Appendix 1. Theoretical Oxygen Demand (TOD) Values of Organic Compounds (adapted from Pitter and Chudoba, 1990)

	Compound
	Formula
	TOD

(g/g)

	Hydrocarbons



	Anthracene
	C14H10
	2.97

	sec-Amylbenzene
	C11H16
	3.24

	tert-Amylbenzene
	C11H16
	3.24

	1,2-Benzanthracene
	C18H12
	2.97

	Benzene
	C6H6
	3.08

	3,4-Benzpyrene
	C20H12
	2.92

	Biphenyl
	C12H10
	3.01

	n-Butylbenzene
	C10H14
	3.22

	sec-Butylbenzene
	C10H14
	3.22

	tert-Butylbenzene
	C10H14
	3.22

	4-tert-Butyltoluene
	C11H16
	3.24

	1,5,9-Cyclododecatriene
	C12H18
	3.26

	Cycloheptane
	C7H14
	3.43

	1,3,5-Cycloheptatriene
	C7H8
	3.13

	Cyclohexane
	C6H12
	3.43

	1,5-Cyclooctadiene
	C8H12
	3.26

	Cyclopentane
	C5H10
	3.43

	Decane
	C10H22
	3.50

	sec-Decylbenzene
	C16H26
	3.30

	1,2,5,6-Dibenzanthracene
	C22H14
	2.96

	1,2,4,5-Dibenzpyrene
	C24H14
	2.91

	9,10-Dimethylanthracene
	C16H14
	3.03

	9,10-Dimethyl-1,2-benzanthracene
	C20H16
	3.00

	1,2-Dimethylbenzene (1,2-xylene)
	C8H10
	3.17

	1,3-Dimethylbenzene (1,3-xylene)
	C8H10
	3.17

	1,4-Dimethylbenzene (1,4-xylene)
	C8H10
	3.17

	2-6-Dimethyl-3-heptene
	C9H18
	3.43

	Dodecane
	C12H26
	3.48

	Ethane
	C2H5
	3.73

	Ethylbenzene
	C8H10
	3.17

	Hentriacontane
	C31H64
	3.44

	n-Heptane
	C7H16
	3.52

	n-Hexadecane
	C16H34
	3.46

	Hexamethylbenzene
	C12H18
	3.26

	Hexane
	C6H14
	3.53

	1-Hexene
	C6H12
	3.43

	Isoprene
	C5H8
	3.29

	Isopropylbenzene
	C9H12
	3.20

	Methane
	CH4
	4.00

	7-Methyl-1,2-benzanthracene
	C19H14
	2.98

	Methylbenzene (toluene)
	C7H8
	3.13

	20-Methylcholanthrene
	C21H16
	2.99

	2-Methyl-1-butene
	C5H10
	3.43

	2-Methyl-2-butene
	C5H10
	3.43

	1-Methyl naphthalene
	C11H10
	3.04

	2-Methyl-1-pentene
	C6H12
	3.43

	4-Methyl-1-pentene
	C6H12
	3.43

	4-Methyl-2-pentene
	C6H12
	3.43

	Naphthalene
	C10H8
	3.00

	Octadecane
	C18H38
	3.46

	n-Octane
	C8H18
	3.51

	Pentamethylbenzene
	C11H16
	3.24

	n-Pentane
	C5H12
	3.56

	1-Pentene
	C5H10
	3.43

	2-Pentene
	C5H10
	3.43

	Phenanthrene
	C14H10
	2.97

	n-Propylbenzene
	C9H12
	3.20

	Styrene (vinylbenzene)
	C8H8
	3.08

	Tetrahydronaphthalene
	C10H12
	31.5

	1,2,4,5-Tetramethylbenzene
	C10H14
	3.22

	1,3,5-Trimethylbenzene
	C9H12
	3.20

	2,4,4-Trimethyl-1-pentene
	C8H16
	3.43

	2,4,4-Trimethyl-2-pentene
	C8H16
	3.43

	Alcohols/Phenols



	Allyl alcohol
	C3H6O
	2.20

	1,4-Benzenedimethanol
	C8H10O2
	2.20

	Benzyl alcohol
	C7H8O
	2.52

	2,2’-Biphenol
