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4 5% % %~ Ethyl fluoroacetate
MCV (um3) : 43.7

A= 4 fm P2 % & (cells/mL) : 15000

Initial pH : 7.48

EDTA(%):0

T(°C) :24 Test duration :48-h
Conc  Initial DO Final DO Final cells | Delta DO IR IR IR
uspecific  prelative )
mg/L mg/L mg/L cells/ml mg/L (growth rate) (Biomass) (DO)
Control 1.40 8.04 396400 6.64 1.64 1.00 0.00 0.00 0.00
0.1520 1.45 2.95 64900 1.50 0.73 0.45 0.55 0.87 0.77
0.0760 1.48 3.68 88100 2.20 0.89 0.54 0.46 0.81 0.67
0.0380 1.58 4.47 107100 2.89 0.98 0.60 0.40 0.76 0.56
0.0190 1.60 5.30 139700 3.70 1.12 0.68 0.32 0.67 0.44
0.0095 1.77 6.24 187900 4.47 1.26 0.77 0.23 0.55 0.33
0.0048 1.52 5.69 172000 4.17 1.22 0.75 0.25 0.59 0.37
Control 1.29 7.90 371500 6.61 1.60 1.00 0.00 0.00 0.00
0.1520 1.40 2.88 55100 1.48 0.65 0.41 0.59 0.89 0.78
0.0760 1.55 3.19 57000 1.64 0.67 0.42 0.58 0.88 0.75
0.0380 1.49 411 85700 2.62 0.87 0.54 0.46 0.80 0.60
0.0190 1.48 5.18 146100 3.70 1.14 0.71 0.29 0.63 0.44
0.0095 1.92 6.44 176700 4.52 1.23 0.77 0.23 0.55 0.32
0.0048 1.57 5.99 203000 4.42 1.30 0.81 0.19 0.47 0.33
Control 1.33 7.40 373700 6.07 1.61 1.00 0.00 0.00 0.00
0.1520 1.37 3.31 60500 1.94 0.70 0.43 0.57 0.87 0.68
0.0760 1.50 3.60 75700 2.10 0.81 0.50 0.50 0.83 0.65
0.0380 1.56 4.29 106500 2.73 0.98 0.61 0.39 0.74 0.55
0.0190 1.61 5.09 135000 3.48 1.10 0.68 0.32 0.67 0.43
0.0095 2.05 6.29 176600 4.24 1.23 0.77 0.23 0.55 0.30
0.0048 1.71 6.26 210100 4.55 1.32 0.82 0.18 0.46 0.25
Control 1.34 7.78 380533 6.44 1.62 1.00 0.00 0.00 0.00
0.1520 1.41 3.05 60167 1.64 0.69 0.43 0.57 0.88 0.75
0.0760 1.51 3.49 73600 1.98 0.79 0.49 0.51 0.84 0.69
0.0380 1.54 4.29 99767 2.75 0.94 0.58 0.41 0.77 0.57
0.0190 1.56 5.19 140267 3.63 1.12 0.69 0.31 0.66 0.44
0.0095 1.91 6.32 180400 4.41 1.24 0.77 0.23 0.55 0.32
0.0048 1.60 5.98 195033 4.38 1.28 0.79 0.21 0.51 0.32

IR : Inhibition rate
Biomass : Yield f (Final yield based on cell density)
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4 5% & 4~ Ethyl chloroacetate
MCV (um3) : 41.0

A= 4 fm P2 % & (cells/mL) : 15000

Initial pH : 7.44

EDTA(%):0

T(°C) :24 Test duration :48-h

Conc  Initial DO Final DO Final cells | Delta DO IR IR IR

uspecific  prelative )

mg/L mg/L mg/L cells/ml mg/L (growth rate) (Biomass)  (DO)
Control 1.62 6.34 249500 4.72 1.41 1.00 0.00 0.00 0.00
0.2115 2.54 2.59 18800 0.05 0.11 0.08 0.92 0.98 0.99
0.1058 2.10 2.77 46700 0.67 0.57 0.40 0.60 0.86 0.86
0.0529 1.90 5.51 171200 3.61 1.22 0.87 0.13 0.33 0.24
0.0264 1.63 5.12 166700 3.49 1.20 0.86 0.14 0.35 0.26
0.0132 1.71 6.62 253600 491 1.41 1.01 -0.01 -0.02 -0.04
0.0066 1.75 5.66 181600 391 1.25 0.89 0.11 0.29 0.17
Control 1.52 5.35 153300 3.83 1.16 1.00 0.00 0.00 0.00
0.2115 2.60 2.93 25200 0.33 0.26 0.22 0.78 0.93 0.91
0.1058 2.23 2.75 24400 0.52 0.24 0.21 0.79 0.93 0.86
0.0529 1.92 5.06 143300 3.14 113 0.97 0.03 0.07 0.18
0.0264 1.71 5.44 155700 3.73 1.17 1.01 -0.01 -0.02 0.03
0.0132 1.63 4.42 115300 2.79 1.02 0.88 0.12 0.27 0.27
0.0066 1.65 5.27 145500 3.62 1.14 0.98 0.02 0.06 0.05
Control 1.38 4.89 169400 3.51 1.21 1.00 0.00 0.00 0.00
0.2115 2.97 291 22900 -0.06 0.21 0.17 0.83 0.95 1.02
0.1058 2.39 3.30 29500 0.91 0.34 0.28 0.72 0.91 0.74
0.0529 2.22 5.76 166200 3.54 1.20 0.99 0.01 0.02 -0.01
0.0264 1.78 5.81 179100 4.03 1.24 1.02 -0.02 -0.06 -0.15
0.0132 1.74 4.20 109500 2.46 0.99 0.82 0.18 0.39 0.30
0.0066 1.62 5.31 159500 3.69 1.18 0.98 0.02 0.06 -0.05
Control 1.51 5.53 190733 4.02 1.26 1.00 0.00 0.00 0.00
0.2115 2.70 2.81 22300 0.11 0.19 0.16 0.84 0.96 0.97
0.1058 2.24 2.94 33533 0.70 0.38 0.30 0.68 0.89 0.83
0.0529 2.01 5.44 160233 3.43 1.18 0.94 0.07 0.17 0.15
0.0264 1.71 5.46 167167 3.75 1.20 0.96 0.05 0.13 0.07
0.0132 1.69 5.08 159467 3.39 1.14 0.90 0.07 0.18 0.16
0.0066 1.67 541 162200 3.74 1.19 0.95 0.06 0.16 0.07

IR : Inhibition rate
Biomass : Yield f (Final yield based on cell density)
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¥ 5% & 4~ Ethyl bromoacetate
MCV (um3) : 39.8

