QSARTHIFER —RILEYE 1. SEFHICHESHISADMNEEZITIVE (IEH)

A2 —asE

=
: EHE
’ fteeime g . | | |
EEEASEE TIMES X7 ECOSAR X8 KATE %9
1 CASE= 88-41-5 fE " ERTE fEF . fERATHE
S < N _ esters Esters esters aliphatic
2—tert—JFIL/OANXH Y —1—()L=T7 1.37 me/L 1.02 mg/L 0.830 mg/L
+4H—k 3.4 mg/L D;¥IEARE (B REFE ) P, ¥ A RE(logP i FA & FA 5} K
& Baseline Toxicity EMERZRDOMABEZET)
= 1.09 mg/L
% HI|5E ASBE (minimum toxicity)
e
1
. R AT R AT
\/ Reactive unspecified OEsters esters aliphatic
\ 0.881 mg/L 1.64 mg/L 0.950 mg/L
\ 17 mg/L H E A HE (minimum toxicity) XFHIEAEE (BB S B RS )
o Baseline Toxicity
5?., 0.772 mg/L
NEE 198.31 logP(KowWin) 4.423 %2 &= #1| EAHE (minimum toxicity)
782
®IK AR (mg/L) logBCFmaxtox 3.3E+0 %3
[ AlfiE] 10.83 X1 |LUMO(eV)  1.15E+0~1.28E+0 K4
ODDI X5
Qc X6
2 CASES 101-80-4 Lo A gﬁﬁﬁl ( | T
’ S — s phenols and anilines Anilines (Unhindered amines aromatic or phenols3
4, 4’ —FF o7y 33.8 mg/L 20.2 mg/L 9.70 me/L.
>52 mg/L
& Baseline Toxicity
= 105 mg/L
% HI|TE ASBE (minimum toxicity)
e
% ‘: A
2 -
e SRR EEH e
phenols and anilines OAnilines (Unhindered) amines aromatic or phenols3
19.1 mg/L 1.43 mg/L 1.80 mg/L
0.663 mg/L XD;¥IE T 8E GE A #EER 51 )
N2 Baseline Toxicity
B?L 61.0 mg/L
ATE 200.24 logP(KowWin) 2.215 %2 &= #| 7E A~ BE (minimum toxicity)
782
*t KA R (me/L) logBCFmaxtox  1.65E+0 %3
[F11E] 3009 %1 | UMO(eV)  3.27E-1~4.02E-1 %4
ODDI X5
Qc X6
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=
: HHE
’ fbme g o | | |
FEENSMHE TIMES *7 ECOSAR 8 KATE %9
3 CASES 118-58-1 i) RS AW FERATA
-H-U ?)bﬁ!&&y:)}b phenols %?;13;“2:276 1_36Ersr1tge;i amines aromatic %t.'g%%e::)gljt
1.03 mg/L XD; ¥ E A HE (8 RS ) XFHIE A e (B 488 A EE B o))
@ O Phenols
%ﬁ 0.694 mg/L
: Baseline Toxicit
Lt N 57 ma/L.

#|7E I~ (minimum toxicity)

e ) R fERA ERAT
o phenols and anilines Esters amines aromatic or phenols4
1.44 mg/L 2.21 mg/L 0.950 mg/L

1.16 mg/L D ¥ E A e GE A EEFE ) o XFHIEAHE (BB S B RS )
Phenols
Erau 0.585 mg/L
= . TR
N¥E 228.25 logP(KowWin) 4311 ?.(2 5 Baseline Toxicity
7K AR (me/L) logBCFmaxtox  3.21E+0 %3 . 1.11 mg/L
[F BIHE] 2459 %1 LUMO(eV) -5.83E-1~-2.84E-1 4 H| 7E A BE (minimum toxicity)
ODDI X5
Qc X6
4 CASES 103-95-7 FERTHE fEFA ERATHE
. o — aldehydes OAldehydes (Mono) aldehydes
20—)‘9"11/—_»3—\(;3—4/7“13t)b71_)b)7°EI 1.73 me/L 1.09 me/L 1.30 me/L
EA7ILTER . XD A8 GEFFESN) —— P RE (204 46 & B FAREER 1)
FRF—42% aseline Toxicity
;%I‘ 3.03 mg/L
] HI|7E ASBE (minimum toxicity)
&3%:
4
V4
i) RS R RS
Reactive unspecified OAldehydes (Mono) aldehyd?s
2.07 mg/L 0.681 mg/L 1.00 mg/L
1.4 mg/L # E A HE (minimum toxicity) P, XF;¥|]E$ﬁE(IogPZ'§U§Bﬁ$§iﬁ
= Baseling(;l'soxici}ti i FA g )
=+ ! mg,
NTE 190.29 logP(KowWin) 3.907 %2 z% I 7E A BE (minimum toxicity)
FH
st 7K B R (mg/L) logBCFmaxtox  2.91E+0 %3
[Fil1E] 2259 X1 LUMO(eV) x4
ODDI 2.84E-1~2.72E-1 X5
Qc X6

