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Fig. Al. Correlations between gradient derived and isocratic derived logKow.
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Table ALl. Software calculated logKow 0f the investigated polybrominated diphenyl ether
(PBDE) metabolites

CASRN, Chemical Abstracts Service Registry Number

CASRN AlogP AclogP MilogP KowWin XlogP ClogP MlogP

1 602326-09-0 482 449 474 4.51 472 482 3.84
2 602326-18-1 4.83 449 473 4.51 4.69 507 3.84
3 602326-10-3 5.54 510 537 5.15 531 5.60 4.09
4A 4656-58-0 5.54 519  5.53 5.40 549 598 4.21

4B 602326-13-5 566 538 583 5.96 554 631 445
S5A 102740-06-7 554 519 550 5.40 549 575 421
5B 102740-01-2 5.68 538 581 5.96 554 6.08 445
6A 602326-21-6 557 519 550 5.40 549  6.00 4.21
6B 602326-27-2 567 538 6.03 5.96 581 643 445

TA 80246-25-9 6.14 588 649 6.29 6.29 6.67 457
7B 96920-28-4 6.32 6.08 6.71 6.85 634 699 4.80
8A 79755-43-4 6.15 588  6.26 6.29 629 6.72 457

8B 102739-99-1 632 6.08 6.57 6.85 634 699 4.0
9B 602326-19-2 6.33 6.08  6.77 6.85 6.61 7.11 4.80
10A 602326-23-8 6.17 588 649 6.29 6.29 6.69 457
10B 602326-26-1 634 6.08 6.77 6.85 6.61 7.11 4.80
11A 602326-11-4 6.52 650 7.10 6.93 691 7.19 4.80
11B 678988-39-1 6.67 6.69 737 7.50 696 749 530
12A 497069-18-8 6.52 6.50 7.10 6.93 691 7.14 4.80
12B 497106-81-7 6.67 6.69 737 7.50 696 749 530

13A 35162-01-7 6.55 6.58  7.00 7.18 7.09 742 492
13B 38926-88-4 6.65 6.78 731 7.74 7.14 7.67 5.14
14A 49069-29-1 6.53 6.58 7.23 7.18 7.09 734 492
14B 497106-82-0 6.65 6.78  7.51 7.74 7.14 7.64 5.14
15A 80246-24-8 6.54 658 723 7.18 7.09 737 492

15B 497106-84-0 6.64 678 751 7.74 7.14 7.67 5.14
16A 602326-24-9 6.55 6.58 7.23 7.18 7.09 731 492
16B 602326-29-4 6.66 678 7.51 7.74 741 7776 5.14
17A 111863-67-3 6.79 728 797 8.07 7.89 821 5.26
17B 169901-73-9 6.91 747 822 8.63 794 851 547
18A - 6.54 658 723 7.18 7.09 731 492
18B 914670-38-5 6.65 6.78  7.51 7.74 741 7776 5.14
19A 184174-87-6 6.14 588 649 6.29 6.29 647 457
20A — 554 519 573 5.40 549 570 4.21
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Table A2. Peaks of analytes when MeOH/H,0 = 95/5

RetTime Area Height Width logk’

1 2.96 1107.6 255.0 0.067 0.55
2 3.05 349.0 82.3 0.071 0.60
3 3.07 66.7 15.4 0.072 0.61
4A 341 386.5 74.1 0.079 0.79
4B 4.47 268.0 45.8 0.092 1.35
5A 3.13 255.5 57.7 0.074 0.64
5B 3.94 450.6 85.7 0.088 1.06
6A 3.45 165.0 33.1 0.078 0.81
6B 4.83 644.5 102.3 0.098 1.53
7A 4.20 3329 57.0 0.092 1.20
7B 7.31 481.4 51.9 0.146 2.83
8A 4.63 1300.7 198.4 0.102 1.43
8B 7.18 241.4 24.6 0.153 2.76
9B 5.55 263.7 35.9 0.114 1.91
10A 4.18 318.8 52.1 0.093 1.19
10B 5.73 460.2 59.9 0.118 2.00
11A 4.16 1218.8 201.4 0.093 1.18
11B 7.94 992.5 96.5 0.162 3.16
12A 4.54 186.5 23.6 0.118 1.38
12B 7.94 183.0 17.7 0.159 3.16
13A 4.70 377.0 54.1 0.109 1.46
13B 8.72 30.1 2.7 0.175 3.57
14A 4.62 694.6 105.3 0.103 1.42
14B 7.93 3444 329 0.162 3.16
15A 4.70 755.8 111.8 0.107 1.46
15B 8.58 294.8 26.7 0.173 3.50
16A 4.71 232.4 33.7 0.107 1.47
16B 7.51 174.7 17.6 0.156 2.94
17A 5.57 2633.9 318.7 0.128 1.92
17B 7.60 536.7 47.0 0.177 2.98
18A 4.47 624.5 94.1 0.103 1.34
18B 6.85 856.3 93.1 0.143 2.59
19 3.58 681.9 130.0 0.081 0.88
20 3.14 1865.4 401.2 0.072 0.65
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Table A3. Peaks of analytes when MeOH/H,0O = 90/10