A= 4 fm P2 % & (cells/mL) : 15000

Initial pH : 7.43

EDTA(%):0

T(°C) :24 Test duration :48-h

Conc  Initial DO Final DO Final cells | Delta DO IR IR IR

uspecific  prelative )

mg/L mg/L mg/L cells/ml mg/L (growth rate) (Biomass) (DO)
Control 1.38 5.99 225500 4.61 1.36 1.00 0.00 0.00 0.00
0.0580 1.74 1.72 29400 -0.02 0.34 0.25 0.75 0.93 1.00
0.0290 1.59 1.75 18600 0.16 0.11 0.08 0.92 0.98 0.97
0.0145 1.40 1.69 27900 0.29 0.31 0.23 0.77 0.94 0.94
0.0073 1.37 2.84 43200 1.47 0.53 0.39 0.61 0.87 0.68
0.0036 1.49 4.57 134900 3.08 1.10 0.81 0.19 0.43 0.33
0.0018 1.44 5.79 24400 4.35 0.24 0.18 0.82 0.96 0.06
0.0009 1.46 5.78 226500 4.32 1.36 1.00 0.00 0.00 0.06
Control 1.36 6.24 223600 4.88 1.35 1.00 0.00 0.00 0.00
0.0580 1.57 1.92 20100 0.35 0.15 0.11 0.89 0.98 0.93
0.0290 1.61 1.80 24000 0.19 0.24 0.17 0.83 0.96 0.96
0.0145 1.50 1.85 25800 0.35 0.27 0.20 0.80 0.95 0.93
0.0073 1.44 2.10 37100 0.66 0.45 0.34 0.66 0.89 0.86
0.0036 1.40 4.96 149600 3.56 1.15 0.85 0.15 0.35 0.27
0.0018 1.38 6.05 237200 4.67 1.38 1.02 -0.02 -0.07 0.04
0.0009 1.29 5.62 196900 4.33 1.29 0.95 0.05 0.13 0.11
Control 1.31 6.28 229700 4.97 1.36 1.00 0.00 0.00 0.00
0.0580 1.58 1.96 21300 0.38 0.18 0.13 0.87 0.97 0.92
0.0290 1.54 2.07 29500 0.53 0.34 0.25 0.75 0.93 0.89
0.0145 1.40 2.18 31200 0.78 0.37 0.27 0.73 0.92 0.84
0.0073 1.40 2.53 41800 1.13 0.51 0.38 0.62 0.88 0.77
0.0036 1.54 5.80 107300 4.26 0.98 0.72 0.28 0.57 0.14
0.0018 1.47 6.25 224400 4.78 1.35 0.99 0.01 0.02 0.04
0.0009 1.34 5.74 194500 4.40 1.28 0.94 0.06 0.16 0.11
Control 1.35 6.17 226267 4.82 1.36 1.00 0.00 0.00 0.00
0.0580 1.63 1.87 23600 0.24 0.22 0.16 0.83 0.96 0.95
0.0290 1.58 1.87 24033 0.29 0.23 0.17 0.83 0.96 0.94
0.0145 1.43 1.91 28300 0.47 0.32 0.23 0.77 0.94 0.90
0.0073 1.40 2.49 40700 1.09 0.50 0.37 0.63 0.88 0.77
0.0036 1.48 5.11 130600 3.63 1.08 0.79 0.20 0.45 0.25
0.0018 1.43 6.03 162000 4.60 0.99 0.73 0.12 0.30 0.05

IR : Inhibition rate
Biomass : Yield f (Final yield based on cell density)
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¥ % 4 #: Ethyl iodoacetate A= 4 fm P2 % & (cells/mL) : 15000

MCV (um3) : 42.7 Initial pH : 7.55 EDTA(%):0
T(°C) :24 Test duration :48-h
Conc  Initial DO Final DO Final cells | Delta DO IR IR IR
uspecific  prelative )
mg/L mg/L mg/L cells/ml mg/L (growth rate) (Biomass) (DO)
Control 1.80 5.07 200200 3.27 1.30 1.00 0.00 0.00 0.00
0.016 1.54 1.65 33600 0.11 0.40 0.31 0.69 0.90 0.97
0.008 1.41 2.12 45000 0.71 0.55 0.42 0.58 0.84 0.78
0.004 1.53 2.40 48800 0.87 0.59 0.46 0.54 0.82 0.73
0.002 1.47 3.77 134400 2.30 1.10 0.85 0.15 0.36 0.30
0.001 1.56 4.26 166600 2.70 1.20 0.93 0.07 0.18 0.17
0.0005 1.54 4.56 181100 3.02 1.25 0.96 0.04 0.10 0.08
Control 1.62 4.60 173300 2.98 1.22 1.00 0.00 0.00 0.00
0.016 1.53 2.23 40600 0.70 0.50 0.41 0.59 0.84 0.77
0.008 1.47 2.09 42000 0.62 0.51 0.42 0.58 0.83 0.79
0.004 1.54 2.43 34400 0.89 0.42 0.34 0.66 0.88 0.70
0.002 1.53 3.98 116600 2.45 1.03 0.84 0.16 0.36 0.18
0.001 1.55 4.43 178900 2.88 1.24 1.01 -0.01 -0.04 0.03
0.0005 1.54 4.71 199600 3.17 1.29 1.06 -0.06 -0.17 -0.06
Control 1.57 4.71 181900 3.14 1.25 1.00 0.00 0.00 0.00
0.0160 1.72 1.96 25900 0.24 0.27 0.22 0.78 0.93 0.92
0.0080 1.54 1.99 22600 0.45 0.20 0.16 0.84 0.95 0.86
0.0040 1.45 2.32 30400 0.87 0.35 0.28 0.72 0.91 0.72
0.0020 1.69 3.94 131100 2.25 1.08 0.87 0.13 0.30 0.28
0.0010 1.55 4.07 155500 2.52 1.17 0.94 0.06 0.16 0.20
0.0005 1.58 4.85 189500 3.27 1.27 1.02 -0.02 -0.05 -0.04
Control 1.66 4.79 185133 3.13 1.26 1.00 0.00 0.00 0.00
0.016 1.60 1.95 33367 0.35 0.39 0.31 0.68 0.89 0.89
0.008 1.47 2.07 36533 0.59 0.42 0.34 0.65 0.87 0.81
0.004 1.51 2.38 37867 0.88 0.45 0.36 0.63 0.87 0.72
0.002 1.56 3.90 127367 2.33 1.07 0.85 0.15 0.34 0.25
0.001 1.55 4.25 167000 2.70 1.20 0.96 0.04 0.11 0.14
0.0005 1.55 471 190067 3.15 1.27 1.01 -0.01 -0.03 -0.01

IR : Inhibition rate
Biomass : Yield f (Final yield based on cell density)
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¥ % 4 . Methyl bromoacetate

