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Supplementary Material to Burk et al.,
Phospholipid-based MSC phenotyping

Supplement 3: Overview and assignment of phospholipids.

The S3 Supplementary Table displays the assignment of phospholipids in positive and negative
ionization mode using reversed-phase liquid chromatography coupled to electrospray ionization
mass spectrometry and tandem mass spectrometry (MS/MS) experiments.

Lipid Species A\CCUIale Adduct Empirical Formula
m/z value
o]
. . R")J\O
1-Acyl-2-acyl-phosphatidylcholine (PC) R._O_L_o o~
T—B/ G)cfp\\o 5

PC 280 678.5068 [M+H]* CsH73sNOgP

722.4978 [M+HCOO]” Cs7H73NO10P

PC 29:0 692.5225 [M+H]* Cs7H7sNOgP

736.5134 [M+HCOOQO]” CsgH7sNO10P

PC 30:0 706.5381 [M+H]* CssH77NOsgP

750.5291 [M+HCOO]” C39H77NO10P

PC 30:1 704.5225 [M+H]* CsgH7sNOgP

748.5134 [M+HCOO]” C39H75NO10P

PC 310 720.5538 [M+H]* Cs9H79NOgP

764.5447 [M+HCOO] Ca0H79NO10P

PC 31°1 718.5381 [M+H]* C39H77NOsgP

762.5291 [M+HCOO]” Cs0H77NO10P

PC 320 734.5694 [M+H]* Ca0Hg1NOgP

778.5604 [M+HCOO]” C41Hs1iNO1oP

PC 32:1 732.5538 [M+H]* Ca0H79NOgP

776.5447 [M+HCOO] Ca1H79NO10P

PC 32: 730.5381 [M+H]* C0H77NOgP

774.5291 [M+HCOQO] C41H77NO10P

PC 32:3 728.5225 [M+H]* C40H7sNOsgP

772.5134 [M+HCOQ] Ca1H7sNO10P

PC 33:1 746.5694 [M+H]* C41Hs1NOgP

790.5603 [M+HCOO] C42Hs1NO1oP

PC 33:2 744.5537 [M+H]* C41H79NOgP

788.5447 [M+HCOQO] C42H79NO10P

PC 34:0 762.6007 [M+H]* C42HssNOsgP

' 806.5916 [M+HCOO] Ca3HgsNO10P

PC 34:1 760.5850 [M+H]* C42HgsNOgP

’ 804.5760 [M+HCOO]” Ca3HgsNO10P
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Lipid Species AACCHIate Empirical Formula

