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Fig. S1. MS/MS spectra and cleavage pathways of compounds 2 (A), 5 (B), 9 (C), 10,
17 (D), 22,23 (E), 11 (F), 18 (G), 19 (H), and 21 (I).



A
347.1864

0
100% 3651978 100% : 365.1973
50%4
s 3171735 50%
- zzez{qllw;\r;a 291752 300 1011 £ . U 2811530
2 12U8 299, 1674 - 2991664  329.1742
3011732] 51 3171777
2 0 T TT <Le  O
220 260 300 340 380

'z, Da

HO HO
-H:0 = -CH0
H ——t
18 H o -30
WA 8 7 H
mi=317.1735 mi=299.1674 m’z 335.1844
8 lrn:u .18 l_,,:[,
=
“al -H-0
H H—
£% -18 o
eI AT e LIS miz 347.1864 mz317.4777 /= 299,164
a8 | o 8 | -0
> s
H
Cc %
s 329.1742 miz 281.1530
100%
283.1704
2
£ 327.1609
E 2551770 3451714
2431385 287.1242
231278 7 lsm.nm
m/z 3451714 ml= 397.1609
-44 |-co, -44 ]—COJ
> 28
m/z 255.1770
-CO

m/z 301.1809 m/z 283.1704

Fig. S2. MS/MS spectra and cleavage pathways of compounds hebeirubescensin K

(A), enmenol (B) and rabdoternin A (C).



700 329.1754

347.1860 407.2102

50%)

299.1650
281.1562

Intensity
-
2
Intensity

283.1697

361.1661  407.3747

271. 1695

nyz 347.1860 miz329.1754

-30 |-CH.O

150

165.0545

> = -CO
H 28
Wy % )
m/=299.1650 'z 281.1562 3831718
mfz 283.
100% 345.1710
z 283.1700
5 50%:!
§ B 346.1726
z 285.1480 2991666 hloe
279.1383 315.1630
3011820 | 328.1676
271.1702 207 1
0% Ldalil L *%. L 5
270 290 310 30 350
miz, Da

m/z 327.1596
-30 -CH,O

-18

/2 315.1630
-CO,

m/z 297.1499

-18 l -H,0

mi/z 301.1820

Fig. S3. MS/MS spectra and cleavage pathways of compounds 7 (A), 15 (B) and 20
(©).
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Table S1

The component matrix of the 8 detected compounds oflsodon japonica.

PC1 PC2

Hebeirubescensin K 0.805 0.486
Enmenol 0.821 0.417
Henryin -0.028 0.938
Lasiodonin -0.513 -0.002
Oridonin 0.931 -0.304
Glaucocalyxin A 0.841 0.111
Ponicidin 0.961 -0.221
Rabdoternin A 0.908 -0.336