MCV (um3) : 41.0

A= 4 fm P2 % & (cells/mL) : 15000

Initial pH : 7.62

EDTA(%):0

T(°C) :24 Test duration :48-h

Conc  Initial DO Final DO Final cells | Delta DO IR IR IR

uspecific  prelative )

mg/L mg/L mg/L cells/ml mg/L (growth rate) (Biomass) (DO)
Control 1.42 6.95 305700 5.53 151 1.00 0.00 0.00 0.00
0.0420 1.74 2.04 20500 0.30 0.16 0.10 0.90 0.98 0.95
0.0210 1.54 2.16 25100 0.62 0.26 0.17 0.83 0.97 0.89
0.0105 1.46 2.25 35500 0.79 0.43 0.29 0.71 0.93 0.86
0.0053 1.40 5.07 188900 3.67 1.27 0.84 0.16 0.40 0.34
0.0026 1.38 6.69 284400 5.31 1.47 0.98 0.02 0.07 0.04
0.0013 1.56 6.77 298900 521 1.50 0.99 0.01 0.02 0.06
Control 1.40 6.70 312100 5.30 1.52 1.00 0.00 0.00 0.00
0.0420 1.62 2.34 15000 0.72 0.00 0.00 1.00 1.00 0.86
0.0210 1.60 2.23 21700 0.63 0.18 0.12 0.88 0.98 0.88
0.0105 1.50 2.29 31700 0.79 0.37 0.25 0.75 0.94 0.85
0.0053 1.28 4.54 188500 3.26 1.27 0.83 0.17 0.42 0.38
0.0026 2.15 6.93 293600 4.78 1.49 0.98 0.02 0.06 0.10
0.0013 1.89 6.87 295400 4.98 1.49 0.98 0.02 0.06 0.06
Control 1.40 6.98 313000 5.58 1.52 1.00 0.00 0.00 0.00
0.0420 1.68 2.43 33000 0.75 0.39 0.26 0.74 0.94 0.87
0.0210 1.69 2.12 24000 0.43 0.24 0.15 0.85 0.97 0.92
0.0105 1.56 2.01 36800 0.45 0.45 0.30 0.70 0.93 0.92
0.0053 1.37 4.98 184100 3.61 1.25 0.83 0.17 0.43 0.35
0.0026 1.45 6.70 289500 5.25 1.48 0.97 0.03 0.08 0.06
0.0013 1.73 7.01 291800 5.28 1.48 0.98 0.02 0.07 0.05
Control 1.41 6.88 310267 5.47 151 1.00 0.00 0.00 0.00
0.0420 1.68 2.27 22833 0.59 0.18 0.12 0.86 0.97 0.89
0.0210 1.61 2.17 23600 0.56 0.23 0.15 0.85 0.97 0.90
0.0105 1.51 2.18 34667 0.68 0.42 0.28 0.72 0.93 0.88
0.0053 1.35 4.86 187167 3.51 1.26 0.83 0.17 0.42 0.36
0.0026 1.66 6.77 289167 511 1.48 0.98 0.02 0.07 0.07
0.0013 1.73 6.88 295367 5.16 1.49 0.98 0.02 0.05 0.06

IR : Inhibition rate
Biomass : Yield f (Final yield based on cell density)
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F % 4 4. Methyl 3-bromopropionate
MCYV (um3) : 39.5

A= 4 fm P2 % & (cells/mL) : 15000

Initial pH : 7.49

EDTA(%):0

T(°C) :24 Test duration :48-h
Conc  Initial DO Final DO Final cells | Delta DO IR IR IR
uspecific  prelative )
mg/L mg/L mg/L cells/ml mg/L (growth rate) (Biomass) (DO)
Control 1.43 6.83 291100 5.40 1.48 1.00 0.00 0.00 0.00
708.6 2.50 3.23 28600 0.73 0.32 0.22 0.78 0.95 0.86
354.3 1.95 1.16 20200 -0.79 0.15 0.10 0.90 0.98 1.15
177.2 1.49 1.86 31400 0.37 0.37 0.25 0.75 0.94 0.93
88.6 1.49 5.04 108400 3.55 0.99 0.67 0.33 0.66 0.34
44.3 1.38 7.27 244200 5.89 1.39 0.94 0.06 0.17 -0.09
22.1 1.30 7.31 299000 6.01 1.50 1.01 -0.01 -0.03 -0.11
11.1 1.25 7.74 313700 6.49 1.52 1.03 -0.03 -0.08 -0.20
Control 1.26 7.66 312800 6.40 1.52 1.00 0.00 0.00 0.00
708.6 2.47 2.72 17300 0.25 0.07 0.05 0.95 0.99 0.96
354.3 1.96 0.80 20500 -1.16 0.16 0.10 0.90 0.98 1.18
177.2 151 2.02 29800 0.51 0.34 0.23 0.77 0.95 0.92
88.6 1.50 5.37 121100 3.87 1.04 0.69 0.31 0.64 0.40
44.3 1.43 6.97 239400 5.54 1.39 0.91 0.09 0.25 0.13
22.1 1.42 6.81 278500 5.39 1.46 0.96 0.04 0.12 0.16
11.1 1.42 6.78 269800 5.36 1.44 0.95 0.05 0.14 0.16
Control 1.22 6.86 307700 5.64 151 1.00 0.00 0.00 0.00
708.6 2.37 2.98 15800 0.61 0.03 0.02 0.98 1.00 0.89
354.3 2.01 1.76 24300 -0.25 0.24 0.16 0.84 0.97 1.04
177.2 1.45 2.02 33100 0.57 0.40 0.26 0.74 0.94 0.90
88.6 1.59 5.39 101100 3.80 0.95 0.63 0.37 0.71 0.33
44.3 1.44 6.63 249200 5.19 1.41 0.93 0.07 0.20 0.08
22.1 1.41 7.10 279500 5.69 1.46 0.97 0.03 0.10 -0.01
11.1 1.34 6.94 295400 5.60 1.49 0.99 0.01 0.04 0.01
Control 1.30 7.12 303867 5.81 1.50 1.00 0.00 0.00 0.00
708.6 2.45 2.98 20567 0.53 0.14 0.09 0.90 0.98 0.91
354.3 1.97 1.24 21667 -0.73 0.18 0.12 0.88 0.98 1.13
177.2 1.48 1.97 31433 0.48 0.37 0.25 0.75 0.94 0.92
88.6 1.53 5.27 110200 3.74 1.00 0.66 0.34 0.67 0.36
44.3 1.42 6.96 244267 5.54 1.40 0.93 0.07 0.21 0.05
22.1 1.38 7.07 285667 5.70 1.47 0.98 0.02 0.06 0.02
111 1.34 7.15 292967 5.82 1.49 0.99 0.01 0.04 0.00

IR : Inhibition rate

Biomass : Yield f (Final yield based on cell density)
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F % 4 4. Methyl 2-bromopropionate
MCYV (um3) : 42.4

