28 12 27
_BCF *3
BCF
CAS *2 logPow Koc
. BCF logKow Koc
1 1| pal | ] | 1| DK ey pjmeg| [

3 =3 =3 174] 2C 110-54-3 -95| 14E+04| 9.3E+00 390 | 40E+02| 1.7E+05 86.17| 2B 2B 1B 2B 2B 2B
5 =3 =3 1] 1A 78-79-5 146 | 52E+04| 4.1E+02 242 | 13E+02| 7.8E+03 68.11] 2A 2A 1B 2A 2C 2B

6 =3 =3 3] 2C 74-87-3 -98 | 4.9E+05| 5.0E+03 091 | 6.0E+00| 8.9E+02 5048 2A 1B 1B 2A 2B 2A

8 =3 =3 13| 1B 67-66-3 -63| 20E+04| 8.3E+03 197 | 45E+01| 36E+02| 11937 2B 2B 1B 2B 2B 2B
9 =3 =3 9] 2C 74-83-9 -94| 109E+06| 1.5E+04 194 | 17E+02| 6.8E+02 9493 2A 2A 2A 2A 2B 2B
10 =3 =3 4] 2C 75-00-3 139 | 13E+05| 5.7E+03 139 | 88E+01| 1.1E+03 6451 2A 1B 2A 1A 2B 2A
11 =3 =3 771 1B 107-06-2 -35| 87E+03| 8.0E+03 147 | 3.7E+01| 15E+02 98.95| 1B 1B 1B 1B 2B 2A
14 o*1 =) 10) 2C 542-75-6 -66 | 2.7E+03| 2.6E+03 202 | 32E+01| 3.3E+02] 11097 1A 1A 1A 1A 2B 2B
15 =3 3] 2C 74-89-5 -93| 109E+05| 1.1E+06 -071| 42E+02| 1.1E+00 3106 2B 2B 2B 1B 1B 2B
16 =3 =3 3] 2C 124-40-3 -92| 17E+05| 9.3E+04 -027 | 16E+02| 1.8E+00 4509] 2A 2A 1B 1B 1B 2B
17 S} S} 3] 2C 75-59-2 67 | 2.3E+03| 1.0E+06 140 | 26E+02| 3.4E-11 9115 1A 2B 1A 1A 1A 2C
18 =3 =3 3] 2C 75-52-5 -28 | 26E+03| 9.1E+04 -024 | 10E+01| 2.9E+00 61.04] 2A 2A 1B 1A 2C 2B
19 =3 =3 3] 2C 75-21-8 112 | 14E+05| 9.7E+04 -0.30 | 2.2E+00| 1.5E+01 4405 1B 2B 1B 1B 2B 2B
21 o*1 =) 3] 2C 106-88-7| -10 [ 1.7E+04| 8.9E+04 068 | 16E+01] 1.4E+01 721 1B 2A 2B 1B 2C 2C
22 =3 =3 3] 2C 106-89-8 -57| 16E+03| 6.2E+04 045 | 12E+02| 3.2E+00 9252 2A 2B 2A 2A 2B 2A
23 S} S} 3] 2C 109-86-4 -10| 6.4E+02| 2.8E+05 0.00 | 1.0E+00| 3.3E-02 76.09| 1B 1A 1B 1A 2B 2B
24 =3 =3 3] 2C 109-59-1 -50 | 4.2E+02| 1.0E+05 004 | 28E+00| 9.3E-02| 104.15) 1B 1A 1A 1A 2C 2A
25 =3 =3 3] 2C 50-00-0 -92| 3.7E+05| 4.0E+05 035 | 3.7E+01| 3.4E-02 3003 2A 2A 2B 2A 2B 2A
26 =3 =3 3] 2C 75-07-0 124 | 99E+04| 9.3E+05 0.83 | 14E+01| 6.7E+00 4405 2B 2B 2B 1A 2C 2B
28 =3 =3 3] 2C 108-05-4 -10| 11E+04| 24E+04 073 | 24E+01| 5.0E+01 86.09 1B 2B 1B 2B 2B 2B
29 =3 =3 35 2C 111-82-0 5| 25E-01] 3.8E+00 494 | 39E+03| 3.0E+02| 21434 2B 1B 2C 1A 2C 2B
