QSART AIFER (B #7 —3B1&)

= . PRI - FR265E11H28H
BEFADEBATMILEYMEDEREREZEICEAITIEBEEFERE 1. REE AHT-35%
== |
" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR %8 KATE %9
2 CASEE 110-54-3 fE R fE R fE A fE A
basesurface narcotics Neutral Organics Ohydrocabons aliphatic
— < 19.1 mg/L 4.94 mg/L 5.41 mg/L|
n /\:‘_\_-U-/ 2.5 mg/L Neutral Organics
£ 6.86 mg/L
&%
BERBELES 3
2
AW cd:: ) cd:: ) cd:: )
basesurface narcotics Neutral Organics Ohydrocabons aliphatic
8.66 mg/L 3.16 mg/L] 1.49 mg/L|
3.88 mg/L Neutral Organics
2.95 mg/L
5
NFE 86.18 logP(KowWin) 3.288 X2 &=
782
KA R (me/L) logBCFmaxtox  2.45E+0 %3
[ R11E] 17.24 %1 LUMO(eV) 3.74E+0~3.81E+0 *4
ODDI X5
Qc X6
4 CASEE 75-21-8 A AR R R
Reactive unspecified OEpoxides, mono epoxides(ClogP)
~ AN 3280 mg/L| 57.7 mg/L 3.30 mg/L
IFLoFFE 84 mg/L FHATEE (EEEMNMELNVISR) Neutral Organic
£ 2490 mg/L
&5 O
BERBELES 19
4
AW ERAT cd:: ) cd:: )
Reactive unspecified OEpoxides, mono epoxides(ClogP)
4510 mg/L. 278 mg/L 7.74 mg/L
212 mg/L ERTEE SEEMEIMELVISR) Neutral Organic
1170 mg/L
5
NTE 44.05 logP(KowWin) -0.045 %2 2%
782
xtK A AR (mg/L) logBCFmaxtox —3.39E-2 %3
[ AlfiE] 237400 %1 |UMO(eV)  271E+0~2.71E+0 X4
ODDI X5
Qc X6
1/19 R—2




" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR *& KATE %9
5 CASES 108-88-3 &M &M -3 -3
basesurface narcotics Neutral Organics hydrocarbons aromatic
MLIY 21.5 mg/L 24.8 mg/L 19.2 mg/L|
5.8 mg/L
2
¥
&3
BERBELES 46
5
AW cd:: ) cd:: ) cd:: )
basesurface narcotics Neutral Organics hydrocarbons aromatic
19.9 mg/L 14.8 mg/L] 6.92 mg/L
413 mg/L
&
NTE 92.14 logP(KowWin) 2.54 %2 2%
KA R (me/L) logBCFmaxtox 1.9E+0 %3 )
[FAlE] 573.1 %1 LUMO(eV) 59E-1~592E-1 X4
ODDI X5
Qc X6
6 CASEE 100-41-4 R R R R
basesurface narcotics Neutral Organics hydrocarbons aromatic
IFILRUEY 9.90 mg/L 10.3 mg/L]| 10.8 mg/L]|
42 mg/L
il
5
&3%:
EBERBELES 50
6
=R AT fERT fERT
basesurface narcotics Neutral Organics hydrocarbons aromatic
X 7.98 mg/L 6.45 mg/L] 3.98 mg/L
1.81 mg/L XD;ff A 8E GE FA#EER V)
2
NTE 106.17 logP(KowWin) 3.031 %2 =
*H
7K AR (me/L) logBCFmaxtox  2.26E+0 3
[F:Al1E] 2286 %1 LUMO(eV)  5.29E-1~5.37E-1 ¥4
ODDI X5
Qc X6
2/19 R— 2



e 3] EitiE
= ERSMHE TIMES X7 ECOSAR *& KATE %9
7 CASES 7651-02-7 R A AT
basesurface narcotics Aliphatic Amines secondary or tertiary amines
— — 33 = Y ) — 1 — 0.277 mg/L 0.0220 mg/L] 0.0141 mg/L
NS SN NTZAFINTRS) TRV =1=AL] ] * SXPAEFHE (ogPiB FIEIEPD| 3P, KPR RE (0P RU A&
TrILrs & {EHMEHBT— 1L O Amides AR
= 0.0160 mg/L]
b2l Neutral Organic
0.00500 mg/L
"5 3P {# FATRBE (logP i FEEER5Y)
EBERBELES 153
%
AW fERA T AT fERA T
"M"\/ basesurface narcotics Aliphatic Amines secondary or tertiary amines
0.0892 mg/L 0.00500 mg/L 24.5 mg/L
0.381 mg/L XD;ff A8t (R A EE4Y) XP;{# T EE (logPiE FHERESY)| %P, XF;{EFFI’F‘H’E(IogPZ’{U%B%‘*ﬁﬁ
Amides 1 FR # B A1)
i 0.00154 mg/L
PFE 368.65 logP(KowWin) 7.35 ><2 % N%%Bactlooorfg/lﬁ
*F KB AR (me/L) logBCFmaxtox  4.32E+0 X3 3P {f FATSBE (logPil FAEEEE V)
[FH1fE] 0.002525 X1 | UMO(eV) 1.37E+0~1.7E+0 X4
ODDI X5
Qc X6
8 CASES 75-59-2 Lkl AT
Neutral Organics
—kS . - —FKR AN 781000 mg/L]
ThIAFILTEZV L=EFOFIF 462 mg/L _ SN 8 PR A $
@ QSARETILEL QSARETILEL
5
&%
BEBELEES 17
OH ~
/ N— R AT
Neutral Organics
294000 mg/ L
3 mg/L _ N S A B 41 .
= QSARETILIZL QSARETILHL
NTE 91.15 logP(KowWin) -2.474 %2 E%
5H
7K AR (me/L) logBCFmaxtox x3
[F1fE] 1000000 %1 | UMO(eV) X4
ODDI X5
Qc X6
3/19 R—=




" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR *& KATE %9
9 CASEZ 78-79-5 A A A A
basesurface narcotics Neutral Organics Ohydrocabons aliphatic
. ~ 14.4 mg/L 16.9 mg/L 14.6 mg/L
1 Jjol// 7.43 mg/L Neutral Organics
4 21.2 mg/L|
&3
BEELES 5 /
9
AW AT cd:: ) cd:: )
basesurface narcotics Neutral Organics Ohydrocabons aliphatic
13.3 mg/L 10.1 mg/L 2.66 mg/L
5.77 mg/L XD;ff At (R A EE 4} ) Neutral Organics
6.80 mg/L
5
SFE 68.12 logP(KowWin) 2.58 X2 &=
KA R (me/L) logBCFmaxtox  1.93E+0 %3 )
[ R11E] 338.6 1 |LUMO(eV) 467E-1~55E-1 %4
ODDI X5
Qc X6
10 1 CASES 95-48-7 AW fERT ) )
" phenols and anilines OPhenols amines aromatic or phenols4
— [y - 24.2 mg/L 16.9 mg/L] 18.9 mg/L|
o—JLJ—L 7 mg/L Neutral Organic
% 78.5 mg/L]
5
&3%:
BERBELES 156(UL
10| Y—ELD
=R fERT fERT fERT
phenols and anilines OPhenols amines aromatic or phenols4
12.5 mg/L 5.23 mg/L] 5.96 mg/L|
9.5 mg/L Neutral Organic
44.8 mg/L]
z
DFE 108.14 logP(KowWin) 2.06 %2 I’é
78
7K AR (me/L) logBCFmaxtox  1.54E+0 3
[F:Al1E] 9066 X1 LUMO(eV)  3.72E-1~372E-1 X4
ODDI X5
Qc X6
4/19 R—




= Iy
" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR %8 KATE %9
102 CASEE 108-39-4 SR SR A A
" phenols and anilines OPhenols amines aromatic or phenols4
— N 24.3 mg/L 16.9 mg/L 18.9 mg/L
m—JLJ—)L 3.88 mg/L Neutral Organic
@ 78.5 mg/L]
ﬁ%% OH
BEELES 156(UL
10 J—ILELT)
cd:: ) cd:: ) cd:: )
phenols and anilines OPhenols amines aromatic or phenols4
12.5 mg/L 5.23 mg/L] 5.96 mg/L
_ X Neutral Organic
= EEtEdHHT—5%4L 44.8 mg/L
NTE 108.14 logP(KowWin) 2.06 %2 2%
KA R (me/L) logBCFmaxtox  1.54E+0 %3 )
[ AlfiE] 8890 1 | UMO(eV)  3.74E-1~3.74E-1 X4
ODDI X5
Qc X6
1 0 3 CASES 106—-44-5 AW fERT ) )
" phenols and anilines OPhenols amines aromatic or phenols4
— [y - 249 mg/L 16.9 mg/L] 18.9 mg/L|
P LI 14 mg/L Neutral Organic
% 78.5 mg/L]
5
&3%:
BERBELES 156(UL
10| Y—ELD
=R fERT fERT fERT
OH phenols and anilines OPhenols amines aromatic or phenols4
12.8 mg/L 5.23 mg/L] 5.96 mg/L|
7 mg/L Neutral Organic
44.8 mg/L]
z
NTE 108.14 logP(KowWin) 2.06 %2 IE
*H
7K AR (me/L) logBCFmaxtox  1.54E+0 3
[FA1E] 9246 X1 | UMO(eV) 4.26E-1~426E-1 %4
ODDI X5
Qc X6
5/19 R—



" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR *& KATE %9
1 1 CASES 74-87-3 i) AT ) ERAE
Reactive unspecified Neutral Organics halides3
. 282 mg/L| 274 mg/L 141 mg/L|
a0 BRI AFIL) 00mg/L|  ERTREGEEEAIENSTR) P FATRE (logP B A
il
%5
&3
BEELES 6
11
/CI
AW AT cd:: ) ERAT
Reactive unspecified Neutral Organics halides3
_ 335 mg/L 143 mg/L| 65.2 mg/L
200 mg/L ERTHE (SEEIELYIFR) XP;{# AT #E (logPE FAEEEASY)
5
NFE 50.49 logP(KowWin) 1.087 %2 &=
782
xtK A AR (mg/L) logBCFmaxtox  8.11E-1 %3
[FAlE] 22620 %1 LUMO(eV) 1.6E+0~1.6E+0 X4
ODDI X5
Qc X6
1 2 CASES 107-06-2 AW fERT ) )
basesurface narcotics Neutral Organics halides3
—35 . 93.3 mg/L 115 mg/L| 72.0 mg/L
1, 2—oy0AI8Y 118 mg/L
il
5
&5 Cl
BEBELES 1
12
=R fERT fERT fERT
basesurface narcotics Neutral Organics halides3
103 mg/L 64.4 mg/L| 31.0 mg/L|
5 99.4 mg/L
5
NFE 98.96 logP(KowWin) 1.832 %2 &
78
7K AR (me/L) logBCFmaxtox  1.37E+0 %3
[ RfE] 6414 X1 | UMO(eV)  6.85E-1~1.13E+0 X4
ODDI X5
Qc X6
6/19 R—



" e 3] =iEE
s ERSMHE TIMES %7 ECOSAR %8 KATE %9
13 CASEE 75-01-4 L] L] A A
basesurface narcotics OVinyl/Allyl Halides halides3
N 93.6 mg/L 26.7 mg/L] 66.3 mg/L|
JO0AIFLY 210 mg/L Neutral Organic
£ 112 mg/L|
&3
ERELES 18 C| e
13
AT cd:: ) cd:: )
basesurface narcotics OVinyl/Allyl Halides halides3
107 mg/L 21.1 mg/L 29.1 mg/L
_ N XD;fE A e (G FR#EEE 4} ) Neutral Organic
= EEtEdHHT—5%4L 61.4 mg/L
ATE 62.5 logP(KowWin) 1.623 32 f%
7K AR (me/L) logBCFmaxtox  1.21E+0 %3 i
[FAlE] 5631 %1 LUMO(eV) 8.56E-1~8.56E-1 4
ODDI X5
Qc X6
14 CASES 74-89-5 L A SR
narcotic amines OAliphatic Amines primary amines aliphatic
AFILTZY 432 mg/L 323 mg/L 328 mg/L
_ . Neutral Organic
& EEtEdHHT—5%4L 5980 mg/L]
5
&3%:
BERBELES 15
14| 738
NH2
=R AT fERT fERT
Reactive unspecified OAliphatic Amines primary amines aliphatic
15300 mg/L 28.3 mg/L] 48.8 mg/L
702 mg/L ERATEE (SREEHIMELNVITR) Neutral Organic
2660 mg/L]
&
NFE 31.06 logP(KowWin) -0.638 2 &
78
7K AR (me/L) logBCFmaxtox —4.76E-1 %3
[F1fE] 1000000 %1 | UMO(eV) X4
ODDI X5
Qc X6
1719 R—T



