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Table 1: In Silico Toxicity Profiles of 6-PPD and its Quinone Derivatives. ED: Endocrine disruption; OT: Oasis TIMES; MA: Model Applier; CU: CASE Ultra

	Endpoint
	Chemical Name and Structure 



Predictive Models 

	6-PPD-1,4-quinone (CAS# 2754428-18-5)
[image: A structure of a chemical formula

AI-generated content may be incorrect.]

	6-PPD-1,3-quinone (Structure 5)
[image: A molecule structure with a hexagon

AI-generated content may be incorrect.]

	6-PPD 
(CAS# 793-24-8)
[image: A black and white structure

AI-generated content may be incorrect.]

	1,4-Benzoquinone (CAS# 106-51-4)
[image: A black hexagon with a white background

AI-generated content may be incorrect.]


	Blood brain barrier
	ADMET Predictor_BBB
	High
	High
	High
	High

	Genotoxicity

	OT_Ames
	Positive
	Negative
	Negative
	Positive

	
	OT_InViLivTGR
	Positive
	Neg
	Positive
	Negative

	
	ADMET Predictor_Chrom_Aberr
	Negative
	Positive
	Negative
	Positive

	Skin Sensitization
	OT_SS
	Positive
	Negative
	Positive
	Positive

	
	OT_SS_Autoxidation
	Positive
	Negative
	Positive
	Positive

	Carcinogenicity
	MA_ Rodent Carc Consensus
	Positive
	Positive
	Positive
	Positive

	Phototoxicity
	OT_Phototoxicity
	Positive
	Positive
	Positive
	Negative

	Reproductive Toxicity
	ADMET Predictor_Repro_Tox
	Positive
	Positive
	Positive
	Positive

	
	MA_ Repro Consensus
	Positive
	Positive
	Positive
	Positive

	Endocrine Disruption
	OT_ER
	Negative
	Negative
	Positive
	Negative

	
	ADMET Predictor_ER
	Negative
	Negative
	Negative
	Negative

	
	CU_Androgen_Agonist
	Inconclusive
	Inconclusive
	Positive
	Inconclusive

	
	CU_Androgen_Antagonist
	Positive
	Positive
	Positive
	Known Negative

	
	CU_Estrogen_Agonist 
	Out of Domain
	Out of Domain
	Negative
	Negative

	
	CU_Estrogen_Agonist_α
	Positive
	Positive
	Positive
	Known Positive

	
	CU_Estrogen_Agonist_β
	Negative
	Inconclusive
	Negative
	Known Positive

	
	CU_Estrogen_Antagonist
	Positive
	Positive
	Known Positive
	Negative

	
	CU_Estrogen_Antagonist_α
	Positive
	Positive
	Positive
	Negative

	
	CU_Estrogen_Antagonist_β
	Positive
	Positive
	Positive
	Negative

	
	CU_Estrogen_Binders
	Positive
	Positive
	Known Positive
	Negative

	
	CU_Thyroid_Antagonist
	Positive
	Inconclusive
	Known Positive
	Known Negative

	Developmental Toxicity
	MA_ Overall Developmental Consensus
	Positive
	Positive
	Positive
	Positive

	Adverse events
	MA_Overall Adverse Events Consensus
	Positive
	Positive
	Positive
	Positive

	Urinary Effects
	MA_Urinary Adverse Events Consensus
	Positive
	Positive
	Positive
	Positive

	Aquatic Toxicity
	MA_Algae Acute Consensus
	Inconclusive
	GHS Category I
	GHS Category I
	GHS Category I

	
	MA_Minnow Acute Consensus(Fish)
	Inconclusive
	GHS Category I
	GHS Category II
	Not Classified
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