H98 N O6 |808.7389 |808.7380]0.001 2.0 10 |TAG47:2| 257 0.06 | C50H96 N O6 | 806.7232 |806.7235[0.0017| 2.2

14 | TAG48.0 | 27.7 0.12 | C51 H102 N O6 | 824.7702 |824.76980.0020 2.4 13 |TAG48:1] 26.9 0.08 | C51 H100 N O6 | 822.7545 |822.7553]0.0017 2.1 11 |TAG48:2] 26.2 0.07 | C51H98 N O6 | 820.7389 |820.7384/0.0015| 1.8

15 | TAG49:.0 | 28.2 0.10 | C52H104 N O6 | 838.7858 |838.78530.0020 2.4 14 |TAG49:1| 27.4 0.09 | C52 H102 N O6 | 836.7702|836.7700)0.0017) 2.0 12 |TAG49:2| 26.6 0.07 | C52H100 N O6 | 834.7545 |834.7540[0.0019] 2.3

16 | TAG50:.0 | 29.2 0.15 | C53 H106 N O6 | 852.8015 |852.8005|0.0021 25 15 |TAG50:1) 28.1 0.11 | C53 H104 N O6 | 850.7858 |850.7858]0.0020] 2.3 13 |TAG50:2) 27.2 0.09 | C53H102 N O6 | 848.7702 |848.7701]0.0016] 1.9

17 TAG 51:0 29.9 0.20 | C54H108 N O6 | 866.8171 |866.8164]0.0019 2.1 16 |TAG51:1] 28.8 0.12 | C54 H106 N O6 | 864.8015 |864.8022]0.0018] 2.1 14 |TAG51:2| 278 0.09 | C54 H104 N O6 | 862.7858 |862.7865|0.0016] 1.9

18 | TAG52:0 | 31.0 0.17 | C55H110 N O6 | 880.8328 |880.8339|0.0012| 1.4 17 |TAG52:1) 29.5 0.13 | C55H108 N O6 | 878.8171878.8179]0.0012 1.4 15 |TAG52:2| 28.4 0.10 | C55H106 N O6 | 876.8015 |876.8016(0.0015| 1.7

19 | TAG53:.0 | 32.0 0.20 | C56 H112 N O6 | 894.8484 |894.84640.0018| 2.1 18 |TAG53:1] 30.4 0.16 | C56 H110 N O6 | 892.8328 |892.8329]0.0021] 2.3 16 |TAG53:2) 29.2 0.17 | C56 H108 N O6 | 890.8171 |890.8182)0.0021] 2.3

20 | TAG54:0 | 332 0.26 | C57H114 N O6 | 908.8641 |908.8644]0.0020 22 19 |TAG54:1] 31.4 0.25 | C57 H112 N O6 | 906.8484 |906.8472]0.0010] 1.1 17 |TAG54:2] 29.9 0.14 | C57 H110 N O6 | 904.8328 |904.8326(0.0021] 2.3

21 TAG 55:0 34.4 0.29 | C58 H116 N O6 | 922.8797 |922.87810.0029 3.1 20 |TAG55:1) 327 0.24 | C58 H114 N O6 | 920.8671 |920.8627]0.0020] 2.2 18 |TAG55:2] 31.0 0.25 | C58 H112 N O6 | 918.8484 |918.8481]0.0011 1.2
21 |TAG56:1] 34.0 0.24 | C59 H116 N O6 | 934.8797 |934.8775)0.0016] 1.7 19 |TAGS56:2| 32.2 0.34 | C59 H114 N O6 | 932.8641 |932.8621]0.0019] 2.0
22 |TAG57:1] 35.1 0.26 | C60 H118 N O6 | 948.8954 |948.8940]0.0007 0.7 20 |TAG57:2] 33.4 0.22 | C60H116 N O6 | 946.8797 ]946.8759(0.0011) 1.2

