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Figure S1. Bioinformatics-based systemic pharmacoanalyses reveal health effects of 4-AAQB.
Predicted values of the health benefits of 4-AAQB are shown in several human systems, with
the highest (~99%) health effects in the gastrointestinal system, which includes the colon and
rectum, using the ACD/Labs 2.0 v5.0.0.184 platform.
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Figure S2. 4-AAQB dose determination and ADMET analyses for in vivo assays. (A)
Bioinformatic computation of the physicochemical descriptors and prediction of ADME

parameters,

pharmacokinetic properties,

drug-like nature and medicinal chemistry

friendliness of 4-AAQB using the SwissADME platform. (B) Data showing the results of in
silico drug safety/toxicity analysis on the pkCSM platform. Charts showing (C) the
administration route and bioinformatics-based predicted lethality dose, LD in different
species, and (D) Predicted values for oral acute toxicity hazard categories, OECD ranges, using
the ACD/Labs 2.0 v5.0.0.184. ADMET: absorption, distribution, metabolism, excretion, and
toxicity; OECD: Organisation for Economic Cooperation and Development; Cat.: category.
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Property  Model Name

Toxicity AMES toxicity

Toxicity Max. tolerated dose (human)
Toxicity hERG I inhibitor

Toxicity hERG Il inhibitor

Toxicity Oral Rat Acute Toxicity (LDS0)
Toxicity OralRat Acute Toxicity (LOAEL)
Toxicity Hepatotoxicity

Toxicity Skin Sensitisation

Toxicity T. Pyriformis toxicity

Toxicity Minnow toxicity

Predicted
Value

No
0.092
No
No
1.935
0.491

No
No
0.393

0.077

Unit

Categorical (Yes/No)
Numeric (log mg/kg/day)
Categorical (Yes/No)
Categorical (Yes/No)
Numeric (mol/kg)

Numeric (log
me/kg_bw/day)

Categorical (Yes/No)
Categorical (Yes/No)
Numeric (log ug/L

Numeric (log mM)

Species/Administration route LD50 (mg/kg)  Reliability (RI)

No; 1 vioaton: Rotors>10 D

Mouse/Intraperitoneal
Mouse/Oral
Mouse/Intravenous
Mouse/Subcutaneous
Rat/Intraperitoneal
Rat/Oral

cat. 4 [cat. 5

270
3700
55
250
680
3400

Not Reliable(0.21)
Not Reliable(0.24)

Not Reliable(0.27)

77% probability that compound belongs to any of above categories

84% probability that LDSO =< 5000 mg/kg
92% probability that LD50 > 300 mg/kg

Probabilities of LDS0 (mg/kg) ranges:

=<5 =< 50 =< 300
0.005 0.022 0.083
> so > so0 > 300
0.995 0.978 0.917

=< 2000

0.498

> 2000

0.502

=< 5000
0.838

> 5000
0.162



