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‘Class Summary Normalized’: Lipid class signals normalized to

deuterated standards, per sample.

LOG2 fold Summed signals (both
diff. polarities) for lipids
Number of lipid in class, normalized to
in class < Q standards, per sample.
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ACCA 4 0.35 - 0.01 0.67 0.12 - 0.01 1.37 1.20E-01 1.02e-01 1.22€-01 1.17e-01 1.171
CER 40 0.37 - 0.34 - 0.71 - 0.33 - 3.11E+00  3.05E+00  3.69E+00  2.11E+01  3.62¢
CHE 7 0.48 - 0.49 - 0.50 - 0.50 - 3.786-01  4.00E-01  6.08E-01  3.856-01  3.43(
cL 25 0.08 - 0.01 -0.41 0.64 4 0.82 > 9.47E-01  8.176-01  1.06E+00  1.256+00  1.03t
co 2 0.48 2 0.03 -0.60 0.56 = 0.44 z 3.82E-01  3.43E-01  5.29E-01  6.36E-01  3.80
DG 40 0.69 - 0.02 -0.19 0.21 - 0.07 - 9.89E+00  1.04E+01  1.06E+01  1.15E+#01  9.81f
HEX1CER 5 0.78 = 0.00 1.55 0.37 & 0.01 1.38 3.74E-01  3.79-01  3.64E-01  4.53E-01  2.89
HEX3CER 9 0.82 - 0.01 0.40 0.57 - 0.13 - 1.16E+00  1.08E+00  1.30E+00  1.41E+00  1.02¢
LPC 6 0.28 = 0.06 = 0.58 = 0.01 0.79 7.47E-02  7.486-02  1.03E-01  1.03E-01  9.18I
LPE 5 0.01 0.51 0.83 - 0.69 - 0.06 - 1.256-01  1.096-01  1.496-01  1.856-01 171
LPG 1 0.77 - 0.00 -1.15 0.03 -0.55 0.14 - 4.83-03  5.726-03  8.25E-03  8.61E-03  5.52
LPI 1 0.14 - 0.12 - 0.94 - 0.01 0.81 8.40E-02 6.46€E-02 1.05e-01 1.10€-01 9.841
LPS 1 0.38 - 0.19 - 0.57 - 0.26 - 5.13E-02  4.96E-02  6.72E-02  6.77E-02  5.72i
MG 2 0.43 - 0.72 - 0.23 - 0.12 - 3.12E-02 3.66E-02 2.54E-02 2.93E-02 2.461
PA 19 0.63 - 0.04 0.14 0.90 - 0.17 - 1.50E+00  1.54E+00  1.56E+00  1.66E+00  1.45f
PC 181 0.21 - 0.47 - 0.36 - 0.45 - 3.97e+01 3.86E+01 4,90E+01 4.88E+01 4.62F
PE 220 0.22 e 0.89 2 0.45 = 0.09 > 5.46E+01  5.31E+01  7.05E+01  7.45E+01  6.29¢
PG 53 0.32 - 0.18 - 0.01 -0.56 0.04 0.53 2.37E+00  2.41E+00  3.11E+00  3.37E+00  2.69¢
Pl 53 0.65 - 0.63 - 0.69 - 0.62 - 2.71E+01  7.08E+01  3.50E+01  3.886+01  3.11f
PS 86 0.15 = 0.70 = 0.59 > 0.07 = 2.52E+01  2.38E+01  3.31E+01  3.67E+01  2.94f
6 118 0.32 - 0.00 0.44 0.19 - 0.05 - 6.58E+01  6.08E+01  6.44E+01  5.69+01  4.96f

*) Based on pool sample(s)

#) Grades: From A to D. Typically only grade A and B are accepted.
$) Typical criteria to pass: R? better than 0.9, CV better than 0.3, Scores A or B.



'Datatable Normalized: Individual lipid signals normalized to deuterated standard, per sample.