DB:3 1 TAG42:3 | 233 0.04 | C45H84 N 06 734.6293 |734.6282]0.0006 0.8 DB:4| DB:5

2 TAG43:3 | 23.6 0.03 | C46H86 N 06 748.6450 |748.6448]0.0014 1.8

3 TAG44:3 | 24.0 0.03 | C47H88 N 06 762.6606 |762.6603]0.0017| 22

4 TAG 45:3 24.3 0.04 | C48H90 N O6 776.6763 |776.6768]0.0013 1.6

5 TAG46:3 | 24.7 0.04 | C49H92 N 06 790.6919 790.6913]0.0017| 21 1 |TAG46:4| 24.2 0.05 | C49H90 N O6 |788.6763|788.6759]0.0005| 0.6

6 TAG47:3 | 25.1 0.05 | C50H94 N 06 804.7076 |804.7070]0.0014 1.8 2 |TAG4T:4| 245 0.04 | C50H92 N O6 |802.6919 |802.6904]0.0010] 1.3

7 TAG48:3 | 255 0.06 | C51H96 N 06 818.7232 818.7232]0.0017| 2.1 3 |TAG48:4| 249 0.05 | C51H94 N O6 |816.7076 |816.7063]0.0012] 1.5

8 TAG49:3 | 26.0 0.07 | C52H98 N 06 832.7389 |832.7370]0.0020 24 4 |TAG49:3| 253 0.06 | C52H96 N O6 |830.7232|830.7237]0.0015| 1.8

9 TAG50:3 | 26.3 0.27 | C53H100 N O6 | 846.7545 |846.7545/0.0020 24 5 |TAG50:4] 25.8 0.07 | C53H98 N O6 |844.7389 |844.7398]0.0008] 0.9

10 TAG51:3 26.9 0.08 | C54 H102 N O6 | 860.7702 |860.7701}0.0018 21 6 |TAG51:4| 26.3 0.06 | C54 H100 N O6 | 858.7545 |858.7554/0.000: 0.9

11 | TAG52:3 | 275 0.09 | C55H104 N O6 | 874.7858 |874.7855/0.0014 1.6 7 |TAG52:4| 26.7 0.07 | C55H102 N O6 | 872.7702|872.7708]0.0011) 1.2

12 | TAG53:3 | 28.1 0.10 | C56 H106 N O6 | 888.8015 |888.8019]0.0018| 2.1 8 |TAG53:4| 273 0.09 | C56 H104 N O6 | 886.7858 |886.7869]0.0007 0.7

13 | TAG54:3 | 28.7 0.11 | C57H108 N O6 | 902.8171 |902.8175|0.0020 23 9 |TAG54:4| 27.7 0.09 | C57 H106 N O6 | 900.8015 |900.8025{0.0007| 0.7 1 |TAG54:5| 26.9 0.07 | C57 H104 N O6 | 898.7858 |898.7869]0.0010] 1.1

14 | TAG55:3 | 29.5 0.13 | C58 HI10 N O6 | 916.8328 |916.8305|0.0015 16 10 |TAG55:4] 28.5 0.11 | C58 H108 N O6 | 914.8171|914.8174]0.0002] 0.2 2 |TAG55:5| 27.6 0.10 | C58 H106 N O6 | 912.8021 |912.8031|0.0010f 1.1

15 | TAG56:3 | 30.3 0.15 | C59 H112 N O6 | 930.8484 |930.8491J0.0017| 1.8 11 |TAG56:4] 29.2 0.12 | C59 H110 N O6 | 928.8328 |928.8369]0.0002 0.2 3 |TAG56:5| 28.2 0.10 | C59 H108 N O6 | 926.8171 |926.8199(0.0024] 2.5

16 TAG 57:3 31.4 0.20 | C60H114 N O6 | 944.8641 |944.8669]0.0005| 0.6 12 |TAG57:4] 29.4 0.45 | C60H112 N O6 | 942.8484 |942.8504/0.0011] 1.1 4 |TAG57:5] 28.9 0.15 | C60 H110 N O6 | 940.8328 ]940.8355[0.0024] 2.4