	C12H10O2
	2.32

	n-Butanol
	C4H10O
	2.59

	sec-Butanol
	C4H10O
	2.59

	tert-Butanol
	C4H10O
	2.59

	4-tert-Butylbenzyl alcohol
	C11H16O
	2.83

	o-Cresol (2-methylphenol)
	C7H8O
	2.52

	m-Cresol (3-methylphenol)
	C7H8O
	2.52

	p-Cresol (4-methylphenol)
	C7H8O
	2.52

	Crotyl alcohol
	C4H8O
	2.44

	4-Cyanophenol
	C7H4ON
	2.10

	Cycloheptanol
	C7H14O
	2.81

	Cyclohexanol
	C6H12O
	2.72

	Cyclopentanol
	C5H10O
	2.60

	Decano1
	C10H22O
	3.04

	Diacetone alcohol
	C6H12O2
	2.21

	3,3-Dimethyl-1-butanol
	C6H14O
	2.82

	1,1-Dimethyl-1-hexanol
	C8H18O
	2.95

	1,1-Dimethyl-1-pentanol
	C7H16O
	2.90

	2,2-Dimethyl-1-pentanol
	C7H16O
	2.90

	2,3-Dimethyl-1-pentanol
	C7H16O
	2.90

	Dodecanol
	C12H26O
	3.10

	Ethanol
	C2H6O
	2.09

	Ethylene glycol
	C2H6O2
	1.29

	2-Ethyl-1-hexanol
	C8H18O
	2.95

	Glycerol
	C3H8O3
	1.22

	Guiacol
	C7H8O2
	2.06

	Heptanol
	C7H16O
	2.90

	Hexadecanol
	C16H34O
	3.17

	1-Hexanol
	C6H14O
	2.82

	2-Hexanol
	C6H14O
	2.82

	3-Hexanol
	C6H14O
	2.82

	Hydroquinone
	C6H6O2
	1.89

	Isopropanol
	C3H8O
	2.40

	Isobutanol
	C4H10O
	2.59

	Isopentanol
	C5H12O
	2.73

	Methanol
	CH4O
	1.50

	4-Methoxyphenol
	C7H8O2
	2.06

	2-Methyl-2-butanol
	C5H12O
	2.73

	2-Methyl-2,4-pentanediol
	C6H14O2
	2.31

	Methyl phenyl carbinol
	C8H10O
	2.62

	2-Methyl-1-pentanol
	C6H14O
	2.82

	2-Methyl-2-pentanol
	C6H14O
	2.82

	3-Methyl-1-pentanol
	C6H14O
	2.82

	4-Methyl-1-pentanol
	C6H14O
	2.82

	4-Methyl-2-pentanol
	C6H14O
	2.82

	1-naphthol
	C10H8O
	2.58

	2-naphthol
	C10H8O
	2.58

	Nonanol
	C9H20O
	3.00

	n-Octanol
	C8H18O
	2.95

	2-Octanol
	C8H18O
	2.95

	4-Octanol
	C8H18O
	2.95

	Pentaerythritol
	C5H12O4
	1.41

	1,3-Pentanediol
	C5H12O2
	2.15

	1,5-Pentanediol
	C5H12O2
	2.15

	Pentanol
	C5H12O
	2.73

	tert-Pentanol
	C5H12O
	2.73

	Phenol
	C6H6O
	2.38

	1-Phenylethanol
	C8H10O
	2.62

	2-Phenylethanol
	C8H10O
	2.62

	3-Phenylpropanol
	C9H12O
	2.70

	Phloroglucinol
	C6H6O3
	1.52

	1,2-Propanediol
	C3H8O2
	1.68

	1,3-Propanediol
	C3H8O2
	1.68

	Propanol
	C3H8O
	2.40

	Propinol
	C3H4O
	2.00

	Pyrocatechol
	C6H6O2
	1.89

	Pyrogallol
	C6H6O3
	1.52

	Resorcinol
	C6H6O2
	1.89

	Tetrahydrofurfuryl alcohol
	C5H10O2
	2.04

	3,5,5-Trimethyl-1-hexanol
	C9H20O
	3.00

	Undecanol
	C11H24O
	3.07

	1,3,4-Xylenol
	C8H10O
	2.62

	1,3,5-Xylenol
	C8H10O
	2.62

	Aldehydes, Ketones, Quinones



	Acetaldehyde
	C2H4O
	1.82

	Acetaldol
	C4H8O2
	1.82

	Acetoin