31 =3 =3 3] 2C 96-33-3 -75| 82E+03| 4.9E+04 074 | 19E+01| 1.5E+01 86.09] 2A 2B 2A 1B 2C 2C
32 =3 =3 3] 2C 140-88-5 -71| 38E+03| 1.4E+04 118 | 45E+01| 26E+01] 100.11f 2A 2A 2A 1A 2B 2C
34 =3 =3 3] 2C 79-06-1 85| 6.4E-01| 19E+06 -0.90 | 27E+00| 1.7E-04 71.08] 2A 1B 2A 1B 2C 2B
35 =3 =3 3] 2C 79-41-4 15| 9.0E+01| 9.8E+04 093 | 15E+01| 6.3E-02 86.09] 2A 2A 1B 2A 2B 2B
36 =3 =3 61| 1A 60-00-4 240 | 47E-11| 4.8E+02 -386 | 7.8E-03| 1.0E-20| 29225| 2B 2B 1B 2C 2C 2A
37 =3 =3 97| 1A 139-13-9 242 | 85E-05| 1.2E+04 -381| 96E-03| 86E-12| 191.14] 2B 1A 1B 2B 2C 2C
38 =3 =3 3] 2C 75-05-8 -46 | 7.0E+03| 9.3E+04 -034 | 12E+02| 1.9E+00 41.05) 2A 2A 1B 2A 2B 2B
40 =3 =3 2] 1A 62-56-6 178 | 26E-01| 9.0E+04 -092 | 28E+01| 5.6E-09 76.13] 2B 2B 1B 1A 1B 2B
43 =3 =3 3] 2C 822-06-0 -10| 7.0E-01] 1.1E+02 0.02 | 10E+00| 4.9E+00 168.2] 1B 2A 2B 1B 2C 2B
46 =3 =3 26| 2C 108-88-3 -95| 28E+03| 5.1E+02 265| 16E+02| 6.5E+02 9213] 2A 2A 2A 2A 2B 2B
47 =3 =3 42| 2C 100-42-5 -31| 6.7E+02| 3.0E+02 296 | 91E+02| 28E+02| 10414 1B 2A 1B 1B 2B 2B
48 S} S} 13| 1A 98-83-9 -23| 3.0E+02| 9.3E+01 348 | 69E+02| 20E+02| 11817| 2A 2A 1A 1A 1A 2C
49 =3 =3 171 1A 95-63-6 -44| 20E+02| 5.3E+01 378 | 54E+02| 6.2E+02| 120.19| 2B 2B 2B 2B 2B 2B
50 S} S} 55| 2C 100-41-4 -95| 9.0E+02| 1.9E+02 314 | 26E+02| 80E+02| 106.16| 1B 2A 1B 2A 2B 2A
51 S} S} 26| 2C 100-44-7, -43 | 12E+02| 4.9E+02 266 | 20E+02| 22E+02| 12658 2A 2B 2B 1A 2C 2B
52 =3 =3 175 1A 95-50-1 -17 | 14E+02| 15E+02 343 | 58E+03| 19E+02] 146.99] 2A 2A 2A 1B 2A 2B
53 =3 =3 68| 1A 106-46-7, 53| 9.4E+01| 58E+01 337 | 36E+02| 25E+02] 146.99] 2A 2B 1B 1A 2A 2A
54 =3 =3 3] 2C 62-53-3 -6 | 40E+01| 3.4E+04 090 | 41E+02| 1.1E-01 93.13] 2A 2A 1B 2A 2A 2A
55 =3 =3 10 1A 108-45-2 63| 3.8E-02| 4.3E+05 -0.33 | 50E+00| 85E-05| 108.14) 1A 1A 1A 2B 2C 2C
56 =3 =3 3] 2C 95-54-5 101| 11E-01| 3.9E+04 015| 92E+00| 50E-04| 108.14) 1B 1A 1A 1A 2C 2C
58 =3 =3 19] 1A 95-51-2 -2 | 19E+01] 5.1E+03 190 | 9.0E+01| 37E-01| 12757 2B 2B 1A 2B 2C 2C
59 =3 =3 3] 1A 98-95-3 6| 21E+01] 1.9E+03 185| 9.3E+01| 24E+00| 12311} 2B 2B 1A 2B 2B 2B