Table S2
DAG detected in sebum by RR-RP-HPLC/ESI TOF-MS and MS/MS

Species | RT (min) | SD | [M+NH,]* formula calculated m/z [M+NH;-R1COONH,]* formula calculated m/z [M+NH4-R2COONH,]* formula calculated m/z | NL (QqQ) | substituent FA I
DB:0 DAG 28:0 19.50 0.025 C31 H64 NO5 530.4784 C17 H33 O3 285.2431 R1=R2 285.2431 245 14:0; 14:0
DAG 29:0 19.87 0.034 C32 H66 N 05 544.4941 C17 H33 03 285.2431 C18 H35 03 299.2586 245; 259 14:0; 15:0
DAG 30:0 20.47 0.032 C33 H68 N 05 558.5097 C17 H33 03 285.2431 C19 H37 O3 313.2743 245; 273 14:0; 16:0
DAG 31:0 20.85 0.047 C34 H70 NO5 572.5254 C18 H35 03 299.2586 C19 H37 03 313.2743 259; 273 15:0; 16:0
DAG 31:0 " " " " C17 H33 03 285.2431 C20 H39 03 327.2899 245; 287 14:0;17:0
DAG 32:0 21.33 0.037 C35 H72 N 05 586.5411 C19 H37 03 313.2743 R1=R2 313.2743 273 16:0; 16:0
DAG 32:0 " " " " C17 H33 O3 285.2431 C21 H41 O3 341.3056 245; 301 14:0; 18:0
DAG 32:0 " " " " C18 H35 O3 299.2586 C20 H39 O3 327.2899 259; 287 15:0; 17:0
DAG 33:0 21.64 0.034 C36 H74 NO5 600.5567 C19 H37 03 313.2743 C20 H39 O3 327.2899 273; 287 16:0; 17:0
DAG 34:0 22.11 0.036 C37 H76 NO5 614.5723 C19 H37 03 313.2743 C21 H41 O3 341.3056 273; 301 16:0; 18:0
DAG 34:0 " " " " C20 H39 03 327.2899 R1=R2 327.2899 287 17:0;17:0
DAG 35:0 22.18 0.035 C38 H78 NO5 628.5881 C20 H39 03 327.2899 C21 H41 03 341.3056 287; 301 17:0;18:0
DAG 36:0 22.50 0.020 C39 H80 NO5 642.6036 C21 H41 03 341.3056 R1=R2 341.3056 301 18:0; 18:0
DB:1 DAG 28:1 18.83 0.048 C31 H62 NO5 528.4628 C17 H33 03 285.2431 C17 H31 03 283.2273 243; 245 14:1;14:0
DAG 29:1 19.24 0.046 C32 H64 NO5 542.4784 C17 H31 O3 283.2273 C18 H35 O3 299.2586 243; 259 14:1;15:0
DAG 30:1 19.88 0.044 C33 H66 N O5 556.4941 C17 H31 O3 283.2273 C19 H37 O3 313.2743 243; 273 14:1;16:0
DAG 30:1 " " " " C17 H33 03 285.2431 C19 H35 O3 311.2586 245; 271 14:0; 16:1
DAG 31:1 20.31 0.077 C34 H68 NO5 570.5097 C18 H33 03 297.2431 C19 H37 O3 313.2743 257; 273 15:1;16:0
DAG 31:1 " " " " C16 H29 03 269.2117 C21 H41 03 341.3056 229; 301 13:1;18:0
DAG 31:1 " " " " C18 H35 03 299.2586 C19 H35 03 311.2586 259; 271 15:0; 16:1
DAG 32:1 20.80 0.040 C35 H70 NO5 584.5254 C17 H33 03 285.2431 C21 H39 03 339.2899 245; 299 14:0;18:1
DAG 32:1 " " " " C19 H35 O3 311.2586 C19 H37 O3 313.2743 271; 273 16:1; 16:0
DAG 33:1 21.15 0.037 C36 H72 N O5 598.5411 C18 H33 03 297.2431 C21 H41 O3 341.3056 257,301 15:1; 18:0
DAG 33:1 " " " " C18 H35 03 299.2586 C21 H39 03 339.2899 259; 299 15:0; 18:1