: HEE
" fbmm g = | |
ERSMHE TIMES 7 ECOSAR *8 KATE 9
15 CASES 124-40-3 ERAT ERAT R R
narcotic amines OAliphatic Amines secondary or tertiary amines
S =* 309 mg/L 232 mg/L 278 mg/L
CAFITRY 17 mg/L me Neutral Orgagnic me
@ 3310 mg/L
&3
BRELES 16 — N
15 TS E \
) AR G o
Reactive unspecified OAliphatic Amines secondary or tert|ary ammes
_ _ 7430 mg/L. 21.5 mg/L]
50 mg/L ERTHE (SEEIELIFR) Neutral Organic| f:{# Fi & u(lﬁﬁﬂ’ﬁﬁﬁ’éﬁﬁﬁﬁ \$§
m 1540 mg/L EEED)
NTE 45.08 logP(KowWin) -0.173 %2 f%
xtK A AR (mg/L) logBCFmaxtox —1.29E-1 %3 i
[FAlE] 1000000 %1 | UMO(eV) X4
ODDI X5
Qc X6
16 CASE= 75-56-9 EAa ST BRI BRI
Reactive unspe0|ﬂed OEpoxides, mono epoxides(ClogP)
— = S 2r 0 mg/L| 45.0 mg/L| 3.28 mg/L
1, 2—IRFITany (Rl&EieTaELY) 52 mg/L ERATH (1-:-%&75‘1&(.\777() Neutral Organic
% 1380 mg/L
5
% 0
EBERBELES 20
16
=R AT fERT fERT
Reactive unspemﬂed OEpoxides, mono epoxides(ClogP)
0 mg/L| 188 mg/L 6.83 mg/L|
350 mg/L ERATH (1:.?:5'&75‘15.[,\777\) Neutral Organic
675 mg/L
5
NFE 58.08 logP(KowWin) 0.372 X2 &
78
7K AR (me/L) logBCFmaxtox  2.78E-1 %3
[ RfE] 129300 %1 | UMO(eV)  2.63E+0~2.63E+0 4
ODDI X5
Qc X6
8/19 R—



" fme 3 St
= ERSMHE TIMES %7 ECOSAR *& KATE %9
17 CASEE 50-00-0 A A A A
aldehydes OAldehydes (Mono) aldehydes
=K 18.2 mg/L 12.5 mg/L 11.3 mg/L
TILLTILTER 100 mg/L Neutral Organic
44 748 mg/L
&3
BEBELES 25
17
Y (@]
A
AW AT cd:: ) cd:: )
Reactive unspecified OAldehydes (Mono) aldehydes
790 mg/L. 46.1 mg/L] 13.0 mg/L]|
14.6 mg/L ERTEE SEEMEIELVISR) Neutral Organic
365 mg/L
5
NFE 30.03 logP(KowWin) 0.35 %2 &=
xtK A AR (mg/L) logBCFmaxtox  2.61E-1 %3 i
[FAlE] 57020 %1 LUMO(eV) X4
0oDDI 2.84E-1~284E-1 %5
Qc X6
1 8 CASES 108—-05-4 i) AW =R =R
esters Esters conjugated systems2
> = 113 mg/L 63.7 mg/L 7.24 mg/L
BFERE =)L 2.39 mg/L O Vinyl/Allyl Esters
@ 1.04 mg/L
o Neutral Organic
b 982 mg/L]
&3%:
BEELES 28 //
18
O/
/ AW RS i) i)
Reactive unspecified Esters conjugated systems2
\ . 928 mg/L 152 mg/L| 12.0 mg/L
9.22 mg/L ERTRE EFEEMMELNISR) O Vinyl/Allyl Esters
0 14.9 mg/L
Bi Neutral Organic
NFE 86.09 logP(KowWin) 0.728 %2 = 496 mg/L
5H
7K AR (me/L) logBCFmaxtox  5.43E-1 %3
[ RfE] 30250 %1 LUMO(eV)  5.02E-1~858E-1 4
ODDI X5
Qc X6
9/19 R—



= Iy
" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR *& KATE %9
19 CASEE 71-43-2 R R R A
basesurface narcotics Neutral Organics hydrocarbons aromatic
R 51.5 mg/L 65.1 mg/L] 36.3 mg/L|
59 mg/L
il
%5
&3
BERBELES 45
19
AW cd:: ) cd:: ) cd:: )
basesurface narcotics Neutral Organics hydrocarbons aromatic
55.6 mg/L 36.9 mg/L| 12.7 mg/L|
10 mg/L
5
NTE 78.11 logP(KowWin) 1.993 %2 2%
KA R (me/L) logBCFmaxtox  1.49E+0 %3 )
[ AlfiE] 2000 %1 | UMO(eV)  554E-1~554E-1 X4
ODDI X5
Qc X6
20 CASE= 71-36-3 EAa EAa BRI BRI
basesurface narcotics Neutral Organics Qalcohols aliphatic
— — 1490 mg/L 669 mg/L 1290 mg/L|
1=%/—= 1376 mg/L Neutral Organics
£ 656 mg/L
5
&3%:
BERBELES 124
20
x L] L] L] PLE]
OH basesurface narcotics Neutral Organics alcohols aliphatic
1400 mg/L 341 mg/L 252 mg/L
1328 mg/L P {3 AT RE (logP i FASE B 4})
O Neutral Organics
Bi 103 mg/L]
NFE 74.12 logP(KowWin) 0.841 2 Eg
78
7K AR (me/L) logBCFmaxtox  6.27E-1 %3
[F:Al1E] 76700 31 | UMO(eV) 3.55E+0~3.6E+0 %4
ODDI X5
Qc X6

10/19 R—2
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" fme 3 St
= ERSMHE TIMES %7 ECOSAR *& KATE %9
21 CASEE 67-63-0 A AT A A
basesurface narcotics Neutral Organics Qalcohols aliphatic
JoELTILA—IL  ((VTRELTILA—IL) 3410 me/L 1740 me/L pUiClneZE
9640 mg/L Neutral Organics
4 1580 mg/L|
= on
BEBELES 102
21
AW AT cd:: ) ERAT
basesurface narcotics Neutral Organics alcohols aliphatic
3770 mg/L| 844 mg/L 468 mg/L|
2285 mg/L XD;fE A &E GE R E B S) XP; {5 FA A BE (logP 3 FA £ BH 41)
Neutral Organics
Ei . 196 mg/L|
SFE 60.1 logP(KowWin) 0.276 %2 &= P FATHE (logP i A EEE51)
xtK A AR (mg/L) logBCFmaxtox  2.06E-1 %3 ~
[ R11E] 402400 %1 | UMO(eV)  349E+0~349E+0 4
ODDI X5
Qc X6
29 CASE® 75-07-0 A A A A
aldehydes OAldehydes (Mono) aldehydes
=K 41.6 mg/L 34.3 mg/L 29.4 mg/L
7Er7ILTER 30.8 mg/L Neutral Organic
% 3190 mg/L
5
&3%:
ERELES 26 _\
22 \
O AW RS i) i)
Reactive unspecified OAldehydes (Mono) aldehydes
3560 mg/L| 163 mg/L 36.2 mg/L
29.7 mg/L ERATEE (SEMEIELVITR) Neutral Organic
1480 mg/L
5
NFE 44.05 logP(KowWin) -0.166 %2 &
78
7K AR (me/L) logBCFmaxtox —1.24E-1 %3
[F1fE] 256800 X1 |LUMO(eV) X4
ODDI 2.93E-1~2.93E-1 %5
Qc X6