	C4H8O2
	1.82

	Acetone
	C3H6O
	2.21

	Acrylaldehyde (acrolein)
	C3H4O
	2.00

	Benzaldehyde
	C7H6O
	2.42

	Butyraldehyde
	C4H8O
	2.44

	Caprylaldehyde
	C8H16O
	2.88

	Crotonaldehyde
	C4H6O
	2.29

	Cyclohexanone
	C6H10O
	2.61

	Dibutyl ketone
	C9H18O
	2.93

	Diethyl ketone
	C5H10O
	2.60

	2,4-Dihydroxybenzaldehyde
	C7H6O3
	1.74

	2,6-Dimethyl-2,5-heptadien-4-one
	C9H14O
	2.78

	Diisobutyl ketone
	C9H8O
	2.93

	Dipropyl ketone
	C7H14O
	2.81

	Dodecylaldehyde
	C12H24O
	3.01

	3-Ethoxy-4-hydroxy-benzaldehyde
	C9H10
	1.93

	Ethyl amyl ketone
	C8H16O
	2.88

	Ethyl butyl ketone
	C7H14O
	2.81

	Formaldehyde
	CH2O
	1.07

	Furfural
	C5H4O2
	1.67

	Glyceraldehyde
	C3H6O3
	1.07

	2,4-Hexadienal
	C6H8O
	2.50

	4-Hydroxyacetophenone
	C8H8O2
	2.12

	4-Hydroxy-4-methyl-2-pentanone
	C6H12O2
	2.21

	Isobutyraldehyde
	C4H8O
	2.44

	Mesityl oxide
	C6H10O
	2.61

	4-Methoxy-4-methyl-2-pentanone
	C7H14O2
	2.34

	Methyl amyl ketone
	C7H14O
	2.81

	Methyl butyl ketone
	C6H12O
	2.72

	3-Methyl butyraldehyde
	C5H10O
	2.60

	Methyl ethyl ketone
	C4H8O
	2.44

	Methyl phenyl ketone (acetophenone)
	C8H8O
	2.53

	Methyl heptyl ketone
	C9H18O
	2.93

	Methyl hexyl ketone
	C8H16O
	2.88

	Methyl isobutyl ketone
	C6H12O
	2.72

	Methyl isopropenyl ketone
	C5H8O
	2.48

	Methyl isopropyl ketone
	C5H10O
	2.60

	Methyl nonanyl ketone
	C11H22O
	3.01

	Methyl octyl ketone
	C10H20O
	2.97

	2-Methyl propionaldehyde
	C4H8O
	2.44

	Methyl propyl ketone
	C5H10O
	2.60

	Methyl undecyl ketone
	C13H26O
	3.07

	1,4-Naphthoquinone
	C10H6O2
	2.13

	Oenanthaldehyde
	C7H14O
	2.81

	Pelargonaldehyde
	C9H18O
	2.93

	Propionaldehyde
	C3H6O
	2.21

	Valeraldehyde
	C5H10O
	2.60

	Undecylaldehyde
	C11H22O
	3.01

	Organic Acids



	Acetic acid
	C2H4O2
	1.07

	Acrylic acid
	C3H4O2
	1.33

	Adipic acid
	C6H10O4
	1.42

	Benzoic acid
	C7H6O2
	1.97

	4-tert-Butylbenzoic acid
	C11H14O2
	2.43

	Butyric acid
	C4H8O2
	1.82

	Capric acid
	C10H20O2
	2.60

	Caproic acid
	C6H12O2
	2.21

	Caprylic acid
	C8H16O2
	2.44

	Citric acid
	C6H8O7
	0.75

	2,2-Dimethylbutyric acid
	C6H12O2
	2.21

	3,3-Dimethylbutyric acid
	C6H12O2
	2.21

	2,3-Dimethylbutyric acid
	C6H12O2
	2.21

	2,2-Dimethylcaprylic acid
	C10H20O2
	2.60

	2,2-Dimethylglutaric acid
	C7H12O4
	1.60

	3,3-Dimethylglutaric acid
	C7H12O4
	1.60

	2,2-Dimethylsuccinic acid
	C6H12O4
	1.51

	Cycloheptanecarboxylic acid
	C8H14O2
	2.37

	Cyclohexanecarboxylic acid
