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1. Simple Regressions
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Figure S1: Simple regression for the 4 cases.



2. Models graphs and equations
2.1. Case 1 (Daphnia magna — Oncorhynchus mykiss)
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Figure 82: Graph of experimental vs. predicted values (on the left) and Williams Plot (on the right) for the
Case I OSt model.
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Figure S3: Graph of experimental vs. predicted values (on the left) and Williams Plot (on the right) for the
Case 1 ORe model



PLC50 (96h)o.mykiss oRe = 1.40 + 0.74 pEC50p.magna-1.5GATS 1e
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Figure S4: Graph of experimental vs. predicted values (on the left) and Williams Plot (on the right) for the

Case 1 Rnd model.
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Figure S5: Graph of experimental vs. predicted values (on the left) and Williams Plot (on the right) for the

Case 1 Full model.
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2.2,

Case 2 (Daphnia magna — Pimephales promelas)



- OSt splitting

raining
© Training — ; Prediction
HAT ifi (h* = 0.321) vs. Std. residuals -
Exp. endpoint vs. Pred. by LOO @ Prediction Std. residuals i )

Pred. by LOO

4,399 ®
o —_——t e —— e — — g —
3.524 000101-20-2
000117-81-7
k=]
2699 )
=] o
. o m- 5-08-2
1774 > 000112-27-5 F
o .
& (000085687 )
® @ e v
o (oo oo 00078-83-1
B o 000768-545
0858 S <= 005989-27-5
iy (‘nnnnga}.003380-34-5
{7 000586-62-5 1, 000087662
0.024 e O o5 ¢ -4, 0 =
(000111706 125 (000084742 )
° . 000141-78-6
o® 000112-30-1
0351 B onesss)
) ° 000106-24- 700108858
=
-1.726 22507 (ps1786 2
-2.601 T T T T T T T 1 -3 T T T T T T T T 1
2601 -L725  0.851  0.024 0.8 1774 2.649 3524 4398 0.03 0.085 0.135 0.185 0.234 0.254 0.333 0.383 0.433
Daph pECS0 (mmol/l) ATS4s Exp. endpoint Daph pEC50 (mmel/l) ATS4s HATfi (h* =0.321)

Figure $6: Graph of experimental vs. predicted values (on the left) and Williams Plot (on the right)
for the Case 2 OSt model.
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Figure S7: Graph of experimental vs. predicted values (on the left) and Williams Plot (on the right) for the
Case 2 ORe model.
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- Rnd splitting
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Figure S8: Graph of experimental vs. predicted values (on the left) and Williams Plot (on the right) for the
Case2 Rnd model.
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Figure 89: Graph of experimental vs. predicted values (on the left) and Williams Plot (on the right) for the
Case 2 Full model.
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2.3.  Case 3 (Pimephales promelas — Oncorhynchus mykiss)
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Figure S10: Graph of experimental vs. predicted values (on the left) and Williams Plot (on the right) for the
Case 3 OSt model.
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Figure S11: Graph of experimental vs. predicted values (on the left) and Williams Plot (on the right) for the
Case 3 ORe model.
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- Rnd splitting
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Figure S12: Graph of experimental vs. predicted values (on the left) and Williams Plot (on the right) for the
Case 3 Rnd model.
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- Full model
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Figure S13: Graph of experimental vs. predicted values (on the left) and Williams Plot (on the right) for the
Case 3 Full model.
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2.4.  Case 4 (Oncorhynchus mykiss — Pimephales promelas)
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Figure S14.: Graph of experimental vs. predicted values (on the left) and Williams Plot (on the right) for the
Case 4 OSt model.
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Figure S15: Graph of experimental vs. predicted values (on the lefi) and Williams Plot (on the right) for the
Case 4 Rnd model.

pLC50 (gsh)P_promelas Rnd = '2.8 + 0-9 pEcsoo_mykiss + 0.5AATS7p



- ORe splitting
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Figure S16.: Graph of experimental vs. predicted values (on the left) and Williams Plot (on the right) for the
Case 4 ORe model.
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Figure S17: Graph of experimental vs. predicted values (on the left) and Williams Plot (on the right) for the
Case 4 Full model.
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