DAG 33:1 " " " " C19 H35 03 311.2586 C20 H39 03 327.2899 271; 287 16:1;17:0
DAG 33:1 " " " " C19 H37 03 313.2743 C20 H37 03 325.2743 273; 285 16:0;17:1
DAG 34:1 21.55 0.035 C37 H74 N O5 612.5567 C19 H37 03 313.2743 C21 H39 03 339.2899 273; 299 16:0;18:1
DAG 34:1 " " " " C19 H35 03 311.2586 C21 H41 O3 341.3056 271; 301 16:1; 18:0
DAG 35:1 21.73 0.154 C38 H76 NO5 626.5723 C19 H37 O3 313.2743 C22 H41 O3 353.3056 273; 313 16:0; 19:1
DAG 35:1 " " " " C19 H35 03 311.2586 C22 H43 03 355.3212 271; 315 16:1; 19:0
DAG 35:1 " " " " C20 H39 03 327.2899 C21 H39 O3 339.2899 287; 299 17:0;18:1
DAG 36:1 22.29 0.043 C39 H78 NO5 640.5881 C19 H37 03 313.2743 C23 H43 03 367.3212 273; 327 16:0; 20:1
DAG 36:1 " " " " C21 H39 03 339.2899 C21 H41 03 341.3056 299; 301 18:1; 18:0
DB:2 DAG 28:2 18.48 0.058 C31 H60 NO5 526.4471 C17 H31 O3 283.2273 R1=R2 283.2273 243 14:1;14:1
DAG 30:2 19.25 0.045 C33 H64 NO5 554.4784 C17 H31 O3 283.2273 C19 H35 O3 311.2586 243; 271 14:1;16:1
DAG 31:2 19.77 0.045 C34 H66 NO5 568.4941 C18 H33 03 297.2431 C19 H35 03 311.2586 257,271 15:1;16:1
DAG 32:2 20.24 0.038 C35 H68 NO5 582.5097 C19 H35 O3 311.2586 R1=R2 311.2586 271 16:1; 16:1
DAG 32:2 " " " " C17 H31 03 283.2273 C21 H39 03 339.2899 243; 299 14:1;18:1
DAG 32:2 " " " " C17 H33 03 285.2431 C21 H37 03 337.2743 245; 297 14:0;18:2
DAG 33:2 20.63 0.037 C36 H70 N 05 596.5254 C19 H35 03 311.2586 C20 H37 03 325.2743 271; 285 16:1;17:1
DAG 33:2 " " " " C18 H33 03 297.2431 C21 H39 03 339.2899 257; 299 15:1;18:1
DAG 33:2 " " " " C18 H35 O3 299.2586 C21 H37 O3 337.2743 259; 297 15:0; 18:2
DAG 34:2 21.04 0.044 C37 H72 NO5 610.5411 C19 H35 03 311.2586 C21 H39 O3 339.2899 271; 299 16:1;18:1
DAG 34:2 " " " " C19 H37 O3 313.2743 C21 H37 O3 337.2743 273; 297 16:0; 18:2
DAG 35:2 21.25 0.184 C38 H74 NO5 624.5567 C20 H39 03 327.2899 C21 H37 O3 337.2743 287; 297 17:0;18:2
DAG 35:2 " " " " C19 H35 03 311.2586 C22 H41 03 353.3056 271;313 16:1;19:1
DAG 35:2 " " " " C20 H37 03 325.2743 C21 H39 03 339.2899 285, 299 17:1;18:1
DAG 36:2 21.75 0.032 C39 H76 NO5 638.5723 C21 H39 O3 339.2899 R1=R2 339.2899 299 18:1;18:1
DB:3 DAG 34:3 20.62 0.037 C37 H70 NO5 608.5254 C19 H35 O3 311.2586 C21 H37 O3 337.2743 271; 297 16:1;18:2
DAG 34:3 " " " " C17 H31 03 283.2273 C23 H41 03 365.3056 243; 325 14:1; 20:2
DAG 36:3 21.35 0.077 C39 H74 NO5 636.5567 C21 H37 03 337.2743 C21 H39 03 339.2899 297; 299 18:2;18:1