	C7H12O2
	2.25

	Cyclopentanecarboxylic acid
	C6H10O2
	2.11

	2,2-Dimethylvaleric acid
	C7H14O2
	2.34

	4,4-Dimethylvaleric acid
	C7H14O2
	2.34

	3-n-Dodecenylsuccinic anhydride
	C16H26O3
	2.53

	Formic acid
	CH2O2
	0.35

	Fumaric acid
	C4H4O4
	0.83

	Gallic acid
	C7H6O5
	1.13

	Gluconic acid
	C6H12O7
	0.90

	Glutaric acid
	C5H8O4
	1.21

	Glycollic acid
	C2H4O3
	0.63

	4-Hydroxybenzoic acid
	C7H6O3
	1.62

	Isobutyric acid
	C4H8O2
	1.82

	Lactic acid
	C3H6O3
	1.07

	Meleic acid
	C4H4O4
	0.83

	Malic acid
	C4H6O5
	0.72

	Malonic acid
	C3H4O4
	0.62

	Methacrylic acid
	C4H6O2
	1.67

	2-Methylbutyric acid
	C5H10O2
	2.04

	3-Methylbutyric acid
	C5H10O2
	2.04

	2-Methylvaleric acid
	C6H12O2
	2.21

	3-Methylvaleric acid
	C6H12O2
	2.21

	4-Methylvaleric acid
	C6H12O2
	2.21

	Mucic acid
	C6H10O8
	0.69

	(-n-Nonenylsuccinic anhydride
	C13H20O3
	2.36

	Oenanthic acid
	C7H14O2
	2.34

	Oleic acid
	C18H34O2
	2.89

	Oxalic acid
	C2H2O4
	0.18

	Palmitic acid
	C16H32O2
	2.87

	Pelargonic acid
	C9H18O2
	2.52

	Pimelic acid
	C7H12O4
	1.60

	2-Phenylbutyric acid
	C10H12O2
	2.34

	4-Phenylbutyric acid
	C10H12O2
	2.34

	Phthalic acid
	C8H6O4
	1.45

	Phthalic anhydride
	C8H4O3
	1.62

	Propionic acid
	C3H6O2
	1.51

	Salicylic acid
	C7H6O3
	1.62

	Stearic acid
	C18H36O2
	2.92

	Succinic acid
	C4H6O4
	0.95

	Tartaric acid
	C4H6O6
	0.53

	Terephthalic acid
	C8H6O4
	1.45

	Trimethylacetic acid
	C5H10O2
	2.04

	Valeric acid
	C5H10O2
	2.04

	Amino Acids



	Acetylglycine
	C4H7O3N
	0.96

	(-Alanine
	C3H7O2N
	1.08

	(-Alanine
	C3H7O2N
	1.08

	2-Aminobutyric acid
	C4H9O2N
	1.40

	3-Aminobutyric acid
	C4H9O2N
	1.40

	4-Aminobutyric acid
	C4H9O2N
	1.40

	Anthranilic acid
	C7H7O2N
	1.64

	Arginine
	C6H14O2N4
	1.01

	Asparagine
	C4H8O3N2
	0.73

	Aspartic acid
	C4H7O4N
	0.72

	Cysteine
	C3H7O2NS
	1.19

	Cystine
	C6H12O4N2S2
	1.13

	Glutamic acid
	C5H9O4N
	0.98

	Glutamine
	C5H10O3N2
	1.27

	Glycine
	C2H5O2N
	0.64

	Histidine
	C6H9O2N
	1.64

	Homoserine
	C4H9O3N
	1.08

	Hydroxyproline
	C5H9O3N
	1.22

	Isoleucine
	C6H13O2N
	1.83

	Leucine
	C6H13O2N
	1.83

	Lysine
	C6H14O2N2
	1.53

	Methionine
	C5H11O2NS
	1.61

	Norleucine
	C6H13O2N
	1.83

	Phenylalanine
	C9H11O2N
	1.94

	Proline
	C5H9O2N
	1.53

	Serine
	C3H7O3N
	0.76

	Sulfanilic acid
	C6H7O3NS
	1.29

	Threonine
	C4H9O3N
	1.08

	Tryptophan
	C11H12O2N
	2.06

	Tyrosine
	C9H11O3N
	1.68

	Valine
	C5H11O2N
