Table S3: Method validation parameters for GC-MS-based quantification of FAMEs identified in the breast milk

samples.
Intrada Interda
Range Calibration LOD LOQ Conc. — Y — Y
FAME (ug/mL) curve R? (ug/ml) (ug/ml) (ug/mL) Precision Accuracy Precision Accuracy
K K K # (RSD %) (%) (RSD %) (%)
8 1.0 114.7 1.1 85.9
.. y =3.3124x
C6:0 - Caproic acid 4 -140 +0.0906 0.9994 0.882 2.672 16 0.2 103.0 24 100.2
’ 140 1.8 99.6 3.3 99.0
o y =277 + 8 13 1143 0.6 85.4
C8:0 - Caprylicacid ~ 4-140 0agor 09994  1.046 3171 16 0.0 104.9 32 100.7
: 140 1.7 99.8 33 99.0
16 0.6 1147 37 96.2
. y = 3.0023x -
C10:0 - Capricacid 4340 00606 09996  0.490 1.485 68 18 94.1 34 106.6
: 280 11 1012 0.8 98.1
. B 4 12 108.7 22 85.9
C11:0 'alcji‘:idecyhc 2-100 Y~ 3’579;;" T 09995 0271 0.821 34 18 101.9 37 1052
: 100 49 99.2 14 100.6
o y=33471x + 8 21 1142 49 928
C12:0 - Lauricacid 4 - 340 0061 09998 0434 1314 ) 0.9 102.7 0.9 102.8
: 280 0.9 1012 0.6 96.8
. B 4 15 1148 53 89.2
C13:0 'a:ir:id“yhc 2-100 Y~ 3’57158;" T 0999 0236 0.715 34 18 1005 33 1022
: 100 29 99.9 13 99.8
16 15 1146 29 106.0
e y =3.2309x +
C14:0 - Myristicacid 4200 0016 09995 0424 1.285 140 0.6 99.9 27 96.1
: 200 27 100.4 1.1 1023
8 13 102.4 52 104.0
M Crilsi‘:lgz)a'd 4 4-100 Y~ 3112;138" T 09999 0.094 0.284 34 18 100.1 3.1 104.0
y : 100 2.0 99.6 12 100.9
. B 34 15 98.6 238 102.7
C150- I;e:i’;adecyhc 4-100 7 _g”ffgfx T 09999 0319 0.967 70 02 100.8 26 96.9
: 100 21 99.8 0.7 101.4
34 18 102.1 3.0 105.1
If:j;é?:’;o(f;?d 2-100 Y~ Boi?;x T 09991 0267 0.809 70 0.4 1015 2.8 97.3
¢ : 100 21 99.1 1.1 100.9
48 22 101.0 02 99.4
e . y =4.1888x +
C16:0 - Palmitic acid 6510 00004 09997  0.463 1.404 420 18 101.4 0.4 95.9
: 510 1.0 99.1 1.0 1033
34 15 100.1 22 1043
Palfiﬁ ‘;liciz)a'ci 4 4-100 Y~ Sﬁzsx 09997 0112 0339 70 03 101.4 23 96.8
: 100 25 99.3 0.6 1012
34 13 1015 26 1047
- y =3.4134x +
C17:0 - Margaric acid 4 - 100 17 09996  0.560 1.697 70 0.4 1015 25 96.8
: 100 39 99.1 02 1012
34 14 1025 26 105.6
g?igf;g{o(izc):; 4-100 Y~ gig;fx T 09993 0.181 0.549 70 0.4 101.8 2.6 97.2
P : 100 36 98.9 0.4 100.9
34 11 98.1 1.9 1035
L. y =3.9891x +
C18:0 - Stearicacid 4340 0067 09994 0246 0.745 70 0.4 96.8 25 99.5
: 100 05 100.6 05 100.0
. B 68 14 97.4 41 112.0
C18:1 (?C)ifla’dlc 4-170 Y _01164;51" T 09995 0197 059 140 37 101.8 35 102.0
: 340 0.6 99.2 0.6 1035
. B 70 33 1065 0.8 102.1
C18:1 (:fi) d' Oleic 4-380 Y~ giﬁfx 09991 0622 1.884 140 1.9 1025 1.0 93.8
: 170 05 98.4 0.5 1053
2 11 1033 14 1123
Liﬁeﬁgﬁg?ﬂ 4 4-140 V7 3119111{°>x T 0999 0215 0.651 280 05 97.9 23 105.4
: 340 25 100.3 0.4 98.5
34 0.9 102.9 02 108.7
C18:2 (c9,c12) - y=10.118x +
4-170 09999  0.174 0528 70 0.4 100.7 1.9 102.0
Linoleic acid (LA) 0.2108