2/17 R—2



’ = ) BiLE
b EEEREEE TIMES %7 ECOSAR %8 KATE %9
5 CASES 123-86—4 ) ) fERT )
S esters OEsters esters aliphati
BEER T FIL . 37.6 me/L 191 mg/L 26.0 mg/L
mg/L
& Baseline Toxicity
ﬁ o 131 mg/L
o #| F A EE (minimum toxicity)
CEZR
5
o R fERA e )
/ Reactive unspecified OEsters esters aliphatic
\ 132 mg/L 40.3 mg/L 33.0 mg/L
\ e s H E A HE (minimum toxicity)
o @ T340 Baseline Toxicity
& 73.4 mg/L
ATE 116.16 logP(KowWin) 1.846 32 ;% #1| A HE (minimum toxicity)
7K AR (me/L) logBCFmaxtox  1.38E+0 %3 )
[ AlfiE] 3128 %1 | UMO(eV)  1.13E+0~1.17E+0 %4
ODDI X5
Qc X6
6 CAS%ES 830-13-7 fEFw AT A
s . — N basesurface narcotics Neutral Organics Oketones
YoarkThIY 2.81 mg/L 2.06 mg/L 2.90 mg/L
@ FAlT—2%L Neutral Organics
%E‘ 3.20 mg/L
&3%:
0
6
fERT RS fERT fERT
basesurface narcotics Neutral Organics Neutral Organics
1.60 mg/L 1.42 mg/L 1.90 mg/L
2.5 mg/L XD E T e GE R FEE S )
z
DFE 182.31 logP(KowWin) 4.073 %2 I’é
KA (me/L) logBCFmaxtox  3.04E+0 %3 =
[ RI1E] 16.91 %1 |UMO(eV)  8.85E-1~9.66E-1 4
ODDI X5
Qc X6
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" e ) B
b EEEEMEE TIMES X7 ECOSAR %8 KATE X9
7 CASES 590—86_3 i) i) AW i)
S aldehydes OAldehydes (Mono) aldehydes
3—AFITHF—IL 16.1 mg/L 12.4 mg/L 12.0 mg/L
3.25 mg/L XEHEBE (REMERZHONLE
& Baseline Toxicity EEED)
= 345 mg/L
& HI|7E ASBE (minimum toxicity)
e
/ O
7 /
e SRR EEH e
Reactive unspecified OAldehydes (Mono) aldehydes
343 mg/L 29.3 mg/L 12.0 mg/L
177 mg/L H E A HE (minimum toxicity) XEHEBE (REMERZF OB
= Baseline Toxici/ty EEED)
=+ 183 mg, L
ATE 86.13 logP(KowWin) 1.234 %2 2% #1| A HE (minimum toxicity)
FH
5K AR (me/L) logBCFmaxtox 9.2E-1 %3
[F 1] 11230 X1 LUMO(eV) X4
ODDI 2.9E-1~287E-1 X5
Qc X6
8 CAS%ES927176-87-0 =R FERTHE AT AT
S = s TN N Reactive unspecified Baseline Toxicity (acid) acids
FTYIRERIRD B 0.645 me/L 8.47 mg/L 4,80 mg/L
45 mg/l_ ¥|]E$ﬁg(minimum toxicity) $|Jﬁ$ﬁﬁ(minimum toxicity) XP, XF,*']EZ:EE (|0gP&U"E‘Bﬁj\*§ﬁ
ﬁ RS
5
&3%:
8
O ‘ T e AR AR
//{; Reactive unspecified Baseline Toxicity (acid) acids
oo 0.395 mg/L 6.22 mg/L 37.0 mg/L
3.4 mg/L H| 7E ASHE (minimum toxicity) FI 7E A HE (minimum toxicity) [ PP, 3¢F;3#E FHE (logP B U ER 9248
H i FRE B}
NTE 326.5 logP(KowWin) 4.784 %2 E%
FH
57K A R (me/L) logBCFmaxtox  3.56E+0 %3
[ AIfE] 0.7032 %1 | UMO(eV) -8.73E-1~-8.04E-1 %4
ODDI X5
Qc X6
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== |
: EHE
" fE2mE g o | | |
BEERNEME TIMES %7 ECOSAR X8 KATE %9
9 CASES 75-66—1 fERT AT AW i)
N Reactive unspecified OThiols and Mercaptans thiols aliphatic(ClogP)
2—AF TNy —2—FF—)L 509 mg/L 2.66 mg/L 2.70 mg/L
34 mg/L ¥ E A HE (minimum toxicity)
& Baseline Toxicity
o 55.6 mg/L
% HI|TE ASBE (minimum toxicity)
e
SH
9
e ) R fERA e )
Reactive unspecified OThiols and Mercaptans thiols aliphatic(ClogP)
50.5 mg/L 0.352 mg/L 0.430 mg/L.
6.7 mg/L #| E A HE (minimum toxicity)
=3 Baseline Toxicity
n 32.0 mg/L
SFE 90.18 logP(KowWin) 2138 X2 = $I5E A & (minimum toxicity)
7K AR (me/L) logBCFmaxtox 1.6E+0 %3 )
[ AlfiE] 1855 X1 |UMO(eV)  8.34E-1~8.34E-1 4
ODDI X5
Qc X6
10 CASES 105—-37-3 FERTHE fEFT A
o1« esters OEsters esters aliphatic
JOEF VBT FIL 70,1 mg/L 32.5 mg/L 49.0 mg/L
) XDHIE AL GERBEN)
@ FRF—2%L Baseline Toxicity
= 318 mg/L
L] HI|7E ASBE (minimum toxicity)