	1.64

	Esters



	Amyl acetate
	C7H14O2
	2.34

	Butyl acetate
	C6H12O2
	2.21

	Dibutyl fumarate
	C12H20O4
	2.11

	Dibutyl malonate
	C11H20O4
	2.07

	Dibutyl phthalate
	C16H22O4
	2.24

	Diethylaminoethyl methacrylate
	C10H19O2N
	2.25

	Di-(2-ethylhexyl)phenyl phosphate
	C22H39O4P
	2.49

	Dimethyl aminoethyl methacrylate
	C8H15O2N
	2.03

	Ethyl acetate
	C4H8O2
	1.82

	Ethyl formate
	C3H6O2
	1.51

	2-Hydroxyethyl acrylate
	C5H8O3
	1.66

	Isopropyl acetate
	C5H10O2
	2.04

	Isobutyl acetate
	C6H12O2
	2.21

	Methyl acrylate
	C4H6O2
	1.67

	Methyl methacrylate
	C5H8O2
	1.92

	Phenyl acetate
	C8H8O2
	2.12

	Sorbitol hexaacetate
	C18H26O12
	1.36

	Tributyl phosphate
	C12H17O4P
	2.17

	Tricresyl phosphate
	C21H21O4P
	2.22

	Vinyl acetate
	C4H6O2
	1.67

	Ethers



	Allyl glycidyl ether
	C6H10O2
	2.11

	2-(2-Butoxyethoxy)ethanol
	C8H18O3
	2.17

	n-Butyl ether
	C8H18O
	2.95

	Decaethylene glycol nonyl phenyl ether
	C35H63O11
	2.20

	Diethylene glycol
	C4H10O3
	1.25

	Diethylene glycol diethyl ether
	C8H18O2
	2.17

	Diethylene glycol monomethyl ether acetate
	C7H14O4
	1.68

	Diethylene glycol mono-n-butyl ether
	C8H18O3
	2.17

	Diethylene glycol monoethyl ether
	C6H14O3
	1.91

	Diethylene glycol monomethyl ether
	C5H12O3
	1.73

	Diethyl ether
	C4H10O2
	2.59

	Diisopropyl ether
	C6H14O
	2.82

	2,2-Dimethoxypropane
	C5H12O2
	2.15

	Dioxane
	C4H8O2
	1.89

	Dipropylene glycol
	C6H14O3
	1.91

	2-(2-Ethoxyethoxy)ethanol
	C6H14O3
	1.91

	Ethylene glycol diethyl ether
	C6H14O2
	2.31

	Ethylene glycol monoethyl ether
	C4H10O2
	1.96

	Ethylene glycol mono-n-butyl ether
	C6H14O2
	2.31

	Ethylene glycol monoethyl ether acetate
	C6H12O3
	1.82

	Ethylene glycol monomethyl ether
	C3H8O2
	1.68

	Ethylene glycol monomethyl ether acetate
	C5H10O3
	1.63

	Ethylene glycol monoisopropyl ether
	C5H12O2
	2.15

	Ethylene oxide
	C2H4O
	1.82

	2-Ethylhexyl glycidyl ether
	C11H22O2
	2.67

	Glycerine allyl ether
	C6H12O3
	1.82

	Hexaethylene glycol monohexyl ether
	C18H38O7
	2.10

	Isoamyl ether
	C10H22O
	3.00

	2-(2-Methoxyethoxy)ethanol
	C5H12O3
	1.73

	Pentaethylene glycol hexyl ether
	C25H43O6
	2.39

	Phenyl glycidyl ether
	C9H10O2
	2.24

	Polyethylene glycol
	C2H4On
	1.82

	Propylene oxide
	C3H6O
	2.21

	Tetraethylene glycol
	C8H18O5
	1.65

	Triethylene glycol
	C6H14O4
	1.60

	Triethylene glycol monoethyl ether
	C8H18O4
	1.89

	Amines, Amides, Nitriles



