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Acute Oral?

Oral Acid
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T

muta.
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F

Hazard/properties: 
79 (eg H225 - flammable liquid)

Features
79 x 3 = 237  (target & pos & neg)

Learning:
Random Forest / grad. Boost trees
Multilayer Perceptron 

Database: 
ECHA C&L + Pubchem + NTP
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Binary
Hazard

hazard

Non-hazard

Endpoint Total Sensitivity Specificity BAC ACC
Acute_Aquatic 10541 95.18% 93.90% 94.54% 95.07%
Acute_Dermal 11252 88.58% 94.35% 91.47% 89.71%
Acute_Inhalation 11369 89.81% 91.16% 90.49% 90.00%
Acute_Oral 32411 93.71% 85.84% 89.78% 93.16%
Chronic_Aquatic 17295 98.31% 66.23% 82.27% 97.75%
Eye_Irritation 48767 98.77% 69.62% 84.19% 98.08%
Mutagenic_Binary 3703 76.25% 91.50% 83.87% 88.12%
Skin_Corrosion 46331 97.57% 74.98% 86.28% 96.81%
Skin_Sensitisation 7670 79.65% 95.72% 87.68% 83.66%
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Conclusions

ULReachAcross.com

Read Across + Transfer Learning

Multi-task neural networks

Adverse Outcome Pathway + Causal Generative Neural Networks

http://ulreachacross.com
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