© 2004 American Chemical Society, Chem. Res. Toxicol., Poliakov tx034185+ Supporting Info Page 1

Supporting Information for

Oxidative Fragmentation of Hydroxy Octadecadienoates

Generates Biologically Active y-Hydroxyalkenals

Mingjiang Sun and Robert G. Salomon*
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Figure S2. Negative ion ESI-MS/MS spectra of 13-HODE (9) and 9-HODE (4) page S2
Figure S3. Negative ion ESI-MS/MS spectra of 13-HPODE-d, (2-d4) and internal standard page S2
Figure S4. Negative ion ESI-MS/MS of HODA-d, (8) and HODA-d; (8-ds) page S3
Figure S5. Negative ion ESI-MS/MS spectrum of HODA methoxime derivative page S3
Figure S6. Positive ion ESI-MS/MS spectra of HPODE-PC (16) and HODE-PC (17): page S3

(A) HPODE-PC,m/z 791 is M+H", and m/z 813 is M+Na®, (B) HODE-PC,
m/z 775 is M+H*,and m/z 797 is M+Na".

Figure S7. Positive ion ESI-MS/MS spectra of CHD derivatives of HNE and benzaldehyde page S4

Figure S8. 'H NMR (CDCls, 600 MHz) spectrum of 13-HPODE-PC (81%) and ~ page S4
9-HPODE-PC (19%) regioisomers. _
Figure S9. 'H NMR (CDCls, 600 MHz) spectrum of 13-HODE-PC (81%) and page S5

9-HODE-PC (19%) regioisomers.
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Figure S1. Negative ion ESI;MS/MS spectra of 13-HPODE (2) and 9-HPODE 3)
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Figure S2. Negative ion ESI-MS/MS spectra of 13-HODE (9) and 9-HODE (4).
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Figure S3. Negative ion ESI-MS/MS spectra of 13-HPODE-d,4 (2-d4) and internal standard.

Page S2




© 2004 American Chemical Society, Chem. Res. Toxicol., Poliakov tx034185+ Supporting Info Page 3

100, A 84 209 100 B 212
00C
o
o H
oH | g4 D o\P®
D\ 86
8 o cod’
63 . o
[M-H} 8-d;
227 {M-H}
: 30
5 5 ,
187
__/M A e 65
T T T T T T T T T T T T T T T T T T T T T L Irn/z -
' 100 150 200 250 0% 100 150 200 miz

- Figure S4. Negative ion ESI-MS/MS of HODA-d; (8) and HODA-d; (8-d3).
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Figure SS. Negative ion ESI-MS/MS spectrum of HODA methoxime derivative.
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Figure S6. Positive ion ESI-MS/MS spectra of HPODE-PC and HODE-PC: (A) HPODE-PC, m/z 791 is
M+H", and m/z 813 is M+Na’, (B) HODE-PC, m/z 775 is M+H", and m/z 797 is M+Na".
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Figure S7. Positive ion ESI-MS/MS spectra of CHD derivatives of HNE and benzaldehyde.
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Figure S8. '"H NMR (CDCls, 600 MHz) 13-HPODE-PC (81%) and 9-HPODE-PC (19%) regioisomers.
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Figure S9. 'H NMR (CDCl;, 600 MHz) 13-HODE-PC (81%) and 9-HODE-PC (19%) regioisomers.
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