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Figure S1. HR-MS spectrum of 12B-deoxyGTX3 detected in the hepatopancreas of

scallops.

379.25 379.50 379.75 380.00 380.25 380.50 380.75

381.00

381.25

mz




Intens | 18.2 min
1250 (A)
10001
750 1
500 1

250 1

0 5 10 15 20 25 30 35 40 45 Time [min]

Intens | 18.1 min
2500] ( B)
2000%
1500%
1000

500 7

] | 1 \
0 — T —T—T —T—T L T ——T —T—T ——T —T—T —TT T
0 5 10 15 20 25 30 35 40 45 Time [min]

(C)

354.9110
Z|21‘|i1214 | 280.8948 3001177  334.1462 ||9

o S T Y Y i O A Y I
100 150 200 250 300 350 miz

Intens.] 110.p710

(D)

5005

400
120.0798138.0667

300 7

200 162.0631 180.0720

1004

221.1022 3122024 oo
9 A T 1 a1l O " . |
100 150 200 250 300 350 miz

Figure S2. HR-LC-MS chromatograms (A, B) detected at m/z 380.0979 £ 0.05 and HR-
LC-MS/MS spectra (C, D) of authentic 123-deoxyGTX3 (A, C) and the sample solution
from the hepatopancreas of scallops (B, D). The retention time of 12-deoxyGTX3 was



different from those in Figures 2, 3, and 5, using the slightly different solvent for LC-MS
from that for those figures (see, Section 4.7). The HR-LC-MS conditions are same as
those described in text (Section 4.8) without MS/MS.
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Figure S3. HR-LC-MS chromatograms of synthetic 12B-deoxyGTX3 (A) [53], the
mixture of synthetic 123-deoxyGTX2 and 12B-deoxyGTX3 (B), and the sample solution
from the hepatopancreas of scallops (C) detected at m/z 380.0979 + 0.05 under the column

switching condition reported in [54].



