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S1; DModX Plot of model M1

DModX plot (training set) of model M1
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S2:; DModX Plot of model M2

DModX plot (training set) of model M2
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S3; DModX Plot of model M3

DModX plot (training set) of model M3
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S4: DModX Plot of model M4

DModX Plot of model M4 (training set)
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S5; DModX Plot of model M5

DModX Plot of model MS (training set)
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S6; Regression coefficient plot of Model M1
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S7; Regression coefficient plot of Model M2
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S8; Regression coefficient plot of Model M3
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S9; Regression coefficient plot of Model M4
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S10; Regression coefficient plot of Model M5

Regression coefficient plot of model M5
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S11; VIP plot of Model M1

VIP plot of model M1
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S12; VIP plot of Model M2

VIP plot of model M2
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S13; VIP plot of Model M3

VIP plot of Model M3
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S14; VIP plot of Model M4
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S15; VIP plot of Model M5
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S16; Loading plot of Model M1
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Loading plot of model M1

< X

0.80

0.60

0.40

0.20

AF03[C-P]

ABO7[S-S]

=pLD 50

0.00

-0.20

-0.40

ANBM

ANR_Cs

-0.70  -0.60

-0.50

-0.40

-0.30

-0.20

-0.10

0.00

010 020 030 040 050 060 0.70

w*c[1]

0.80

S17; Loading plot of Model M2

w*c[2]

Loading Plot of model M2
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S18; Loading plot of Model M3
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Loading Plot of model M3
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S19; Loading plot of Model M4
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S20; Loading plot of Model M5
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S22; Y randomization plot of model M2
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S22; Y randomization plot of model M2

Y randomization plot of model M2 @
pLD 50 Intercepts: R2=(0.0, 0.0349), Q2=(0.0, -0.277)
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S23; Y randomization plot of model M3
Y randomization plot of model M3 . o
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S24; Y randomization plot of model M4
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S25; Y randomization plot of model M5
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S26; Score plot of model M1




Score plot of model M1
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S27; Score plot of model M2

Score plot of model M2

t[2]

1]

S28; Score plot of model M3



Score plot of model M3
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S29; Score plot of model M4
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S30; Score plot of model M5



Score plot of model M5
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Table 3: Top 10 toxic pesticides screened from the PPDB Database.

Name of Pesticides Safety and hazard Reference
Buminafos Acute toxic l.
Cadusafos Highly toxic Il.

Hexylthiofos High toxic (Cramer class-iii) .
Sulfotep Acute toxic V.
Tetradifon Acute toxic, Environmental Hazard V.
Tetraethyl pyrophosphate Acute toxic, Environmental Hazard VI.
Mipafox Highly toxic organophosphate VII.
Fosthiazate Acute toxic, Environmental Hazard VIII.
Merphos Highly toxic IX.

IPSP Acute toxic, Environmental Hazard X.

Table 4: Least 10 screened compounds from the PPDB database.




Name of Pesticides Safety and hazard Reference
Tioxazafen Low acute toxicity XI
Clofentezine Low acute toxicity XIl
Thiabendazole Low acute toxicity X1
Fuberidazole Moderately toxic XV
Diflovidazin Low toxicity XV
Sulcofuron Non-toxic XVI
Sulcofuron-sodium Non-toxic XVII
Sulphaquinoxaline No ecotoxicity data XVIHI
Triazoxide Acute toxic XIX
Chlorfenazole Irritant XX
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