11/19 R—2

11



" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR *& KATE %9
23 CASEE 111-87-5 fE R fE R fE A fE A
basesurface narcotics Neutral Organics Qalcohols aliphatic
S e — A 62.6 mg/L 20.2 mg/L 47.9 mg/L
71_79/ 1 7‘!_ ug 12.2 mg/L Neutral Organics
£ 26.3 mg/L|
&3
EBERBELES 103
23
AW cd:: ) cd:: ) cd:: )
basesurface narcotics Neutral Organics Qalcohols aliphatic
34.1 mg/L 12.4 mg/L 24.8 mg/L
26 mg/L Neutral Organics
- 9.24 mg/L|
5
NFE 130.23 logP(KowWin) 2.805 X2 &=
KA R (me/L) logBCFmaxtox  2.09E+0 %3 )
[ R11E] 814 %1 | UMO(eV) 3.42E+0~3 6E+0 X4
ODDI X5
Qc X6
2 4 CASES 75-09-2 AW fERT ) )
basesurface narcotics Neutral Organics halides3
:/‘ODD)(Q“/(%U%LEHZ)‘?[/‘J) 193 me/L 194 mg/L 273 mg/L 150 mg/L]|
mg
il
5
&3%:
IB3%ELES 160 C|
24 BERELES 7 \
C | =R fERT fERT RS
basesurface narcotics Neutral Organics halides3
250 mg/L| 146 mg/L] 67.8 mg/L|
27 mg/L XP; i F AN BE (logP 38 FAEEEH 4Y)
&
ATE 84.93 logP(KowWin) 1.34 2 &
78
7K AR (me/L) logBCFmaxtox 1.E+0 %3
[FA1E] 10950 %1 L UMO(eV) 5.94E-1~594E-1 X4
ODDI X5
Qc X6

12/19 R—2
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" e 3] EitiE
= ERIFEMHE TIMES X7 ECOSAR *& KATE %9
25 CASES 75-52-5 e R AT ERRH
basesurface narcotics Neutral Organics Unclassified
ol Nu P23V, 1360 mg/L 3390 mg/L _ _ 569 mg/L
> 659.2 mg/L ERTEE (SREMEAMELVSR)
il
e
&3 0
BEEBELES 18
25
N \ AW AT cd:: ) fERA T
\ O basesurface narcotics Neutral Organics Unclassified
2900 mg/L| 1590 mg/L _ _90.1 mg/L.
450 mg/L XD;fE A &E GE R E B S) ERTEE SFEMEAELVITR)
5
NTE 61.04 logP(KowWin) -0.037 %2 225
>4
KA R (me/L) logBCFmaxtox —2.75E-2 %3
[ RI1E] 111200 %1 | UMO(eV) -1.31E-1~-1.31E-1 X4
ODDI X5
Qc X6
26 CASEE 107-22-2 fEF fEF =T BERTHE
aldehydes OAldehydes (Poly) aldehydes
=S (A — 351 /L 21.6 mg/L 205 mg/L
FEXHILTILTER VAT Y —IL) > 200 mg/L e Neutral Orglagnic XP;{iﬁFlﬂzﬁE(logPiEFﬁ%ﬁ%I%*)
& 91500 mg/L
5
&3%: o)
BEBLES 112
26
/ AT ERFA R ERRA
/ Reactive unspecified OAldehydes (Poly) aldehydes
77000 mg/L 38.0 mg/L 301 mg/L
162 mg/L ERATEE (SREEHIMELNVITR) Neutral Organic P {E F T HE (logP3E FH S5 B 1)
(@) | 37100 mg/L
NTE 58.04 logP(KowWin) ~1.655 %2 E%
5H
KB fE(mg/L) logBCFmaxtox —1.24E+0 %3
[Fil1E] 1000000 %1 | UMO(eV) X4
ODDI 2.8E-1~2.88E-1 %5
Qc X6

13/19 R—2
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" fme 3 St
= ERSMHE TIMES %7 ECOSAR %8 KATE %9
27 CASEE 95-53-4 A A A A
phenols and anilines OAnilines (Hindered) amines aromatic or phenolsb
O_F)b’f:)y(ﬂ|1% -AFILT =)L) 56.0 mg/L 67.2 mg/L] 52.2 mg/L|
’ 151 mg/L Neutral Organic
£ 192 mg/L
&3
EBEBELES 57
7| 7308
AW AT cd:: ) cd:: )
phenols and anilines OAnilines (Hindered), amines aromatic or phenolsb
NH2 22.2 mg/L 23.3 mg/L 6.64 mg/L
15.6 mg/L XD;ff FAAS e (R A EE 4Y) Neutral Organic
105 mg/L|
5
NFE 107.16 logP(KowWin) 1.623 %2 &=
KA R (me/L) logBCFmaxtox  1.21E+0 %3 i
[ AlfiE] 8292 %1 | UMO(eV)  6.01E-1~6.01E-1 X4
ODDI X5
Qc X6
2 8 CASES 106—49-0 i) AW =R =R
phenols and anilines OAnilines (Unhindered) primary amines aliphatic
— A 56.5 mg/L 28.0 mg/L 53.9 mg/L
p—kILADY 118 mg/L Neutral Organic
@ 192 mg/L|
5
&3%:
BERBLES 155
og| 7V
=R AT fERT fERT
NH2 phenols and anilines OAnilines (Unhindered) primary amines aliphatic
22.3 mg/L 0.772 mg/L 491 mg/L
0.12 mg/L XD;ff A gk GE A EEFE4Y) Neutral Organic
105 mg/L|
z
NTE 107.16 logP(KowWin) 1.623 %2 =
78
7K AR (me/L) logBCFmaxtox  1.21E+0 %3
[ RfE] 7225 %1 LUMO(eV)  6.16E-1~6.16E-1 X4
ODDI X5
Qc X6

