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1. SEFICEERIFRADFEETIVE (EH)
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EEEEMEE TIMES X7 ECOSAR %8 KATE X9
&5E92 CASES 79-21-0 3L AT AT AT
. Reactive unspecified Baseline Toxicity esters aliphatic
BB 15900 mg/L 36000 mg/L 1600 mg/L
0.078 mg/L #| %€ A HE (minimum toxicity) #I|F ASHE (minimum toxicity) | %P, XF:$IE A FE (logP R U ER g &
£ T A
e
OH
o ~
/ A AR R ERFA
Reactive unspecified OPeroxy Acids esters aliphatic
40900 mg/L 94.7 mg/L 2200 mg/L
0.48 mg/L #I| T A HE (minimum toxicity) P, XFHIETEE (logP R UER D18 E
(o) Baseline Toxicity & A # B A1)
i 15400 mg/L
PFE 76.05 logP(KowWin) -1.074 2 &= $| 78 A 8E (minimum toxicity)
stk AR (mg/L) logBCFmaxtox -8.01E-1 %3 ~
[FAlfE] 1000000 %1 | UMO(eV)  5.76E-1~7.85E-1 X4
ODDI X5
Qc X6
[B¥EEF (X IH2EE802, CASES 139-13-9 A AT R ERFHE
§ﬁ37 Reactive unspecified OAliphatic Amines—acid secondary or tertiary amines
—MN)O=EEER 6110000 mg/L 2410000 mg/L 390000 mg/L
> 100 mg/L #| 5E A HE (minimum toxicity) P, XF:#E T HE (logP R U D iE &
& Baseline Toxicity 1 A En )
ol 2.59e+7 mg/L
& HI|7E ASBE (minimum toxicity)
e
7V //0
OH
\/\N GOH
O// e ) R fERA ERAT
o Reactive unspecified OAliphatic Amines—acid secondary or tertiary amines
— 3.55e+7 mg/L 146000 mg/L 390 mg/L
106.815 mg/L #) 78 FRRE (minimum toxicity) XP, XFHE FHE (logP R U HEE
OH Baseline Toxicity & A # B A1)
5:, 8590000 mg/L
NF=E 191.14 logP(KowWin) -3.809 %2 E,é H| 7 A BE (minimum toxicity)
7K AR (me/L) logBCFmaxtox —2.84E+0 %3 =
(5 Afi] 738900 1 | UMO(eV)  3.46E-1~652E-1 X4
ODDI X5
Qc X6
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feeeime g N | | |
BEERNEME TIMES %7 ECOSAR X8 KATE %9
BB E F1-(£IH285789, CASES 107-02-8 @ Jropespemy preeee —
IE 3%1 " ,Eﬂ:ﬂ 13 Reactive unspecified QOVinyl/Allyl Aldehydes conjugated systems|
FoaLAy 813 mg/L 0.123 mg/L 3.30 mg/L
0.014 mg/L #| %€ A BE (minimum toxicity)
& Baseline Toxicity
= 1950 mg/L
% HI|TE ASBE (minimum toxicity)
e
/ A ERATE L AT
Reactive unspecified OVinyl/Allyl Aldehydes conjugated systemsi
1630 mg/L 969 mg/L 8.10 mg/L
0.057 mg/L #I| 7 FSRE (minimum toxicity) XFHIEAEE (BB S E A E S
O Baseline Toxicity
5?-. 936 mg/L
SFE 56.06 logP(KowWin) 0.189 %2 &= $1| 7 TS HE (minimum toxicity)
%K B R (me/L) logBCFmaxtox  1.41E-1 %3 i
[ AlfiE] 139700 1 | UMO(eV) -1.39E-1~-4.45E-2 4
ODDI X5
Qc X6
IB¥EEF=(XIA285403, CASES 95-51-2 A AT e e
=] 3%1 G,Eﬁss phenols and anilines QOAnilines (Unhindered) amines aromatic or phenols3
o—/OoQyF=Yyy 48.1 mg/L 28.5 mg/L 7.60 mg/L
7.34 mg/L XD;¥ FE A RE GE F#E R 51 )
“ Baseline Toxicity
= 187 mg/L
L] HI|7E ASBE (minimum toxicity)
&3%:
73U s
fERT RS fERT fERT
phenols and anilines OAnilines (Unhindered) amines aromatic or phenols3
21.1 mg/L 0.918 mg/L 1.10 mg/L
1.99 mg/L XD FE A e GEL A &R 51)
Baseline Toxicity
Bi 103 mg/L
NFE 127.57 logP(KowWin) 1.72 %2 & #1727~ BE (minimum toxicity)
KR AR (me/L) logBCFmaxtox  1.28E+0 %3 =
[ RI1E] 2241 %1 |LUMO(eV)  2.86E-1~2.86E-1 34
ODDI X5