m/z value

oC 342 758.5694 [M+H]* Ca2HgiNOsP

802.5603 [M+HCOO]” C43Hg1NO1oP

PC 34:3 756.5537 [M+H]* C42H79NOsgP

800.5447 [M+HCOO]” Ca3H79NO10P

oC 350 776.6163 [M+H]* Ca3Hg7NOsP

820.6073 [M+HCOO] C44Hg7NO10P

oC 352 772.5850 [M+H]* Ca3HgsNOsP

816.5760 [M+HCOO]” C44HssNO10P

oC 353 770.5694 [M+H]* Cu3Hs1NOsP

814.5603 [M+HCOO]” C44Hs1NO10P

oC 354 768.5537 [M+H]* Ca3H79NOsP

812.5447 [M+HCOO] C4H79NO10P

oC 360 790.6320 [M+H]* Ca4HgoNOsP

834.6229 [M+HCOO] CusHgoNO10P

PC 36:1 788.6163 [M+H]* C14Hg7NOgP

832.6073 [M+HCOO] Cs5Hg7NO10P

oC 362 786.6007 [M+H]* Ca4HgsNOsP

830.5916 [M+HCOO] CssHgsNO10P

oC 363 784.5850 [M+H]* Ca4HgsNOsP

828.5760 [M+HCOO] Cs5HgsNO1oP

PC 36:4 782.5694 [M+H]* C14Hg1NOgP

826.5603 [M+HCOQO] Cs5Hg1NO1oP

oC 36 780.5537 [M+H]* CasH79NOgP

824.5447 [M+HCOO] CssH79NO10P

oC 37 800.6163 [M+H]* CasHg7NOgP

844.6073 [M+HCOO] Cs6Hg7NO10P

PC 37-4 796.5850 [M+H]* Cus5HgsNOgP

840.5760 [M+HCOO] CusHgsNO1oP

oC 375 794.5694 [M+H]* CusHstNOsP

838.5603 [M+HCOO] Cs6Hg1NO10P

oc 361 816.6476 [M+H]* CasHo1NOgP

860.6386 [M+HCOO] C47H91NO10P

PC 38:2 814.6320 [M+H]* C46HgoNOgP

858.6229 [M+HCOO] C47HgaNO10P

PC 383 812.6163 [M+H]* CseHg7NOgP

’ 856.6073 [M+HCOO] C47Hg7NO10P

PC 38:4 810.6007 [M+H]* C46HssNOsgP

854.5916 [M+HCOO]” C47HssNO10P

PC 38:5 808.5850 [M+H]* Cs6HssNOgP

852.5760 [M+HCOO] C47Hg3sNO1oP

PC 38:6 806.5694 [M+H]* Cs6Hs1NOgP

850.5603 [M+HCOO]” C47Hs1NO10P
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Lipid Species ACCUrale Empirical Formula
m/z value
5C 40:4 838.6320 [M+H]* CagHggNOgP
' 882.6229 [M+HCOO] Ca9HggNO10P
BC 405 836.6163 [M+H]* CagHg7NOgP
' 880.6073 [M+HCOO] Ca9Hg7NO10P
5C 40:6 834.6007 [M+H]* CagHgsNOgP
' 878.5916 [M+HCOOQ]™ CaoHesNO10P
(o]
. . R")]\O
1-Alkyl-2-acyl-phosphatidylcholine (PC-O) rRe_0._L_o., 0 _~|-
o "o ®
_ 692.5589 [M+H]* CagH7sNO7P
PC 0-30:0 736.5498 [M+HCOO]™ CaoH7oNOgP
_ 720.5902 [M+H]* CaoHasNO7P
PC 0-32:0 764.5811 [M+HCOO]™ C41HgsNOgP
) 748.6214 [M+H]* C2Hg7NO7P
PC 0-34:0 792.6123 [M+HCOO] Ca3Hg7NOgP
_ 746.6058 [M+H]* C42HssNO7P
PCO-34:1 790.5967 [M+HCOO] Ca3HgsNOgP
_ 7445901 [M+H]* C42HgsNO7P
PC 0O-34:2 788.5810 [M+HCOO]™ C43HgsNOgP
_ 772.6214 [M+H]* CasHg7NO7P
PC 0-36:2 816.6123 [M+HCOO] CasHs7NOgP
_ 770.6058 [M+H]* Ca4HssNO7P
PC 0-36:3 814.5967 [M+HCOO] CasHasNOgP
_ 768.5901 [M+H]* CsHgsNO7P
PC 0-36:4 812.5810 [M+HCOO]™ CusHgsNOgP
_ 800.6527 [M+H]* CasHotNO7P
PC0-38:2 844.6436 [M+HCOO]™ C47Ho1NOgP
_ 796.6214 [M+H]* CsHg7NO7P
PC O-38:4 840.6123 [M+HCOO] Ca7Hg7NOgP
_ 794.6058 [M+H]* CusHasNO7P
PC 0-38:5 838.5967 [M+HCOO]™ C47HgsNOgP
(0]
1-Acyl-2-acyl-phosphatidylethanolamine (PE o
-Acyl-2-acyl-phosphatidylethanolamine (PE) R'YO\A/O‘PgO\/\ﬁHs
o o0 o
PE 32:1 688.4922 [M-H]~ CarH71NOsgP
PE 34:1 716.5235 [M-H]~ CaoH75NOgP
PE 34:2 714.5079 [M-H]~ CaoH73NOsgP
PE 34:3 712.4922 [M-H]~ CaoH71NOgP
PE 36:0 746.5705 [M-H]~ Ca1Hs:NOgP
PE 36:1 744.5548 [M-H]~ Ca1H7oNOgP
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Lipid Species ACCUrale Adduct Empirical Formula
m/z value
PE 36:2 742.5392 [M-H]” C41H77NOgP
PE 36:3 740.5235 [M-H]” C41H7sNOgP
PE 36:4 738.5079 [M-H]™ C41H73sNOgP
PE 36:5 736.4922 [M-H]” C41H711NOgP
PE 38:1 772.5861 [M-H]” C43HssNOsgP
PE 38:2 770.5705 [M-H]™ Ca3HgiNOgP
PE 38:3 768.5548 [M-H]™ Ca3H79NOgP
PE 38:4 766.5392 [M-H]™ Ca3H77NOgP
PE 38:5 764.5235 [M-H]™ Ca3H7sNOgP
PE 38:6 762.5079 [M-H]™ Ca3H73sNOgP
PE 40:4 794.5705 [M-H]™ Cs5Hg1NOgP
PE 40:5 792.5548 [M-H]” C45H79NOgP
PE 40:6 790.5392 [M-H]” C4sH77NOgP
O
| | Ay
1-Alkyl-2-acyl-phosphatidylethanolamine (PE-O) R._O \/I\/O‘P\(O\/\ﬁHa
50 O
PE O-34:2 700.5286 [M-H]™ Cs9H7sNO7P
PE O-34:3 698.5130 [M-H]™ Cs9H73sNO7P
PE O-36:2 728.5599 [M-H]™ Ca1H7NO7P
PE O-36:3 726.5443 [M-H]” C4u1H77NO7P
PE O-36:4 724.5286 [M-H]” C41H7sNO7P
PE O-36:5 722.5130 [M-H]” Cs1H7NO7P
PE O-36:6 720.4973 [M-H]” C41HnNO7P
PE O-38:2 756.5912 [M-H]™ Ca3HssNO7P
PE O-38:4 752.5599 [M-H]™ Ca3H7NO7P
PE O-38:5 750.5443 [M-H]™ Ca3H77NO7P
PE O-38:6 748.5286 [M-H]™ Ca3H7sNO7P
PE O-40:4 780.5912 [M-H]™ CasHgsNO7P
PE O-40:5 778.5756 [M-H]™ CssHa1NO7P
PE O-40:6 776.5599 [M-H]™ CssH7gNO7P
PE O-40:7 774.5443 [M-H]™ CssH77NO7P
e}
R0 OoH
1-Acyl-2-acyl-phosphatidylglycerol (PG) RIYO o0 __on
o o0 o
PG 34:2 745.5025 [M-H]~ Ca0H74010P
PG 36:1 775.5494 [M-H]~ Ca2HgoO10P
PG 36:2 773.5338 [M-H]™ Ca2H78010P