60 =3 =3 14 1A 100-00-5 83| B85E+00| 24E+02 239 | 29E+02| 50E-01] 157.55) 2A 1B 1B 2A 2C 2A
62 =3 =3 18| 1B 108-95-2 41| 2.0E+01| 84E+04 147 | 2.1E+01| 6.3E-02 94.11) 2A 2A 2A 2A 1B 2B
65 =3 =3 3] 2C 120-80-9 105| 21E+00| 4.5E+05 090 | 12E+02| 7.4E-04| 110.11) 2B 2A 2A 1B 1B 2A
66 =3 =3 14 1A 117-81-7, -42| 20E-05| 9.3E+00 9.80 | 9.4E+04| 17E+00| 390.54) 1B 2B 1B 1A 2B 2B
67 =3 =3 15| 2C 120-61-6 141 14E-01| 3.1E+01 231 | 12E+02| 14E+01] 194.18) 2A 1B 1B 1B 2C 2A
68 =3 =3 3] 2C 100-21-0 414 | 87E-04| 1.8E+01 125| 7.0E+00| 15E-07| 166.13] 2A 2B 2A 2A 2C 2C
69 S} S} 3] 2C 552-30-7 165| 9.3E-04| 24E+04 0.06 | 54E-01| 87E-06| 19212 2A 2B 1B 1A 2C 2C
70 S} S} 664| 1A 107065-10-1 247 | 72E-11| 21E-10 1292 | 11E+08| 1.8E+02| 51161 2C 4c 4c 2C 4c 4c
74 S} S} 200 1A 101-68-8 41| 2.0E-03| 6.3E+00 451 | 82E+03| 6.6E-02| 250.25( 2A 1A 2C 1B 2C 2C
76 S} S} 115 1A 91-20-3 80| 7.3E+00| 3.0E+01 334 | 98E+02| 46E+01| 12816| 1B 1B 1B 1B 2B 2B
77 =3 =3 210 1A 77-73-6 34| 19E+02| 19E+01 278 | 26E+02| 8.3E+02 1322 2A 2B 1A 1A 2C 2B
79 o*1 S} 1 1A 132112-66-4 64| 13E-01| 23E+03 096 | 17E+02| 1.1E-03| 146.19| 2C 4C 1A 2C 4C 2C
80 =3 =3 1] 1A 123-91-1 12| 40E+03| 1.0E+06 -027 | 23E+01| 1.1E+00 88.1] 2A 2A 2B 2A 2B 2B
81 =3 =3 3] 1A 110-91-8 -5| 96E+02| 9.3E+05 -255| 24E-01| 8.8E-02 87.12) 2B 1B 2C 1B 2C 2C
82 =3 =3 3] 2C 105-60-2 69| 13E-01| 4.6E+06 -012 | 6.8E+00| 1.8E-03] 113.16| 2A 2A 2A 1B 2C 2C
83 =3 =3 1448| 1A 971-66-4 162 | 3.0E-06] 1.1E-02 6.10 | 3.0E+04| 86E-02| 321.21) 2C 4C 4C 2C 4C 4C
84 S} S} 50 1A 14915-37-8 194 | 4.1E-07| 15E+04 -0.61 | 32E+00| 2.5E-03| 31587 2C 4c 4c 2C 4c 4c
87 S} S} 39 1A 25068-38-6, -16 | 3.3E-08| 6.9E+00 321 | 45E+02| 1.7E-06 320.8) 4A 1A 1A 1A 4c 2C
90 =3 =3 3] 2C 67-56-1 -98 | 12E+04| 9.7E+04 -0.78 | 2.8E+00| 4.6E-01 3204 2B 2B 1B 2A 2B 2A
91 =3 =3 3] 2C 111-42-2 27| 2.0E-01| 10E+06 -218 | 71E-02| 54E-09| 105.14) 2A 2A 2B 1B 2C 2B
92 =3 =3 3] 2C 79-21-0 0| 17E+03| 1.0E+06 -056 | 24E+00| 2.2E-01 76.05| 2B 1A 2A 1A 2C 2A
93 =3 =3 3] 4C 108-24-7, -73| 48E+02| 1.2E+05 -058 | 14E+00| 4.2E-01| 102.09| 2B 2B 2B 2C 4C 2C