M T
easured Lipde

Measured retention 2 : , :
adduct and molecule R¢ comparing pool dilution LOG2 fold

time (min) polarity series (3 points)* Lipid maximum

Signals, normalized
to deuterated
standard, per sample

identifier
Background
signal - lower

i D1 is betterx*
Bes? Lipid through D#
assignment

PRC Quality
status*
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135 AcCa(16:0)  ACCA 547 M+H A NA acca(16.0)_5 4661 207 0 0.9969 Pass 0.39 5 0.01 149 B13E02  668E02  76IE02  T7.35E0
107 AcCa(18:0)  ACCA  7.09 M+H A NA acca(18:0)_7.0946 495 0 0.9977 Pass 0.30 - 0.01 111 21E02 197602 253E02  241E
528 AcCa(181)  ACCA 584 M+H A NA acca(18:1)_5.8391 37 0 0.9986 Pass 0.27 0.00 159 142602 124602 1B4E-02  1B4E-D:
118 AcCa(18:2)  ACCA 463 M+H A NA acca(18:2) 4.6277 67 0 0.9987 Pass 0.89 = 0.48 s 359E03  313E03  380E-03  3MED
906  Cer(d15:0_181) CER 1781 M+HCOO B NA cer(d15:0_18:1)_17.6087 59 0 0.9971 Pass 0.52 = 0.03 120 256603 289E-03  336E03  A34ED
1009  Cer(d150_241) CER 2186  M+HCOO B NA cer(d15:0_24:11) 218631 943 0 0.9999 Pass 0.69 . 0.03 074  693E04 675604  946E04  994ED.
45 Cer(d18:0_160) CER 2013 Ms+H A LMSP02020001 cer(d18:0_16:0) 201275 638 125 09152 Pass 0.41 - 0.60 B 263E01  278E01  260E-01  216E+0
928 Cer(d18.0_16:0) CER 2021 M+HCOO A LMSP02020001 cer(d18:0_16:0)202127 7. 0 0.9933 Pass 0.89 - 0.15 - 506E03  6.04E-03  TA3E-03  B98ED:
162 Cer(d8:0_22:0) CER 2234 MsHH20 A 1.LMSP02020025| cer(d18:0_22:0) 223308  7.21 0.1 0.9982 Pass 0.55 E 0.06 : 375603 387603 639E-03  545E0
895  Cer(d181_14:0) CER 1674 M+HCOO A LMSP02010001 cer(d18:1_14:0)_16.7417  7.47 0 0.9973 Pass 0.20 s 0.02 0.83 293503 317603 351E03  4.65E-0
3 Cerd181.160) CER 1888 M+H-H20 A 1LMSP02010036 cer(d18:1_16:0)_18.8839  6.65 081 0.9965 Pass 0.51 5 0.08 - 722602 764E-02  B8IE02  113ED
888  Cer(d181_16:0) CER 1853  M+HCOO A LMSP02010004 cer(d18:1_16:0) 185317 1017 0 0.9931 Pass 071 B 0.0 071 243803 211E03  272E03  2.94E
891  Cer(d181_16:0) CER 1888 M+HCOO A LMSP02010004 cer(d18:1_16:0)_18.8803 639 0 0.9961 Pass 0.57 E 0.09 < 637E02 T2ED2 TY6E-02  9T4ED
630  Cer(d181_17:0) CER 2001 M+HCOO B LMSP02010020 cer(d18:1_17:0) 200125  4.03 0 0.9966 Pass 07 - 0.30 = 501E03  674E03  TO0E03  TA2ED
900  Cer(d181_18:0) CER 2073 M+HCOO A LMSP02010006 cer(d18:1_18:0) 207261  9.08 0 0.9978 Pass 0.93 - 0.43 - 233E02  243E02 287E-02  341ED
982 Cer(d181.20:0) CER 2157 M+HCOO A LMSP02010007 cer(d18:1_20:0) 215654  7.14 0 0.9994 Pass 0.69 - 0.03 0.66 395603 426603 531E03 5726
148 Cerd81.220) CER 2209 MsHH20 A  3LMSP02010042 cer(d18:1 22:0) 220858 4.9 212 0.9983 Pass 0.83 E 0.02 0.61 145602 14902 195E-02  1.90E-D:
953  Cer(d181220) CER 2211 M+HCOO A LMSP02010008 cer(d18:1_22:0) 221078 7 e n%a n aa77 Dacs 0.51 = = 0.61 = 0.05 065  928E-03 102602 134E-02  149E-D:
977 Cer(d181_230) CER 2230 M+HCOO UGS DEEY [ ipid not passing 0.69 = 0.70 0.51 = 0.01 085 30903 300E0I  446E03  IOTEND
598 Cer(d181.231) CER 2185 M+HCOO A NA cer(d18:1_23:1)_21.8¢ z 0.27 - - 0.56 - 0.06 B 267E03 264603 42303 4ITED
247 Cer(d18:1.240) CER 2234 M+H A LMSP02010012 cer(d18:1_24:0)_22 3 [ OITor-Rb ET-WN o il o) "N 00 0.41 - - 047 - 0.35 - 298E01  296E-01 227601  227E+0
218 Cerd18:1.24:0) CER 2247 M#H-H20 A LMSP02010012  cer(d18:1_24:0)_22.4¢ M e _— - — 0.94 5 s 0.29 s 0.0 s 522602 529E-02 728E-02  T.07E:
124 CER 2247 MabicOO A L : S8l L 038 09332 Ea 294 o3s 20z 34002 S24r 00 4der0o  4-ceg
Cer(d181.241) CER 2197 M+HCOO A LMSP02010009  cer(d18:1_24:1) 219719 2148 0 01547 Rsq<09  0.35 . - 031 . 0.01 117 | 101E03  BAIED4  161E-03 | 158ED:
T == e e o = e e e
Cer(d181.241) CER 2210 M+HCOO A LMSP02010009 cer(d18:1_24:1)22.0972 5588 0 09986 CV>30%  0.09 - 0.75 - 0.38 - 0.10 B 180502 192602 280E-02  3.40E-0;
g 5 TER . 1020 MinCo0 A TRISPO20 10170 Cenaie.2. 10.0). 10.4040 160 T T-9000 TS AR = 08 TI1 (K3 = 0.05 m ToIC03 T./0ED T2E0T  T40E0

