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TABLE S-I. MDEV indexes of the investigated PBDES

No. PBDE Mll M12

1 2-BDE 0 1.0625
2 3-BDE 0 1.04

3 2,4-BDE 0.0625 2.0903
4 2,4'-BDE 0.0156 2.0903
5 2,6-BDE 0.0625 2.125
6 3,4-BDE 0.1111 2.0678
7 3,4-BDE 0.0123 2.0678
8 4,4'-BDE 0.01 2.0556
9 2,4,6-BDE 0.1875 3.1528
10 2,4',6-BDE 0.0938 3.1528
11 3,3,4-BDE 0.1391 3.1078
12 3,4,4-BDE 0.1335 3.0956
13 2,2',4,4'-BDE 0.194 4.1806
14 2,3',4,4-BDE 0.232 4.1581
15 2,3',4,6-BDE 0.2407 4.1928
16 2,4,4'.6-BDE 0.2288 4.1806
17 3,3'4,4-BDE 0.2725 4.1356
18 2,2',3,3',4-BDE 0.508 5.2328
19 2,2',4,4' 5-BDE 0.3779 5.2206
20 2,3',4,4',6-BDE 0.393 5.2206
21 2,2',4,4' 55 -BDE 0.5774 6.2606
22 2,3,3,4,4 5,6-BDE 1.0359 7.3006
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TABLE S-l. Results of the leave-one-out cross validation

. Predicted log p_ Relative error, %
No. PBDE Experimental log p_ VLR ANN MLR ANN
1 2-BDE -0.79 -1.01 096 27.85 21.52
2 3-BDE -0.89 -095 093 6.74 4.49
3 2,4-BDE =177 -181 -1.79 2.26 113
4 2,4-BDE -1.86 -1.82 -18 215 -0.54
5 2,6-BDE -1.56 -1.86 -185 19.23 18.59
6 3,4-BDE -1.92 -1.76 -1.78 -8.33 —7.29
7 3,4-BDE -1.88 -180 -l1l81 —4.26 -3.72
8 4,4-BDE -2.01 -177 -180 -1194 -1045
9 2,4,6-BDE -2.34 -2.69 -2.68 14.96 14.53
10 2,4'.6-BDE —2.65 270 -2.69 1.89 151
11 3,3,4-BDE —2.86 -2.63 265 -804 -7.34
12 3,4,4-BDE —2.99 -2.62 264 1237 -1171
13 2,2',4,4-BDE -35 -354 355 114 143
14 2,3,4,4-BDE -3.62 -350 350 -3.31 =331
15 2,3,4,6-BDE -34 -355 355 441 441
16 2,4,4',6-BDE -3.31 -355 354 7.25 6.95
17 3,3,4,4'-BDE -3.81 -346 347 -9.19 -8.92
18 2,2',3,3,4-BDE -4.19 435 434 3.82 3.58
19 2,2',4,4' 5-BDE —4.17 439 437 5.28 4.80
20 2,3,4,4',6-BDE —4.52 434 435 398 -3.76
21 2,2',4,4'55-BDE -5.07 521 519 2.76 2.37
22 2,33,4,45,6-BDE —6.04 554 558 -8.28 —7.62

TABLE S-l1. Results of the k-fold cross validation

Experimental Predicted log p_

Relative error, %

Fold PBDE
log p MLR ANN MLR ANN
1 2-BDE —-0.79 095 -0.89 20.25 12.66
3,4-BDE -1.92 -177 172 -781 -1042
3,3,4-BDE -2.86 265 264 734  -7.69
2,4,4',6-BDE -3.31 -353 -354 6.65 6.95
2 3-BDE -0.89 -092 -090 3.37 112
3,4-BDE -1.88 -176 -179 638 -479
3,4,4-BDE —2.99 259 261 1338 -12.71
3,3,4,4-BDE -381 343 343 997 997
3 2,4-BDE -1.77 -180 -179 1.69 1.13
4,4-BDE —2.01 -178 178 1144 -11.44
2,2' 4.4'-BDE -3.50 -354  -356 1.14 171
2,2'3,3',4-BDE -4.19 436 435 4.06 3.82
4 2,4-BDE -1.86 -184 18 -108 -215
2,4,6-BDE 234 269  -2.68 14.96 14.53
2,3,4,4-BDE -3.62 353 353 249  -2.49
2,2'4,4' 5-BDE -4.17 439 440 5.28 5.52
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Fold PBDE Experimental  Predicted log p. Relative error, %
log p MLR ANN MLR ANN
5 2,6-BDE -1.56 -187 -185 19.87 18.59
2,4' 6-BDE -2.65 272 270 264 1.89
2,3,4,6-BDE -3.40 -354 -354 412 412
2,3,4,4',6-BDE 452 435 436 376 354
6 3,4-BDE -1.92 -174 179 938  -6.77
3,3,4-BDE -2.86 265 267 134 664
2,4,4' 6-BDE -3.31 -355  -3.56 7.25 7.55
2,2'4.4'55-BDE -5.07 524 523 3.35 3.16
7 3,4-BDE -1.88 -180 -181 426 372
3,4,4-BDE -2.99 261 262 1271 -12.37
3,3,4,4-BDE -3.81 —342 342 -1024 -10.24
2,3,3,4,4' 5,6-BDE —-6.04 557 557 778  —71.78
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