Supplementary S1. Structure of Statins Group
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Mevastatin (Compactin) Lovastatin Pravastatin Simvastatin
Cy3H3,05/MW 390.51 CyH305/MW 404.54 Cyp3H30,/MW 424.53 CysH3s05/MW  418.57
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Atorvastatin Cerivastatin Fluvastatin
Cs3H;3505/ MW 558.64 CysH3.FNOs/MW 459.55

Pitavastatin Rosuvastatin
C,,H,,FNO,/MW 411.47 C,sH,,FNO,/MW 421.46

Cp,H,sFN0,S/MW 481.54



Supplementary S2. Lipinski Rule of Five (RO5) Hit Compound

. Log P Hydrogen Bond Hydrogen Bond
No. Compound Name M((ﬂ: csuol(e; rg‘/'vls(lﬁilt (= 4515) Y D%nor Y Acfeptor
B (NH or OH < 5) (N or O =10)
Reference drugs
1 4HI 497.56 2.17 4 7
2 Atorvastatin 600.72 4.02 4 6
3 Lovastatin 404.54 3.57 1 5
4 Simvastatin 418.57 3.77 1 5
5 Compactin 390.51 3.36 1 5
6 Pitavastatin 421.46 3.09 3 6
Ashitaba’s compounds

1 4’-O-Geranylnaringenin 408.49 2.82 2 5
2 Luteolin 286.24 -0.03 4 6
3 Cynaroside 448.38 -2.1 7 11
4 7-O-Methyl prostratol F 422 .51 3.03 2 5
5 Xanthokeismin A 300.39 294 2 3
6 Daucosterol 576.85 3.96 4 6
7 Isobavachalcone 324.37 27 3 4
8 Dorsmannin A 324.37 2.38 2 4

3’-Carboxymethyl-4,2’- 328.32 141 3 6
9 dihydroxy-4'-methoxy

chalcone
10 Xanthokeistal A 412.48 2.33 3 6