639  Cer(d182 20:0) CER 2093 M+HCOO B LMSP02010026 cer(d18:2_20.0) 20925 3532 0 09906  CV>) . \ E 0.01 171 | 245E03  250E-0  3.05E-03  4.25E0:
949 Cer(d18:2 220) CER 2158 MH A LMSP02010029  cer(d18:2 22:0) 215752 10.04 0 07665  Rsq<0 Lipid not passing : 0.01 075  b573E04 669E-0  109E-03  114ED
950  Cer(d182 220) CER 2168 M+HCOO A LMSP02010029 cer(d18:2 22:0) 216835 1196 0 0.9994 B because of high CV " 0.00 196  568E03 4T5E03  B92E03  1.09ED:

*) Based on pool sample (s)
#) Grades: From A to D. Typically only grade A and B are accepted.
$) Typical criteria to pass: R? better than 0.9, CV better than 0.3, Scores A or B.



'Class_Summary Raw': Raw signals of lipid classes, per sample.

LOG2 fold Summed signals (both
diff. polarities) for lipids
s in class, per sample.
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ACCA 0.42 - 0.03 0.70 0.05 - 0.00 1.50 3.42E+05 2.73E405 3.98E+05 3.50E+05 3.77e+05 3.89E+05 2.36E+05 1.72E+

CER 0.78 - 0.90 - 0.23 - 0.48 - 3.81E+08 3.44E+08 3.76E+08 3.81E+08 3.65E+08 3.38E+08 3.48E+08 3.75E+

CH 0.70 - 0.69 - 0.24 - 0.99 - 1.15E+06 1.15E+06 2.36E+06 1.49E+06 1.31E+06 1.36E+06 1.63E+06 1.64E+

CH-D7 0.69 - 0.45 - 0.19 - 0.37 - 8.23E+06 6.05E+06 7.79e+06 7.02E+06 7.85E+06 8.16E+06 7.41E+06 7.79E+

[ CHE-D7 0.57 - 0.52 - 0.09 - 0.07 - 2.03E+06 1.62E+06 1.94E+06 1.92E+06 1.91E+06 1.99e+06 1.85E+06 2.00E+
T U17 = T.IT = 28 = a3 = Z.09CT00 T IJET00 3.3 /ETU0 T TSET00 3 32CT00 F22ET00  S.O/ET00 . S.ogeTr