A= 4 fm P2 % & (cells/mL) : 15000

Initial pH : 7.60

EDTA(%):0

T(°C) :24 Test duration :48-h
Conc  Initial DO Final DO Final cells | Delta DO IR IR IR
uspecific  prelative )
mg/L mg/L mg/L cells/ml mg/L (growth rate) (Biomass) (DO)
Control 1.33 5.32 205200 3.99 131 1.00 0.00 0.00 0.00
0.927 1.52 2.92 59700 1.40 0.69 0.53 0.47 0.76 0.65
0.463 1.62 3.81 100100 2.19 0.95 0.73 0.27 0.55 0.45
0.232 1.38 4.18 124600 2.80 1.06 0.81 0.19 0.42 0.30
0.116 1.37 4.74 169300 3.37 1.21 0.93 0.07 0.19 0.16
0.058 1.64 5.65 229600 4.01 1.36 1.04 -0.04 -0.13 -0.01
0.029 1.36 4.95 228000 3.59 1.36 1.04 -0.04 -0.12 0.10
0.014 1.45 541 233400 3.96 1.37 1.05 -0.05 -0.15 0.01
Control 1.36 5.17 227600 3.81 1.36 1.00 0.00 0.00 0.00
0.9267 1.57 3.51 79600 1.94 0.83 0.61 0.39 0.70 0.49
0.4634 1.61 4.17 116500 2.56 1.02 0.75 0.25 0.52 0.33
0.2317 1.50 457 147400 3.07 1.14 0.84 0.16 0.38 0.19
0.1158 1.53 521 209400 3.68 1.32 0.97 0.03 0.09 0.03
0.0579 1.49 4.40 188400 291 1.27 0.93 0.07 0.18 0.24
0.0290 1.38 4.75 204600 3.37 131 0.96 0.04 0.11 0.12
0.0145 1.45 5.17 239300 3.72 1.38 1.02 -0.02 -0.06 0.02
Control 1.54 521 212700 3.67 1.33 1.00 0.00 0.00 0.00
0.9267 1.31 3.01 66800 1.70 0.75 0.56 0.44 0.74 0.54
0.4634 1.46 3.76 100900 2.30 0.95 0.72 0.28 0.57 0.37
0.2317 1.63 4.79 153400 3.16 1.16 0.88 0.12 0.30 0.14
0.1158 1.51 3.89 140200 2.38 1.12 0.84 0.16 0.37 0.35
0.0579 1.56 4.28 143400 2.72 1.13 0.85 0.15 0.35 0.26
0.0290 1.41 5.43 235100 4.02 1.38 1.04 -0.04 -0.11 -0.10
0.0145 1.34 4.67 209900 3.33 1.32 1.00 0.00 0.01 0.09
Control 1.41 5.23 215167 3.82 1.33 1.00 0.00 0.00 0.00
0.9267 1.47 3.15 68700 1.68 0.76 0.57 0.43 0.73 0.56
0.4634 1.56 3.91 105833 2.35 0.98 0.73 0.27 0.55 0.39
0.2317 1.50 451 141800 3.01 1.12 0.84 0.16 0.37 0.21
0.1158 1.47 4.61 172967 3.14 1.22 0.91 0.08 0.21 0.18
0.0579 1.56 4.78 187133 3.21 1.25 0.94 0.05 0.14 0.16
0.0290 1.38 5.04 222567 3.66 1.35 1.01 -0.01 -0.04 0.04
0.0145 141 5.08 227533 3.67 1.36 1.02 -0.02 -0.06 0.04

IR : Inhibition rate

Biomass : Yield f (Final yield based on cell density)
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¥ % 4 # . Ethyl-2-bromopropionate

MCV (um3) : 44.2

A= 4 fm P2 % & (cells/mL) : 15000

Initial pH : 7.40

EDTA(%):0

T(°C) :24 Test duration :48-h
Conc  Initial DO Final DO Final cells | Delta DO IR IR IR
uspecific  prelative )
mg/L mg/L mg/L cells/ml mg/L (growth rate) (Biomass) (DO)
Control 1.29 5.69 271000 4.40 1.45 1.00 0.00 0.00 0.00
4.480 1.54 1.74 30700 0.20 0.36 0.25 0.75 0.94 0.95
2.240 1.23 1.42 24000 0.19 0.24 0.16 0.84 0.96 0.96
1.120 1.31 2.17 40100 0.86 0.49 0.34 0.66 0.90 0.80
0.560 1.12 3.08 57200 1.96 0.67 0.46 0.54 0.84 0.55
0.280 1.38 4.06 124600 2.68 1.06 0.73 0.27 0.57 0.39
0.140 1.20 5.25 229500 4.05 1.36 0.94 0.06 0.16 0.08
0.070 1.26 5.70 288200 4.44 1.48 1.02 -0.02 -0.07 -0.01
Control 1.31 6.01 276600 4.70 1.46 1.00 0.00 0.00 0.00
4.480 1.62 1.93 35700 0.31 0.43 0.30 0.70 0.92 0.93
2.240 1.23 1.71 21100 0.48 0.17 0.12 0.88 0.98 0.90
1.120 1.19 2.40 39300 1.21 0.48 0.33 0.67 0.91 0.74
0.560 1.15 2.75 54800 1.60 0.65 0.44 0.56 0.85 0.66
0.280 1.26 3.99 113200 2.73 1.01 0.69 0.31 0.62 0.42
0.140 1.20 5.53 248200 4.33 1.40 0.96 0.04 0.11 0.08
0.070 1.13 5.34 268700 421 1.44 0.99 0.01 0.03 0.10
Control 1.21 5.86 275800 4.65 1.46 1.00 0.00 0.00 0.00
4.480 1.69 2.40 32800 0.71 0.39 0.27 0.73 0.93 0.85
2.240 1.31 2.20 31200 0.89 0.37 0.25 0.75 0.94 0.81
1.120 1.28 1.74 30400 0.46 0.35 0.24 0.76 0.94 0.90
0.560 1.16 2.94 37600 1.78 0.46 0.32 0.68 0.91 0.62
0.280 1.20 3.42 81400 2.22 0.85 0.58 0.42 0.75 0.52
0.140 1.16 5.61 271700 4.45 1.45 0.99 0.01 0.02 0.04
0.070 1.32 5.75 274100 4.43 1.45 1.00 0.00 0.01 0.05
Control 1.27 5.85 274467 4.58 1.45 1.00 0.00 0.00 0.00
4.480 1.62 2.02 33067 0.41 0.39 0.27 0.73 0.93 0.91
2.240 1.26 1.78 25433 0.52 0.26 0.18 0.82 0.96 0.89
1.120 1.26 2.10 36600 0.84 0.44 0.30 0.69 0.92 0.82
0.560 1.14 2.92 49867 1.78 0.59 0.41 0.59 0.87 0.61
0.280 1.28 3.82 106400 2.54 0.97 0.67 0.33 0.65 0.45
0.140 1.19 5.46 249800 4.28 1.41 0.97 0.03 0.10 0.07
0.070 1.24 5.60 277000 4.36 1.46 1.00 0.00 -0.01 0.05

IR : Inhibition rate

Biomass : Yield f (Final yield based on cell density)
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# % & . Methyl 2-bromobutyrate

