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Appendix B1 

Physico-Chemical Properties and Chemical Classes of Pesticide Formulations Tested in 

the LLNA (Sorted Alphabetically) 
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Substance Name 
Active 

Ingredient(s) 
CASRN 

Molecular 
Weight 
(g/mol) 

Log Kow1 
Physical 

Form 
Chemical Class2 Structure3 

Formulation 38 
 44.4 wt.%   

propanil 
709-98-8 218.08 NA Liquid Formulation 

 

 Formulation 39 

4.2 wt% 
Pyroxsulam 

8.7 wt% 
Cloquintocet mexyl 

422556-08-9 
99607-70-2 

434.35 
335.83 

NA Liquid Formulation 

 

Formulation 4 
100 g/L clopyralid 

mono-ethanolamine 
salt) 

1702-17-6 192.00 NA Liquid Formulation 
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Substance Name 
Active 

Ingredient(s) 
CASRN 

Molecular 
Weight 
(g/mol) 

Log Kow1 
Physical 

Form 
Chemical Class2 Structure3 

 

 

 

Formulation 40 

1.2 wt%  
Pyroxsulam 
0.21 wt% 

Florasulam  
11.8 wt%  

Fluroxypyr-meptyl  
3.6 wt% 

Cloquintocet-mexyl 

422556-08-9 
145701-23-1 
81406-37-3 
99607-70-2 

434.35 
359.29 
367.25 
335.83 

NA Liquid Formulation 
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Substance Name 
Active 

Ingredient(s) 
CASRN 

Molecular 
Weight 
(g/mol) 

Log Kow1 
Physical 

Form 
Chemical Class2 Structure3 

 Formulation 41 

1.10 wt% 
Aminopyralid 
potassium salt  

0.47 wt% 
Florasulam 

150114-71-9 
145701-23-1 

207.02 
359.29 

NA Liquid Formulation 

 

 Formulation 42 

31 wt % 2,4-D-
triisoproanolamine  

 
1.52 wt % 

Aminopyralid 
triisopropanolammo

nium 

18584-79-7 
150114-71-9 

412.31 
207.2 

NA NA Formulation 
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Substance Name 
Active 

Ingredient(s) 
CASRN 

Molecular 
Weight 
(g/mol) 

Log Kow1 
Physical 

Form 
Chemical Class2 Structure3 

Formulation 43 
17.9 wt % 
Nitrapyrin  

1929-82-4 230.91 NA NA Formulation 

 

 Formulation 44 

0.12 wt % 
Penoxsulam 

 
40.38 wt % 

Oryzalin 

219714-96-2 
19044-88-3 

483.37 
346.36 

NA NA Formulation 

 

Formulation 45 

7.53 wt % 
Thifluzamide 

 
9.42  wt % 

Fenbuconazole 

130000-40-7 
114369-43-6 

528.06 
336.82 NA NA Formulation 
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Substance Name 
Active 

Ingredient(s) 
CASRN 

Molecular 
Weight 
(g/mol) 

Log Kow1 
Physical 

Form 
Chemical Class2 Structure3 

       

 

Formulation 46 
5.87 wt % 
Spinetoram 

187166-15-0 760.02 NA NA Formulation 

 

Formulation 47 
14.56 wt % 

propiconazole 
 60207-90-1 342.22 NA NA Formulation 

 

Formulation 49 
23.7 WT% 

Triclopyr BEE 64700-56-7 356.63 NA Liquid Formulation 
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Substance Name 
Active 

Ingredient(s) 
CASRN 

Molecular 
Weight 
(g/mol) 

Log Kow1 
Physical 

Form 
Chemical Class2 Structure3 

Formulation 5 

3,5,6-trichloro-2-
pyridyloxyacetic 
acid, butoxy ethyl 

ester 
Triclopyr-butotyl 

triclopyr BEE 

64700-56-7 356.63 NA Liquid Formulation 

 

Formulation 50 

Glyphosate 
dimethylamine salt 

glyphosate 
dimethylammonium 

salt 

34494-04-7 
NA 

NA NA Liquid Formulation NA 

 Formulation 51 

29.6 wt% 
Pendimethalin 

0.51 wt% 
Pyroxsulam 

 40487-42-1 
422556-08-9 

281.31 
434.35 

NA Liquid Formulation 
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Substance Name 
Active 