140 0.5 99.9 0.5 99.5




C18:3 (c6,9,c12) - 1045 s 34 1.0 1037 1.9 1123
Gamolenic acid 4-140 7 01972 09997  0.185 0.559 70 02 98.3 1.9 1057
(GLA) : 170 18 100.2 0.7 98.4

34 11 109.3 1.9 1115

Lgi‘j’;:::lii’c(f&) 4-170 7Y _3'2458687" T 09993 0492 1.492 70 3.0 98.4 03 1105
0 ¢ : 140 0.4 100.3 04 97.1
. ~ 34 0.8 100.6 12 103.4

€200 'aAir;Ch‘d“ g§-200 7 _3'52526" T 09998 0730 2212 100 0.4 1012 23 96.7
¢ : 170 41 99.4 0.1 101.4

68 1.0 104.6 0.9 103.0

chg;o(id:)i:i g-170 Y~ (};8;157 Xt 09992 0321 0.971 140 35 97.2 18 103.4
cac : 200 0.1 100.6 0.1 98.8

34 31 1146 21 1122

Eiczofd(;lnl(’;l? 4 8-140 y= 32'29;198)( T 09988 0378 1.145 100 0.1 108.1 24 108.0
cos cac : 170 0.4 97.4 0.4 98.2
L ~ 34 0.8 1069 12 1103

C21.0- He,’:‘“’syhc 4-170 Y —g.zlé)g;x T 09992 0881 2.669 100 41 97.8 0.1 112.7
act : 170 0.4 100.2 0.4 95.9
C;giﬁ’d:gr; . 250k 34 0.9 108.0 1.1 114.4
. gamt 4-140 YT X 09992 0282 0.854 70 03 100.2 2.8 108.6
linolenic acid 0.2624 140 29 99.6 03 979

(DGLA) : : : :

C20:4 (c5,¢8,c11,c14) - —12.579x + 34 1.3 108.6 1.8 114.1
Arachidonic acid 4-140 7 o 0.9988 0335 1.015 70 05 101.3 0.8 111.2
(AA) : 140 22 99.3 05 97.5

C20:3 (c11,c14,c17) - 1813 34 0.4 1035 0.1 112.1
Dihomolinolenic 4-140 Y7 a0 X 09995 0244 0.740 70 0.0 97.4 29 105.1
acid : 140 1.9 100.4 0.0 98.5

68 0.7 100.8 11 1142

. v =4.6913x +

C22:0 - Behenicacid ~ 8-280 oot 09991  1.652 5.006 140 0.4 96.1 20 106.3
: 280 3.0 100.9 11 98.3

. ~ 34 0.6 103.0 0.6 107.2

c22:1 (ds.)d' Erucic o 140 Y ‘gig;jx T09991 0112 0.341 70 0.1 99.4 14 104.4
ad : 140 2.8 102.5 05 98.9

C20:5

34 02 105.8 0.4 117

(i:niljofiiﬁ 4-140 V7 32?:52" T 09995 0282 0.856 70 0.1 98.8 18 1052
ePA) 140 27 100.0 0.1 98.5

C22:2 (c13,c16) - 1308+ 34 05 102.4 28 1135
13,16-Docosadienoic ~ 4-140 03106 09974  0.544 1.649 70 36 927 0.6 1123
acid : 140 28 99.0 1.1 97.2

. - 34 0.4 100.3 25 1116

€230 - T,r;“’syhc 4-140 7Y _3'5;273 Xt 09990 0794 2.405 70 37 9.7 02 1114
act : 140 238 100.1 17 97.5

. . - 68 0.4 983 3.0 1145

€240 ';‘igd“"cem g-280 7 _5'591276" T 09993 1.295 3.924 140 35 93.0 0.1 113.0

: 280 27 100.0 1.0 97.1

70 03 1055 7.9 114.1

N(;Zri:;:zl 4 4-140 7Y _:12'52;’? 09972 0188 0.570 100 25 95.6 45 1119

: 140 27 101.4 13 93.8

C22:6

34 0.4 113.9 0.2 1123

(C4’°é’::3§ii3c’°a1c6i’;19) g-170 Y~ 3 ‘58575177’( T 09978 0713 2.159 100 21 107.9 0.4 111.6
: 170 13 99.6 13 95.5

(DHA)