MCV (um3) : 41.3

A= 4 fm P2 % & (cells/mL) : 15000
Initial pH : 7.55

EDTA(%):0

T(°C) :24 Test duration :48-h
Conc  Initial DO Final DO Final cells | Delta DO IR IR IR
uspecific  prelative )
mg/L mg/L mg/L cells/ml mg/L (growth rate) (Biomass) (DO)
Control 1.25 6.20 243200 4.95 1.39 1.00 0.00 0.00 0.00
5.990 1.79 1.69 21000 -0.10 0.17 0.12 0.88 0.97 1.02
2.995 1.46 1.85 29600 0.39 0.34 0.24 0.76 0.94 0.92
1.498 1.29 4.70 159700 341 1.18 0.85 0.15 0.37 0.31
0.749 1.32 5.85 221800 4.53 1.35 0.97 0.03 0.09 0.08
0.374 1.40 6.15 239700 4.75 1.39 0.99 0.01 0.02 0.04
0.187 1.42 6.31 251100 4.89 141 1.01 -0.01 -0.03 0.01
0.094 1.35 6.20 240900 4.85 1.39 1.00 0.00 0.01 0.02
Control 1.19 5.97 241500 4.78 1.39 1.00 0.00 0.00 0.00
5.990 1.88 1.96 22100 0.08 0.19 0.14 0.86 0.97 0.98
2.995 1.56 1.88 31200 0.32 0.37 0.26 0.74 0.93 0.93
1.498 1.30 4.63 159700 3.33 1.18 0.85 0.15 0.36 0.30
0.749 1.33 5.80 233800 447 1.37 0.99 0.01 0.03 0.06
0.374 1.31 5.78 242200 4.47 1.39 1.00 0.00 0.00 0.06
0.187 1.42 5.93 251700 451 141 1.01 -0.01 -0.05 0.06
0.094 1.34 6.34 244700 5.00 1.40 1.00 0.00 -0.01 -0.05
Control 1.12 6.67 258700 5.55 1.42 1.00 0.00 0.00 0.00
5.990 2.12 2.17 25500 0.05 0.27 0.19 0.81 0.96 0.99
2.995 1.52 1.83 20300 0.31 0.15 0.11 0.89 0.98 0.94
1.498 1.24 4.59 126800 3.35 1.07 0.75 0.25 0.54 0.40
0.749 1.33 5.70 230100 4.37 1.37 0.96 0.04 0.12 0.21
0.374 1.25 5.86 251100 4.61 141 0.99 0.01 0.03 0.17
0.187 1.38 6.55 252200 5.17 141 0.99 0.01 0.03 0.07
0.094 1.44 6.45 234900 5.01 1.38 0.97 0.03 0.10 0.10
Control 1.19 6.28 247800 5.09 1.40 1.00 0.00 0.00 0.00
5.990 1.93 1.94 22867 0.01 0.21 0.15 0.85 0.97 1.00
2.995 1.51 1.85 27033 0.34 0.29 0.20 0.79 0.95 0.93
1.498 1.28 4.64 148733 3.36 1.14 0.82 0.18 0.43 0.34
0.749 1.33 5.78 228567 4.46 1.36 0.97 0.03 0.08 0.13
0.374 1.32 5.93 244333 4.61 1.40 1.00 0.01 0.01 0.09
0.187 141 6.26 251667 4.86 141 1.01 -0.01 -0.02 0.05
0.094 1.38 6.33 240167 4.95 1.39 0.99 0.01 0.03 0.03

IR : Inhibition rate

Biomass : Yield f (Final yield based on cell density)
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¥ % 4 #: Ethyl-2-di-bromoisobutyrate
MCV (um3) : 40.8

A= 4 fm P2 % & (cells/mL) : 15000

Initial pH : 7.58

EDTA(%):0

T(°C) :24 Test duration :48-h
Conc  Initial DO Final DO Final cells | Delta DO IR IR IR
uspecific  prelative )
mg/L mg/L mg/L cells/ml mg/L (growth rate) (Biomass) (DO)
Control 1.25 8.28 287600 7.03 1.48 1.00 0.00 0.00 0.00
104.0 2.59 2.32 21900 -0.27 0.19 0.13 0.87 0.97 1.04
52.0 1.92 1.69 29900 -0.23 0.34 0.23 0.77 0.95 1.03
26.0 1.69 2.76 164000 1.07 1.20 0.81 0.19 0.45 0.85
13.0 1.44 5.50 234000 4.06 1.37 0.93 0.07 0.20 0.42
6.5 1.37 6.60 249300 5.23 1.41 0.95 0.05 0.14 0.26
3.3 1.40 6.59 272100 5.19 1.45 0.98 0.02 0.06 0.26
1.6 1.27 7.54 305000 6.27 151 1.02 -0.02 -0.06 0.11
Control 1.25 7.70 285900 6.45 1.47 1.00 0.00 0.00 0.00
104.0 2.38 2.21 20200 -0.17 0.15 0.10 0.90 0.98 1.03
52.0 1.93 2.01 28700 0.08 0.32 0.22 0.78 0.95 0.99
26.0 1.61 2.58 91700 0.97 0.91 0.61 0.39 0.72 0.85
13.0 1.51 5.36 222600 3.85 1.35 0.92 0.08 0.23 0.40
6.5 1.31 6.45 259300 5.14 1.42 0.97 0.03 0.10 0.20
3.3 1.36 6.72 276300 5.36 1.46 0.99 0.01 0.04 0.17
1.6 1.27 7.40 291500 6.13 1.48 1.01 -0.01 -0.02 0.05
Control 1.31 6.97 274400 5.66 1.45 1.00 0.00 0.00 0.00
104.0 2.44 2.40 25300 -0.04 0.26 0.18 0.82 0.96 1.01
52.0 1.89 2.66 31200 0.77 0.37 0.25 0.75 0.94 0.86
26.0 1.61 3.13 80200 1.52 0.84 0.58 0.42 0.75 0.73
13.0 1.49 571 250300 4.22 1.41 0.97 0.03 0.09 0.25
6.5 1.45 6.68 268000 5.23 1.44 0.99 0.01 0.02 0.08
3.3 1.33 7.52 259100 6.19 1.42 0.98 0.02 0.06 -0.09
1.6 1.24 7.57 285800 6.33 1.47 1.01 -0.01 -0.04 -0.12
Control 1.27 7.65 282633 6.38 1.47 1.00 0.00 0.00 0.00
104.0 2.47 2.31 22467 -0.16 0.20 0.14 0.86 0.97 1.03
52.0 1.91 2.12 29933 0.21 0.35 0.24 0.76 0.94 0.97
26.0 1.64 2.82 111967 1.19 0.98 0.67 0.32 0.64 0.81
13.0 1.48 5.52 235633 4.04 1.38 0.94 0.06 0.18 0.37
6.5 1.38 6.58 258867 5.20 1.42 0.97 0.03 0.09 0.18
3.3 1.36 6.94 269167 5.58 1.44 0.98 0.02 0.05 0.13
1.6 1.26 7.50 294100 6.24 1.49 1.01 -0.01 -0.04 0.02

IR : Inhibition rate

Biomass : Yield f (Final yield based on cell density)
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¥ % 4 $: tert-Butyl bromoacetate

MCV (um3) : 43.2

A= 4 fm P2 % & (cells/mL) : 15000

Initial pH : 7.46

EDTA(%):0

T(°C) :24 Test duration :48-h

Conc  Initial DO Final DO Final cells | Delta DO IR IR IR

uspecific  prelative )