RetTime Area Height Width logk'

1 3.59 1031.6 203.8 0.084 0.87

2 3.73 350.9 66.2 0.084 0.95

3 3.86 66.5 12.2 0.086 1.01

4A 4.53 337.9 53.0 0.098 1.36
4B 6.65 265.2 31.0 0.134 247
5A 3.98 250.0 433 0.096 1.08
5B 5.53 433.5 59.5 0.121 1.88
6A 4.57 159.8 242 0.103 1.38
6B 7.35 632.0 67.4 0.145 2.83
7A 6.26 328.3 37.9 0.135 2.26
7B 12.84 479.0 30.3 0.247 5.70
8A 7.34 1285.8 124.7 0.160 2.83
8B 12.95 242.8 14.3 0.264 5.75
9B 9.18 258.6 21.9 0.184 3.78
10A 6.20 316.6 35.0 0.139 2.23
10B 9.56 446.6 36.6 0.190 3.99
11A 6.21 1184.5 134.5 0.137 2.24
11B 14.84 994.9 53.9 0.289 6.74
12A 7.16 169.5 14.4 0.175 2.74
12B 14.81 138.2 8.5 0.266 6.73
13A 7.46 356.0 33.6 0.166 2.89
13B 16.82 35.6 1.6 0.344 7.77
14A 7.35 688.2 66.6 0.161 2.83
14B 14.81 336.9 18.3 0.287 6.72
15A 7.44 735.3 70.8 0.161 2.88
15B 15.98 279.6 14.6 0.300 7.33
16A 7.43 226.5 21.5 0.163 2.87
16B 13.57 175.4 9.9 0.274 6.08
17A 9.70 2589.7 186.4 0.216 4.06
17B 14.69 541.1 26.1 0.324 6.66
18A 6.89 610.7 60.7 0.155 2.59
18B 12.11 825.3 53.3 0.241 5.32
19 5.00 645.5 90.9 0.109 1.61

20 3.99 1780.2 303.7 0.092 1.08
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Table A4. Peaks of analytes when MeOH/H,0 = 85/15

RetTime Area Height Width logk'

1 4.59 1060.3 160.9 0.103 1.37
2 4.87 364.3 51.8 0.110 1.51
3 5.21 68.0 9.0 0.118 1.69
4A 6.55 345.7 37.5 0.144 2.38
4B 10.70 275.0 20.0 0.214 4.52
5A 5.45 240.2 30.1 0.125 1.81
5B 8.41 421.4 38.4 0.172 3.34
6A 6.53 158.8 17.0 0.147 237
6B 12.04 647.2 42.8 0.236 5.21
TA 10.08 338.8 232 0.224 4.20
7B 23.72 460.5 16.5 0.436 11.23
8A 12.67 1256.8 72.6 0.270 5.53
8B 24.92 226.8 7.4 0.472 11.85
9B 16.37 254.0 12.3 0.320 7.44
10A 9.90 308.8 222 0.216 4.10
10B 16.93 449.8 21.6 0.347 7.73
11A 10.09 1173.1 84.8 0.215 420
11B 29.14 992.1 28.7 0.533 14.03
12A 12.27 145.2 8.7 0.259 5.33
12B 29.18 154.3 4.7 0.498 14.05
13A 13.05 378.7 20.9 0.282 5.73
13B 21.59 50.4 1.8 0.470 10.13
14A 12.79 664.5 38.5 0.270 5.59
14B 29.41 326.2 9.3 0.531 14.16
15A 12.94 725.9 414 0.273 5.67
15B 31.65 266.4 7.6 0.519 15.32
16A 12.76 225.0 13.1 0.269 5.58
16B 26.18 152.9 5.2 0.442 12.50
17A 18.38 2500.0 102.1 0.382 8.48
17B 30.19 471.9 12.7 0.575 14.57
18A 11.69 568.5 34.8 0.253 5.03
18B 23.20 761.1 272 0.438 10.96
19 7.56 623.9 59.3 0.165 2.90
20 5.47 1629.8 210.9 0.120 1.82

