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plicate targets, 144 targets 

(mainly including AR, ESR1, PGR and other 

gene targets) were obtained. 

ID OB (%) DL Caco-2 Name 

MOL-007728 75.08 0.38 -0.13 Lithospermidin A 

MOL-007714 73.09 0.29 0.24 1-methoxyacetylshikonin 

MOL-007722 64.79 0.2 0.06 Isoarnebin 4 

MOL-007716 62.39 0.27 0.3 Acetylshikonin 

MOL-007734 61.8 0.24 0.92 
5-[(E)-5-(3-furyl)-2-methyl-pent-2-enyl]-

2,3-dimethoxy-p-benzoquinone 

MOL-007736 60.48 0.39 -0.16 Lithospermidin B 
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MOL-007715 54.64 0.29 0.25 

MOL-001494 42 0.19 1.46 

MOL-000359 36.91 0.75 1.32 

MOL-002372 33.55 0.42 2.07 

0.19 1.4 MOL-002883 32.4 

MOL-007735 30.12 0.2 0.83 

[(1R)-1-(5,8-dihydroxy-1,4-dioxo-2-naph
thyl)-4-methyl-pent-3-enyl] propanoate 

Mandenol 

Sitosterol 

(6Z,10E,14E,18E)-2,6,10,15,19,23-hexa
methyltetracosa-2,6,10,14,18,22-hexaene 

Ethyl oleate (NF) 

Des-O-methyllasiodiplodin 
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Sequence Degree Gene name Protein name 

1 27 ESR1 Estrogen receptor alpha 

2 25 SRC Tyrosine-protein kinase SRC 

3 20 MMP9 Matrix metalloproteinase 9 

4 20 PTGS2 Cyclooxygenase-2 

5 16 AR Androgen Receptor 

6 16 KDR Vascular endothelial growth factor receptor 2 

7 13 NOS3 Nitric-oxide synthase, endothelial 

8 13 PGR Progesterone receptor 

9 13 PTPRC Leukocyte common antigen 

10 12 JAK2 Tyrosine-protein kinase JAK2 

11 12 KIT Stem cell growth factor receptor 

12 12 MCL1 
Induced myeloid leukemia cell differentiation 

protein Mcl-1 

13 11 FLT1 Vascular endothelial growth factor receptor 1 

14 11 TERT Telomerase reverse transcriptase 

15 10 CCNA2 Cyclin-A2 

16 10 MMP1 Matrix metalloproteinase 1 

17 9 CDK2 Cell division protein kinase 2 

18 9 MMP3 Matrix metalloproteinase 3 

19 8 CDK1 Cyclin-dependent kinase 1 

20 8 CYP19A1 Cytochrome P450 19A1 
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Compound 
CAS 

number 

Relative 

molecular 

weight 

Binding energy/(kJ/mol) 

ESR

1 
SRC 

MMP

9 
PTGS2 

Mandenol 544-35-4 308.56 -4.1 -4.2 -6.6 -5.8 

Ethyl oleate (NF) 111-62-6 310.58 -4.6 -3.2 -6.5 -5.6 

Lithospermidin A 
83415-78-

5 
388.45 -9.0 -6.2 -7.4 -7.8 

Sitosterol 83-46-5 414.79 -7.0 -6.1 -8.4 -6.3 

Lithospermidin B --- 388.45 -6.7 -6.4 -8.7 -8.1 
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