Supplemental tables list triacylglycerol molecules considered for the analysis of human milk by high resolution mass
spectrometry and the validation data.

Table S1. Median, standard deviation of intermediate reproducibility (SD(iR)), and relative standard deviation of intermediate reproducibility
(CV(iR)) of triacylglycerol (TAG) species in the lowest calibration point defined as limit of quantification (LOQ). Results are expressed in mg
100mL™.

Median

TAG (=7) SD(iR) CV(iR)
6:0-6:0-6:0 0.093 0.007 7.5
8:0-8:0-8:0 0.094 0.005 5.2

10:0-10:0-10:0 0.099 0.005 4.7
12:0-12:0-12:0 0.095 0.011 11.6
14:0-14:0-14:0 0.100 0.006 6.4
14:0-18:1-16:0 0.104 0.005 44
14:0-18:1-22:0 0.106 0.019 17.8
14:0-18:1-4:0 0.101 0.011 11.2
16:0-16:0-16:0 0.103 0.013 12.6
16:0-16:0-18:0 0.098 0.011 11.0
16:0-16:0-18:1 0.095 0.017 17.6
16:0-16:0-18:2 0.106 0.003 29
16:0-18:0-18:1 0.100 0.016 15.6
16:0-18:1-18:2 0.101 0.006 5.6
18:0-18:0-16:0 0.099 0.014 13.9
18:0-18:0-18:0 0.099 0.009 9.2
18:1-18:1-16:0 0.097 0.009 9.2
18:1-18:1-18:0 0.103 0.006 6.2
18:1-18:1-18:1 0.104 0.004 3.6
18:1-18:1-18:2 0.100 0.006 6.1
20:0-20:0-20:0 0.101 0.002 1.8




Table S2. Median, standard deviation of repeatability (SD(r)), relative standard deviation of repeatability (CV(r)), standard deviation of
intermediate reproducibility (SD(iR)), and relative standard deviation of intermediate reproducibility (CV/(iR)) of representative triacylglycerol

regioisomers in human milk supplied from Leebio. Results are expressed in mg 100mL* of human milk.

TAG species '\(’r'\e:dl'j;‘ SD (1) cv () SD (iR) CV (iR)
12:0-12:0-12:0 1.0 02 15.4 0.2 14.6
14:0-14:0-14:0 8.3 08 9.2 0.8 93
18:2-18:2-18:2 35 05 14.9 0.7 195
18:2-18:1-18:2 105 0.7 6.6 17 16.0
14:0-18:1-16:0 26.2 18 7.0 28 106
16:0-16:0-18:2 22.6 2.2 9.6 1.9 8.2
18:1-18:1-18:2 20.0 10 49 11 56
16:0-18:1-18:2 95.8 5.7 6.0 163 17.0
16:0-16:0-16:0 9.6 05 48 0.7 7.4
16:0-16:0-18:1 50.6 2.9 58 2.9 5.8
18:1-18:1-16:0 1100 48 4.4 6.4 58
18:1-18:1-18:1 15.0 1.0 6.3 12 8.0
16:0-16:0-18:0 10.0 03 31 0.7 6.9
16:0-18:0-18:1 48.1 2.4 5.0 22 46
18:1-18:1-18:0 13.1 0.6 49 05 40
18:0-18:0-16:0 49 05 9.2 0.7 14.1
14:0-18:1-22:0 5.4 0.4 7.8 0.8 143
18:0-18:0-18:0 0.6 0.1 16.6 0.1 20.7

Table S3. Triacylglycerol molecules and their associated carbon numbers (CN), number of unsaturation (UN) and precursor ions
selected for detection by HPLC-HRMS.

CN UN [M*limlz—m]+ CN-UN [M:-’nl\/IZI—M]+ CN-UN [M+r-nl\/lzl—|4]+ CN - UN [MT{\/IZI-M]*
6 0 236.11286 40 3 706.59802 52 1 878.81712 63 8 1018.87972
7 0 250.12851 40 2 708.61367 52 0 880.83277 63 7 1020.89537
8 0 264.14416 40 1 710.62932 53 12 870.66062 63 6 1022.91102
9 0 27815981 40 O 712.64497 53 11 872.67627 63 5 1024.92667
10 0 292.17546 41 9 708.51976 53 10 874.69192 63 4 1026.94232
11 0 306.19111 41 8 71053541 53 9 876.70757 63 3 1028.95797
12 0 320.20676 41 7 71255106 53 8 878.72322 63 2 1030.97362
13 0 334.22241 41 6 71456671 53 7 880.73887 63 1 1032.98927
14 0 34823806 41 5 716.58237 53 6 882.75452 63 0 1035.00492
15 0 362.25371 41 4 71859802 53 5 884.77017 64 17 1014.75452
16 0 376.26936 41 3 720.61367 53 4 886.78582 64 16 1016.77017
17 0 390.28501 41 2 722.62932 53 3 888.80147 64 15 1018.78582
18 1 40228501 41 1 72464497 53 2 890.81712 64 14 1020.80147
18 0 40430066 41 O 712.64497 53 1 892.83277 64 13 1022.81712
19 1 416.30066 42 10 72051976 53 O 894.84842 64 12 1024.83277
20 0 41831631 42 9 72253541 54 12 884.67627 64 11 1026.84842
20 1 430.31631 42 8 72455106 54 11 886.69192 64 10 1028.86407
20 0 4323319 42 7 726.56671 54 10 888.70757 64 9 1030.87972
21 1 44433196 42 6 72858237 54 9 890.72322 64 8 1032.89537
21 0  446.34761 42 5 73059802 54 8 892.73887 64 7 1034.91102
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