DB:4 | _DAG36:4 | 20.68 ]0.038 | C39 H72 NO5 | 634.5411 | C21 H37 03 | 337.2743 | R1=R2 | 337.2743 | 297 | 18:2,18:2 |




Table S3

WE tentatively identified in sebum by RR-RP-HPLC/ESI TOF-MS and MS/MS

No. FA 16:1-WE FOH RT (min) SD [M+H]* formula calculated m/z average m/z SD ppm
DB:1 1 WE 28:1 12:0 21.6 0.04 C28 H55 02 423.4202 423.4199 0.0012 2.41
2 WE 29:1 13:0 22.0 0.04 C29 H57 02 437.4359 437.4363 0.0017 3.56
3 WE 30:1 14:0 224 0.04 C30 H59 02 451.4515 451.4520 0.0015 3.33
4 WE 31:1 15:0 22.8 0.04 C31 H61 02 465.4672 465.4675 0.0015 2.90
5 WE 32:1 16:0 23.2 0.04 C32 H63 02 479.4828 479.4834 0.0016 3.11
6 WE 33:1 17:0 23.6 0.04 C33 H65 02 493.4985 493.4990 0.0015 3.02
7 WE 34:1 18:0 24.0 0.05 C34 H67 02 507.5141 507.5146 0.0017 3.14
8 WE 35:1 19:0 24.4 0.06 C35 H69 02 521.5298 521.5297 0.0018 2.83
9 WE 36:1 20:0 24.9 0.07 C36 H71 02 535.5454 535.5447 0.0017 2.72
10 WE37:1 21:0 25.3 0.07 C37 H73 02 549.5611 549.5612 0.0015 2.05
11 WE38:1 22:.0 25.8 0.12 C38 H75 02 563.5767 563.5775 0.0021 3.60
12 WE39:1 23:0 26.4 0.09 C39 H77 O2 577.5924 577.5928 0.0027 3.84
13 WE 40:1 24:0 27.0 0.13 C40 H79 02 591.6081 591.6084 0.0021 3.20
14 WE41:1 25:0 27.6 0.11 C41 H81 02 605.6231 605.6219 0.0027 4.44
15 WE42:1 26:0 28.2 0.12 C42 H83 02 619.6393 619.6393 0.0021 2.52
DB:2 1 WE 30:2 14:1 21.9 0.03 C30 H57 02 449.4353 449.4344 0.0016 2.10
2 WE31:2 15:1 22.3 0.03 C31 H59 02 463.4509 463.4511 0.0014 1.17
3 WE 32:2 16:1 22.7 0.03 C32 H61 02 477.4666 477.4668 0.0013 1.65
4 WE 33:2 17:1 23.0 0.05 C33 H63 02 491.4823 491.4824 0.0016 2.50
5 WE 34:2 18:1 234 0.04 C34 H65 02 505.4979 505.4986 0.0015 2.44
6 WE 35:2 19:1 23.7 0.04 C35 H67 02 519.5136 519.5145 0.0016 3.17
7 WE 36:2 20:1 24.1 0.05 C36 H69 02 533.5292 533.5311 0.0009 2.80
8 WE 37:2 21:1 24.6 0.05 C37 H71 02 547.5449 547.5455 0.0015 2.03
9 WE 38:2 22:1 25.0 0.06 C38 H73 02 561.5605 561.5613 0.0015 227
10 WE 39:2 23:1 255 0.05 C39 H75 02 575.5762 575.5761 0.0016 1.08
11 WE 40:2 24:1 26.1 0.08 C40 H77 O2 589.5918 589.5922 0.0017 1.92
12 WE 41:2 25:1 26.5 0.12 C41 H79 02 603.6075 603.6071 0.0018 2.03
13 WE 42:2 26:1 27.1 0.10 C42 H81 02 617.6231 617.6227 0.0018 2.13