Page 5 of 7



Environ. Chem. 2008, 5, 332—339. doi: 10.1071/EN08036_AC

Table A5. Peaks of analytes when MeOH/H,0O = 80/20

RetTime Area Height Width logk’

1 6.36 1024.6 114.3 0.139 223

2 6.85 347.5 36.2 0.150 2.48

3 7.68 64.7 6.0 0.167 291

4A 10.19 3349 23.1 0.225 4.18
4B 18.37 266.7 11.6 0.359 8.34
5A 8.20 236.0 20.5 0.179 3.17
5B 13.92 411.2 23.8 0.267 6.08
6A 10.19 156.6 11.1 0.218 4.18
6B 21.18 600.4 24.6 0.383 9.77
7A 17.80 321.1 14.0 0.354 8.05
7B 46.51 383.0 9.2 0.639 22.64
8A 23.59 1232.1 41.6 0.466 10.99
8B 50.23 184.4 3.7 0.659 24.53
9B 31.02 237.6 6.8 0.520 14.77
10A 17.15 299.5 13.2 0.349 7.72
10B 31.84 421.9 11.6 0.558 15.19
11A 17.71 1165.8 50.1 0.361 8.00
11B 59.45 910.8 14.2 0917 29.22
12A 22.57 128.1 4.8 0.423 10.47
12B 59.62 136.7 22 1.051 29.31
13A 24.38 3453 11.1 0.468 11.39
13B 43.34 43.8 1.0 0.757 21.03
14A 23.54 662.1 222 0.464 10.97
14B 59.95 319.7 5.0 1.071 29.47
15A 24.00 720.4 23.8 0.469 11.20
15B 64.69 289.2 4.0 1.192 31.88
16A 23.29 221.2 7.4 0.455 10.84
16B 52.31 129.9 2.6 0.844 25.59
17A 36.85 2491.6 54.6 0.705 17.73
17B 64.44 554.4 6.6 1.395 31.75
18A 21.09 591.7 21.5 0.426 9.72
18B 46.02 786.2 15.1 0.789 22.39
19 12.55 622.5 37.4 0.258 5.38

20 8.11 1646.6 148.1 0.174 3.12
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Table A6. Peaks of analytes when MeOH/H,0 = 75/25

RetTime Area Height Width logk’
1 9.43 1040.2 81.1 0.200 3.80
2 10.35 3523 25.5 0.215 427
3 12.24 55.1 3.7 0.246 5.23
4A 17.74 370.1 15.7 0.358 8.02
4B 34.07 279.4 7.3 0.544 16.33
SA 13.17 237.1 13.6 0.273 5.70
5B 24.36 497.8 15.9 0.477 11.39
6A 16.93 234.2 7.4 0.455 7.61
6B 38.99 572.8 13.6 0.659 18.84
TA 32.78 306.4 8.2 0.565 15.67
7B ND*
8A 46.10 1209.4 22.7 0.810 22.45
8B ND
9B 61.42 260.3 3.8 1.153 30.25
10A 31.46 271.9 7.4 0.569 15.00
10B 62.47 380.6 6.1 0.743 30.78
11A 33.34 1140.8 28.2 0.625 15.96
11B ND
12A 43.99 1552 3.0 0.864 21.38
12B ND
13A 48.55 446.4 6.2 1.193 23.70
13B ND
14A 46.23 625.0 12.0 0.779 22.52
14B ND
15A 46.99 704.3 13.0 0.778 22.90
15B ND
16A 44.92 302.3 44 0.863 21.85
16B ND
17A 77.62 2439.8 27.4 1.257 38.49
17B ND
18A 40.50 572.5 11.9 0.678 19.60
18B ND
19 22.47 664.2 229 0.444 10.43
20 13.02 1689.0 98.1 0.267 5.62

ARetention time too long to afford.
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