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Supplementary Figure 1 BPF ADME Assessment
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Supplementary Figure 2 BPF-Target Gene Network

Supplementary Table 1. Binding free energies between key genes and small molecule drugs.
	metabolites
	targets
	Binding Energy (kcal/mol)

	BisphenolF
	INSR
	-6.7


Supplementary Table 2. The predicted binding free energy and the individual energy components (kJ/mol).
	Complex
	Van der Waals Energy (Evdw)
	Electrostatic Energy (Eelec)
	Polar Solvation Energy (Gpolar)
	SASA Energy (Gnonpolar)
	Binding Energy (Gbind)

	INSR-BisphenolF
	-117.718± 10.838
	-34.536± 9.139
	102.986± 12.718
	-12.317± 0.635
	-61.585 ± 7.503
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SMILES  Octece(cet)Celece(ceT)O

Formula
Molecular weight

Num. heavy atoms

Num. arom. heavy atoms
Fraction Csp3

Num. rotatable bonds
Num. H-bond acceptors
Num. H-bond donors
Molar Refractivity

TPSA ©

Log Py, (LOGP) @

Log Py, (XLOGP3) ©
Log Py, (WLOGP) ©
Log Py, (MLOGP) ©
Log Py, (SILICOS-T) ©
Consensus Log Py, @

Physicochemical Properties
C13H1202
200.23 gimol
15
12
008
2
2
2
5994
4046 A
Lipophil
171
291
269
269
290
258

Log S (ESOL) @
Solubiity
Class ©

Log S (Al) ©
Solubiity
Class ©

Log S (SILICOS-T) @
Solubiity
Class ©

Gl absorption @

BBB permeant &

P-gp substrate ©

CYP1A2 inhibitor ©
CYP2C19 inhibitor ©
CYP2CS inhibitor &
CYP2DS inhibitor &
CYP3A4 inhibitor ©

Log K, (skin permeation) ©

Lipinski ©

Ghose ©

Veber ©

Egan ©

Muegge ©
Bioavailabiliy Score ©

PAINS ©

Brenk ©

Leadikeness ©
Synthetic accessibility @

Water Solubility
337

8.45-02 mg/m ; 4.22-04 molll
Soluble

342
7.60e-02 mg/m ; 3.80e-04 moll
Soluble
417
1.34e-02 mg/m ; 6.70-05 moll
Moderately soluble
Pharmacokinetics
High
Yes
No
Yes
No
No
No
No
-5.46 cmis
Druglikeness
Yes; 0 violation
Yes
Yes
Yes
Yes
055
Medicinal Chemistry
0 alert
0 alert
No: 1 violation: MW<250
123
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