Qc X6
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TN g n | | |
EEEASEE TIMES X7 ECOSAR X8 KATE %9
B¥sEFEI=(XIH2E1071, CASES 120-80-9 @A frapsspm. prpe— =
Egﬁ65 Reactive unspecified OPhenols, Poly amines aromatic or phenols3
° -=—1— | = — 394 mg/L 22.2 mg/L 8.70 mg/L|
£ DjjT:l )L(EJ%jJT:l )l/) 8.9 mg/L #| %€ A BE (minimum toxicity)
& Baseline Toxicity
o 669 mg/L
% HI|TE ASBE (minimum toxicity)
e
e ) R fERA e )
Reactive unspecified OPhenols, Poly amines aromatic or phenols3
583 mg/L 256 mg/L 0.980 mg/L.
2.1 mg/L #| 7 A HE (minimum toxicity)
Baseline Toxicity
B?L 347 mg/L
ATE 110.11 logP(KowWin) 1.033 %2 &= #1| A HE (minimum toxicity)
%K B R (me/L) logBCFmaxtox  7.7E-1 %3 i
[ AlfiE] 73230 X1 LUMO(eV)  2.97E-1~297E-1 X4
ODDI X5
Qc X6
[R¥EEF/-IXIH28409, CASES 98-95-3 A e AT e
Eﬁsg . . basesurface narcotics Neutral Organics nitrobenzenes
il N m PAIL AV 57.8 mg/L 150 mg/L 36.0 mg/L|
24 mg/L
il
5
&3%:
O\
N
> fERT RS fERT fERT
/ basesurface narcotics Neutral Organics nitrobenzenes
0 84.8 mg/L 83.5 mg/L 18.0 mg/L
33 mg/L XD ¥ E A8k GE FAERFE )
&
NFE 123.11 logP(KowWin) 1.811 %2 &
78
57K A R (me/L) logBCFmaxtox  1.35E+0 %3
[ RfE] 1047 %1 | UMO(eV) -1.07E+0~-5.95E-1 4
ODDI X5

Qc X6
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" fesmeE g . | | |
BEERNEME TIMES %7 ECOSAR X8 KATE %9
#1118 CASES 112-07-2 =R L) R /R
“ . esters OEsters esters aliphatic
2— I X IFIIL=F71t45—}F 22 meL 72.9 mg/L 38.1 mg/L 55.0 mg/L|
mg,
& Baseline Toxicity
- 319 mg/L
% HI|TE ASBE (minimum toxicity)
e
10
/ A EARE ER A
o Reactive unspecified OEsters esters aliphatic
316 mg/L 82.9 mg/L 70.0 mg/L
37 mg/L #| 7 A HE (minimum toxicity)
° Baseline Toxicity
B?L 174 mg/L
ATE 160.21 logP(KowWin) 1.572 %2 &= #1| A HE (minimum toxicity)
®IK AR (mg/L) logBCFmaxtox  1.17E+0 %3 i
[ RfE] 3103 1 |LUMO(eV)  9.71E-1~13E+0 4
ODDI X5
Qc X6
#5132 CASES 78-59-1 =R R &R ERTH
. Reactive unspecified OVinyl/Allyl Ketones ketones
3,5, 5—RFJAF)LoONFH —2—T2—1 . 22.2 mg/L a75mg/L| 330 me/L
—F 145 mg/L $I| 7 FSRE (minimum toxicity) XF 3 TE A HE (BB 42 18 FR #EEE ) )
“ Baseline Toxicity
s 31.6 mg/L Neutral Organics
L] | 7E ASBE (minimum toxicity) 40.0 mg/L
&5 XFHIE T HE (B 9 48158 F #6 EE 1)
/ g
1 /
i) RS R i)
Reactive unspecified OVinyl/Allyl Ketones Neutral Organics
21.9 mg/L 26.1 mg/L 13.0 mg/L
224 mg/L #I| 5E A HE (minimum toxicity)
Baseline Toxicity
Bi 19.0 mg/L
NFE 138.21 logP(KowWin) 2.618 %2 & #1727~ BE (minimum toxicity)
57K A R (me/L) logBCFmaxtox  1.95E+0 %3 =~
[ RfE] 3010 %1 L UMO(eV) -2.2E-2~-2.18E-2 4
ODDI X5

