JP28

1. XL ®IZ

polychlorinated biphenyl(PCB)i%, ZAf{k%s L L
TRAEMNTIES A SN TV, AR - BB~
DOEBEREREN O TRV Z E RN RS, BIEZD
FRFELSHBI S TnD, &5(2, PCB [AJE
Ko—H (=277 F—PCB)», 2,3,7,8-tetrachloro
dibenzo-p-dioxin & [FIER DN S ELEH & 51 =
BT b HEINTEY, PCB OREEEIRE,
AMEEREREZWONCT D LN, BBOME
Lo TnD Sy AR ELVE & @é%%@
R SR B AT A G B AR (DL T B SR I
ﬁﬁé:&#%\%ﬁﬁWE%@Ux77txx
VNREMTAZFEET D52 ERMETHY . 2
DEE, F 7 E ) —INVIRGERI(Kow) O IKEESF
FESWZEHBNITT D Z LT, TN LB K
T2 ERET S ECOEEELES A, SH,
ARG S E =2 —F 0%y hU—2712HS
< PCB D/KIEMRETHITT /L AR L R
PCB /KVESRE D T2 52 L, BAEAE S TR
BT Ot A B 5 L7z,

2. FEOXSLEFE

X mX

Molecular structure of polychlorinated
biphenyls.

X indicates the chlorine substitutes, and # and m are
the number of them bound to each phenyl ring.
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Figure 1.

Table 1. The number of congeners and isomers of

polychlorinated biphenyls.

PCB EMEAR D55 1 1E R

1 2 3 45 6 7 8910 sum

The num. of Cls

312 24 4246 42 24 12 3 1 209
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Figure 2.  Relationships between experimental

(literature) and predicted logSw. PCR
analysis. PCR analysis
(A) PCR analysis.
(B) CNNs analysis.
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Table 2. 1 value for each isomer category.

PCR CNNs n
TriCBs 0.194 0.517 14
TetraCBs 0.372 0.771 27
PentaCBs 0.433 0.762 28
HexaCBs 0.554 0.613 24
HeptaCBs 0.677 0.846 19
1) n is the number of data.
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Figure 3. Relationships between experimental
(literature) and predicted logSw for CB
isomers. Left side indicates PCR analysis
and right side is CNNs analysis.
Top: trichloro biphenyl isomers.
Middle: tetrachloro biphenyl isomers.

Bottom: pentachloro biphenyl isomers.

Table 3. 1* value for each isomer category in terms of
re-calculation.

PCR CNNs n"
TriCBs 0.474 0.955 14
TetraCBs 0.805 0.907 27
PentaCBs 0.631 0.970 28

1) n is the number of data.
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Table 4. The number of congeners and isomers for
poly chlorinated poly hydroxylated
biphenyls.

NCI 0 1 2 3 4 5 6 7 8 9 10 sum
NOH
0 -3 12 24 42 46 42 24 12 3 1 209
1 3 19 64 136 198 198 136 64 19 3 -— 840
2 12 64 203 376 473 376 203 64 12 — -—— 1783
3 24136 376 608 608 376 136 24 - -— - 2288
4 42198 473 608 473 198 42 — - -— - 2034
5 46 198 376 376 198 46 - 1240
6 42136 203 136 42 — — - -— — — 559
7 2464 64 24 - e e e e e 176
8 1219 12 —— o o e e e e 0 43
9 303 e e e e e e e e 6
10 (U U 1
sum 9180
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