PG 36:3 7715181 [M-H] Ca2H76010P
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Lipid Species ACCUrale Empirical Formula
m/z value
PG 36:4 769.5025 [M-H]™ C42H74010P
PG 38:4 797.5338 [M-H]” C44H78010P
PG 38:5 795.5181 [M-H]™ C44H76010P
PG 38:6 793.5025 [M-H]™ C44H74010P
PG 40:5 823.5494 [M-H]™ C46HgoO10P
PG 40:6 821.5338 [M-H]” CseH78010P
PG 40:7 819.5181 [M-H]” CseH76010P
PG 40:8 817.5025 [M-H]” CsH74010P
PG 42:8 845.5338 [M-H]™ CsgH78010P
PG 42:10 841.5025 [M-H]™ CsgH74010P
0
RN
R'\I(o\)\,ojp:,o
1-Acyl-2-acyl-phosphatidylinositol (PI) © O,?H
OH
Pl 32:1 807.5029 [M-H]™ C41H76013P
Pl 34:1 835.5342 [M-H]~ C43HgoO13P
Pl 34:2 833.5185 [M-H]~ Cs3H78013P
Pl 36:1 863.5655 [M-H]~ CssHgsO13P
Pl 36:2 861.5498 [M-H]” CssHg2013P
Pl 36:3 859.5342 [M-H]” CssHgoO13P
Pl 36:4 857.5185 [M-H]™ C45H78013P
P138:3 887.5655 [M-H]” C47Hg4013P
Pl 38:4 885.5498 [M-H]” Ca7Hg2013P
Pl 38:5 883.5342 [M-H]™ Ca7Hg0O13P
Pl 40:5 911.5655 [M-H]™ Ca9HgaO13P
Pl 40:6 909.5498 [M-H]” Ca9Hg2013P
. . R"io %H
1-Acyl-2-acyl-phosphatidylserine (PS) Rl\rfo A_o,0 \/I\rafoe
0 SR
PS 32:0 734.4977 [M-H]~ C3sH73NO10P
PS 34:0 762.5290 [M-H]™ C40H77NO10P
PS 34:1 760.5134 [M-H]™ C4oH75sNO10P
PS 36:1 788.5447 [M-H]™ C42H79NO10P
PS 36:2 786.5290 [M-H]™ C42H77NO10P
PS 38:1 816.5760 [M-H]™ C44Hg3sNO1oP
PS 38:3 812.5447 [M-H]~ CasH79NO10P
PS 38:4 810.5290 [M-H]™ C44H77NO10P
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Lipid Species 2?:3;?:; Empirical Formula
PS 40:1 844.6073 [M-H]™ Ca6Hs7NO10P
PS 40:4 838.5603 [M-H]™ Ca6Hg1NO10P
PS 40:5 836.5447 [M-H]™ C46H79NO10P
PS 40:6 834.5290 [M-H]” CasH77NO10P
PS42:1 872.6386 [M-H]™ CagHoiNO10P
PS 44:5 892.6073 [M-H]™ CsoHssNO10P




