Supplementary

Affinity =-7.6 kcal/mol

A 26
e A58

£

8 o
bet] o

sy At

A5Hs Lo
A c!fﬂ AT;%
A A3 S

Affinity =-7.3 kcal/mol

itk
B oo
Py @ Ay, A
® <k
Ho 2%
I o B
Y ® @H& Aty Al

Affinity =-7.4 keal/mol
& o g s
A B @E%
BT M
A o

h

He.

Affinity =-6.5 kcal/mol

[, B
B pup i

PR

o

¥

Ve

)
5 VB
o e
A
oo
. oy
B 35 e
} A
5 R
Affinity =-6.3 kcal/mol
St
3
5
TR
A, e P[]
s AR s . A
8oy

A
s
Aftlo 5,
e 5B
e
e B ¢
A 4
B A3

s e AL e, o S0
S0

Figure S1 The interaction mode between daucosterol and seven potential targets. (A) AKT3; (B) CTSK; (C) PTK2; (D) ROST; (E)

PRKAAL; (F) MDM2; (G) PPIA.
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