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Fig. S1 and the following Egs. S1 and S2 show the statistical relationship between the descriptor (Kow)
and endpoint (LCso) of the EDs listed in Table 1. In the log-log plot, the linear regression for the predicted
and experimental values showed a comparable slope (log10LCso / log10Kow = -0.509 and -0.414,
respectively) with a relatively high coefficient of determination for the prediction (adjusted r? = 0.805
and 0.437 for prediction and observation, respectively).

Computational prediction: log,9LCsy = —0.509 - log1 oKy + 2.43 (Eq. S1)
Experimental observation: log1oLCsg = —0.414 - log1oKow + 2.12 (Eqg. S2)
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Figure S1: Relationships between 96-h LCso and logioKow values of EDs listed in Table 1. For all fish
species, the values for predicted (black empty squares, n = 74) and experimental (red empty circles, n =
36) are plotted together in a log scale as a function of logioKow. For the predicted LCs, the average
values are displayed. The gray (Eq. 1) and light-red (Eq. 2) lines represent the linear regression for each
case (predicted and experimental, respectively).
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Figure S2: Distributions of the logioKow depending on the estrogen receptor (ER) binding affinity of EDs
in Table 1 for all fish (n = 8-20 for each category). A box plot represents: (a) mean (small square with a
horizontal bar), (b) 1°t and 3™ quartiles (lower and upper ends of the box, respectively), (c) median
(horizontal segment inside the box), (d) 5™ and 95" percentile (lower and upper error bars,
respectively), (e) 1" and 99" percentile (lower and upper x, respectively), and (f) minimum and
maximum (lower and upper -, respectively).
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Figure S3: Example of a substance list of CAS numbers for batch mode processing. Each CAS number is
listed in a single row. The file was prepared in a text editor and must be saved as text file (.txt).



