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Table S1. Screening of DIGI components of natural products based on ANN model
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(a) 3D interaction structure of Veratramine (b) 2D interaction plane diagram of Veratramine
with PIK3CA with PIK3CA

(c) Aromatic interactions between Veratramine (d) Hydrogen bonding interactions between Veratramine
and PIK3CA and PIK3CA

Figure S1. Docking results of Veratramine and PIK3CA molecule Veratramine
was semi-flexibly docked with the protein receptor PIK3CA. From the 2D inter
action diagrams, it can be observed that the interacting amino acid residues pri
marily include ASN467, GLY1007, TRP446, PRO447, TRP424, VAL461, and L
YS678. Among them, the oxygen atoms in the Veratramine structure form stabl
e hydrogen bonds with ASN467 and GLY1007. The TRP446 residue engages i
n Pi-Pi interactions with the benzene ring of Veratramine. Furthermore, the liga
nd molecule forms Pi-Alkyl interactions with the PRO447, TRP424, and VAL4

61 residues.
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(a) 3D interaction structure of Veratramine (b) 2D interaction plane diagram of Veratramine
with SLC9A3 with SLC9A3

(c) Aromatic interactions between Veratramine  (d) Hydrogen bonding interactions between Veratramine
and SLC9A3 and SLC9A3

Figure S2. Docking results of Veratramine and SLC9A3 molecule Veratramine
was semi-flexibly docked with the protein receptor SLC9A3. From the 2D int
eraction diagram, it can be seen that the interacting amino acid residues primar
ily include TRP507, PHE137, LYS321, LEU140, LEU503, and HIS500. The T
RP507 and PHEI137 residues engage in Pi-Pi interactions with the benzene ring
of Veratramine. Additionally, the ligand molecule forms Pi-Alkyl interactions

with the LYS321, LEU140, LEU503, and HIS500 residues.



(a) 3D interaction structure of emodin
with ACTG2

(c) Aromatic interactions between emodin
and ACTG2

Figure S3. Docking results of emodin and ACTG2 molecule
i-flexibly docked with the protein receptor ACTG2. From the 2D interaction di
agram, it can be observed that the interacting amino acid residues primarily in
clude TYR312, ASN277, ASP183, PHE326, and PHE328. The TYR312, ASN27
7, and ASP183 residues form hydrogen bonds with the hydrogen atoms in the
structure of emodin. The PHE326 residue engages in Pi-Pi interactions with the

ligand molecule. Additionally, the ligand molecule forms Pi-Alkyl interactions

with the PHE328& residue.
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(a) 3D interaction structure of euphobiasteroid

sssss

with HSP9OAA1

X5

Ao

(b) 2D interaction plane diagram of euphobiasteroid
with HSP90AAL1

(c) Aromatic interactions between euphobiasteroid (d) Hydrogen bonding interactions between

and HSP90AAI

euphobiasteroid and HSP90AA1

Figure S4. Docking results of euphobiasteroid and HSP90OAA1 molecule Euph

obiasteroid was semi-flexibly docked with the protein receptor HSP9OAA1. Fro

m the 2D interaction diagram, it can be observed that the interacting amino ac

id residues primarily include LEU107, PHE138, MET98, ALASS, and ILE110.

The oxygen atom in the structure of euphobiasteroid forms a stable hydrogen b

ond with LEU107. The PHE138 residue engages in Pi-Pi interactions with the

benzene ring of euphobiasteroid. Additionally, the ligand molecule forms Alkyl

interactions with the MET98, ALASS, and ILE110 residues.