Qc X6
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4 ftemeE g . el | |
EEEEMEE TIMES X7 ECOSAR %8 KATE X9
IB¥EEFT-(XIH28998, CASES 101-68-8 AT AT AT AT
Eﬁ74 . R . Reactive unspecified Baseline Toxicity Unclassified
AFLUVER(4, 1—0x=ZL) =AYV T 0.273 mg/L 0.266 mg/L _ 10270 mg/L.
F—k (4.4-MDL) > 497 mg/L #| %€ A BE (minimum toxicity) #| 7€ A BE (minimum toxicity) HEAEE SEEHEIMMELNISR)
£
e
13 h\'.&\l
) R A AR T
O e Reactive unspecified Baseline Toxicity Unclassified
0.139 mg/L 0.203 mg/L 0.290 mg/L
64.46 mg/L #| F A~ HE (minimum toxicity) HI|7E A HE (minimum toxicity) FETHE (SEEMNMELVISR)
5
PFE 250.26 logP(KowWin) 5.215 %2 &=
>4
7K AR (me/L) logBCFmaxtox  3.87E+0 %3
(5 Afi] 1.51 X1 | UMO(eV) —4.48E-1~-4.13E-1 K4
ODDI X5
Qc X6
[BiEEF/-IXIH281082, CASES 552-30-7 EEFE propepe— ——
?9[',2694 . -t‘ I\IJjJ I/'F Eﬂ‘] > . k'f‘rﬁ Reactive unspecified Baseline Toxicity (acid) esters aromatic
, 2, 4—~"t ) > , 2 — 7 47.0 mg/L 1750 mg/L 28.0 mg/L|
X S5 TR BE (minimum toxicity) SIS TR AE (minimum toxicity) | I TR A (8853 W88 FRRGERSH )
& ERF—2%L
5
&3%:
I
14
o]
\ frepeeee, EATAE BERAA AT
oK \3 Reactive unspecified Baseline Toxicity (acid) esters aromatic
76.7 mg/L 989 mg/L 64.0 mg/L
\ > 792 mg/L # E A HE (minimum toxicity) ¥ TE ASHE (minimum toxicity) | SXF;¥I5E 7 HE (BB 48 & AR 5 B 41 )
- z
ATE 192.13 logP(KowWin) 1.95 2 &
5H
xt KB R (me/L) logBCFmaxtox  1.46E+0 %3
[FAlfE] 1376 %1 LUMO(eV)  —2E+0~-199E+0 4
ODDI X5

