
Table 1: Physical Properties of Representative Structures of Alkyl Sulfides as Modeled by EPIWIN 

CAS # N Molecular 
Weight Log Kow 

Water 
Solubility 

(mg/L) 

Vapor 
Pressure 

(Pa) 
Log Koc 

Log Bio­
concen­
tration 
Factor 

Melting 
Point (oC) 

Boiling 
Point (oC) 

Atmospheric Oxidation 
OH- Rate 
Constant 

(cm3/molec­
sec) 

Half-life 
(hrs) 

67124-09-8 Monomer 260.5 5.43 0.475 5.89E-03 3.00 3.48 68.15 302.85 23.32 5.51 
68511-50-2 y=3 410.8 7.99 3.94E-04 3.71E-05 6.12 3.45 147.52 409.48 35.69 3.60 
68511-50-2 y=8 851.6 15.23 3.29E-18 3.63E-16 11.98 0.5 329.32 749.88 90.67 1.42 
68515-88-8 y=1 402.8 10.65 2.35E-06 3.56E-04 6.49 0.5 128.08 377.79 18.94 6.78 
68515-88-8 y=4 835.6 20.56 1.20E-17 4.40E-14 12.74 0.5 186.87 477.56 46.69 2.75 
67762-55-4 y=2.5, x=1 497.0 16.00 1.64E-11 5.69E-08 9.50 0.5 186.92 504.54 77.22 1.66 
67762-55-4 y=2.5 x=2 529.0 16.95 1.59E-10 3.90E-09 9.77 0.5 213.83 537.80 300.52 22.63 

Table 2: Environmental Distribution of Representative Structures of Alkyl Sulfides as Modeled by EQC Level I 

CAS# N Air 
(%) 

Water 
(%) 

Soil 
(%) 

Sediment 
(%) 

Suspende 
d 

Sediment 
(%) 

Biota 
(%) 

Fugacity 
(μPa) 

67124-09-8 Monomer 0.265 0.407 97.1 2.158 0.067 5.48E-03 0.025 
68511-50-2 y=3 8.81E-03 1.13E-03 97.7 2.172 0.068 5.52E-03 5.32E-04 
68511-50-2 y=8 1.31E-11 6.96E-11 97.8 2.172 0.068 5.52E-03 3.80E-13 
68515-88-8 y=1 0.03 2.47E-06 97.7 2.172 0.068 5.52E-03 1.87E-03 
68515-88-8 y=4 1.88E-10 3.04E-16 97.8 2.172 0.068 5.52E-03 5.57E-12 
67762-55-4 y=2.5, x=1 3.84E-06 1.10E-11 97.8 2.172 0.068 5.52E-03 1.91E-07 
67762-55-4 y=2.5 x=2 3.30E-07 1.24E-12 97.8 2.172 0.068 5.52E-03 1.55E-08 