mg/L mg/L mg/L cells/ml mg/L (growth rate) (Biomass) (DO)
Control 1.28 8.26 369700 6.98 1.60 1.00 0.00 0.00 0.00
0.1050 2.39 3.45 28700 1.06 0.32 0.20 0.80 0.96 0.85
0.0525 1.57 2.52 21500 0.95 0.18 0.11 0.89 0.98 0.86
0.0263 1.37 3.37 58400 2.00 0.68 0.42 0.58 0.88 0.71
0.0131 1.19 6.36 264000 5.17 1.43 0.89 0.11 0.30 0.26
0.0066 1.35 7.31 301000 5.96 1.50 0.94 0.06 0.19 0.15
0.0033 1.44 8.56 384800 7.12 1.62 1.01 -0.01 -0.04 -0.02
0.0016 1.37 8.33 376500 6.96 1.61 1.01 -0.01 -0.02 0.00
Control 1.49 8.42 339800 6.93 1.56 1.00 0.00 0.00 0.00
0.1050 2.19 2.67 20700 0.48 0.16 0.10 0.90 0.98 0.93
0.0525 1.63 2.80 43900 1.17 0.54 0.34 0.66 0.91 0.83
0.0263 1.30 3.68 68700 2.38 0.76 0.49 0.51 0.83 0.66
0.0131 1.29 6.76 284500 5.47 1.47 0.94 0.06 0.17 0.21
0.0066 1.25 7.12 321600 5.87 1.53 0.98 0.02 0.06 0.15
0.0033 1.44 8.72 389500 7.28 1.63 1.04 -0.04 -0.15 -0.05
0.0016 1.31 8.21 332400 6.90 1.55 0.99 0.01 0.02 0.00
Control 1.28 8.50 375800 7.22 1.61 1.00 0.00 0.00 0.00
0.1050 2.35 3.01 17400 0.66 0.07 0.05 0.95 0.99 0.91
0.0525 1.73 2.18 31100 0.45 0.36 0.23 0.77 0.96 0.94
0.0263 1.27 3.64 85100 2.37 0.87 0.54 0.46 0.81 0.67
0.0131 1.29 6.78 292700 5.49 1.49 0.92 0.08 0.23 0.24
0.0066 1.28 7.67 304900 6.39 151 0.94 0.06 0.20 0.11
0.0033 1.35 8.58 388000 7.23 1.63 1.01 -0.01 -0.03 0.00
0.0016 1.38 8.78 335700 7.40 1.55 0.96 0.04 0.11 -0.02
Control 1.35 8.39 361767 7.04 1.59 1.00 0.00 0.00 0.00
0.1050 2.31 3.04 22267 0.73 0.19 0.12 0.88 0.98 0.90
0.0525 1.64 2.50 32167 0.86 0.36 0.23 0.76 0.95 0.88
0.0263 1.31 3.56 70733 2.25 0.77 0.48 0.51 0.84 0.68
0.0131 1.26 6.63 280400 5.38 1.46 0.92 0.08 0.23 0.24
0.0066 1.29 7.37 309167 6.07 151 0.95 0.05 0.15 0.14
0.0033 141 8.62 387433 7.21 1.63 1.02 -0.02 -0.07 -0.02
0.0016 1.35 8.44 348200 7.09 1.57 0.99 0.01 0.04 -0.01

IR : Inhibition rate

Biomass : Yield f (Final yield based on cell density)
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4 % & i~ Ethyl dibromoacetate

MCV (um3) : 42.2

A= 4 fm P2 % & (cells/mL) : 15000

Initial pH : 7.56

EDTA(%):0

T(°C) :24 Test duration :48-h
Conc  Initial DO Final DO Final cells | Delta DO IR IR IR
uspecific  prelative )
mg/L mg/L mg/L cells/ml mg/L (growth rate) (Biomass) (DO)
Control 1.55 5.67 272600 4.12 1.45 1.00 0.00 0.00 0.00
0.640 2.12 221 31000 0.09 0.36 0.25 0.75 0.94 0.98
0.320 1.48 1.8 28700 0.32 0.32 0.22 0.78 0.95 0.92
0.160 1.54 2.53 55900 0.99 0.66 0.45 0.55 0.84 0.76
0.080 1.28 4.55 214100 3.27 1.33 0.92 0.08 0.23 0.21
0.040 1.33 5.54 268900 421 1.44 1.00 0.00 0.01 -0.02
0.020 1.38 4.88 251500 35 1.41 0.97 0.03 0.08 0.15
0.010 1.61 541 273800 3.8 1.45 1.00 0.00 0.00 0.08
Control 1.26 5.66 292800 4.4 1.49 1.00 0.00 0.00 0.00
0.640 1.86 2.24 33800 0.38 0.41 0.27 0.73 0.93 0.91
0.320 1.61 157 25100 -0.04 0.26 0.17 0.83 0.96 1.01
0.160 1.41 2.12 53300 0.71 0.63 0.43 0.57 0.86 0.84
0.080 1.37 481 220500 3.44 1.34 0.90 0.10 0.26 0.22
0.040 1.35 4.56 245300 3.21 1.40 0.94 0.06 0.17 0.27
0.020 1.35 5.13 268800 3.78 1.44 0.97 0.03 0.09 0.14
0.010 1.34 5.13 302500 3.79 1.50 1.01 -0.01 -0.03 0.14
Control 1.34 5.56 291200 4.22 1.48 1.00 0.00 0.00 0.00
0.640 2.11 2.04 35600 -0.07 0.43 0.29 0.71 0.93 1.02
0.320 1.63 1.68 28400 0.05 0.32 0.22 0.78 0.95 0.99
0.160 1.45 2.71 57500 1.26 0.67 0.45 0.55 0.85 0.70
0.080 1.52 5.11 238700 3.59 1.38 0.93 0.07 0.19 0.15
0.040 1.39 5.07 255700 3.68 1.42 0.96 0.04 0.13 0.13
0.020 1.35 5.35 293000 4 1.49 1.00 0.00 -0.01 0.05
0.010 1.45 5.23 272500 3.78 1.45 0.98 0.02 0.07 0.10
Control 1.38 5.63 285533 4.25 1.47 1.00 0.00 0.00 0.00
0.640 2.03 2.16 33467 0.13 0.40 0.27 0.73 0.93 0.97
0.320 1.57 1.68 27400 0.11 0.30 0.20 0.80 0.95 0.97
0.160 1.47 2.45 55567 0.99 0.65 0.44 0.56 0.85 0.77
0.080 1.39 4.82 224433 3.43 1.35 0.92 0.08 0.23 0.19
0.040 1.36 5.06 256633 3.70 1.42 0.96 0.04 0.11 0.13
0.020 1.36 5.12 271100 3.76 1.45 0.98 0.02 0.05 0.11
0.010 1.47 5.26 282933 3.79 1.47 1.00 0.00 0.01 0.11

IR : Inhibition rate

Biomass : Yield f (Final yield based on cell density)
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¥ % 4 # . Ethyl tribromoacetate

