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Table S1. Prediction of the ADMET profile of betulin based on computer calculations. 

Parameter 
Betulin  

Value Probability 

Absorption 

Human intestinal absorption (HIA)  

Caco-2 permeability  

Human oral bioavailability 

+ 0.9884 

- 0.5542 

- 0.5857 

Distribution  

Subcellular localization 

Blood brain barrier (BBB) permeability  

Organic Anion-Transporting 

Polypeptide (OATP) inhibitors: 

OATP 2B1 

OATP 1B1 

OATP 1B3 

Multidrug And Toxin Extrusion Transporter 1 (MATE1) 

Organic Cation Transport Protein 2 (OCT2) inhibitor 

Bile Salt Export Pump (BSEP) inhibitor 

P-glycoprotein inhibitor 

P-glycoprotein substrate 

Lysosomes  

- 

 

 

- 

+ 

+ 

- 

- 

+ 

- 

- 

0.4831 

0.4831 

 

 

0.7184 

0.9413 

0.9480 

1.0000 

0.6385 

0.6370 

0.8836 

0.7347 

Metabolism  

Cytochrome P450: 

CYP450 3A4 substrate 

CYP450 2C9 substrate 

CYP450 2D6 substrate 

CYP450 3A4 inhibition 

CYP450 2C9 inhibition 

CYP450 2C19 inhibition 

CYP450 2D6 inhibition 

CYP450 1A2 inhibition 

CYP inhibitory promiscuity 

 

+ 

- 

- 

- 

- 

- 

- 

- 

- 

 

0.6751 

0.6284 

0.7222 

0.8309 

0.9071 

0.9026 

0.9297 

0.8309 

0.6441 

Toxicity 

Carcinogenicity 

Eye corrosion 

Eye irritation 

Ames mutagenesis 

Hepatotoxicity 

Nephrotoxicity 

Acute Oral Toxicity 

- 

- 

- 

- 

+ 

- 

III 

0.9143 

0.9927 

0.9265 

0.6800 

0.5250 

0.9145 

0.6406 

 

Table S2. The theoretical values of lipophilicity for betulin, betulinic acid, EB355A and EB365 

Compound 
Log Po/w 

WLOGP MLOGP 

Betulin 7.00 6.00 

Betulinic acid 7.09 5.82 

EB355A 9.27 6.61 

EB365 9.84 6.85 

 