&3%:
10
= A AR R =R
0 Reactive unspecified OEsters esters aliphatic
338 mg/L 72.4 mg/L 63.0 mg/L
70 mg/L #I| 7€ A HE (minimum toxicity)
3 Baseline Toxicity
=n 170 mg/L
NFE 102.13 logP(KowWin) 1.355 2 % #1727~ BE (minimum toxicity)
KR AR (me/L) logBCFmaxtox  1.01E+0 %3 =
[ RI1E] 10670 X1 | UMO(eV)  1.16E+0~1.2E+0 4
ODDI X5
Qc X6
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= Iy
: EHE
’ fbme g . | | |
EEEEMEE TIMES %7 ECOSAR %8 KATE 9
11 CASES 6153-56—6 ) FERTA ERFH fERATHE
< — Reactive unspecified Baseline Toxicity conjugated systems1
2B ZKIY 52300 me/L 168000 mg/L 56.0 me/L
37.8 mg/L #| %€ A HE (minimum toxicity) #I|F ASHE (minimum toxicity) X P; ¥ E T BE (logPiE FAEE B 4})
il
%5
e
FRHMELTT A <
1" OH
A AR AT AR
OH Reactive unspecified Baseline Toxicity conjugated systemsi
176000 mg/L 67500 mg/L 700 mg/L
21 mg/L #| F A~ HE (minimum toxicity) #|%E FRE (minimum toxicity) | P, 33| 5E IS RE(logP % FI &6 B 4}, %
0 m BERZF O ABEESD)
NTE 90.04 logP(KowWin) -1.737 %2 E%
7K AR (me/L) logBCFmaxtox  —1.3E+0 %3 )
[FAlfiE] 1000000 1 | UMO(eV) 541E-2~5.77E-2 X4
ODDI X5
Qc X6
12 CASES 1758-73-2 A ERTHE fEFA ERATHE
— Reactive unspecified OAliphatic Amines Unclassified
—BeFAILT 1240000 meg/L 70500 mg/L 320000 me/L
416 mg/L #| 7 A HE (minimum toxicity) HE T RE SEMHEIMELVISR)
& Baseline Toxicity
oo 5960000 mg/L
] HI|7E ASBE (minimum toxicity)
&3%:
12 NH2 /
w20 AT A AT
OH Reactive unspecified OAliphatic Amines UncIassnﬁed
6890000 mg/L 4500 mg/L 5000 mg/L
48.96 mg/L H| 7E ASHE (minimum toxicity) HEAEE (1.:.?51?75\15&‘771)
Baseline Toxicity
51 2060000 mg/L
NFE 108.12 logP(KowWin) -3.375 %2 & #| A HE (minimum toxicity)
st 7K B R (mg/L) logBCFmaxtox —2.52E+0 %3 =
[ A8 1000000 1 [ UMO(eV) -1.49E-1~5.73E-2 %4
ODDI X5
Qc X6
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== |
% EHE
# LZME
b EEEEMEE TIMES X7 ECOSAR %8 KATE X9
13 CASES 96-48-0 ) FERTA fERT fERATHE
y —79:D57 |‘> Reactive unspecifijd OEste/rs esters aliphatic
5320 mg/L 256 mg/L 540 mg/L
56 mg/L ¥ E A HE (minimum toxicity) S¢P; ¥ TE T HE (logP 3t FR &5 FH 4% )
& Baseline Toxicity
fo 8330 mg/L
& HI|TE ASBE (minimum toxicity)
e
///O
13 /
R AT R AT
o Reactive unspecifi?d OEste/rs esters aliphatic
10100 mg/L 680 mg/L 740 mg/L
> 500 mg/L | FEAEE (minimum toxicity) : — XPHIE A e (logPiE FEEFESY)
Ei Basellgz%oxz?{
ATE 86.09 logP(KowWin) -0.306 32 = #1| A HE (minimum toxicity)
5t K E AR (me/L) logBCFmaxtox —2.28E-1 %3 i
[F 1] 447500 %1 |LUMO(eV) 111E+0~1.11E+0 X4
ODDI X5
Qc X6
14 CASES 2605—-78-9 =R FERTHE fEFT AT
1-Octanamine. N N—dimethyl— N-oxide Reactive unspecified OAliphatic Amines Unclassified
» N, , 41.0 mg/L 11.4 mg/L 14.0 mg/L
> 100 mg/L #| 7 A HE (minimum toxicity) HE T RE SEMEIMELVYSR)
& Baseline Toxicity
o] 32.9 mg/L
4] HI| 7E A~ (minimum toxicity)
&3%:
14
w20 AT A AT
\ Reactive unspecifi?d OAliphatic Amines Unclassified
Y 32.1 mg/L 1.48 mg/L 6.10 mg/L
~ 150 me/L I TR BE (minimun toxicity) T $IR T B (EREMEAYEL S5 R)
SIL Baselm;egiléoxz;t{
NTE 1733 logP(KowWin) 2.709 %2 = I 7E A BE (minimum toxicity)
78
517K B R (mg/L) logBCFmaxtox  2.02E+0 3
[ BIfE] 2884 X1 | UMO(eV)  1.31E+0~1.38E+0 X4
ODDI X5
Qc X6
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: HEE
" fesnE g \ = | |