14/19 R—2
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HtiE

*t
# LEME . : : :
= ERSMHE TIMES %7 ECOSAR *& KATE %9
29 CASEE 75-00-3 L] L] A A
basesurface narcotics Neutral Organics halides3
. 138 mg/L 127 mg/L 74.2 mg/L
sRBTEY 2250 mg/L
il
%5
&3
EBERBELES 10
29 \
C | AW AT cd:: ) cd:: )
basesurface narcotics Neutral Organics halides3
144 mg/L 69.3 mg/L| 32.8 mg/L
58 mg/L XD;ff A8t (R A EE4Y)
5
NTE 64.52 logP(KowWin) 1.578 %2 2%
KA R (me/L) logBCFmaxtox  1.18E+0 %3 )
[ R11E] 8218 %1 LUMO(eV) 1.5E+0~1.5E+0 4
ODDI X5
Qc X6
30 CAS%E= 78-87-5 R R =/ =/
basesurface narcotics Neutral Organics halides3
1 2_:/“7|:| Eljl:l/ NV 48.7 mg/L 55.4 mg/L 38.7 mg/L
, 127 mg/L
il
5
&5 cl
BERBELES 12
30
=R fERT fERT fERT
basesurface narcotics Neutral Organics halides3
47.9 mg/L 32.2 mg/L| 16.0 mg/L
b 29.5 mg/L
z
DFE 112.99 logP(KowWin) 2.249 %2 I’é
78
7K AR (me/L) logBCFmaxtox  1.68E+0 3
[FA1E] 2166 X1 | UMO(eV) 6.85E-1~1.12E+0 %4
ODDI X5
Qc X6
15
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" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR *& KATE %9
3 1 CASEE 106—-88-7 ERTE fE A fE A
Reactive unspecified OEpoxides, mono epoxides(ClogP)
— 23,5 A 946 mg/L 30.1 mg/L 2.93 mg/L|
1, 2=TRFLIIY _ . fERATRE (SFEEAMEL YIS R) Neutral Organic
& EREEHHT —5LL 622 mg/L
&3 o)
BRBELES 21
31
) AR G o
Reactive unspecified OEpoxides, mono epoxides(ClogP)
1020 mg/L 107 mg/L 5.29 mg/L
69.8 mg/L ERTEE SEEMEIMELNVISR) Neutral Organic
| 318 mg/L
n
NTE 7211 logP(KowWin) 0.863 %2 =
782
xtK A AR (mg/L) logBCFmaxtox  6.44E-1 %3
[ R11E] 24650 X1 | UMOC(eV) 2.63E+0~2.66E+0 X4
ODDI X5
Qc X6
32 CASES 57-55—6 fERT AT ) FERTH
basesurface narcotics Neutral Organics alcohols aliphatic
NN, 81— 27100 mg/L, 19700 mg/L 32100 mg/L]|
JRELYTUa— 51400 me/L XD A e G PGS 5P FIT B (logP S FAGEE 51)
& Neutral Organics
= 15300 mg/L
£ XP;{E A fE (logP3E FH E5EH %)
1’%% OH
BEBELES 106
32
=R RS i) RS
basesurface narcotics Neutral Organics alcohols aliphatic
42800 mg/L 8650 mg/L] 2800 mg/L
43500 mg/L XD A BE G FREEBE 4} ) XP; i F AN BE (logP 38 FAEEEH 4Y)
OH Neutral Organics
& _ L1230 me/L
NFE 76.1 logP(KowWin) -0.782 X2 & XP:fE AT BE (logPE FAFEE S1)
78
7K AR (me/L) logBCFmaxtox —5.83E-1 %3
[Fil1E] 811100 %1 LUMO(eV) 3.14E+0~3.25E+0 X4
ODDI X5
Qc X6

16/19 R—2 16



" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR *& KATE %9
33 CASEE 111-90-0 L] L] A A
basesurface narcotics Neutral Organics Qalcohols aliphatic
— — o N — 27400 mg/L, 28700 mg/L 47200 mg/L]|
2 (2 I}\#—/IF:‘F/) I/Sl/ ug 11775 mg?i me me Neutral Orggqrfics
& 22600 mg/L]|
&3
BRBLES 110 /
33 7
/ R SRR s SRR
: basesurface narcotics Neutral Organics alcohols aliphatic
48700 mg/L 12700 mg/L 4310 mg/L]|
1982 mg/L XD;fE A &E GE R E B ) XP, 3K f5 A A RE(logP3iE A # B 4} iR
on = BERZHF OB EEZSD)
ey Neutrilsggganiﬁls_
Nz H — 3 mg,
NFE 134.18 logP(KowWin) 0.69 ?.(2 55 P FATRBE (logP B F G EE )
$tKAAE(mg/L) logBCFmaxtox —5.15E-1 %3
[FAlE] 828000 X1 | UMO(eV) 2 94E+0~2.87E+0 X4
ODDI X5
Qc X6
34 CASES 109-86—4 =R =R LG AT
basesurface narcotics Neutral Organics alcohols aliphatic
S, — —_ 29200 mg/L, 25500 mg/L| 41000 mg/L]|
TFLYTVA-NE/AFIVI=TIL 14977 mg/L 3P, SCFAE TS A (logP S FIEEBEAN R
& BMERZIF DA BEEZST)
P Neutral Organics
b 19500 mg/L
P FA T RE (logP5E FA #5 BH 41)
&3%:
EBERBELES 23
34 — O
“~ =R AT i) RS
OH basesurface narcotics Neutral Organics alcohols aliphatic
50700 mg/L, 11100 mg/L 3360 mg/L|
27000 mg/L XD;ff AT 8E B FA#EER 54 ) XP, XFERATEE (logP R U B D HEE
i R E B V)
Bi Neutral Organijs
nre ; _ X 1480 mg/L
e 761 logP(KowWi) _-0807 #2 = P, KFAEFITRAE (ogP RUEDS B 5
7K AR (me/L) logBCFmaxtox —6.76E—1 %3 & BB & FE 1)
[ RfE] 1000000 X1 | UMO(eV)  2.77E+0~3.05E+0 34
ODDI X5
Qc X6

17/19 R—2
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" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR *& KATE %9
35 CASES 109-59-1 &M &M -3 -3
basesurface narcotics Neutral Organics alcohols aliphatic
— — N — 6860 mg/L| 5330 mg/L 9420 mg/L
2= (I=AFNThF) TR/ =L > 100 mg/L AR (REMERER DB AT
@ EZED)
i R g
&3
BEEBELES 24
35
(@]
R R ERRH T ERRH
basesurface narcotics Neutral Organics alcohols aliphatic
OH 9410 mg/L 2520 mg/L] 1210 mg/L|
> 970 mg/L XD;fE A &E GE R E B S) XP, XF AT HE (logP R U BB 2 1R 1E
= & FRER B })
ey NeutraIS?;gani?E
Nz H 3 N mg/
ATE 10415 logP(KowWin) 0.002 ?'<2 8 XP, XFE AT (ogP RUER D #EE
7K B R (me/L) logBCFmaxtox  1.49E-3 %3 & BB & FE )
[FAlE] 333200 X1 |LUMO(eV) 2 63E+0~2.98E+0 X4
ODDI X5
Qc X6
36 CASES 111-76-2 =R i) 4] 4]
basesurface narcotics Neutral Organics Qalcohols aliphatic
— N — 2710 mg/L]| 1880 mg/L] 3520 mg/L
2-TrF2TH/—)L > 100 mg/L Neutral Organics
A 1770 mg/L
5
&3%:
EBERBELES 109
36
0 R wERFE R wERFE
basesurface narcotics Neutral Organics alcohols aliphatic
3160 mg/L| 936 mg/L 600 mg/L
> 1000 mg/L XD fE AT e G FREGBE V) P, X458 A7 BE(logP i R 6 B 4% R
of BERZEF MO BEEET)
Bi Neutral Organi?s
SFE : logP(KowWi 567 ¢ = . e (238 me/L
nFE 118.18 ogP(KowWin) 0.567 ?(2 3 P BT B (logP B B ESERS1)
7K AR (me/L) logBCFmaxtox  4.23E-1 %3
[FA1E] 64470 X1 LUMO(eV) 2.64E+0~3.E+0 X4
ODDI X5
Qc X6