94 =3 =3 3] 2C 79-10-7, 14| 3.8E+02| 7.3E+04 042 | 43E+01| 3.7E-02 72.06) 2A 2A 1B 1B 2B 2B
95 =3 =3 3] 2C 3926-62-3 120 | 15E-03| 8.2E+05 -380 | 11E-02| 14E-02| 117.48| 2A 1A 1A 1A 2C 2C
96 =3 =3 101 1A 110-82-7, 7| 10E+04| 5.4E+01 344 | 97E+02| 1.8E+04 84.16] 2A 2A 2A 2B 2C 2B
97 =3 3] 4C 7803-49-8 33| 4.0E+02| 10E+06 -122| 14E+01| 7.0E-04 3303 2B 4A 4A 4C 4C 4C
98 =3 =3 3] 2C 75-04-7, -81| 99E+04| 9.7E+04 -0.13| 6.8E+00| 1.1E+00 4509| 2B 2B 1B 2B 2C 2B
99 S} 3] 2C 109-55-7| -60 | 8.0E+02| 9.3E+05 -0.35 | 44E+00| 5.2E-04| 102.18| 2B 2A 2B 1B 2C 2C
100 o*1 404 4C 7396-58-9 -6| 18E-01] 3.1E-03 888 | 59E+05| 4.7E+02| 31158) 1B 2C 4C 2C 4C 2C
102 =) =) 3] 2C 67-63-0 -90 | 43E+03| 9.7E+04 0.05| 35E+00| 8.2E-01 60.09] 2A 2A 1B 1B 2C 2B
103 =) =) 95| 2C 111-87-5 -16 | 7.1E+00| 5.1E+02 350 | 36E+01| 25E+00] 130.22) 2A 2A 2A 1B 2B 2B
105 =) =) 3] 2C 107-21-1 -13| 7.4E+00| 9.7E+04 -136 | 2.0E+00| 6.1E-03 62.07] 2A 2A 1B 2A 2B 2B
106 =) =) 3] 2C 57-55-6 -60 | 13E+01| 1.0E+06 -0.86 | 6.7E+00| 1.5E-03 76.091 1A 1A 2B 2A 2B 2B
107 =) =) 3] 2C 141-43-5 10| 3.8E+01| 9.3E+04 -191| 27E-01| 2.6E-05 61.09] 2B 2B 1B 1B 2C 2C
108 =) =) 4 1B 102-71-6 21| 34E-04| 9.3E+05 -230 | 58E-02| 34E-14| 149.19| 2B 2B 2C 1B 2C 2B
109 =) =) 3] 2C 111-76-2 -77| 83E+01| 1.0E+06 081 | 74E+00| 82E-02| 11817| 2A 2A 2B 1B 2C 2A
110 =} 3] 2C 111-90-0 -54| 12E+01| 1.0E+06 -054 | 10E+00| 1.6E-03] 134.17| 2A 2A 2A 2B 2B 2C
111 =) =) 3] 2C 78-84-2 -66 | 17E+04| 7.9E+04 077 | 13E+01] 7.0E+01 721 2B 2A 2A 1B 2C 2A
112 =) =) 3] 2C 107-22-2 -25| 20E+03| 1.0E+06 -115| 2.1E+00| 3.4E-04 58.04] 1A 1A 2B 1A 1A 2B
113 o*1 =) 3] 2C 107-02-8 -87 | 29E+04| 9.3E+04 -010 | 13E+01| 1.2E+01 56.06) 2A 2A 1B 2A 2B 2B
114 =) =) 3] 2C 67-64-1 -95| 14E+04| 1.0E+06 -024 | 9.7E+00| 3.6E+00 58.08| 2B 1B 2A 2A 2C 2B
115 =} 3] 2C 78-93-3 -86 | 26E+03| 2.8E+05 030 | 32E+01] 5.1E+00 721 2A 1B 2A 1A 2B 2B
116 =) =) 6] 2C 108-10-1 -85| 20E+03| 1.4E+04 165| 11E+02| 46E+01| 100.16f 2A 2A 1A 1B 2C 2B
117 =) =) 3] 2C 64-18-6 4| 43E+03| 9.7E+04 -210 | 18E+01| 1.4E-02 46.03] 1A 1A 1B 1A 1A 2A
