(010 (=

2026

Conference

Predicfing the Health Effects of AhR Ligands: Bioinformatic Risk

Assessment of Environmental Pollutants and Dietary Compounds

Andra-Maria Paun*, Catalina Mares, Maria Mernea, Speranta Avram
Department of Anatomy, Animal Physiology and Biophysics, University of Bucharest, Faculty of Biology,
Splaiul Independentei 91-95, Bucharest, R-050095, Romania

INTRODUCTION & AIM Table 2. In Silico Binding Affinities of the selected ligands
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TCDD 354 Safe  Toxic Toxic  Toxic 5.33 672 Active/0.75  Yes MOIeCUlar_ dOCk'r_‘g _Conf_'rmed Stab!e AhR blndlng aCross receptor
Benzo[:]pyren 244  Toxic  Toxic  Safe  TOXC £ 44 41 Active/0.91  Yes conformations, linking ligand persistence and binding strength to
Non- their potential biological effects.
FICZ 0.11 Safe Toxic Safe Toxic 4.93 2.04  Active/ 0.68 Yes
Ig:%?r;g[ 0.57 Safe '[#5)2; Safe Safe 355 296 In?)c;ig/e/ Yes (limited) FUTU RE WORK / REFERENCES
PCB126 467 Safe  Toxic Safe  Toxic 5.3 6.09 Active/0.82  Yes 1. Polonio, C.M. et al. Nat Rev Drug Discov 2025, 24, 610-630.
3-MC 295  Safe Toxic  Safe Toxic 5.48 6  Active/ 0.81 Yes 2. Myung, Y. et al. Nucleic Acids Res 2024, 52, W469-W475.
] . . 549 . 3. Banerjee, P. et al. Nucleic Acids Res 2024, 52, W513-W520.
2,3,7,8-TCDF 3.69 Safe Toxic Safe Toxic 6.38  Active/ 0.71 Yes 4. Sarkar. A. et al. Results Chem 2024, 7. 101319.
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