Table s II. Identification of lipid molecules using MS/MS analysis of fresh frozen thyroid papillary cancer region (mass accurate measurements within 3 ppm). Tissue samples were analysed without any pretreatment protocols

PC — phosphatidylcholine; MS — mass spectrometry
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Metabolite name  Molecular  formula (MW)  Ions (MS)  Exact Mass ( m/z )  Error  (ppm)  MS/MS fragments  

Calculated  Observed  

PC (32:0)  C 40 H 80 NO 8 P  [M   +  H]   +   734.5694  734.5697  0.41  734/184  

[M   +  Na]   +   756.5514  756.5518  0.53  756/697/573/551/262 /184/ 147  

[M   +  K]   +   772.5253  772.5270  2.20  772/713 /184/163  

PC(32:1)  C 40 H 78 NO 8 P  [M   +  Na]   +   754.5357  754.5356  – 0.13   

[M   +  K]   +   770.5097  770.5096  – 0.13   

PC (34:1)   C 42 H 82 NO 8 P  [M   +  H]   +   760.5851  760.5847  – 0.53  760/184  

[M   +  Na]   +   782.5670  782.5664  – 0.77  782/723/599/577/184 /147  

[M   +  K]   +   798.5410  798.5428  2.25  798/739/615/577/184/163  

PC (34:2)   C 42 H 80 NO 8 P  [M   +  H]   +   758.5694  758.5706  1.58   

[M   +  Na]   +   780.5514  780.5525  1.41  780/721/597/575/184/147  

[M   +  K]   +   796.5253  796.5271  2.26  796/737/613/184 /163  

PC (36:1)  C 44 H 86 NO 8 P  [M   +  H]   +   788.6164  788.6171  0.89   

[M   +  Na]   +   810.5983  810.5987  0.49  810/751/627 /605 /184 /147  

[M   +  K]   +   826.5723  826.5750  3.27   

PC  (36:2)  C 44 H 84 NO 8 P  [M   +  H]   +   786.6007  786.6021  1.78  786/184  

[M   +  Na]   +   808.5827  808.5827  0.00  808/749/625/603/184/147  

[M   +  K]   +   824.5566  824.5554  – 1.46  824/765/641/184/163  

PC (36:3)  C 44 H 82 NO 8 P  [M   +  H]   +   784.5851  784.5829  – 2.80   

[M   +  Na]   +   806.5670  806.5671  0.12  806/747/623/601/184/147  

[M   +  K]   +   822.5410  822.5433  2.80  822/763/639/601/184/163  

PC (36:4)  C 44 H 80 NO 8 P  [M   +  Na]   +   804.5514  804.5503  – 1.37  804/745/621/599/184/147  

[M   +  K]   +   820.5253  820.5234  – 2.32  820/761/637/184/163  

PC (38:3)  C 46 H 86 NO 8 P  [M   +  Na]   +   834.5983  834.5983  0.00   

PC (38:4)  C 46 H 84 NO 8 P  [M   +  Na]   +   832.5827  832.5805  – 2.64  832/773/649/184/147  

[M   +  K]   +   848.5566  848.5552  – 1.65   

PC (38:5)  C 46 H 82 NO 8 P  [M   +  Na]   +   830.5670  830.5660  – 1.20   

[M   +  K]   +   846.5410  846.5392  – 2.13   

PC (38:6)  C 46 H 80 NO 8 P  [M   +  K]   +   844.5253  844.5244  – 1.07   

PA (36:2)  C 39 H 73 O 8 P  [M   +  Na]   +   723.4935  723.4921  – 1.94  723/599/577  

[M   +  K]   +   739.4675  739.4688  1.76  739/615  

PA (36:3)  C 39 H 71 O 8 P  [M   +  Na]   +   721.4779  721.4761  – 2.49  721/597  

[M   +  K]   +   737.4518  737.4517  – 0.14  737 /613  

PA (38:3)  C 41 H 75 O 8 P  [M   +  Na]   +   749.5092  749.5071  – 2.80   

PA (38:4)  C 41 H 73 O 8 P  [M   +  Na]   +   747.4935  747.4926  – 1.20   

[M   +  K]   +   763.4675  763.4655  – 2.62   

PA (38:5)  C 41 H 72 O 8 P  [M   +  Na]   +   745.4779  745.4785  0.80   

[M   +  K]   +   761.4518  761.4519  0.13   

PA (40:5)  C 43 H 75 O 8 P  [M   +  H]   +   751.5272  751.5272  0.00   

[M   +  Na]   +   773.5092  773.5092  0.00   

[M   +  K]   +   789.4831  789.4823  – 1.01   

SM (d18:1/22:0)  C 45 H 91 N 2 O 6 P  [M   +  Na]   +   809.6507  809.6483  – 2.96   

SM (d18:1/24:1)  C 47 H 93 N 2 O 6 P  [M   +  Na]   +   835.6663  835.6682  2.27  835 /776 /652 /184/147  

[M   +  K]   +   851.6403  851.6407  0.47  851/792/668 /222/184/163/104  

SM (d18:1/16:0)    C 39 H 79 N 2 O 6 P  [M   +  H]   +   703.5748  703.5736  – 1.71  703 /184  

[M   +  Na]   +   725.5568  725.5571  0.41  725/666 /542/184/147  

[M   +  K]   +   741.5307  741.5321  1.89   

SM (d18:1/18:0) /    SM  (d18:0/18:1(9Z))   C 41 H 83 N 2 O 6 P  [M   +  Na]   +   753.5881  753.5885  0.53  753 /694/570/184/147  

[M   +  K]   +   769.5620  769.5647  3.51   
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