
 

AgroChemical Libraries 
 
The term “agrichemical” (or “agrochemical”) usually refers to a broad range of pesticides, including              
insecticides, herbicides, fungicides and nematicides. It may also include synthetic fertilizers, hormones            
and other chemical growth agents. 

 
Several libraries of agrochemical-like compounds were created by assessing physicochemical          
properties and structural features of the Life Chemicals HTS Compound Collection. At the first stage               
the following restrictions were applied: 

● 250 < MW < 500 
● 0.3 < ClogP < 4.5 
● HBD ≤ 2 
● HBA < 10 
● RotB < 11 

 
Then, compounds were picked out by similarity search (Tanimoto method with 80 % cut-off) against               
the reference set of known agrochemical compounds ​(​www.pesticideinfo.org​)​. In addition, a           
substructure search was also applied. Substructural cores of each class of agrochemical compounds             
(fungicides, insecticides, herbicides, microbiocides) were selected from the literature [1–18] and           
on-line databases. Selection of compounds that belong to the corresponding chemical classes was             
performed with SYBYL-X and MDL ISIS software packages.  

 
Presented below is a list of agrochemical-like compound sets designed by Life Chemicals and as well 
as corresponding chemical classes they comprise: 

 
Insecticides ​(​1,800​ in-stock compounds) 

● Alkyl phthalates 
● Chloronicotinyl compounds 
● Diacylhydrazines 
● N-Methyl carbamates 
● Organochlorine compounds (oligochlorinated) 
● Organophosphorus compounds 
● Pheromones 
● Chlorinated pyrazoles 

 
Microbiocides ​(​1,900​ in-stock compounds) 

● Chlorinated phenols 
● Hydantoins 
● Isothiazolones 
● Phenols 
● Quaternary ammonium compounds 
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Herbicides ​(​7,700​ in-stock compounds) 
● 2,6-Dinitroanilines 
● Imidazolinones 
● Dinitrophenols 
● Sulfonylurea 
● Benzoic acids, chlorine substituted 
● Benzoyl urea, chlorine substituted 
● Bipyridilium compounds 
● Chlorophenoxy acids/esters 
● Chloropyridinyls 
● Cyclohexenones 
● Thiocarbamates 
● Triazines 
● Uracils 
● N-​phenyl, ​N'-​alkyl substituted ureas 
● N-​alkyl, ​N'-​thiadiazole substituted ureas 
● Bis-carbamates 

 
Fungicides ​(​1,000 ​in-stock compounds) 

● Azoles 
● Benzimidazoles 
● Dicarboxamides 
● Chlorinated benzenes 
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