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Figure S1. AMK’s compound-target network. Node size in the network is determined by the number of connected
edges with compounds depicted as purple square nodes and targets as blue circular nodes.
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Figure S2. Identification of major components of AMK by HPLC-UV. (A) HPLC-UV chromatograms of
eudesma-4(15),7(11)-dien-8-one (EDO) and atractylenolide III (ATO III) in standard solution (left) and CTE (right).

(B) Structural formula and contents of EDO and ATO III in AMK.
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Potential active compounds of AMK
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Molecule Name Structure MW OB (%) | Caco-2 DL
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Molecule Name Structure MW OB (%) | Caco-2 DL
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Supplementary Material Table S2. Active compounds of AMK
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Molecule Name Structure MW OB (%) | Caco-2 DL
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Molecule Name Structure MW OB (%) | Caco-2 DL
juniper camphor 22241 333 1.44 0.1
I'I—O\E
H
Sy
(5E,92)-3,6,10-trimethyl-4,7,8,11- / o
-~ 216.35 4317 1.77 0.1
tetrahydrocyclodeca[b]furan J\ | )
H - \
3B-acetoxyatractylone 27439 | 54.07 1.13 0.22
K \
(1] 1]
DIBP & 27838 | 49.63 0.85 0.13
Y\.O. o
o
P /\\”
selina-4(14),7(11)-dien-8-one 21837 | 32.31 1.42 0.1
0
N
alloaromadedrene ;o\ / 20439 | 5346 | 1.83 0.1
L
H &
i —
0//
i -0,
8B-ethoxy atractylenolide I 27641 | 3595 1.08 0.21