18/19 R—2 18



" fme 3 St
= ERSMHE TIMES %7 ECOSAR *& KATE %9
37 CASEE 109-99-9 SR SR A A
basesurface narcotics Neutral Organics Qethers aliphatic
= LkSHFK =- 1010 mg/L 534 mg/L 897 mg/L
T|“7|: < | = A4 2160 mg/L Neutral Organics
& 530 mg/L|
&3
BERBELES 135
37
AW AT cd:: ) cd:: )
basesurface narcotics Neutral Organics Neutral Organics
983 mg/L 275 mg/L 86.4 mg/L
3485 mg/L XD;{f FAA 5E (E F#EER 1)
O H
n
NTE 7211 logP(KowWin) 0.937 %2 =
782
xtK A AR (mg/L) logBCFmaxtox  6.99E-1 %3
[ R11E] 54480 %1 | UMO(eV) 3.11E+0~3.11E+0 X4
ODDI X5
Qc X6

FRMEDER

QSARTSAMMBELDBE (S, FROIEETEHIIASTARE

(OHMFED) ZRLBSEMNEELLY,
- XKP,XF XD XNERREOAE LI ZADFAIFER
SXF (ERABRINEVIFAD T RAFERKATED#)
‘FYREENF=IZADF RIFER
*Neutral Organics 75 X LS+ D FlfE R
- FRBALY NS ISR F AR

F. FABRROEEENMEVUT OISR EERAFATELT:
*TIMES : Reactive Unspecified

*KATE : Unclassified

31 Wskowwin v1.42[Z&kYEH

%2 KowWin v1.68IZ &Y EH

¥3~7 TIMES v2.27.15 [CKYEH. RFETRAR A2k Pimephales Promelas 96h LC50. FE3%$8T > K7KA > k: Daphnia Magna 48h EC50.
EFLFHERIVTFT—DERIFITHY . MOPAC (AM1 PRECISE ) IZ&YEAT,
LUMO : the energy of the lowest unoccupied molecular orbital
BCFmaxtox : the maximum bioconcentration factor
ODDI: the donor delocalizability of the aldehyde O—atom
QC : the charge of the C atom from &, B — unsaturated alcohols

%8 ECOSAR v1.11[C kY B H. AEETURRA b Fish 96h LC50. FGREET U R7RA 2 b Daphnid 48h LC50. logP I&KowWin3% 2% {f .
FRTDOYIFAIZE LV Thaseline toxicity& L TNeutral organic 7 A IZHEASIN-FERLFT RSN S,

%9 KATE on PAS IC&YEH. BFETURKRA Uk Fish 96h LC50. A% 2ET 2 R7R4 > b: Daphnid 48h EC50.logPIdKowWin32% & .

XP: TG DlogPh ., FEIMENDTEINZISANDSENEDlogPEESHIONANTEY. ARXDEDERSN THD, <FERAFT>

3D: Out of Domain (TIMES) <{#ERF7] >

N: Not Related to an Existing ECOSAR Class Definition (ECOSAR) < f# FiF 7l > )

XF: FRAMBOEBHEEISONT, FAMENDFEIN 5D T AR UNeutralOrganics 75 R (REHMERA THIEERPTRAISR) DS R
MEDBAEEESITEFTNGELED, BRXOBRALEENTHH, (KATE)<FEARE > o

Xf FAMBEOBABECOVT, FANENIESNLISADSBYEICEENL VRS BEEE DN, BRI BEEIT
NeutralOrganics 72 R (B IREMEFR DA THENGAEIND) DEEYEDHIMEEREICEFNL-OH., FHIHER

DFERIZEVWTIEEAEEICOVT BETIVENDHD, KATEFERZE>

19/19 R—2
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QSART AIFER (B #7 —3B1&)

