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RESULTS: ANALOG CANDIDATE IDENTIFICATION

BACKGROUND AND OBJECTIVE
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especially considering more than 10,000 ’ | . refine highest ranking analogs. This approach was anchored on
animals are used to bring one pesticide y ! identifying analogs that do not activate PPAR. Seventeen ToxCast
iIngredient to market. : PPAR assay endpoints were evaluated (ICE v4.1.1); pesticides showing
’ | less than 10 percent PPAR activity across tested assay endpoints were
This study presents a framework for analog @Jﬁ%‘%w : 10 retained.
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for the ACCase inhibitor class. By This work | 3 : e e T 9 3 % 3T 3 % 4
integrating structural and biological % | E YN 29 2 22 83 8 &
ZESRRIIE st_rategy UIE)! redu_c ©S il | ' Future work h | . 0o ® X5 ®e OT_PPARg_PPARGSRC1_1440 0 NAO NAO O 0O 0 0 O
dependency without compromising safety. | # 2a o O ATG_PPARg TRANS. up 0O NN O NA 1 0 0 0 1 0
10 A ® ATG_PPARa_TRANS up 0 NAO NA O O 0O 0 0 O
M ETHOD S Mm ‘|| ||l ” |||‘ || || "| ¢ ® TOX21_PPARd_BLA agonist_ratio o 0 0 O O O O o o o
TOX21 _PPARd BLA antagonistrato | 0 0 1 0 O O O 0 1 O
0 — I| Illlll I| Ill“ll I| "ll |‘| H ‘ | |] min 1 11 TOX21_PPARg_BLA antagonist rato (O 0 1 0 1 0 0 O 1 O
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There is sufficient knowledge about the Compile pesticide inventories as these - _ _ _ _ _ MU MR TPRRG A B A T ) I N )
target compound to warrant leveraging chemicals would have the relevant Similarity score cgtoff was set gt the |.nﬂecfuon point (drop P_CA_ ba_sed on aggregate flggerprlnts was used to evalgate apal_og ATG_mPPARg_XSP2_up NA NA 1 NA NA NA NA NA 1 NA
read-across to fill a data gap for eXposures: shoulder) of the hlgh-score region to identify the topmost distribution. Despite Io_w variance explained by the leading principal ATG_hPPARg_XSP2_up NA NA 1 NA NA NA NA NA 1 1
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