Supplementary Information (SI) for Environmental Science: Water Research & Technology.
This journal is © The Royal Society of Chemistry 2025

Agonists/Antagonists

x
o
4 =

AR
AhR
ERa
ERB
hERG
PPARY
PR

TRa

TRB

14
o

ffinity (M)
mom
5 2

-
m
o
D

Hydroxycholestrol

ing a

1E-07
TCCD Genestein
Progesterone

Bind

1E-08

DHT Arachidonic acid

1 E-09 DES Dexamethasone Aldosterone T4-COOH
T4-COOH

1E-10

Terfenadine

1E-11

Figure S1-Binding affinity of well-known agonists/antagonists of the 12 receptors as modeled in
VTL
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Figure S2- Binding of pollutants with predicted high to very high toxicity to 12 nuclear
receptors. a) 17a-ethynlestradiol, b) betamethasone, ¢) chloramphenicol, d) clobetasol, e)
permethrin, f) 17B-estradiol



