
Fig. S4a

Sample_502673_2_12 27/07/2007 16:41:49 sample

Sample_502673_2_12 #797 RT: 7.82 AV: 1 NL: 1.83E3
F: ITMS + c ESI d Full ms2 534.41@cid30.00 [135.00-545.00]
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sample_12 #761 RT: 7.58 AV: 1 NL: 3.41E5
F: ITMS + c ESI d Full ms2 534.41@cid30.00 [135.00-545.00]
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RRT 0.60

RRT 0.60



Sample_502673_2_12 27/07/2007 16:41:49 sample

Sample_502673_2_12 #798 RT: 7.82 AV: 1 NL: 2.71E2
F: ITMS + c ESI d Full ms3 534.41@cid30.00 455.27@cid35.00 [115.00-470.00]
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sample_12 #762 RT: 7.58 AV: 1 NL: 3.58E4
F: ITMS + c ESI d Full ms3 534.41@cid30.00 455.31@cid35.00 [115.00-470.00]
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Fig. S4b

MS3: 534�455�

MS3: 534�455�

C4-24S-ol-3-one 3-GP

RRT 0.60

RRT 0.60



c:\documents and settings\...\sample_14 28/07/2007 02:38:02 sample

Sample_502673_2_12 #853 RT: 8.33 AV: 1 NL: 2.64E3
F: ITMS + c ESI d Full ms2 534.41@cid30.00 [135.00-545.00]
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sample_14 #811 RT: 8.00 AV: 1 NL: 9.57E5
F: ITMS + c ESI d Full ms2 534.41@cid30.00 [135.00-545.00]
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Fig. S4c

MS2: 534�

MS2: 534�

C4-27-ol-3-one 3-GP

RRT 0.64

RRT 0.63



c:\documents and settings\...\sample_14 28/07/2007 02:38:02 sample

Sample_502673_2_12 #854 RT: 8.34 AV: 1 NL: 1.67E2
F: ITMS + c ESI d Full ms3 534.41@cid30.00 455.27@cid35.00 [115.00-470.00]
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sample_14 #812 RT: 8.00 AV: 1 NL: 7.54E4
F: ITMS + c ESI d Full ms3 534.40@cid30.00 455.44@cid35.00 [115.00-470.00]
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Fig. S4d C4-27-ol-3-one 3-GP

MS3: 534�455�

MS3: 534�455�

RRT 0.64

RRT 0.63



Sample_502673_2_12 27/07/2007 16:41:49 sample

Sample_502673_2_12 #1073 RT: 10.20 AV: 1 NL: 1.01E3
F: ITMS + c ESI d Full ms2 534.41@cid30.00 [135.00-545.00]
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sample_20 #1015 RT: 10.06 AV: 1 NL: 2.85E5
F: ITMS + c ESI d Full ms2 534.41@cid30.00 [135.00-545.00]
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Fig. S4e C4-7α-ol-3-one 3-GP

MS2: 534�

MS2: 534�

RRT 0.79

RRT 0.80



Sample_502673_2_12 27/07/2007 16:41:49 sample

Sample_502673_2_12 #1074 RT: 10.21 AV: 1 NL: 1.39E2
F: ITMS + c ESI d Full ms3 534.41@cid30.00 455.27@cid35.00 [115.00-470.00]
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sample_20 #1016 RT: 10.06 AV: 1 NL: 4.06E4
F: ITMS + c ESI d Full ms3 534.41@cid30.00 455.29@cid35.00 [115.00-470.00]
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Fig. S4f C4-7α-ol-3-one 3-GP

MS3: 534�455�

MS3: 534�455�

RRT 0.79

RRT 0.80



c:\documents and settings\...\esi_std04 04/05/2006 03:05:04

Sample_502673_2_12 #1136 RT: 10.68 AV: 1 NL: 7.12E2
F: ITMS + c ESI d Full ms2 534.41@cid30.00 [135.00-545.00]
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esi_std04 #1236 RT: 10.53 AV: 1 NL: 2.62E6
F: ITMS + c ESI d Full ms2 534.41@cid30.00 [135.00-545.00]
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Fig. S4g C4-6β-ol-3-one 3-GP

MS2: 534�

MS2: 534�

RRT 0.83

RRT* 0.83



Sample_502673_2_12 27/07/2007 16:41:49 sample

Sample_502673_2_12 #1137 RT: 10.69 AV: 1 NL: 6.61E1
F: ITMS + c ESI d Full ms3 534.41@cid30.00 455.27@cid35.00 [115.00-470.00]
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esi_std04 #1237 RT: 10.54 AV: 1 NL: 2.20E5
F: ITMS + c ESI d Full ms3 534.40@cid30.00 455.35@cid30.00 [115.00-470.00]
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Fig. S4h C4-6β-ol-3-one 3-GP

MS3: 534�455�

MS3: 534�455�

RRT 0.83

RRT* 0.83



c:\documents and settings\...\26 01/07/2006 09:55:11

Sample_502673_2_12 #689 RT: 6.79 AV: 1 NL: 3.89E2
F: ITMS + c ESI d Full ms2 550.40@cid30.00 [140.00-565.00]
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26 #754 RT: 6.34 AV: 1 NL: 8.41E4
F: ITMS + c ESI d Full ms2 550.40@cid35.00 [140.00-565.00]

140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560

m/z

0

10

20

30

40

50

60

70

80

90

100

R
e

la
tiv

e
 A

b
u

n
d

a
n

ce

471.4

443.5 472.5
453.3

Fig. S4i C4-7α,27-diol-3-one 3-GP

MS2: 550�

MS2: 550�

RRT 0.52

RRT* 0.49



Sample_502673_2_12 27/07/2007 16:41:49 sample

Sample_502673_2_12 #676 RT: 6.67 AV: 1 NL: 5.09E1
F: ITMS + c ESI d Full ms3 550.40@cid30.00 471.38@cid35.00 [115.00-485.00]
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26 #755 RT: 6.35 AV: 1 NL: 9.10E3
F: ITMS + c ESI d Full ms3 550.40@cid35.00 471.31@cid35.00 [115.00-485.00]
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Fig. S4j C4-7α,27-diol-3-one 3-GP

MS3: 550�471�

MS3: 550�471�

RRT 0.52

RRT* 0.49