Table S4

CE tentatively identified in sebum with RR-RP-HPLC/ESI TOF-MS and MS/MS

No. Species RT SD [M+Na]* formula calculated m/z  detected m/z SD ppm P1(QaQ)
[RCOOH+Na]*
1 CE 1411 267 005 :CALH70NaO2: 617.5274 617.5295 0.0031 34 249.2
2 CE 15:1 27.4 005 :C42H72NaO2: 631.5431 631.5447 0.0056 25 263.1
3 CE 16:0 295 016 -CA3H76NaO2: 647.5738 647.5759 0.0017 32 279.3
4 CE 16:1 28.1 006 C43H74NaO2: 6455581 645.5591 0.0018 16 277.4
5 CE 1622 271 005 [C43H72NaO2:  643.5431 643.5432 0.0058 02 275.2
6 CE17:1 288 0.07 :C44H76NaO2: 659.5743 659.5755 0.0037 19 201.1
7 CE 180 314 010 :C45H80NaO2: 675.6056 675.6034 0.0021 33 307.3
8 CE 181 29.8 008 :C45H78NaO2: 673.5911 673.5897 0.0028 2.1 305.3
9 CE 1822 285 006 ‘CA5H76NaO2: 671.5738 671.5745 0.0045 10 303.2




Tabe S5
FFA tentatively identified in sebum by RR-RP-HPLC/ESI TOF-MS

I No. ISpecies IRT (min)l SD I [M-H] formula Icalculated m/zI average m/z I SD I ppm I I No. ISpecies IRT (min)l SD I [M-H] formulal calculated m/z I average m/z I SD I ppm I
DB:0 1 FFA12:0| 4.8 0.06 C12 H23 02 199.1704 199.1702 0.0006 | 2.03 DB:1
2 FFA13.0] 5.9 0.16 C13 H25 02 213.1861 213.1855 0.0005 | 2.73
3 FFA 14:0 7.5 0.08 C14 H27 02 227.2017 227.2022 0.0007 2.46 1 FFA14:1 5.8 0.07 C14 H25 O2 225.1861 225.1864 0.0004 1.77
4 FFA15.0] 9.0 0.08 C15 H29 02 241.2173 241.2175 0.0004 | 1.25 2 FFA15:1| 7.2 0.20 C15 H27 02 239.2017 239.2018 0.0003 | 2.18
5 FFA16:0| 10.4 0.08 C16 H31 02 255.2331 255.2337 0.0002 2.18 3 FFA16:1 8.6 0.08 C16 H29 02 253.2173 253.2177 0.0005 1.83
6 FFA17:0| 11.7 0.21 C17 H33 02 269.2486 269.2489 0.0002 | 1.23 4 FFA17:1| 101 0.08 C17 H31 02 267.2331 267.2334 0.0005 | 2.27
7 FFA18:0| 13.2 0.07 C18 H35 02 283.2643 283.2651 0.0003 | 3.00 5 FFA18:1| 113 0.08 C18 H33 02 281.2486 281.2493 0.0004 | 2.44
8 FFA19:0| 144 0.08 C19 H37 02 297.2799 297.2821 0.0042 | 1.94 6 FFA19:1| 126 0.07 C19 H35 02 295.2637 295.2644 0.0009 | 2.42
9 FFA20:0] 155 0.09 C20 H39 02 311.2956 311.2961 0.0004 | 1.89 7 FFA20:1| 13.8 0.07 C20 H37 02 309.2799 309.2808 0.0006 | 2.73