EEEASEE TIMES X7 ECOSAR X8 KATE %9
15 CAS%ES 31906—04—4 ) FERTA fERT =T
- y - S y Idehyd OAldehydes (Mono) Idehyd
1=RILIL—4— (4 —EFOFD —4" —XAF)L 450 m/L 246 mg/L 2.90 me/L
RUFIL)—3—=yantty 11.8 mg/L XDHIETRE GEAEESN) XA¥ R B (REMERE R DM
& Baseline Toxicity EEED)
= 11.4 mg/L
% HI|7E ASBE (minimum toxicity)
e
15
e ) R fEFRH fERA T
Reactive unspecified OAldehydes (Mono) aldehydes
9.15 mg/L 2.06 mg/L 2.30 mg/L
// 15 mg/L #| E A (minimum toxicity) P, XF# E A BE(logPE FA S F 4) FF
! Baseline Toxicity BERZHE OB EEEZED)
Erau 7.29 mg/L
ATE 210.32 logP(KowWin) 3.316 %2 225 #1| A HE (minimum toxicity)
7K AR (me/L) logBCFmaxtox  2.47E+0 %3 =~
[F 1] 394.9 %1 | UMO(eV) X4
ODDI 2.76E-1~27E-1 X5
Qc X6
6 CASES 141-17-3 A ERTHE fEFA A
SR S . . . — i OEst t liphati
TOEVERD (TR IR IFIV)OIRTIL 153 me/L 110 me/L e O ma/L
13 mg/L XD ¥ E A HE (GE AR FE )
“ Baseline Toxicity
= 27.7 mg/L
L] HI|7E ASBE (minimum toxicity)
&3%:
16 H
[
33 i) RS R i)
f Reactive unspecified QOEsters esters aliphatic
g 22.7 mg/L 20.1 mg/L 14.0 mg/L
" 420 mg/L # E A HE (minimum toxicity)
— Baseline Toxicity
Bi 17.6 mg/L
NFE 434.58 logP(KowWin) 3.236 %2 & #1727~ BE (minimum toxicity)
KR AR (me/L) logBCFmaxtox  2.41E+0 %3 =
[ RI1E] 3212 %1 LUMO(eV)  8.3E-1~1.14E+0 X4
ODDI X5
Qc X6
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= Iy
: EHE
4 fbme g N | | |
EEEEMEE TIMES %7 ECOSAR %8 KATE 9
17 CASES 80-26—2 ) FERTA fERT fERATHE
— ° — esters OEsters esters aliphatic
TILERA—ILEFBRT AT JL 1.41 mg/L 1.13 mg/L 0.940 mg/L
> 11 mg/L XD E A E (B A#EES) P, XF 3| B BE(ogPiE FAEEEE 5% B
& Baseline Toxicity BAEREE DML EEESD)
fo 1.28 mg/L
& HI| TE ASBE (minimum toxicity)
e
%7/‘
17 0
e SRR EEH e
Reactive unspecified OEsters esters aliphatic
0.993 mg/L 1.83 mg/L 1.10 mg/L
> 10 mg/L #| 5E A HE (minimum toxicity) XEHEBE (REMERZF DA 1E
= Baseline Toxicity EEED)
+n, 0.904 mg/L
SFE 196.29 logP(KowWin) 4.337 %2 = #1| A HE (minimum toxicity)
7K AR (me/L) logBCFmaxtox  3.23E+0 %3 =
(5 Afi] 18.97 %1 LUMO(eV)  9.54E-1~1.31E+0 ¥4
ODDI X5
Qc X6
18 CASES 110-16-7 A ERTHE ERATHE ERATHE
N Reactive unspecified Baseline Toxicity (acid) acids acrylic
LA 1390 me/L 53300 me/L 100 mg/L
89 mg/L #| 5E A BE (minimum toxicity) #I| F AN (minimum toxicity) X P;#E T BE (logPaE FAER B 4})
4
5
&3%:
OH
18 \ /O
47 .Qib </ L LG AR R
@] Reactive unspecified Baseline Toxicity (acid) acids acrylic
3440 mg/L 25300 mg/L 65.0 mg/L
OH 42.81 mg/L H| 7E ASHE (minimum toxicity) ¥ T A HE (minimum toxicity) P ¥ 5E e (logPaE FH 23R 41)
5
NFE 116.07 logP(KowWin) 0.054 %2 &
78
stk ARE(mg/L) logBCFmaxtox  4.04E-2 %3
[FAlfE] 104200 %1 | UMO(eV) -1.19E+0~-502E-1 4
ODDI X5
Qc X6
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" ftemm ) B
b EEEEMEE TIMES %7 ECOSAR %8 KATE 9
19 CASES 116-53-0 ) FERTA ERFH — fERATHE
SN Reactive unspecified Baseline Toxicity (acid acids
2—AFIILTHUEE 220 mg/L 2430 mg/L 380 mg/L
> 1000 mg/L HI| % ASBE (minimum toxicity) 31| 58 FSRE (minimum toxicity) | 3¢F;3E A RE (2B /0 #8:& @ PR & B 41 )
£
e
O \
19 \ OH
AT R AT
Reactive unspecified Baseline Toxicity (acid) acids
251 mg/L 1310 mg/L 62.0 mg/L
N H E A HE (minimum toxicity) FI|5E ASBE (minimum toxicity) | 3XF:¥I E A HE (2B #8:& 3 R EE B 41 )
@ ERF—2%L
NTE 102.13 logP(KowWin) 1.487 %2 E%
