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Figure S1. Distributions and descriptive statistics of toxicity endpoints and routes of exposure. 



Figure S2. Distributions and descriptive statistics of physicochemical properties.



Figure S3. Graphical representation of the pair-wise linear regressions.



Table S1. Number of molecules evaluated at a given experimental assay in PESTIMEP. 
#molecules 
evaluated

#molecules 
evaluated

rat orl 147 rbt scu 2
mus orl 102 rbt unr 2
rbt skn 85 ckn scu 2
rat skn 77 ckn unr 2

mus ipr 55 mky orl 2
rbt orl 47 dog ipr 2
gpg orl 40 dog ivn 2
rat ipr 39 grb ipr 2
rat unr 33 rat ro 1

mam unr 33 rat ihl 1
dog orl 31 rat ice 1
qal orl 29 rat itr 1
dck orl 26 mus ice 1
ckn orl 25 mus ims 1
bwd orl 24 brd rec 1
rat scu 23 prn orl 1

mus scu 22 dcl skn 1
mus ivn 17 rbt ipr 1
mus unr 14 rbt ocu 1
mam orl 14 cat skn 1
mus skn 13 cat ipr 1
rat ivn 12 cat unr 1
cat orl 12 ctl unr 1
pgn orl 10 bwd skn 1
gpg skn 8 mam ipr 1
dom orl 6 mam ivn 1
gpg ipr 6 man orl 1
rat par 5 man unr 1
brd orl 5 dog scu 1
dcl orl 5 dog unr 1
qal unr 5 frg par 1

ham orl 5 pgn ivn 1
rbt ivn 4 qal skn 1
rat ims 3 gpg ivn 1
dck skn 3 gpg scu 1
ctl orl 3 gpg unr 1

mam skn 3 hmn orl 1
ham ipr 3 hmn ims 1
dck unr 2 trk orl 1

TOTAL 1043



Table S2. Coefficients of the first five principal components (PC) for the descriptors used in the PCA of FDA and 
pesticides databases based on druglike properties.

Table S3. Coefficients of the first five principal components (PC) for the descriptors used in the PCA of FDA and 
pesticides databases based on pesticides properties.

Table S4. Coefficients of the first five principal components (PC) for the descriptors used in the PCA of FDA 
database based on pesticide-like properties.



Table S5. Coefficients of the first five principal components (PC) for the descriptors used in the PCA of 
pesticides database based on pesticide-like properties