= . PRI - FR265E11H28H
BEBRADEBEFMIEEMEDEREZEICEHATIBEEENIER 2BEE BHT—35E
" e 3 St
= ERSMHE TIMES X7 ECOSAR *& KATE %9
1 CASE = ERT ERT cd:: ) cd:: )
basesurface narcotics Neutral Organics halides3
0_3/“7|:| aRyv¥y A0 L 6.46 mg/L 8.52 mg/L| 7.80 mg/L
il
e
&%
B=EELES23
|| ExELES 52
AW ERAT cd:: ) cd:: )
basesurface narcotics Neutral Organics halides3
5.39 mg/L 5.45 mg/L] 2.92 mg/L
1.4 mg/L XD;{f FAA 8E (E FA#EER 1)
5
NFE 147 logP(KowWin) 3.282 %2 &=
>4
KA R (me/L) logBCFmaxtox  2.45E+0 %3
[ AlfiE] 92.03 X1 |UMO(eV) -1.43E-1~-143E-1 X4
ODDI X5
Qc X6
2 CASE = AW R cd:: ) ERAT
phenols and anilines OAnilines (Unhindered) amines aromatic or phenols3
— — | 5,807 1740 mg/L 714 mg/L 15.4 mg/L|
M= JT=lrrFS 100 mg/L XD/ PR BE GEIRSEESY) Anilines (amino-meta)| P, XF 7 AE (0P RUBIH 1
“ 2340 mg/L 1 F & B AV
- Neutral Organic
3] 12500 mg/L|
&5 NH2
[B=EEELES 88
,| BEELES 55
TIVHE
A ERFA R ERFA
NH2 phenols and anilines OAnilines (Unhindered) amines aromatic or phenols1
234 mg/L| 0.815 mg/L 0.882 mg/L]|
2 mg/L XD;fE A &E GE R E B 4) Anilines (amino-meta) XP;fE FAARE (logPiE FAERE SV)
5.39 mg/L
Ei Neutral Organic
AFE 108.14 logP(KowWin) -0.391 %2 = 5680 mg/L
>4
$tKAAE(mg/L) logBCFmaxtox —2.92E-1 %3
[ AlfiE] 211000 %1 | UMO(eV)  7.46E-1~7.46E-1 X4
ODDI X5
Qc X6
1/7 R—=2
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" fezmE ) HiEfE
= ERSMHE TIMES %7 ECOSAR %8 KATE %9
3 CASE= AW R AT AT
Reactive unspecified OAnilines (amino—ortho) amines aromatic or phenols3
— — 5,357 = 2270 mg/L 441 mg/L 12.2 mg/L
o—Jr=brU7Iy 4.6 mg/L FHATEE(EHEEMNMELNVISR) Neutral Organic
£ 4000 mg/L
#5: NH2
IB=EEBLES 64
5| BRELES 56
%
ERE fERA T AT AT
Reactive unspecified OAnilines (amino—ortho) amines aromatic or phenols3
NH2 4090 mg/L. 0.882 mg/L] 0.956 mg/L]|
1.4 mg/L ERTEE SEEMEIMELNVISR) Neutral Organic
1920 mg/L
5
NTE 108.14 logP(KowWin) 0.159 %2 225
5t K B (me/L) logBCFmaxtox  1.19E-1 3 i
[ R11E] 82150 %1 | UMO(eV)  6.07E-1~6.07E-1 X4
ODDI X5
Qc X6
4 CASE = =R RS i) RS
Reactive unspecified OThioureas Unclassified
FARE _ 21900 mg/L| 418000 mg/L _ 6380 mg/L
- 110 mg/L ERATEE (SEMEAELITR) Neutral Organic FRATEE (SEEEMNMELNVITR)
& 58700 mg/L
5
%: S
[H=E&BLES:173
4| BEBLES 40
EE SRR s AT
NH2 Reactive unspecified OThioureas Unclassified
_ 63100 mg/L. 9.08 mg/L| _ _ 637 mg/L
9 mg/L {ERATRE (EREAMELNVITR) Neutral Organic {EFATEE EREHEIMENNISR)
NH2 & 24600 mg/L
NTE 76.12 logP(KowWin) -1.31 %2 E%
5H
7K AR (me/L) logBCFmaxtox —9.77E-1 %3
[Fil1E] 554200 X1 | UMO(eV)  2.86E—1~2.86E-1 4
ODDI X5
Qc X6
2/7 R—=
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" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR *& KATE %9
5 CASEE 108-94—1 L] L] A A
basesurface narcotics Neutral Organics Oketones
N < 384 mg/L 491 mg/L| 370 mg/L
/OD/\:\—_-&// 527 mg/L Neutral Organics
@ 502 mg/L|
&3
BEELES 131
5 O =
AW AT cd:: ) cd:: )
basesurface narcotics Neutral Organics Neutral Organics
500 mg/L 257 mg/L 88.3 mg/L
800 mg/L XD;fE A e (G FR#EEE 4} )
5
NFE 98.15 logP(KowWin) 1.126 %2 &=
xtK A AR (mg/L) logBCFmaxtox 8.4E-1 %3 i
[FH1fE] 24080 %1 LUMO(eV) 9929E-1~932E-1 X4
ODDI X5
Qc X6
6 CASEE 102-71-6 R R A R
narcotic amines OAliphatic Amines secondary or tertiary amines
I — =» 33900 mg/L, 25000 mg/L 36100 mg/L
MJTH/—ILTZY 11800 mg/L Neutral Organic P FATS E (logP i FA £ 41)
% 1280000 mg/L
5
&% on
BEELES: 108 /
6 TED,{E OH"""H/-"""-N
EE SRR s AT
Reactive unspecified OAliphatic Amines| secondary or tertiary amines
_ 2570000 mg/L| 1770 mg/L 201 mg/L
1390 mg/L ERATEE SREHEHIMELNVITR) Neutral Organic| P, %f:.{8 Fi A~ BE(logP > FAZE FE 4}, #f
A = 482000 mg/L| BMERZEROMABELEED)
NFE 149.19 logP(KowWin) ~2.476 %2 z%
78
7K AR (me/L) logBCFmaxtox —1.85E+0 3
[F1fE] 1000000 %1 | UMO(eV) X4
ODDI X5
Qc X6
3/1 R—=T
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" e 3] =iEE
= ERSMHE TIMES %7 ECOSAR %8 KATE %9
7 CASES 64-18-6 R SR @ RFA
aldehydes Neutral Organics acids
:_"\_EQ mg/L 6130 mg/L] 4470 mg/L
_ . XD; EFFJTE“E(JEFFJ%EEI%) XNAEEE RSB XP, XFERATEE (logP R UERS "fﬁla
" BB T— 5L S A
&3
BEBLES 117 :)H _\
7 \
O A AR AR AR
Reactive unspecified Neutral Organics acids
_ _ 7370 mg/L. 2770 mg/L]| 75.6 m /L
32.19 mg/L ERTHE (SEEIELIFR) XN B EEREES| KP, XF; ﬁFﬁTﬁ“(logP&U‘é‘%}éﬁ
EL 7
SFE 46.03 logP(KowWin) -0.461 32 &=
782
stk AR (mg/L) logBCFmaxtox —3.44E-1 %3
[FH1fE] 955200 X1 | UMO(eV) X4
ODDI 2.99E-1~299E-1 %5
Qc X6
8 CASE = =R RS fERT fERT
phenols and anilin;)s OAnilines (Unhindered) amines aromatic or phenols1
4, 4 —UF3/—3,3 —oyandIz=)L ARy “n. PN Ll S SN L
(RlZ 4. 4 —AFLUER(2—/007=1)>)) . 0.61 mg/L D5 FAAS8E (G FA i %) Neutr?:)%rrgnagryi
5
&3%:
[H=BERLEST76
o| BEELES 73
%
=R AT fERT fERT
phenols and anlllnes OAhnilines (Unhindered) amines aromatic or phenols3
mg/L 1.85 mg/L] 2.40 mg/L|
0.92 mg/L XD;{E A BE (lﬁﬁﬁiﬂlﬂﬂ) Neutral Organic
6.82 mg/L]
&
NTE 267.16 logP(KowWin) 3.47 %2 5”:;
78
7K AR (me/L) logBCFmaxtox  2.59E+0 %3
[ AIfE] 8.684 X1 | UMO(eV)  2.09E-1~267E-1 ¥4
ODDI X5
Qc X6
4/7 R—
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" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR *& KATE %9
9 CASES 3926-62-3 EART T L] ERAT
Reactive unspecified OHalo Acids Unclassified
N 1330 mg/L 2560 mg/L] 459 mg/L|
E/V0)LEFERY—4 . ) ERTEE (SEMAELNISR) Neutral Organic 13 F A B (ISREMEDMELV IS R)
& EREEHHT —9%LL 2400 mg/L
#5: cl
BEEBELES 9
o| BENEME EINIEI A
ERICREBLTFA
o TLE] ERFT R ERFT
\ Reactive unspecified OHalo Acids Unclassified
2130 mg/L. 189 mg/L| _ _ 833 mg/L.
427 mg/L ERTEE SEEMEIMELNVISR) Neutral Organic ERTEE SFEMEAELVITR)
0] 1170 mg/L
5
NFE 94.5 logP(KowWin) 0.341 %2 &=
782
xtK A AR (mg/L) logBCFmaxtox  2.54E-1 %3
[FAlE] 195300 %1 LUMO(eV) 1.32E-1~471E-1 ¥4
ODDI X5
Qc X6
1 0 CASES 67-56—1 AW fERT ) )
basesurface narcotics Neutral Organics Qalcohols aliphatic
A2 /)—)L 11200 mg/L 6090 mg/L 10100 mg/L
11850 mg/L Neutral Organics
£ 4830 mg/L|
5
&3%:
EBEBELES 90
10
OH
=R fERT i) RS
basesurface narcotics Neutral Organics alcohols aliphatic
15400 mg/L 2710 mg/L 945 mg/L
> 10000 mg/L P FA AN BE (logP3E FAEEEH 4Y)
Neutral Organics
Bi . . 412 mg/L|
NFE 32.04 logP(KowWin) -0.632 X2 & XP:fE A BE (logPE FAFEE 51)
78
7K AR (me/L) logBCFmaxtox —4.72E-1 %3
[ RfE] 1000000 %1 | UMO(eV)  3.78E+0~3.78E+0 34
ODDI X5
Qc X6
5/7 R—=
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S | E"i E
" fesmeE g S BiE | |
ERSMHE TIMES 7 ECOSAR %8 KATE 9
11 CASES 108-24-7 AT AT FERFH
Reactive unspecified Neutral Organics Unclassified
ﬂ7}<ﬁ'ﬁﬁ§ _ _ 7040 mg/L 17300 mg/L] _ 2420 mg/L
™ _ . ERTRE EREEIELIFR) XN B IS E R E S FERATEE EFEHEMELNITR)
ﬁ, {EREtE B BT — 5L
&3 o)
EBEBELES 93 /
11
0O
\/ k] ERFT ERFT ERFT
\\ Reactive unspecified Neutral Organics Unclassified
_ 16800 mg/L. 7750 mg/L _ . 314 mg/L
A 3200 mg/L ERTHE (SEEIELITR) XN B EE RSN ERATEE SFEMEAELVITR)
&
NTE 102.09 logP(KowWin) -0.577 %2 225
*H
$tKAAE(mg/L) logBCFmaxtox —4.31E-1 %3
[FAIfE] 358800 %1 LUMO(eV) 1.54E-1~5.29E-1 %4
ODDI X5
Qc X6
12 CASEE 107-21-1 i) AT 4] AT
basesurface narcotics Neutral Organics alcohols aliphatic
S, ) 7 — 48300 mg/L 38100 mg/L| 59500 mg/L]|
TFLYTUa— > 100 mg/L XD A e Gl FR#EEE 5} ) 3P {5E FA AN BE (logP & FASEEE 41)
& Neutral Organics
= 27900 mg/L|
3] XP;{E A fE (logP3E FH E5EH %)
1’%% OH
BEBELES 105
12
=R AT fERT ERTT
basesurface narcotics Neutral Organics alcohols aliphatic
86000 mg/L, 16100 mg/L 4210 mg/L]|
> 1100 mg/L XD;fE AT e GE R E S XP;{E FAAHE (logPE FAERESV)
OH Neutral Organics
i _ L _1880me/L
NFE 62.07 logP(KowWin) -1.2 %2 Z‘E P {3 AT RE (logP3E FA#EEH 1)
57K AR (me/L) logBCFmaxtox  —8.95E—1 %3 B
[FAlfE] 1000000 %1 | UMO(eV) 314E+0~3.24E+0 X4
ODDI X5
Qc X6
6/7 R—
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# (=2t k=1