10 FFA21:0| 16.4 0.07 C21 H41 02 325.3112 325.3124 0.0010 3.78 8 FFA21:1] 14.9 0.09 C21 H39 02 323.2951 323.2954 0.0011 2.48
11 |FFA22:0] 17.3 0.08 C22 H43 02 339.3269 339.3276 0.0006 | 3.04 9 FFA22:1| 159 0.08 C22 H41 02 337.3107 337.3109 0.0006 | 1.14
12 |FFA23:0| 18.1 0.08 C23 H45 02 353.3425 353.3430 0.0003 | 1.43 10 |FFA23:1| 16.8 0.07 C23 H43 02 351.3263 351.3278 0.0012 | 3.64
13 |FFA24:0| 18.8 0.10 C24 H47 02 367.3576 367.3474 0.0081 | 2.63 11 |FFA24:1] 17.6 0.08 C24 H45 02 365.3421 365.4175 0.1507 | 2.22
14 |FFA25:0| 19.4 0.07 C25 H49 02 381.3733 381.3754 0.0003 | 4.05 12 |FFA25:1] 18.3 0.08 C25 H47 02 379.3576 379.3587 0.0013 | 3.37
15 |FFA26:0| 20.1 0.17 C26 H51 02 395.3889 395.3914 0.0011 | 4.65 13 |FFA26:1| 19.0 0.09 C26 H49 02 393.3733 393.3741 0.0020 | 4.64
16 |FFA27:0] 20.7 0.05 C27 H53 02 409.4046 409.4065 0.0003 | 3.44 14 |FFA27:1] 19.7 0.13 C27 H51 02 407.3889 407.3897 0.0011 | 1.69
17 FFA28:0| 21.2 0.05 C28 H55 02 423.4202 423.4223 0.0004 3.68 15 FFA28:1] 20.3 0.11 C28 H53 02 421.4046 421.4056 0.0008 3.34
18 |FFA29:0| 21.6 0.10 C29 H57 02 437.4359 437.3869 0.0999 | 1.57 16 |FFA29:1] 20.7 0.08 C29 H55 02 435.4202 435.4204 0.0018 | 1.05
19 FFA30:0| 22.0 0.06 C30 H59 02 451.4515 451.4525 0.0012 2.16 17 FFA30:1] 21.2 0.05 C30 H57 02 449.4359 449.4371 0.0009 2.36
DB:2 1 FFA16:2 6.9 0.08 C16 H27 02 251.2017 251.2014 0.0002 0.67 DB:3 1 FFA 18:3 8.2 0.09 C18 H29 02 277.2168 277.2167 0.0009 2.79
2 FFA17:2| 8.4 0.14 C17 H29 02 265.2173 265.2169 0.0005 | 3.50 2 FFA20:3| 11.0 0.08 C20 H33 02 305.2481 305.2484 0.0008 | 2.02
3 FFA18:2| 9.8 0.09 C18 H31 02 279.2331 279.2336 0.0004 | 2.40 3 FFA22:3| 13.4 0.07 C22 H37 02 333.2794 333.2802 0.0004 | 1.07
4 FFA19:2| 11.3 0.08 C19 H33 02 293.2486 293.2492 0.0008 2.48
5 FFA20:2| 124 0.08 C20 H35 02 307.2643 307.2649 0.0002 | 2.00
6 FFA21:2| 135 0.10 C21 H37 02 321.2794 321.2795 0.0012 2.83 DB:4 1 FFA 20:4 9.7 0.32 C20 H31 02 303.2324 303.2329 0.0008 2.06
7 FFA22:2| 146 0.08 C22 H39 02 335.2951 335.2959 0.0012 | 2.87 2 FFA22:4] 119 0.09 C22 H35 02 331.2637 331.2650 0.0018 | 3.81
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