	Acetanilide
	C8H9ON
	2.13

	Acetonitrile
	C2H3N
	1.56

	N-Acetyl ethanolamine
	C4H9O2N
	1.40

	N-Acetyl morpholine
	C6H11O2N
	1.12

	Acrylamide
	C3H5ON
	1.35

	Acrylonitrile
	C3H3N
	1.81

	Adiponitrile
	C6H8N2
	1.93

	2-Amino-1-butanol
	C4H11ON
	1.98

	Aniline
	C6H7N
	2.41

	Benzamide
	C7H7ON
	1.75

	Benzidine
	C12H12N2
	2.35

	Benzonitrile
	C7H5N
	2.33

	Benzyldimethylmyristylammonium chloride
	C23H42NCl
	2.83

	Butylamine
	C4H11N
	2.63

	(-Caprolactam
	C6H11ON
	2.12

	Cetyltrimethylammonium chloride
	C19H42NCl
	2.85

	Cyclohexylamine
	C6H13N
	2.75

	Cyclopentylamine
	C5H11N
	2.64

	Crotononitrile
	C4H5N
	2.15

	Diallylamine
	C6H11N
	2.64

	Diethanolamine
	C4H11O2N
	1.52

	Diethylamine
	C4H11N
	2.63

	N,N’-Diethylaniline
	C10H15N
	2.79

	N,N’-Diethylethanolamine
	C6H15ON
	2.53

	Diisopropanolamine
	C6H15O2N
	1.92

	Dimethylamine
	C2H7N
	2.13

	4,4-bis-Dimethylaminobenzophenone
	C17H20ON2
	2.39

	N,N’-Dimethylaniline
	C8H11N
	2.64

	N,N’-Dimethylcyclohexylamine
	C8H17N
	2.90

	Dimethylformamide
	C3H7ON
	1.53

	Dipropylenetriamine
	C6H17N3
	1.95

	Ethylamine
	C2H7N
	2.13

	2-(Ethylamino)ethanol
	C4H11ON
	1.98

	Ethylenediamine
	C2H8N2
	1.33

	Ethylenediaminetetraacetic acid
	C10H16O4N2
	0.93

	2-Fluorenamine
	C13H11N
	2.65

	N-2-Fluorenylacetamide
	C15H13ON
	2.44

	Formamide
	CH3ON
	0.36

	Glycidyltrimethylammonium chloride
	C6H14ONCl
	1.70

	Hexamethylenetetramine
	C6H12N
	1.37

	Isocrotononitrile
	C4H5N
	2.15

	Isopropylamine
	C3H9N
	2.44

	Lactonitrile
	C3H5ON
	1.10

	Methacrylamide
	C4H7ON
	1.69

	Methylamine
	CH5N
	1.54

	N-Methylaniline
	C7H9N
	2.54

	Monoallylamine
	C3H7N
	2.25

	Monoethanolamine
	C2H7ON
	1.31

	Monoisopropanolamine
	C3H9ON
	1.71

	Morpholinea
	C4H9ON
	1.84

	1-Naphthylamine
	C10H9N
	2.57

	Nitrilotriacetic acid
	C6H9O6N
	0.75

	Oxydipropionitrile
	C6H8ON2
	1.37

	4-Phenylazoaniline
	C12H11N3
	2.03

	Propionitrile
	C3H5N
	2.04

	Propylamine
	C3H9N
	2.44

	Propylenediamine
	C3H10N2
	1.73

	2-Toluidine
	C7H9N
	2.54

	3-Toluidine
	C7H9N
	2.54

	Triethanolamine
	C6H15O3N
	1.61

	Triethylamine
	C6H15N
	2.85

	Trimethylamine
	C3H9N
	2.44

	Halogen and Nitro Derivatives



	Allyl bromide
	C3H5Br
	1.06

	Allyl chloride
	C3H5Cl
	1.67

	2-Bromobutyric acid
	C4H7O2Br
	0.86

	3-Bromobutyric acid
	C4H7O2Br
	0.86

	2-Bromocaproic acid
	C6H11O2Br
	1.23

	6-Bromocaproic acid
	C6H11O2Br
	1.23

	2-Bromocaprylic acid