5K AR (me/L) logBCFmaxtox  1.11E+0 %3 i
[F 1] 28110 %1 | UMO(eV) 111E+0~1.17E+0 X4
ODDI X5
Qc X6
20 CASES 60-12-8 =R fEFA A
basesurface narcotics Neutral Organics Qalcohols aliphatic
IR FILTILa—)L 161 me/L 246 mg/L 510 mg/L|
“ FAlT—2%L Neutral Organics
;E‘ 270 mg/L
3H
&3%:
OH
20
fERT RS fERT fERT
basesurface narcotics Neutral Organics Qalcohols aliphatic
204 mg/L 134 mg/L 140 mg/L
287.17 mg/L XD;¥IE A E GE R E BN )
3 Neutral Organics
+ 56.0 mg/L
DFE 12217 logP(KowWin) 1.567 %2 z%
78
st 7K B R (mg/L) logBCFmaxtox  1.17E+0 %3
[Fil1E] 21990 *1 | UMO(eV) 2.94E-1~4.89E-1 X4
ODDI X5
Qc X6
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==
: EHE
’ fbme g o | | |
EEEEMEE TIMES %7 ECOSAR %8 KATE 9
21 CASES 19766—89-3 ) FERTA fERTHE =T
_ Reactive unspecified Baseline Toxicity (acid) acids
FTRIDL=2—TFIAFH/T7—F 19.4 mg/L 163 me/L 45.0 mg/L
>100 mg/L #| %€ A HE (minimum toxicity) #I|7F AN (minimum toxicity)
il
e
e
NaZHIZE#t o
21
OH
AT AT fERAH AT
Reactive unspecified Baseline Toxicity (acid) acids
14.6 mg/L 101 mg/L 41.0 mg/L
910 mg/L #| E A HE (minimum toxicity) #| FE A~ BE (minimum toxicity)
5
PFE 144.22 logP(KowWin) 2.96 X2 =
7K AR (me/L) logBCFmaxtox  2.21E+0 %3 )
[ RfE] 11X | UMO(eV)  1.08E+0~1.13E+0 4
ODDI X5
Qc X6
22 CASES 107-87-9 =R =R fEFT A
oa N basesurface narcotics Neutral Organics Oketones
2—RUB/Y 671 mg/L 944 mg/L 660 mg/L
1240 mg/L
& Neutral Organics
-2 910 mg/L
1 e
#%:
22
i) RS R i)
basesurface narcotics Neutral Organics Neutral Organics
\ 981 mg/L 477 mg/L 140 mg/L
\ > 110 mg/L XD;¥IE A E GE R E BN )
5
ATE 86.13 logP(KowWin) 0.747 %2 &
5H
st B R (mg/L) logBCFmaxtox  5.57E-1 %3
[ BIfE] 21230 %1 LUMO(eV) ~ 8.71E-1~B896E-1 4
ODDI X5
Qc X6
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=
: HEE
" fesmeE g . | | |
EEEASEE TIMES X7 ECOSAR X8 KATE %9
23 CASES 134-62-3 ) ) fEF =T
: : b rf: ti Amid id imid
Benzamide, N,N—diethyl-3—-methyl- asest acesgé;cnié/ci 307_4 n,::gff am esﬁ%”::;i
>100 mg/L
& Baseline Toxicity
- 92.2 mg/L
% HI| 7E ASBE (minimum toxicity)
e
23
e ) R fERA e )
basesurface narcotics OAmides amides or imides
67.7 mg/L 36.5 mg/L 22.0 mg/L
74 mg/L XD;¥IE A E GE R E )
Baseline Toxicity
5?!. 53.6 mg/L
SFE 191.28 logP(KowWin) 2.258 X2 = $I5E A &E (minimum toxicity)
7K AR (me/L) logBCFmaxtox  1.68E+0 %3 )
[ AlfiE] 666 %1 | UMO(eV)  7.04E-2~1.68E-1 X4
ODDI X5
Qc X6
24 CASES 77-86-1 FERTHE fEFT AT
- B s o narcotic amines OAliphatic Amines primary amines aliphatic
2—73/—2—ERFRFIAFIL—1, 3-TAN 6840 me/L 5080 mg/L 4400 mg/L
=L ) DI E T B (B P #EEESY)
@ FRF—2%L Baseline Toxicity
= 157000 mg/L
L] HI|7E ASBE (minimum toxicity)
&3%:
FIUEE NH2 OH
24
i) RS R RS
OH Reactive unspecified OAliphatic Amines primary amines aliphatic
333000 mg/L 400 mg/L 810 mg/L
> 980 mg/L #I| 5E A HE (minimum toxicity) P;HI 7E S BE (logPiE FAEEFH 4})
OH Baseline Toxicity
Bi 64100 mg/L
NFE 121.14 logP(KowWin) -1.561 %2 % #1727~ BE (minimum toxicity)
7K A R (me/L) logBCFmaxtox —1.16E+0 %3 =~
[FiAlfE] 1000000 %1 | UMO(eV) x4
ODDI 5
Qc X6
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=
: EHE
’ feeeime g N | | |
EEEASEE TIMES X7 ECOSAR X8 KATE %9
25 CASES 75-08-1 fERT AT AW i)
I Reactive unspecified OThiols and Mercaptans thiols aliphatic(ClogP)