Ingredient(s) 
CASRN 

Molecular 
Weight 
(g/mol) 

Log Kow1 
Physical 

Form 
Chemical Class2 Structure3 

Formulation 53 
41.1 wt.%  

chlorpyrifos 
2921-88-2 350.60 NA Liquid Formulation 

 

Formulation 54 

49.9 wt.%  
glyphosate 

dimethylammonium 
salt 

NA NA NA Liquid Formulation NA 

Formulation 55 
4.6 wt% 

Myclobutanil 
88671-89-0 288.78 NA Liquid Formulation 

 

Formulation 56 
20.5 wt %  
nitrapyrin 

1929-82-4 230.91 NA Liquid Formulation 

 

Formulation 6 

Aminopyralid 
Potassium + 

Triclopyr-Butotyl 
Form 

Aminopyralid 
herbicide 

150114-71-9 
64700-56-7 

207.02 NA Liquid Formulation 
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Substance Name 
Active 

Ingredient(s) 
CASRN 

Molecular 
Weight 
(g/mol) 

Log Kow1 
Physical 

Form 
Chemical Class2 Structure3 

       

 

 Formulation 7 
45 g/L myclobutanil 

+ 45 g/L 
quinoxyfen) 

88671-89-0 
124495-18-7 

288.78 
308.14 

NA Liquid Formulation 

 

Formulation 8 

81.8% w/w 2,4-
Dichlorophenoxyac

etic acid 2-
ethylhexyl ester  

2,4-D EHE 

1928-43-4 333.25 NA Liquid Formulation 

 

Formulation 9 NA NA NA NA Liquid Formulation NA 

F & Fo WG 50 + 25 NA NA NA NA NA Formulation NA 
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Substance Name 
Active 

Ingredient(s) 
CASRN 

Molecular 
Weight 
(g/mol) 

Log Kow1 
Physical 

Form 
Chemical Class2 Structure3 

Fx + Me EW 69 NA NA NA NA NA Formulation NA 

Oxyfluorfen 
Oxirane, mono; 

((C12-14-alkyloxy) 
methyl)derivatives 

42874-03-3  
 

361.70 5.21 Solid Ethers 

 

Quinoxyfen 
5,7-dichloro-4-(4-

fluorophenoxy)quin
oline 

124495-18-7 308.14 5.69 Liquid 
Heterocyclic 
Compounds 

 

 Quinoxyfen/cyproconazo
le 

5,7-dichloro-4-(4-
fluorophenoxy)quin
oline/ 
 
H-1,2,4-Triazole-1-
ethanol, alpha-(4-
chlorophenyl)-
alpha-(1-
cyclopropylethyl)- 

124495-18-7 
113096-99-4 

308.14 
291.78 

5.69 
3.25 

Liquid 
Heterocyclic 
Compounds 
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Substance Name 
Active 

Ingredient(s) 
CASRN 

Molecular 
Weight 
(g/mol) 

Log Kow1 
Physical 

Form 
Chemical Class2 Structure3 

Trifluralin  
2,6-Dinitro-4-

trifluormethyl-N,N-
dipropylanilin 

1582-09-8 335.28 5.31 NA 
Hydrocarbons, 
Cyclic; Amine 

 
Abbreviations: CASRN=Chemical Abstract Services Registry Number; g/mol=Grams per mole; Kow=Octanol-water partition coefficient; NA=Not available. 
1Kow represents the octanol-water partition coefficient (expressed on log scale) obtained from the website: http://www.syrres.com/esc/est_kowdemo.htm. 
2Chemical classifications based on the Medical Subject Headings classification for chemicals and drugs, as developed by the National Library of  Medicine at: 
http://www.nlm.nih.gov/mesh/meshhome.html. 
3Chemical structures of active ingredients, based on CASRN, were obtained from ChemID available at: http://chem.sis.nlm.gov/chemidplus/chemidheavy.jsp. 
 