co 0.8 - 0.09 - 0.16 - 0.77 - 1.08E+06 9.20E+05 1.73E+06 1.89E+06 1.23E+H06 1.11E+06 1.69E+06 1.86E+

D5-DG ] - 0.62 - 0.20 - 1.35E+08 1.25E+08 1.19e+08 1.16E+08 1.32E+08 1.36E+08 1.16E+08 1.26E+

D5-TG ( Deuterate d - 0.00 -0.14 0.02 0.11 6.25E+08 5.38E+08 6.15E+08 5.98E+08 6.18E+08 6.26E+08 6.25E+08 6.28E+

DG I (D;) lipid - 0.94 » 0.46 ” 1.86E+08  2.08E+08  1.78E+08  2.03E+08  1.776+08  1.51E+08  1.796+08  1.976+

HEX1CER { standard 1.56 0.57 - 0.02 1.53 1.06E+06 1.02E+06 1.19e+06 1.35E+06 9.32e+05 8.05e+05 3.57e+05 3.66E+

HEX3CER (b Teaw - 0.15 - 0.11 - 3.30E+06 2.90E+06 4.26E+06 4.22E+06 3.30E+06 2.43+06 2.61E+06 2.38E+

LPC 0.24 - 0.09 - 0.38 - 0.01 0.90 1.02E+05 8.09E+04 1.23E+05 1.27E+05 1.17E+05 1.14E+05 6.89E+04 7.34E+

LPC-D5 0.78 - 0.81 - 0.19 - 0.17 - 2.90E+06 2.39E+06 2.63E+06 2.68E+06 2.80E+06 2.58E+06 2.61E+06 2.61E+

LPE 0.11 - 0.93 - 0.45 - 0.06 - 2.46EH05 2.13E405 2.95E+05 3.54E+05 3.35EH05 2.73E405 2.34E+05 2.38E+

LPE-D5 0.37 - 0.75 - 0.31 - 0.89 - 1.10E+07 9.92E+06 1.08E+07 1.04E+07 1.06E+07 8.58E+06 1.05e+07 1.00E+

LPG 0.27 - 0.01 -1.30 0.14 - 0.23 - 1.98E+03 1.67E+03 2.79e+03 3.23e+03 2.16E+03 2.79E+03 4.20E+03 6.55E+

LPG-D5 0.24 - 0.69 - 0.82 - 0.70 - 3.39E+06 2.73E+06 2.90E+06 3.18E+06 3.36E+06 3.32E4+06 2.78E+06 3.49E+

LPI 0.76 - 0.23 - 0.79 - 0.20 - 1.52E+04 1.44E+04 2.17e+04 2.41E+04 1.83E+04 1.28E+04 1.21E+04 1.42E+

LPI-DS 0.81 - 0.30 - 0.75 - 0.26 - 6.49E+05 6.07E+05 5.99E+05 6.84E+05 6.26E+05 5.02E+05 6.07E+05 8.75E+

LPS 0.86 - 0.68 - 0.44 - 0.76 - 6.10E+03 5.60E+03 8.00E+03 8.06E+03 6.69E+03 4.21E+03 5.90E+03 6.19E+

LPS-D5 0.93 - 0.30 - 0.77 - 0.30 - 4.36E+05 3.70E+05 4.03E+05 4.52E+05 4.16E+05 3.29+05 4.02E+05 5.93E+

MG 0.17 - 0.67 - 0.98 - 0.38 - 8.85E+04 9.80E+04 8.30E+04 8.72e+04 7.93E+04 7.24E404 7.48E+04 8.63E+

PA 1.00 - 0.26 - 0.14 - 0.08 - 4.27E+06 4.12E+06 5.09E+06 4.96E+06 4.68E+06 3.84E+06 4.06E+06 3.72e+

PC 0.66 - 0.21 - 0.89 - 0.06 - 4.72E+09 4.156+09 6.06E+09 4.83E+09 5.53E+09 5.43E+09 4.13E+09 3.50E+

*) Based on pool sample(s)
#) Grades: From A to D. Typically only grade A and B are accepted.
$) Typical criteria to pass: R? better than 0.9, CV better than 0.3, Scores A or B.