IFILAIIVATRY 183 mg/L 7.29 mg/L 3.90 mg/L
2.23 mg/L #| %€ A BE (minimum toxicity)
& Baseline Toxicity
= 232 mg/L
% HI|TE ASBE (minimum toxicity)
e
25 \
S I_ e ) R fERA e )
Reactive unspecified OThiols and Mercaptans thiols aliphatic(ClogP)
230 mg/L 0.539 mg/L 0.700 mg/L.
0.077 mg/L FI| FE A5 HE (minimum toxicity)
=3 Baseline Toxicity
n 123 mg/L
SFE 62.13 logP(KowWin) 1.267 %2 = $I5E A &E (minimum toxicity)
w7k AR (me/L) logBCFmaxtox ~ 9.45E—1 %3 i
[F11E] 11340 1 | UMO(eV)  8.73E-1~8.73E-1 X4
ODDI X5
Qc X6
26 CASES 91-53-2 A ERTHE fEFA ERATHE
s oS basesurface narcotics Neutral Organics amines aromatic or phenols3
6—Ih¥T—2, 2, 4—K)AFIL—1, 2—-Dk 342 mg/L 3.70 me/L 5.30 me/L|
FKox/y> 18 mg/L XD;¥IEASRE (B R FE ) XP; ¥ E T HE (logPiE F 81 B 41)
il
5
&3%:
26 O
) wma T g wma
il basesurface narcotics Neutral Organics amines aromatic or phenols3
2.34 mg/L 2.50 mg/L 2.00 mg/L
2 mg/L XD ¥ E A8k GE AR S)
5
ATE 217.31 logP(KowWin) 3.875 %2 &
78
7K A R (me/L) logBCFmaxtox  2.89E+0 %3
[ RI1E] 1746 %1 |UMO(eV)  5.03E-2~7.73E-2 %4
ODDI X5
Qc X6
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" ftemm ) B
b EEEEMEE TIMES %7 ECOSAR %8 KATE 9
27 CASES 67762-27-0 ) FERTA fERTHE fERATHE
_ basesurface narcotics Neutral Organics alcohols aliphatic
7I)La—)L(C=16~18) 0.261 mg/L 0.0110 mg/L 0.0400 mg/L
> 0.4 mg/L XD B A RE (B A#EES) P3| E N EE (logP 8 FASEE 41) P3| E FRE (logP 8 R BB 4})
;?‘ Neutral Organics
£ 00250 mg/L
e 3P FE A EE (logP3E F 26 5})
C16(cetanol) TF Al
27
AR AT AR
basesurface narcotics Neutral Organics alcohols aliphatic
0.0573 mg/L 0.0100 mg/L 0.150 mg/L
N XD;¥IE A HE GE R E ) XP; ¥ TE S HE (logP 3 FA#E FH 41) XP;HI T T HE (logP 3 FA £ FH 41)
=3 FAlT—2%L " o
+n, eutral Organics
PFE 242.45 logP(KowWin) 6.734 %2 = 0.0450 me/L
£ XPHIFETEE (logP
3tk AR (mg/L) logBCFmaxtox  4.51E+0 %3 = leslpt Jleci b =)
(5 Afi] 0.1495 1 | UMO(eV)  3.35E+0~353E+0 X4
ODDI X5
Qc X6
31 CASES 867-56—1 ERFE ERATT — A
_ — Reactive unspecified Baseline Toxicity (acid conjugated systems1
FRIDL=L—59%—F 8990 meg/L 177000 mg/L 15.0 me/L
#| 7 A HE (minimum toxicity) #| % A~ 5 (minimum toxicity)
& FAlT—2%L
5
&3%:
NaZHIZE#LTF ©
31 /
i) RS R i)
OH Reactive unspecified Baseline Toxicity (acid) conjugated systems1
20100 mg/L 78800 mg/L 74.0 mg/L
>5850 mg/L H| 7E ASHE (minimum toxicity) ¥ 7E A BE (minimum toxicity) | Xf¥|EZBE (MKREHMERZE OE L 1E
OH m BEED)
NTE 90.08 logP(KowWin) -0.649 %2 E%
78
stIKARE(mg/L) logBCFmaxtox —4.84E-1 %3
[ A8 1000000 1 [UMO(eV) ~ 7.13E-1~957E-1 %4
ODDI 5
Qc X6
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== ‘E
R o K » EHE
# ﬂ::%#%ﬁ % e X7 %8 %9
EEEEMEE TIMES * ECOSAR* KATE *
32 CASES '| 1 1—20_6 i) RS FERATA i)
s . NN Reacti ified Baseline Toxicity (acid) id
1, 8—FA VA= —hILKRUEE[RI% /Y S 4 ML 25EIne 10920 merL. 230 mesL
E&] > 100 mg/L ¥ E A HE (minimum toxicity) # E A HE (minimum toxicity)
il
e
e
N\
32
e ) R fERAH AT
Reactive unspecified Baseline Toxicity (acid) acids
101 mg/L 645 mg/L 86.0 mg/L
o N\ > 100 mg/L #| 7 A HE (minimum toxicity) #| FE A~ BE (minimum toxicity)
5
PFE 202.25 logP(KowWin) 2.192 X2 =
7K AR (me/L) logBCFmaxtox  1.64E+0 %3 )
[F 1] 1420 %1 LUMO(eV) 8.4E—1~104E+0 X4
ODDI X5
Qc X6
33 CASES 2436—90—0 FERATT AT fEAT
oS SS—s basesurface narcotics Neutral Organics Ohydrocabons aliphatic
