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Fig. 1. Dose response relationships for effects of testosterone (Tes) on the mRNA expression
of sult2st3 in different stages of zebrafish development. Embryos were exposed to Tes for
24 h prior to collection at the particular stage of development mentioned in the figure.
Statistical differences in transcript levels between DMSO control and other groups were
determined by one-way ANOVA followed by Dunnett's multiple comparisons test and are
shown by asterisks (" p < 0.01, ™ p < 0.001). Fifty-percent effective concentration (ECso)
and maximum fold change to vehicle control (Emax) were calculated by fitting the data in a

four parameter logistic model.
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Fig. 2. Inhibitory effect of an androgen receptor antagonist (flutamide; Flu) on the
testosterone (Tes) induced expression of su/t2st3 in zebrafish development. Embryos were
exposed to Tes alone or in combination with Flu for 24 h prior to collection at 96 hpf.
Statistical differences in transcript levels among groups were determined by one-way
ANOVA followed by Tukey's multiple comparisons test and are shown by different letters
(» <0.05).
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Fig. 3. Dose response relationships for inhibitory effects of 3 pesticides (vinclozolin; Vin,
p.p’-DDE; DDE, fenitrothion; Feni) on the testosterone (Tes) induced expression of
sult2st3 in zebrafish development. Embryos were exposed to Tes alone or in combination
with different concentration of pesticides for 24 h prior to collection at 96 hpf. Data are
shown as percent inhibition relative to the fold change in Tes (1 nM) alone after subtraction
from DMSO control as a baseline. Fifty-percent inhibitory concentration (ICso) was

calculated by fitting the data in a four parameter logistic model.
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Table 1. Interaction energy between zebrafish AR and a variety of chemicals
AR: Template 2AX6

Dock Dock-Induced Fit ~ ASEDock TBA
S-score S-score U_dock
Chemical (kcal/mol) (kcal/mol) (kcal/mol)
Flutamide -7.39 -8.10 -56.94
Vinclozolin -6.86 -7.10 -41.47
p,p'-DDE -6.38 -7.08 -35.76
Fenitrothion -7.19 -7.96 -59.63
17beta-estradiol -6.92 -8.21 -60.41
2,2'-BPF -5.86 -5.96 -31.23
24'-BPF -5.91 -6.36 -45.67
44'-BPF -6.03 -6.42 -55.16
BisMP -4.81 -7.47 -52.57
BPA -5.74 -7.10 -44.82
BPAF -3.84 -6.48 -46.85
BPAP -4.20 -1.47 -52.64
BPB -5.50 -7.30 -48.83
BPC2 -6.21 -6.83 -53.59
BPE -6.18 -7.06 -55.47
BPS -6.11 -6.99 -54.63
BPS-monoP -6.96 -8.25 -55.80
BPZ -4.68 -6.88 -42.28
TBBPA -3.80 -7.49 -36.19
TCBPA -5.77 -1.74 -50.28
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Fig. 4. Correlations among interaction energies calculated via different algorithms (Dock,

Dock-Induced Fit, and ASE Dock. Spearman’s rank correlation analysis was conducted.
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