	C8H15O2Br
	1.51

	8-Bromocaprylic acid
	C8H15O2Br
	1.51

	2-Bromoenanthoic acid
	C7H13O2Br
	1.38

	7-Bromoenanthoic acid
	C7H13O2Br
	1.38

	2-Bromonitrobenzene
	C6H4O2NBr
	1.11

	4-Bromophenol
	C6H5OBr
	1.29

	3-Bromopropionic acid
	C3H5O2Br
	0.63

	2-Bromovaleric acid
	C5H9O2Br
	1.06

	5-Bromovaleric acid
	C5H9O2Br
	1.06

	Chlorobenzene
	C6H5Cl
	2.00

	4-Chlorobenzoic acid
	C7H5O2Cl
	1.44

	1-Chloro-3-bromopropane
	C3H6ClBr
	0.81

	1-Chlorobutane
	C4H9Cl
	2.09

	2-Chlorobutyric acid
	C4H7O2Cl
	1.18

	3-Chlorobutyric acid
	C4H7O2Cl
	1.18

	4-Chlorobutyric acid
	C4H7O2Cl
	1.18

	1-Chlorodecane
	C10H21Cl
	2.73

	1-Chlorododecane
	C12H25Cl
	2.82

	1-Chloropentane
	C7H15Cl
	2.51

	1-Chlorohexane
	C6H13Cl
	2.40

	1-Chloro-3-hydroxypropane
	C3H7OCl
	1.45

	Chloroform
	CHCl3
	0.136

	1-Chloropentane
	C5H11Cl
	2.26

	4-Chlorophenol
	C6H5OCl
	1.62

	4-Chlorophenoxyacetic acid
	C8H7O3Cl
	1.37

	1-Chloroproane
	C3H7Cl
	1.85

	3-Chloro-1,2-propanediol
	C3H7O2Cl
	1.01

	3-Chloro-1-propanol
	C3H7OCl
	1.35

	2-Chloropropionic acid
	C3H5O2Cl
	0.88

	3-Chloropropionic acid
	C3H5O2Cl
	0.88

	2-Chlorovaleric acid
	C5H9O2Cl
	1.41

	5-Chlorovaleric acid
	C5H9O2Cl
	1.41

	2,6-Dibromocaproic acid
	C6H10O2Br2
	0.82

	2,3-Dibromopropionic acid
	C3H4O2Br
	0.34

	Dichloroacetic acid
	C2H2O2Cl2
	0.25

	1,3-Dichlorobenzene
	C6H4Cl2
	1.41

	1,4-Dichlorobenzene
	C6H4Cl2
	1.41

	1,1’-Dichlorodiethyl ether
	C4H8OCl2
	1.12

	1,2-Dichloroethylene
	C2H2Cl2
	0.66

	2,4-Dichlorophenoxyacetic acid
	C8H6O3Cl2
	1.16

	1,3-Dichloropropane
	C3H6Cl2
	1.13

	1,3-Dichloro-1-propanol
	C3H6OCl2
	0.87

	1,3-Dichloro-2-propanol
	C3H6OCl2
	0.87

	2,2-Dichloropropionic acid
	C3H4O2Cl2
	0.56

	2,3-Dichloropropionic acid
	C3H4O2Cl2
	0.56

	1,3-Dinitrobenzene
	C6H4O4N2
	1.24

	1,4-Dinitrobenzene
	C6H4O4N2
	1.24

	Epichlorohydrin
	C3H5OCl
	1.21

	Ethylene chlorohydrin
	C2H5OCl
	1.00

	Hexachlorobenzene
	C6Cl6
	0.51

	Methallyl chloride
	C4H7Cl
	1.94

	Methyl (2,4-dichlorophenoxy)acetate
	C9H8O3Cl2
	1.23

	2-Methyl-4-chlorophenoxyacetic acid
	C9H9O3Cl
	1.52

	Methylene chloride
	CH2Cl2
	0.38

	Monochloroacetic acid
	C2H3O2Cl
	0.51

	Nitrobenzene
	C6H5O2N
	2.08

	2-Nitrofluorene
	C13H9O2N
	2.27

	4-Nitrophenol
	C6H5O3N
	1.50

	1,2,4,5-Tetrachlorobenzene
	C6H2Cl4
	0.97

	Trichloroacetic acid
	C2HO2Cl3
	0.10

	1,2,4-Trichlorobenzene
	C6H3Cl3
	1.07

	Trichloroethylene