118 =} 5| 2C 112-07-2 -64 | 40E+01| 15E+04 151 | 4.0E+01| 55E-01| 160.21) 2A 2A 2A 1B 2C 2B
119 =) =) 3] 2C 79-11-8 63| 2.1E+00| 10E+06 049 | 27E+00| 9.4E-04 9449 1A 1A 1A 1A 2C 2B
122 =} 3] 1B 77-78-1 -32| 6.5E+01| 2.8E+04 -426 | 54E-02| 3.9E-01] 126.14) 2A 2A 2A 2B 2C 2B
123 o S} 50 2C 2809-21-4 105| 6.2E+00| 9.3E+04 -352 | 47E-02| 7.0E-21| 206.02| 2B 2C 1B 2A 2C 2C
124 =} 3] 2C 71-36-3 -90 | 6.4E+02| 6.6E+04 1.00 | 3.2E+00| 87E-01 7412  2A 2B 1A 1A 2B 2B
125 =) =) 60[ 2C 1330-20-7 -54| 80E+02| 9.9E+01 316 | 76E+02| 6.7E+02| 106.16| 4A 2B 2B 2B 2B 2B
126 =) =) 102] 2C 98-82-8 -96 | 4.3E+02| 4.7E+01 355| 12E+03| 10E+03] 12019 2A 2B 2A 1B 2C 2A
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BCF *3
BCF
CAS *2 logPow Koc
. BCF logKow Koc
1 N T I I 7 T T 72 P
129 o () 5| 2 26471-62-5 21| 21E+00| 126+02|  343| 95E+02| 82E-01| 17416] 1A 1A 2c 1B 2c 2c
131 o o 3 oc 108-94-1] 32| 47E+02] 23E+04] 086 | 39E+01] LIE+00] _ 98.14] 2A 2A 2B 1B 2C 2B
132 2| 2c 78-50-1 8| 4o0E+01| 15E+04|  166| L1E+02| 46E-01) 1382] 2A 2A 2A 1B 2c 2c
133 o () 22| 2c 79-77-6| 35| 1.1E+03| 11E+02| 400 | 226+03| 6.0E+00| 19229| 2A 2c 1A 2A 2c 2c
134 274 2C 80-54-6| 20| 47E-01| 33E+01| 420 | L0E+03| 18E+00| 2043 1B 2c 1A 1A 2c 2c
135 o o 3 ac 100-99-9]  -108| L5E+04] LOE+06| _ 045] 21E+01] 7.4E+00] _ 721] 28 2B 2B 1B 2B 2B
136 o o 3 18 872-50-4]  -10| 32E+01] O.7E+04] 046 | 45E+00| 32E-04]  99.13] 1B 2A 1B 1B 2B 2A
138 o o 5| 1B 16000-02-1| 300 | 18E-07| 19E+03| -158| 10E+03| 58E-39| 92696 1A 2c 1A 1A 1A 2c
140 o () 212| 4 25155-30-0| 199 | 40E-12| 77E+02| 196 | 34E+04| 47E-03| 349.48| 2A ac 2B 2B 2B 2c
141 o*1 o 32| ac | 122454-20-9| 152 | 50E-05| 17E-01| 469 | 826+03| 13E-03| 34953 2C 4c 1A 2c 4c 2c
143 o ) 2| 1A 400-21-2| 2700 | 15E-37] LOE-01]  108| B6E+00| 86E+03] _ 401| 2B 4c A 2C 4c 2C
147 o o 1000 1A 7699-43-6] 250 L0E+06 17812] 2B 1A
149 o o 1 ocC 107-05-1]  -135| 4.0E+04] 36E+03| _ 210 | 6.6E+0L] LIE+03] _ 7652] 2A 27 2A 1A 2C 2B
150 o o 3 ac 4439-24-1] 32| 01F+01] 12E+05| _ 075| 69E+00] 99F-03] 11817 2c 4c 4c 2B 2C 2C
151 o o 193] 4cC 142-198] 11| 20E+01] 43E+01] _ 307 | LIE+03] O6E+01] 17024 2C 4c 1A 1A 2C 2C