MCV (um3) : 40.5

A= 4 fm P2 % & (cells/mL) : 15000

Initial pH : 7.47

EDTA(%):0

T(°C) :24 Test duration :48-h
Conc  Initial DO Final DO Final cells | Delta DO IR IR IR
uspecific  prelative )
mg/L mg/L mg/L cells/ml mg/L (growth rate) (Biomass) (DO)
Control 1.28 5.58 195700 4.3 1.28 1.00 0.00 0.00 0.00
1.280 2.89 3.05 31500 0.16 0.37 0.29 0.71 0.91 0.96
0.640 2.12 2.92 57300 0.8 0.67 0.52 0.48 0.77 0.81
0.320 1.42 2.79 81600 1.37 0.85 0.66 0.34 0.63 0.68
0.160 1.26 3.99 135100 2.73 1.10 0.86 0.14 0.34 0.37
0.080 1.28 4.75 161400 3.47 1.19 0.92 0.08 0.19 0.19
0.040 1.29 5.69 175000 4.4 1.23 0.96 0.04 0.11 -0.02
0.020 1.25 6.25 208800 5 1.32 1.03 -0.03 -0.07 -0.16
Control 1.32 5.84 189800 4.52 1.27 1.00 0.00 0.00 0.00
1.280 2.57 2.71 32000 0.14 0.38 0.30 0.70 0.90 0.97
0.640 2.07 2.82 58700 0.75 0.68 0.54 0.46 0.75 0.83
0.320 1.45 3.52 100000 2.07 0.95 0.75 0.25 0.51 0.54
0.160 1.28 3.82 114800 2.54 1.02 0.80 0.20 0.43 0.44
0.080 1.29 481 177900 3.52 1.24 0.97 0.03 0.07 0.22
0.040 1.24 5.92 205200 4.68 131 1.03 -0.03 -0.09 -0.04
0.020 1.41 6.3 210300 4.89 1.32 1.04 -0.04 -0.12 -0.08
Control 1.27 6 215200 4.73 1.33 1.00 0.00 0.00 0.00
1.280 3.17 1.36 34800 -1.81 0.42 0.32 0.68 0.90 1.38
0.640 1.89 2.71 52000 0.82 0.62 0.47 0.53 0.82 0.83
0.320 1.43 3.23 96000 1.8 0.93 0.70 0.30 0.60 0.62
0.160 13 3.54 133100 2.24 1.09 0.82 0.18 0.41 0.53
0.080 1.26 5.12 166200 3.86 1.20 0.90 0.10 0.24 0.18
0.040 1.29 6.22 219100 4.93 1.34 1.01 -0.01 -0.02 -0.04
0.020 1.21 5.49 193900 4.28 1.28 0.96 0.04 0.11 0.10
Control 1.29 5.81 200233 4.52 1.29 1.00 0.00 0.00 0.00
1.280 2.88 2.37 32767 -0.50 0.39 0.30 0.70 0.90 1.11
0.640 2.03 2.82 56000 0.79 0.66 0.51 0.49 0.78 0.83
0.320 1.43 3.18 92533 1.75 0.91 0.70 0.30 0.58 0.61
0.160 1.28 3.78 127667 2.50 1.07 0.83 0.17 0.39 0.45
0.080 1.28 4.89 168500 3.62 1.21 0.93 0.07 0.17 0.20
0.040 1.27 5.94 199767 4.67 1.29 1.00 0.00 0.00 -0.03
0.020 1.29 6.01 204333 4.72 131 1.01 -0.01 -0.02 -0.05

IR : Inhibition rate

Biomass : Yield f (Final yield based on cell density)
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¥ % 4 # . Ethyl-2,3-di-bromopropionate
MCYV (um3) : 39.5

A= 4 fm P2 % & (cells/mL) : 15000

Initial pH : 7.62

EDTA(%):0

T(°C) :24 Test duration :48-h

Conc  Initial DO Final DO Final cells | Delta DO IR IR IR

uspecific  prelative )

mg/L mg/L mg/L cells/ml mg/L (growth rate) (Biomass) (DO)
Control 1.85 5.75 242200 3.9 1.39 1.00 0.00 0.00 0.00
0.2340 2.09 341 48400 1.32 0.59 0.42 0.58 0.85 0.66
0.1170 1.71 4.12 106800 241 0.98 0.71 0.29 0.60 0.38
0.0585 1.4 4.21 147700 2.81 1.14 0.82 0.18 0.42 0.28
0.0293 1.79 6.27 243600 4.48 1.39 1.00 0.00 -0.01 -0.15
0.0146 1.76 5.05 223100 3.29 1.35 0.97 0.03 0.08 0.16
0.0073 1.91 5.94 241200 4.03 1.39 1.00 0.00 0.00 -0.03
0.0037 2.11 6.06 240500 3.95 1.39 1.00 0.00 0.01 -0.01
Control 1.75 5.69 237900 3.94 1.38 1.00 0.00 0.00 0.00
0.2340 2.62 3.92 48100 1.3 0.58 0.42 0.58 0.85 0.67
0.1170 1.67 4.82 126600 3.15 1.07 0.77 0.23 0.50 0.20
0.0585 1.43 4.74 185000 3.31 1.26 0.91 0.09 0.24 0.16
0.0293 1.52 5.2 213000 3.68 1.33 0.96 0.04 0.11 0.07
0.0146 1.79 5.68 226600 3.89 1.36 0.98 0.02 0.05 0.01
0.0073 2 6.23 234400 4.23 1.37 0.99 0.01 0.02 -0.07
0.0037 2.12 6.19 232100 4.07 1.37 0.99 0.01 0.03 -0.03
Control 1.59 5.78 234900 4.19 1.38 1.00 0.00 0.00 0.00
0.2340 2.44 3.68 51300 1.24 0.61 0.45 0.55 0.83 0.70
0.1170 1.75 4.48 101200 2.73 0.95 0.69 0.31 0.61 0.35
0.0585 1.45 4.93 185300 3.48 1.26 0.91 0.09 0.23 0.17
0.0293 1.45 5.44 223800 3.99 1.35 0.98 0.02 0.05 0.05
0.0146 1.68 5.62 236000 3.94 1.38 1.00 0.00 -0.01 0.06
0.0073 1.8 5.69 230900 3.89 1.37 0.99 0.01 0.02 0.07
0.0037 1.91 5.92 245000 4.01 1.40 1.02 -0.02 -0.05 0.04
Control 1.73 5.74 238333 4.01 1.38 1.00 0.00 0.00 0.00
0.2340 2.38 3.67 49267 1.29 0.59 0.43 0.57 0.85 0.68
0.1170 1.71 4.47 111533 2.76 1.00 0.72 0.27 0.57 0.31
0.0585 1.43 4.63 172667 3.20 1.22 0.88 0.12 0.29 0.20
0.0293 1.59 5.64 226800 4.05 1.36 0.98 0.02 0.05 -0.01
0.0146 1.74 5.45 228567 3.71 1.36 0.98 0.02 0.04 0.08
0.0073 1.90 5.95 235500 4.05 1.38 1.00 0.00 0.01 -0.01
0.0037 2.05 6.06 239200 4.01 1.38 1.00 0.00 0.00 0.00

IR : Inhibition rate

Biomass : Yield f (Final yield based on cell density)
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(= ) N=12(2 #- Ethyl fluoroacetate(1) ~ Methyl 3-bromopropionate(6))

Log(1/ECso, apo)= 4.09 + 0.829 Log(1/RCso)- 0.684 Log Kow

R? = 0.824, Ryred” = 0.687, S = 0.493, F =21.3
Log(1/ECso ry)= 4.14 + 0.882 Log(1/RCx) - Log Kow

R?=0.832, Ryred” = 0.692, S = 0.506, F =22.3
Log(1/ECsp,cr)= 4.02 + 0.856 Log(1/RCsp)- 0.781 Log Kow

R?=0.790, Ryred” = 0.624, S = 0.489, F =40.2
skLog Kow ehifidica f » 3 £32 > 27 e vitam e o

Log(1/ECso, apo)= 3.46 + 0.960 Log(1/RCso) + 0.644 Eymo

R?=0.787, Ryred” = 0.630, S = 0.541, F =16.6
Log(1/ECsp ry)=3.52 + 1.02 Log(1/RCsp)+ 0.692 E umo