2, 6—UXAFI—2, T—FVEDTY 0.538 mg/L 0.292 mg/L 0.540 mg/L
o XD ¥ E A HE GE AR 5Y)
“ FRF—2%L Neutral Organics
= 0.510 mg/L|
]
&3%:
33 =
i) RS R i)
= basesurface narcotics Neutral Organics Ohydrocabons aliphatic
0.233 mg/L 0.216 mg/L 0.380 mg/L
> 100 mg/L XD E A RE GE R #EE 54 )
3 Neutral Organics
an, 0.420 mg/L
NTE 138.26 logP(KowWin) 4.884 %2 =
5H
7K A R (me/L) logBCFmaxtox  3.63E+0 %3
[ BIfE] 1.669 %1 LUMO(eV)  1.17E+0~1.28E+0 4
ODDI X5
Qc X6
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=
: EHE
” e - _ . .
EEEASEE TIMES X7 ECOSAR X8 KATE %9
34 CASES 111-96-6 fE " fEF =T
< S S N basesurface narcotics Neutral Organics ethers aliphatic
1—AFo—2—(2—AFIIRFI)ITHY 18300 mg/L 18700 mg/L 19000 me/L
) P T 7B (logPSE FIRGEESN)
ol O Neutral Organics
3] 15000 mg/L|
e
34 /
’ R ERARE R e
basesurface narcotics Neutral Organics Neutral Organics
30800 mg/L 8430 mg/L 1400 mg/L
e 943 mg/L XD¥IETEE GEREES) XP, XFH|ETEE (logP R U S RIS
@ & FRE B SY)
PFE 134.18 logP(KowWin) -0.482 2 E%
7K AR (me/L) logBCFmaxtox ~-3.59E—1 %3 i
[F11E] 179600 1 | UMO(eV) 2.2E+0~287E+0 X4
ODDI X5
Qc X6
36 CAS#ES 30255-32—-8 ERFE AT . A
_ o\ esters Esters esters aliphatic
IFIL=2—AFIARER/T7—F 11.4 me/L 6.98 mg/L 8.00 mg/L
) XD HIE T4 GERIREEA)
@ FRF—2%L Baseline Toxicity
= 24.9 mg/L
£ HI|7E ASBE (minimum toxicity)
#%:
o]
N L] SRR A L]
\o Reactive unspecified QOEsters esters aliphatic
22.4 mg/L 13.4 mg/L 9.70 mg/L
> 100 mg/L #I| 5E A HE (minimum toxicity)
Baseline Toxicity
Bi 15.1 mg/L
NFE 144.22 logP(KowWin) 2.755 %2 % #1727~ BE (minimum toxicity)
5H
xt KB R (me/L) logBCFmaxtox  2.06E+0 %3
[ RI1E] 356.7 X1 LUMO(eV)  1.03E+0~1.28E+0 4
ODDI 5
Qc X6
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=
: EHE
" TN g \ | | |
EEEASEE TIMES X7 ECOSAR %8 KATE %9
37 CASES 3407-42-9 fE " ERTE fERTHE =T
o a b rf i N 10 i Icohols aliphati
3—(5, 5, 6—HAFILELHAL2. 2. 11AT T e e st st
B —2—A)L)ooanEH/—)L > 64 mg/L XDHIETRE GEAREHESN) XP:#I T T BE (logPiE SRR A1)
& Neutral Organics
ﬁ 0.260 mg/L]|
e
37
AT fERAH AT
basesurface narcotics Neutral Organics alcohols aliphatic
0.200 mg/L 0.109 mg/L 0.860 mg/L.
o XD;¥IE A E GE R E ) P;# E T 8E (logP3E FH E5 B 1) ->:<f;$|JE'§-’a’§(ﬁ'iﬁ%—%’ﬁﬁﬁ’&ﬁ?%ﬂﬁ%
oH 3 ERF—2%L BEED)
NF=E 236.4 logP(KowWin) 5.503 %2 E% O Neutral Organics
. FH 0.280 mg/L
7K AR (me/L) logBCFmaxtox  4.06E+0 3
[ RfE] 1.817 %1 LUMO(eV)  3.26E+0~345E+0 %4
ODDI X5
Qc X6
FREDER 31 Wskowwin v1.42|Z &Y B H
QSARVZAEHFZUDIZEIL. TROIEFETEHIZESTFARKR 32 KowWin v1.68IZ kU EH
(OHIFEE) ERLDCEMNEFELLY, ¥3~7 TIMES v2.27.15 [CRYHEH. #EET R4 Pimephales Promelas 96h LC50. A3 #ET 2/ F7RA 2 : Daphnia Magna 48h EC50.
P, XF XD XN(E AR E NI SADFRAIFER EFEFHEEITHI—DERIFITHT . MOPAC (AM1 PRECISE ) [Z&YR1T,
S (FERBE)NEVNISAD TR RKATEDO ) LUMO : the energy of the lowest unoccupied molecular orbital
KYBRESNITSADFRIFER BCFmaxtox : the maximum bioconcentration factor
*Neutral Organics 75 A LIS D FBIFER ODDI: the donor delocalizability of the aldehyde O—atom
FAMEA LY /NSNS RADFRIER QC : the charge of the C atom from &, [ — unsaturated alcohols
Ft-, PABROEBEEMEOCUTOISRIFFEAFRTELT- %8 ECOSAR vI.11IZ&YEHH. #EEITURAR AU Fish 96h LC50. FR7%3ET > R7R4 > k: Daphnid 48h LC50. logPl&KowWin3 2% {# F.

