Fig. S9a A>-3[3-0l-17-one 3-sulphate 17-GP

Sample_502673 2 11 x2 27/07/2007 15:46:16 sample

Sample_502673_2_11_x2 #76 RT:0.75 AV:1 NL: 6.18E4
F: ITMS + ¢ ESI d Full ms2 502.24@cid30.00 [125.00-515.00]
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Sample_502673_2_11_x2 #77 RT: 0.75 AV: 1 NL: 5.58E2
F: ITMS + c ESI d Full ms3 502.24@cid30.00 423.32@cid35.00 [105.00-435.00]
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Fig. S9b A>-3[3-0l-17-one 3-sulphate 17-GP

Sample_502673 2 11 x2 27/07/2007 15:46:16 sample

Sample_502673_2_11_x2 #81 RT: 0.79 AV: 1 NL: 9.15E3
F: ITMS + ¢ ESI d Full ms2 404.27@cid30.00 [100.00-415.00]
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Sample_502673_2_11_x2 #82 RT: 0.79 AV: 1 NL: 2.40E3
F: ITMS + c ESI d Full ms3 404.27@cid30.00 325.24@cid35.00 [75.00-340.00]

253.2
100

o MS3: 404->325-> RRT 0.06

Relative Abundance
(42
7

s 1571 297.3

147.1 280.3

10—

a I T T I i ' ™ I ‘\ T ‘h\‘ ‘\HH\M‘\ ‘\“\‘ H\HH\HH\ M\‘ ‘\‘ i\ T \\ T ‘M\H ‘\H‘\HH\H‘\HH\HH 1 T e I = '

80 100 120 140 160 180 200 220 240 260 280
m/z



Fig. S9c A-3-ol-17-one 3-sulphate 17-GP

Sample_502673 2 11 x2 27/07/2007 15:46:16 sample

Sample_502673_2_11_x2 #86 RT: 0.83 AV: 1 NL: 1.82E4
F: ITMS + ¢ ESI d Full ms2 504.25@cid30.00 [125.00-515.00]
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Sample_502673_2_11_x2 #122 RT: 1.18 AV:1 NL: 1.51E4
F: ITMS + c ESI d Full ms2 504.25@cid30.00 [125.00-515.00]

406.2
100

o MS?: 504> RRT 0.09

Relative Abundance
(42
7

424.2

425.4
LI L O S B e
380 400 420

0 L T T T T L R B B B T T
460

I T I T I
240 260 280 300 320
m/z

L L L R I —— e e =
140 160 180 200 220 340 360 440 480 500



Fig. S9d A-3-ol-17-one 3-sulphate 17-GP

Sample_502673 2 11 x2 27/07/2007 15:46:16 sample

Sample_502673_2_11_x2 #124 RT: 1.20 AV: 1 NL: 3.76E3
F: ITMS + ¢ ESI d Full ms2 406.29@cid30.00 [100.00-420.00]
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Sample_502673_2_11_x2 #125 RT: 1.20 AV:1 NL: 2.05E3
F: ITMS + c ESI d Full ms3 406.29@cid30.00 327.31@cid35.00 [80.00-340.00]
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