Nt

HtiE

EAIEMHE TIMES %7 ECOSAR %8 KATE %9

FRAEDER ) )
QSARYVZABEHZ L DIZAIE, TRDIEBECTEHCESIFTARE
(ORI EANSCEMDELLY,

- 5P, XF XD XN FAREE AV BV SADFRIFER
X (ERABRBINENIIAD T HIFERKATEDH)
-KUBRESN-IZRADFRIEER
-Neutral Organics 72 A LIS D F Al R
T RHEA LY NS ISR DT B
F-. FRABEREOEEENMEOLUTOIIRIFERFATEL
*TIMES : Reactive Unspecified
*KATE : Unclassified

31 Wskowwin v1.42[Z &Y E H
3¢2 KowWin v1.68ICkYEH
¥3~7 TIMES v2.27.15 [CKYEH. BFETUFHR A2k Pimephales Promelas 96h LC50. ER3%#ET > F7R4 > b: Daphnia Magna 48h EC50.
EFEEHEEIL T+ —DERIFITHT . MOPAC (AM1 PRECISE ) &Y 31T,
LUMO : the energy of the lowest unoccupied molecular orbital
BCFmaxtox : the maximum bioconcentration factor
ODDI: the donor delocalizability of the aldehyde O—atom
QC : the charge of the C atom from &, B — unsaturated alcohols
%8 ECOSAR vI.1TIZLYEH. BEETURRA Uk Fish 96h LC50. FR7R2ET 2 R7R4 > k: Daphnid 48h LC50. logPldKowWin3¢2% {1 F.
FRTDOYISAIZHE LV Thaseline toxicity& L TNeutral organic7 X IZHEHAINI-FERL T RSN S,
39 KATE on PAS ICKYE . AFETURRA 2k Fish 96h LC50. BREXFET > 7R > b: Daphnid 48h EC50.l0gP(EKowWin3%2% {5 F.

XP: FRIMEDIogPh ., FRIMENDFEINDITADSENEDIogPEEILNANTEY. BRXOEMEENTHD. <FERAFT>

3%D: Out of Domain (TIMES) <{ffR4a] >

3N: Not Related to an Existing ECOSAR Class Definition (ECOSAR)< fE FAA~a] > )

XF: FRMEOEIEEIC DT, FRAMENDEENSHIF XK UNeutralOrganics 75 R (REHMEATE I ZHATIRELGITR) DEHR
MEDEMEERSICEFENLL=0, BlIRXOBAEHEN THDH, (KATE)FEAFE > o

Xf: FHMEOHMEEICDVT, FRMEATESNSISANSHBY BICEFNEVVRSEEEF O, BB EEL
NeutralOrganics 75 R (B IEHMERA DA TEENGRBASND) DSEYE DRI EEREICEFNL-OH, FRIHESR

DEARIZEVTIIERAEEIIONT BETILENH D, KATEKERARE>

71 R=2
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