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Table 1S. Relative quantities® (%) of molecular species of TAGs identified in alga S. bacillaris, their retention times, equivalent carbon number,
number of double bond(s), calculated m/z of [DAG]" and [M+H]".

[DAG] 10 °C 20°C 30°C
RT ECN ACN DB TAG [M+H]" 122 1:3 2:3 906 493 NAP 906 493  NAP 493  NAP
202 30 60 15 EEE 955.77  643.48 64348 64348 02 02 03 01 01 01 00 0.0
21.6 30 56 13 PnEE 893.68  591.45 59145 64348 04 02 03 02 01 01 00 00
220 32 60 14 EEA 957.79  643.48 64549 64549 02 02 03 01 01 01 00 0.0
228 32 58 13 LnEE 921.71 61948 61948 64348 12 04 03 09 03 01 01 0.0
233 32 56 12 PIEE 895.69  593.46 59346 64348 1.1 1.1 09 08 08 05 02 0.1
242 32 54 11 PnLnE  869.68 56745 59145 61948 09 07 08 07 05 04 02 0.1
247 32 50 9  LnPnPn  817.65 56745 56745 53942 02 03 03 01 01 01 00 00
280 32 48 8  PnPIPn  791.63 54143 53942 54143 02 08 03 01 01 01 00 00
282 32 48 8  PIPnPn  791.63 54143 54143 53942 02 07 04 01 01 01 00 00
328 34 60 13 AAE 949.72  647.50 64549 64549 02 01 03 01 01 01 00 0.0
331 34 58 12 AELn 923.72 64549 62149 61948 13 08 03 12 04 01 01 0.0
342 34 58 12 EEL 923.72 64348 62149 62149 06 04 03 05 02 01 01 00
356 34 56 11 LnELn 89771 61948 59548 61948 99 56 18 94 42 07 12 0.1
359 34 56 11 PoEE 897.71  595.48 59548 64348 05 05 05 05 04 03 01 00
362 34 54 10 PILaE 871.69  569.46 593.46 61948 03 02 01 02 01 01 00 00
374 34 52 9  PoPnE 84568 54345 59548 59145 04 02 03 03 02 01 00 00
386 34 52 9  PoEPn  845.68 59548 54345 59145 03 02 03 02 01 01 00 00
408 34 48 7 PnPnPo  793.65 539.42 54345 54345 05 04 03 04 03 01 03 02
409 34 48 7 PIPnPl  793.64 54344 54143 54344 05 07 04 03 02 02 03 02
410 34 48 7 PIPIPn 793.64 54344 54143 54143 04 06 03 01 01 01 00 00
418 34 50 8 LPnPn  819.66 569.46 569.46 53942 03 03 03 02 02 01 03 02
419 36 60 12 AAA 951.74  647.50 647.50 64750 02 01 01 01 01 01 00 0.0
42.1 36 58 11 AEL 925.73 64549 62350 62149 09 03 03 07 02 01 01 0.0
423 36 58 11 EEO 925.74 64348 62351 62351 02 03 03 02 02 01 00 0.0
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*The values given in columns 906, 493, NAP, etc. are area ratios of TIC chromatograms and indicate approximate ratios of TAGs



Fig. 1S. Mass spectrum of picolinyl ester of 16:2n-6 acid. For explanation of values see the

text.
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Fig. 2S. Mass spectrum of picolinyl ester of 16:3n-3 acid. For explanation of values see the

text.
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Fig. 3S. Ratio of different regioisomers and enantiomers of TAGs from S. bacillaris.
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Fig. 4S. Principal component analysis (PCA) of the relative proportions of regioisomers and
enantiomers of 30 most abundant TAGs in S. bacillaris strains cultivated at 10 °C, 20 °C
and 30 °C. The first two canonical axes are plotted; they explained 80.0 % of the
variability. For FA and TAGs abbreviations, see Tables 1 and 2.
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