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Table S1. The Canonical SMILES strings of compounds used for physicochemical and ADME property

predictions.
Molecular Canonical SMILES
Formula

3B-acetoxybetulinic = C32H5004 CC(=C)[Ce@@H]1CC[C@]2([C@H]1[C@H]3CC[Ce@H]4[C@]5(CCC(C([

acid (Baa) Ce@H]5CC[C@]4([C@@]3(CC2)C)C)(C)C)OC(=0)C)C)C(=0)O
Betulinic acid C30H4803 CC(=0)[Ce@H]1CC[C@]2([CeH]1[C@H]3CC[Cee@H4[C@]5(CC[Ce@

(Ba) H](C([Ce@H]5CC[C@]4([Ce@]3(CC2)C)C)(C)C)0)C)C(=0)O

Aspirin (Asp) C9oHsOx CC(=0)OC1=CC=CC=C1C(=0)O

Table S2. Composition of the simulated systems, including numbers of water molecules, ions, ligand atoms,

residues, and total atoms.

Number of Water Counter Number Number of Total

Ions of Residues = Number of

Simulating Molecules Atoms Cl- Na+ Ligand atoms (288 Simulating
Systems atoms residues) Atoms
Apo 12276 36828 2 - - 4640 41470
Asp 12369 37107 2 - 21 4640 41770
Ba 12254 36762 2 - 81 4640 41485
Baa 12255 36765 2 - 86 4640 41493