	C2HCl3
	0.365

	2,4,5-Trichlorophenoxyacetic acid
	C8H5O3Cl3
	0.88

	Vinyliden chloride
	C2H2Cl2
	0.66

	Heterocyclic Compounds



	2-Aminobenzthiazole
	C7H6N2S
	1.81

	2-Amino-6-sulfonamidobenzthiazole
	C7H7O2N3S2
	1.33

	Benzthiozole-2-sulfonic acid
	C7H5O3NS2
	1.34

	2-Benzthiazolyl hydrazine
	C7H7N3S
	1.55

	1-(2-Benzthiazolyl)methyl pyrazolone
	C11H9O2N3S2
	1.73

	2-Benzthiazolyl methyl sulfide
	C8H7NS2
	2.01

	N-n-Butylimidoazole
	C7H12N2
	2.19

	Quinoline
	C9H7N
	2.48

	Cyanuric acid
	C3H3O3N3
	0

	3-Furanmethanol
	C5H6O2
	1.80

	Indole
	C5H4O3N4
	2.60

	Melamine
	C3H6N6
	0

	2-Mercaptobenzthiazole
	C7H5NS2
	2.01

	2-(4-Nitrophenyl)-6-carboxybenzthiazol
	C13H8O4N2S
	1.45

	Oxyquinoline
	C9H7ON
	2.09

	Pyridine
	C5H5N
	2.23

	3-(3-Pryidyl)-1-propanol
	C8H11ON
	2.22

	Skatole
	C9H9N
	2.69

	Uric acid
	C5H4O3N4
	0.67

	Saccharides



	Fructose
	C6H12O6
	1.07

	Glucose
	C6H12O6
	1.07

	Lactose
	C12H22O11
	1.12

	Mannitol
	C6H14O6
	1.14

	Saccharose
	C12H22O11
	1.12

	Sorbitol
	C6H14O6
	1.14

	Sorbose
	C6H12O6
	1.07

	Alkyl Benzene Sulfonates and Alkyl Sulfates



	sec-Amyl BSNab
	C11H15SO3Na
	1.86

	tert-Amyl BSNa
	C11H15SO3Na
	1.86

	Natrium benzene sulfonate
	C6H5SO3Na
	1.24

	n-Butyl BSNa
	C10H13SO3Na
	1.76

	sec-Butyl BSNa
	C10H13SO3Na
	1.76

	tert-Butyl BSNa
	C10H13SO3Na
	1.76

	n-Decyl BSNa
	C16H25SO3Na
	2.20

	sec-Decyl BSNa
	C16H25SO3Na
	2.20

	tert-Dipropene BSNa
	C12H17SO3Na
	1.94

	n-Dodecyl BSNa
	C18H29SO3Na
	2.30

	sec-Dodecyl BSNa
	C18H29SO3Na
	2.30

	n-Dodecyl sodium sulfate
	C12H25SO4Na
	2.00

	Ethyl BSNa
	C8H9SO3Na
	1.54

	Methyl BSNa
	C7H2SO3Na
	1.40

	n-Octyl BSNa
	C14H21SO3Na
	2.08

	sec-Octyl BSNa
	C14H21SO3Na
	2.08

	n-Propyl BSNa
	C9H11SO3Na
	1.66

	sec-Propyl BSNa
	C9H11SO3Na
	1.66

	Dyes



	Aniline yellow
	C6H11N3
	1.66

	Bromthymol blue
	C27H28O5SBr2
	1.69

	Congo red
	C32H24O6N6S2
	1.60

	Malachite green
	C22H24ON2
	2.54

	Methyl orange
	C14H15O3N3S
	1.57

	Methyl violet
	C24H27N3
	2.55

	Phenol red
	C19H14O5S
	1.94

	Tropeolin OO
	C18H15O3N3
	1.79

	Miscellaneous Substances



	Acetylcellulose
	--
	1.34

	Casein
	--
	1.41

	Cellulose
	(C6H11O5)m
	1.18

	Dextrin
	--
	--

	Gelatine
	--
	1.40

	Glutathione
	C10H17O6N3S
	1.09

	Gasoline
	--
	3.50

	Kerosene
	--
	3.46

	Lignin
	--
	--

	Methylcellulose
	--
	1.65

	Peptone
	--
	1.00

	Petroleum
	--
	3.0-3.7

	Starch
	(C6H11O5)n
	1.18