R?=0.761, Ryred” = 0.568, S = 0.614, F =14.3
Log(1/ECso,cr)= 3.33 + 1.02 Log(1/RCsp) + 0.784 E_umo

R?=10.805, Ryred” = 0.640, S = 0.546, F =22.3
MELumo TR BicE & > A TR s A YTET IR Y o

Log(1/ECso, apo)= 4.04 + 0.876 Log(1/RCsp)+ 0.231 Eyywmo - 0.551 Log Kow
R*=0.829, Ryred” = 0.633, S = 0.514, F =12.9
Log(1/ECsp ry)= 4.08 + 0.942 Log(1/RCsp) + 0.292 E ymo - 0.532 Log Kow
R®=0.840, Ryred” = 0.652, S = 0.524, F =14.0
Log(1/ECso,cr)= 3.94 + 0.928 Log(1/RCs0)+ 0.349 E, umo - 0.579 Log Kow
R”=0.802, Ryred” = 0.575, S = 0.593, F =10.8
scLog Kow enizdic s f > ELumo e dic s & 0 % £ 32 5 &2 e itsh @ o

(= )N=10(= #- Ethyl fluoroacetate(1) ~ Methyl 3-bromopropionate(6) ~
Ethyl-2,3-di-bromopropionate(14))

Log(1/ECsp, apo) = - 0.397 - 14.6 H-carbon

R%=0.721, Rpred” = 0.642, S = 0.619, F =23.3
Log(1/ECspry) = - 0.514 - 15.1 H-carbon

R?=0.702, Ryred” = 0.610, S = 0.675, F =21.1
Log(1/ECsp,cr) = - 0.931 - 15.8 H-carbon

R?=0.737, Ryred” = 0.664, S = 0.643, F =25.2

Log(1/ECsp, apo) = - 0.400 - 14.6 H-carbon - 0.006 E, ymo
R?=0.721, Ryred” = 0.652, S = 0.657, F =10.4
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Log(1/ECsp ry)= - 0.506 - 15.2 H-carbon + 0.018 E_ymo

R?=0.702, Ryred” = 0.442, S = 0.715, F =9.42
Log(1/ECsp,cr)= - 0.877 - 15.9 H-carbon + 0.127 E, ymo

R?=0.740, Ryred” = 0.523, S = 0.679, F =11.4

SKElumo T Bica It 0 F AT FE A TERY IR Y .

Log(1/ECsp, apo)=0.09 - 14.0 H-carbon - 0.229 Log Kow

R?=0.733, Ryred” = 0.631, S = 0.643, F =11.0
Log(1/ECsp ry) = 0.03 - 14.6 H-carbon - 0.257 Log Kow

R?=0.715, Ryred” = 0.594, S = 0.657, F =10.0
Log(1/ECso,cr) = - 0.26 - 15.1 H-carbon - 0.317 Log Kow

R?=0.756, Ryred” = 0.695, S = 0.658, F =12.4
s¢Log Kow eiadic s f > % £32 » &7 Jedkt3tih? o

(=) N=9(Z #_ Ethyl fluoroacetate(1) ~ Methyl 3-bromopropionate(6) ~ Ethyl
dibromoacetate(12) ~ Ethyl tribromoacetate(13) ~ Ethyl-2,3-di-bromopropionate(14))

Log(1/ECso, apo) = 3.17 + 1.07 Log(L/RCs0)

R*=0.939, Ryreq” = 0.893, S = 0.328, F =108
Log(1/ECsp ry)=3.20 + 1.13 Log(1/RCsp)

R*=0.947, Ryied” = 0.916, S = 0.323, F =124
Log(1/ECsp,cr) = 2.96 + 1.13 Log(1/RCs)

R*=10.916, Ryred” = 0.879, S = 0.410, F =76.8

Log(1/ECso, ano) = 3.02 - 3.41 Halo + 1.06 Log(1/RCs)

R? = 0.940, Ryred” = 0.798, S = 0.350, F =47.3
Log(1/ECspry) = 3.03 - 4.18 Halo + 1.12 Log(1/RCsp)

R?=0.948, Ryred” = 0.869, S = 0.343, F =55.0
Log(1/ECso,cr)= 3.04 + 1.8 Halo + 1.13 Log(1/RCso)

R*=0.917, Rpreq® = 0.719, S = 0.441, F =33.0

Log(1/ECsp, apo) =0.81-12.9 AHalo - 0.093 Log Kow

R?=0.630, Ryred” = 0.283, S = 0.874, F =5.10
Log(1/ECspry) =0.65-13.6 AHalo - 0.055 Log Kow

R?=0.622, Ryred” = 0.213, S = 0.929, F =4.93
Log(1/ECsp,cr)=0.15 - 14.6 AHalo - 0.011 Log Kow

R?=0.679, Ryred” = 0.226, S = 0.868, F =6.33
Llog Kow shitcfic 2 f > % 638 & F etk @ o
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Stepwise Regression: log{(EC50)*-1 versus HEAT OF FORM, TOTAL ENERGY, ...

Alpha-to-Enter: 0.15 Alpha-to-Remove: 0.15
Response iz log{ECS50)*-1 (Do) on 19 predictors, with N = 14
WNi{cazes with missing observations) = 4 N{all cases) = 18
Step 1 2 El 4
Constant -3 .88 -17.65  -16.57  -13.64
HOMO -3.46 -1.81 -1.79 -1.52
T-Value -8.95 -3.27 -3.87 -3.23
P-Value o.oo0 0.007  0.004  0.010
Log(1/RCS0 ) (my ) 0.56 0.66 0.77
T-Talue 3.47 4.40 5.01
F-Talue 0.o05 0.o01 0.001

> A A EE 2‘{&

03-apha 2.6 3.2 > -1~ v 2
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Permanent link: http://www.chemexper.com/search/cas/105355.html Report error(s)
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5.2L:% MOPAC—Create Input File
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88 Window Help
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SUMHMARY OF PH3 CALCULATION

C4 H7 02 Cl

1SCF MMOK GEO-DK PH2

1SCF WAS SPECIFIED, SO BFGS WAS NOT USED
SGF FIELD WAS AGCHIEVED

HEAT OF FORHMATION
ELECTRONIC ENERGY
CORE-CORE REPULSION
DIPOLE

MO. OF FILLED LEUELS

21

-82.128252 KCAL =
-5578.400355 EV
4892 .646613 EV
2.62931 DEBYE

HOPAC

2011/ 6/21

SYMHETRY :

MOCECUDWRWETGHT T
SCF CALGULATIOHS = 1
COHPUTATION TIME = B8.129 SECONDS

55T

FINAL GEOHETRY OBTAINED
1SCF MMOK GEO-DK PH2

[H 0.00006008 @ 0.0000008 8 0.0080600
0 1.20797788 1 0.0000008 8 0.0080600
0 1.33799780 1 121.9983228 1 6.00860600
[H ] 2.78814588 1 88.3496488 1 -162.9960638
[ 1.58897288 1 122.58081538 1 -144_8175320
[H 1.48199388 1 1089.98082538 1 31.2269740
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