‘Datatable Raw’: Individual, not

Best grade
across adducts®
Measured most abund
adduct and polar Lipid
molecule
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135 AcCa(16:0) ACCA 5.47 M+H A NA acca(16:0)_5.4661 2.07 0.00 1.00 Pass  0.40 - 002 077 005 0.00  1.62 2316405 1.79E+05 2.49E+05 2.19E
107 AcCa(18:0) ACCA 7.09 M+H A NA acca(18:0)_7.0946 4.95 0.00 1.00 Pass 057 - 0.10 - 0.05 0.00 126 6.00E404 5.29E+04 8.28F+04 7.19F
528 AcCa(18:1) ACCA 5.84 M+H A NA acca(lB:l]_S.SZBl 3.74 0.00 1.00 Pass 0.38 - 0.04 0.87 0.05 0.00 172 4.04E404 3.31E+04 5.35E+04 4.89E
118 AcCa(18:2) ACCA 463 M+H A NA acca(18:2)_4.6277 6.70 0.00 1.00 Pass  0.86 - 0.48 - 0.09 0.19 - LO02E+04  8.386403 1.27E404 9.95E
906 Cer(d15:0_18:1) CER 17.81  M+HCOO B NA cer(d15:0_18:1)_17.8087  5.90 0.00 1.00 Pass 033 - 001 107 050 001  1.33  3.06E404 3.03E404 3.93E+04 4.82€
1009 Cer(d15:0_24:1) CER 21.86  M+HCOO B NA cer(d15:0_24:1)_21.8631  9.43 0.00 1.00 Pass 094 - 002 065 053 0.05 - 1156404 1.06E+04 140E+04 1.54E
45 Cer(d18:0_16:0) CER 20.13 M+H A LMSP02020001  cer{d18:0_16:0)_20.1275  6.38 125 0.92 Pass 094 - 001  -048 0.6 0.07 - 9.96E+04 1.07E+05 9.31E+04 1.50E
928 Cer(d18:0_16:0) CER 2021 M+HCOO A LMSP02020001  cer(d18:0_16:0)_20.2127  7.10 0.00 0.99 Pass  0.68 - 0.07 - 0.99 0.28 - 221E+404 2216404 2.83EH04  3.53F
162 Cer(d18:0_22:0) CER 2234 M+H-H20 A 1,LMSP02020025,L cer(d18:0_22:0)_22.3398  7.21 0.10 1.00 Pass  0.63 - 0.42 - 0.26 0.05 055 3.21E405 3.18E405 S5.19E+05 S.01E
895 Cer(d18:1_14:0) CER 1674  M+HCOO A LMSP02010001  cer{d18:1_14:0)_16.7417  7.47 0.00 1.00 Pass 007 - 001 064 097 0.00 098 3526404 3.33E+04 4.11E+04 S.16E
3 Cer(d18:1_16:0) CER 18.88  M+H-H20 A 4,LMSP02010036,L cer(d18:1_16:0) 18.8839  6.65 0.81 1.00 Pass  0.70 - 0.02 051 026 0.07 - 3.30E+06  3.10E+06 3.99E+06  4.69E
888 Cer(d18:1_16:0) CER 1853 M+HCOO A LMSP02010004 cer(d18:1_16:0)_18.5317  10.17 0.00 0.99 Pass 057 - 0.02 084 077 0.01  0.86 2356404 1.76E+04 2.54E+04  2.59E
891 Cer(d18:1_16:0) CER 18.88  M+HCOO A LMSP02010004  cer(d18:1_16:0)_18.8809  6.39 0.00 1.00 Pass 037 - 002 046  0.80 0.03  0.67 6.17E405 6.01E405 7.43E+05 8.57E
1206 NiH-HOO A NA Ldlgd 26:)d7:02) 17,05 277 001 100 Bass 053 . 039 . 005 0.66 < B07E407  Za8F+07 R20F+07 7 R3F
17.3 M+H-H20 A NA rer(d18:1_16:1)+d7:(s)_17.: 24.28 0.22 0.0003 Rsq<09 0.14 - 0.26 - 0.53 0.35 - 3.57E+06 3.156+06 4.59E+06 4.33E