Qc X6
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" fbeme g \ | | |
EEEASEE TIMES X7 ECOSAR X8 KATE %9
IB¥EEF/-(XIH288 &  CASES 123-91-1 R B preeee e
9&80 . basesurface narcotics Neutral Organics Qethers aliphatic
1, 44— %5 10600 mg/L 8770 mg/L 9300 mg/L
> 100 mg/L
4 Neutral Organics
ﬁ 7300 mg/L
e
O
15
e ) R fERA ERAT
basesurface narcotics Neutral Organics Neutral Organics
15900 mg/L 4020 mg/L 710 mg/L
0 > 1000 mg/L XD;¥IE A HE GE R E BN ) XP;HI E T HE (logP5E FAEEEH 4Y)
z
ATE 88.11 logP(KowWin) -0.32 %2 =
>4
xtKiAfE(me/L) logBCFmaxtox —2.39E-1 %3
[ AlfiE] 466000 X1 | UMO(eV)  2.62E+0~2.82E+0 K4
ODDI X5
Qc X6

FRIEDZER

QSARVZAEHFZUDIZEIL, TROIEEFETEHIZESITFARKR
(OHMFED) ZRALVBEMNEFELLY,
P XF XD XN AR N BN SAD FRIFER
SXf ([ERBENEVNISADFRIFERKATED#)
FYRBRESNITADFRIFER
*Neutral Organics 75 X LS D FfllfE R
- HRANEN LY NSNS RO FAIFER
FHEROEBEENMEVUTOISRIFERFTEL

HIEREEUEEHEDIELNIFR)
*KATE : Unclassified

HI|7E A HE (minimum toxicity)
*TIMES : Reactive Unspecified

*ECOSAR: Baseline toxicity, Baseline toxicity(Acid)

minimum toxicity® FAI{E &, Bl IEBIEREMERTET L (TIMES
TlXbasesurface narcotics, ECOSARTINeutral

Organics. NeutralOrganics (acid)) @QSARE\U:JZU%:HJ‘ LIz2DTH
B, COELYDLFBISEVEEAHEINESIN T, HEEEERFD
LEMEICKDRER T—IDLEVOFATHS,
(XBaseline toxicity(acid) 752D T AMEIXME DA LIL5EN
DA T8 # . Baseline toxicity D F AlfER % S EHENI10THRLIZET

Hd)

31 Wskowwin v1.42IZ &Y EH
32 KowWin v1.68IZkYHEH
3%3~7 TIMES v2.27.15 [CKYEH. BT RHRA K Pimephales Promelas 96h LC50. BR3%#ET > K7RA > k: Daphnia Magna 48h EC50.
EFEEHEEILTHI—DERIZITHT . MOPAC (AM1 PRECISE ) [Z&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 &, 8 — unsaturated alcohols
38 ECOSAR vI.11IZKYEH. BT RARA b Fish 96h LC50. 3% #HT 2 K7R4 2 b: Daphnid 48h LC50. logPl&KowWin 2% {1 F.
FRTDYISAIZE LV Thaseline toxicityk L TNeutral organic 7S A IZEASNI=FERLFTHENS,
39 KATE on PAS [CKYEH. AFETURARA 2k Fish 96h LC50. RFRFET > RF7RA 2 I Daphnid 48h EC50.logP[&KowWin3 2% {f F.

¥P: FRIME DlogPh, FRMENFESNDIFADSEYEDIogPEENSNNTEY ., BIFXOENEHENTHD, <ERF>
logP A EIFHK DB SNEE LY KELVLVMEIL " no effects at saturation” THY . ARELL L DETEEN TSNNSO HIEIXHEEH
IS A5MEH 1 £72% (ECOSAR)

3¢D: Out of Domain (TIMES) <{fH7~a] >

MN: Not Related to an Existing ECOSAR Class Definition (ECOSAR)<{#FHA~ 1] >

XF: FRMBE OB HEIC DT, FRAWE S ESN D55 X B UNeutralOrganios 75 X (FREHE A TEMARBALELI5R) DR
MEOHABEESITBENLEN-0, BIRXOBERBEN THD, (KATE) < ERAFE > o
X TANEORAEIDNT, FAMEANEENEH5ADEBYEICATNEVBABMEEF O, UHHWES

NeutralOrganics7 5 R (BT REMERA DA TEEARHSND) DSBYE DRI BERSITEFENS=0. FRHHER
DEAICEVTEHESEEIIOVNT BETILELNHD. (KATEKERABRE>
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