7] o () 3| ac 15467-20-6| 323 | 19E-12| 93E+04| -1007| 33E-08| 126-11] 23712 2c 4c 1B 2c 4ac 2c
153|" o () 27| 1A 7651-02-7 34| 34E-08| LOE+01|  735| 79E+04| 20E-04| 36863 1B 1B 1B 2c ac 2c
154 o o 1] 1A 108-90-7] 45| LIE+03] 46E+02] 284 | 15E+02] 32E+02] 11255| 1B 2B 2B 2B 2B 2B
155 o1 o 13 18 106-49-0 44| 27E+01] 74E+03| 141 16E+02] 20E-01] 10745 2A 28 1B 1A 1B 2A
156 o 1| 1B 1319-77-3 33| 13E+01] 236+04]  233| 36E+01] LOE-01] 10813 2B 2B 1B 1B 2B 2B
157 o o 07| 1A 140-66-9 81| 10E+00| 18E+01|  4d46| 35E+03| 46E-01] 20632 24 2A 2A 1B 1B 2c
160 o o 59| 1A 28150-98-0| 131 | 88E-05| 36E+00|  390| 43E+02| 5.4E-04| 25338| 2B 4A 2c 2B 2c 2c
161 o ) 1000] _4c 9003-04-7| _ 149| 23E-05] 93E+05| -337| 20E-02] 29E-02]  9405| 2C 4c 4c 2C 4c 2C
10 12
14 16 18
164 12 o o 1512 4c 124-30-1 53| 59E-03| 46E-02|  771| 15E+05| 7.3E+01| 26052 1B 2c 2c 2c 2c 2c
12
165 o 18] ocC 112-18-5] 15| 16E+04| 87E+00| _ 450 | 74E+03] 65E+01] 21341 2B 2B 1A 2B 2C 2C
166 ) 7| 2c 112-02-7, 99| 28E-03| 38E+02|  323| 42E+02| 23E-05| 32001 1B 1A 2B 2B 2c 2c
167 o o 63 1A 7173-51-5 46| 41E-03] 28E+05| 040 | LOE+04| 54E-05] 36200| 1A 1A 1B 1A 1A 2C
12 14 16 18
168(20 o o 20| 1A 61789-80-8 41| 11E-00| 10E-03|  380| 10E+10| 65E-03| 58652 1B ac 2B 2B ac ac
10 12 14 16 18
169 o o 24| 2 1643-20-5|  132| 59E-06| 9.7E+04|  467| 28E+03| 52E-06|  220.4] 2A 2B 1B 2B 2c 2c
12
12
170 o 18] ocC 112-30-1 6| BOE-01] 21E+01] 450 LB5E+03] 32E+00] 15829 2A 27 1B 1B 1A 2B
171 1016 1114 g () 72| 2c 112-53-8 24| 80E-02| 37E+00|  540| 32E+03| 22E+00| 18633 2B 2B 2B 1B 2c 2B
18
172 16 o () 1000 4c 143-19-1| 234 | 58E-11| 11E+05|  392| 21E+02| 33E+00| 304.45| 2B 2c 2B 2c 2c 2c
18
10 12 14 16
18
173 o o 19| 1A 93-83-4|  -80| 69E-05| 10E+00|  6.00| 24E+03| 72E-07| 36957 1A 1A 1A 1A 2c 2c
12
12
10 12
14 16 18
174 o () 1000 4c 61780-40-0| 208 | 3.1E-01| 41E+03|  1.18| 20E+02| 40E-15| 34353 2a 1B ac ac 1B ac
175| 14 16 o ) 1000 4c 68430-57-6| 100 | 42E-06| 29E+05| -1.30| L16E+00| 68E-02| 20248 4A ac 1A 1A ac ac
14 16
*1 10 1
*) CAS
*3
*4 Worst