*TIMES : Reactive Unspecified

*KATE : Unclassified

+ECOSAR:Baseline toxicity, Baseline toxicity(acid)
(¥Baseline toxicity(acid) 7S5 XD FRMEIIME DA A LICLDEHE
g%}%’}‘l:ﬁ%ﬁs Baseline toxicityD FRl#E R4 HEREBI0TIRLI-ET

FTARTHYITAIZE LV Thaseline toxicity L TNeutral organic 7SR IZERASN-FERL T RSN S,
3¢9 KATE on PAS [CKYEH. BAFEI KRR A b: Fish 96h LC50. BBEX$ET L K7RA 2 b: Daphnid 48h EC50.logP[dKowWin3¢2% {# F.

XP: FRME DlogPh’, FAMBENDEINDISRADSENEDlogPEENSNANTHY, BRXOEDHEENTHDL. <FERAFT>

¥D: Out of Domain (TIMES) <{&EFRF ] >

3N: Not Related to an Existing ECOSAR Class Definition (ECOSAR) < f FAA~ 8] >

XF: FRMEDE R EEICDOLT, FRMEL D FEEIN S5 AR UNeutralOrganics 75 R (FREHMER TEMEZHATIAELITR) DS R
MEOHIMEERESICEFNLE=O, B OBAEHEN THbH, (KATE)<ERART > o

Xf: FRAMEOEAMEEICDOVT, FAMENDESNEGISAOSENEICEFN LTV IBELTF DA, B IEE
NeutralOrganics 7 5 X (B HFEHMERA DA THEMENRBASIND) DSENEORITBELESICEENL-O. FAHKRE

DFERIZEVWTIEEAHEEICONT BEITIDENDH D, (KATE)LfE

BE>
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