B/ S— oo X TR (6 =60 W 0 D o P £ B PR - 3§ .00 OO Pase 027 = 030 = 75 032 = IV 133 VT -1 B4 h
'ld18!1_16:1)+D7:(5] 17.12 M+HCOO A L lp 1 d js¥e) t pa sSsS l n g Pass 0.44 - 0.68 - 0.37 0.26 - 1.20E407 1.056+07 1.17E407 1.11E
. 1_17:0) 20.01 M+HCOO B . . Pass 0.92 - 0.28 - 0.13 0.10 - 2.19E404 2.10E+04 2.78E+04 2.80E
Deuterated CER 20.73  M+HCOO A criteria because Pass 0.67 - 0.30 - 0.33 0.17 - 1.02E+05 8.88E+04 1.14E405 1.34€
.. B:1}4D7:(s)  CER 19.15  M+H-H20 A 2 Pass 026 - 0.61 - 0.53 0.97 - 4.57E+07  4.06E+07 4.53EH07  4.16E
( D7 ) lipid B:1)4D7:(s)  CER 19.19  M+HCOO A : T ‘ L , ;, = 0.99 Pass  0.56 - 0.98 - 031 0.13 - 9.69E+06 8.34E+06 9.34E+06  8.80E
standard 1_20:0) CER 2157  M+HCOO A LMSP02010007  cer{d18:1_20:0)_21.5654  7.14 0.00 1.00 Pass  0.78 - 0.02 048 032 0.03  0.68 3.59E+04 3.37E+04 4.24E+04  4.40E
0:1)4D7:(s)  CER 2072 M+H-H20 A NA r(d18:1_20:1)+d7:(s)_20.72  4.06 0.02 1.00 Pass 095 - 0.32 - 0.11 0.65 - 2726407 2.44E407 2.90E407 2.72E
Cer(d18:1_20:1)+D7:(s)  CER 2078 M+HCOO A NA r(d18:1_20:1)+d7:(s)_20.77 7.93 0.04 1.00 Pass  0.39 - 0.95 - 0.39 0.19 - 4.37E+06 3.66E+06 3.97E+06  3.93F
148 Cer(d18:1_22:0) CER 22.09  M#H-H20 A 8,LMSP02010042,L cer(d18:1_22:0)_22.0858  4.30 212 1.00 Pass 092 - 0.06 - 0.15 0.10 - 1.24E+06 1.22E406 1.58F+06 1.75F
953 Cer(d18:1_22:0) CER 2211 M+HCOO A LMSP02010008  cer{d18:1_22:0)_22.1078  7.69 0.29 1.00 Pass  0.73 - 0.04 046 042 0.07 - L54E+405 1.60E+05 1.98E+05  2.31E
174 Cer(d18:1_22:1)+D7:(s)  CER 2153 M#+H-H20 A NA r(d18:1_22:1)+d7:(s)_21.53  3.09 0.04 1.00 Pass  0.38 - 0.70 - 0.76 0.82 - 6.49E+407 5.47E407 6.11E+07 S5.98F
961  Cer(d18:1_22:1)+D7:(s)  CER 2155 M+HCOO A NA r(d18:1_22:1)+47:(s)_2L.55 4.18 0.07 1.00 Pass 0.6 - 0.79 - 0.41 0.81 - 9.09E+06  7.926+406 7.98E+06  7.69E
977 Cer(d18:1_23:0) CER 2230  M+HCOO A LMSP02010021  cer(d18:1_23:0)_22.3013  11.73 134 0.99 Pass 097 - 002 077 062 001 088 5136404 471EH04 6.63EH04  6.16E
cac Fetd19.1 2211 reo a1 05 msurnn a na rreld10.4 2211 21 0gne 1n &a nan 100 feee | na7 nea aan fne AA3Cina  Aaacina | & agcana | & TEE

*) Based on pool sample(s)
#) Grades: From A to D. Typically only
$) Typical criteria to pass: R? better

grade A and B are accepted.
than 0.9, CV better than 0.3,

Scores A or B.



