QSARTHIER —MLEWME 1. SEHICEEHISAOMNEEZITIVE

Bf1—4sE

" T ) B
b TEEASEE TIMES X7 ECOSAR X8 KATE X9
CASES '| 9309—23—0 fERT RS AW
Reactive unspecified Neutral Organics
e 0.178 mg/L 0.850 mg/L
Ethyl ethyldimethyltetradecylammonium sulphate 3.56 mg/L #I| 7 7~ RE (minimum toxicity) .
@ QSARETILAL
%5
e
1
e ) AT ERT
Reactive unspecified Neutral Organics
5 0.180 mg/L 0.619 mg/L
e 0.0157 mg/L ¥ FE A HE (minimum toxicity) -
Bi QSARETILGEL
PFE 271.53 logP(KowWin) 4.694 X2 &=
*H
7K AR (me/L) logBCFmaxtox  3.49E+0 %3
[ AlfiE] 1.757 %1 LUMO(eV) -3.88E+0~-3.72E+0 K4
ODDI X5
Qc X6
BTH/A TEREES3- CASES LE] BATE AT AT
4307 Reactive unspecified OEsters-acid acids
. . . 8.54 mg/L 78.3 mg/L 59.0 mg/L
FRIDL=RTHA/ANFFIR LR )UK > 2 mg/L 1 7 R4 (minimum toxicity) - | XFRIERAE (5 15 B AR
j__l‘ & Baseline Toxicity
ﬁ et 18.2 rng/L
rE ¥ A EE (minimum toxicity)
7%
NaZFHTE#t
2
e ) AT ERT AT
‘ Reactive unspecified OEsters—acid acids
, 8.43 mg/L 141 mg/L 84.0 me/L
¢ > 0.56 mg/L | FEABE (minimum toxicity) IS XFHIE T RE (R #8568 A EE S
° ﬂfl ase |n1e1 7oxmty
=+ o g/L
SFE 356.48 logP(KowWin) 3.343 %2 z% #1| A HE (minimum toxicity)
*H
7K AR (me/L) logBCFmaxtox  2.49E+0 %3
[FAlE] 7.909 %1 LUMO(eV) -1.31E+0~-9.19E-1 X4
ODDI X5
Qc X6
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==
: EHE
’ fbme g . | | |
EEEEMEE TIMES X7 ECOSAR %8 KATE X9
6lH—E51131|H=Ef CASES 4] AT i) AT
299 Reactive unspecified OVinyl/Allyl Nitriles Unclassified
. 1.26 mg/L 0.306 mg/L _ _ 1.00 mg/L,
oanxo)Fo (=)L) 7tEr=F)JL 0.6 mg/L ¥ FE A §E (minimum toxicity) FIE T BE (FREMEAMELVISR)
& Baseline Toxicity
= 1.41 mg/L
& HI|TE ASBE (minimum toxicity)
e
N
3
;_\_.
A AR A ERARE
Reactive unspecified OVinyl/Allyl Nitriles Unclassified
0.800 mg/L 0.340 mg/L _ 0.790 mg/L
2.3 mg/L #I| T A HE (minimum toxicity) HIE T He (FREMEMMENNI S R)
Baseline Toxicity
5:, 0.990 mg/L
NFE 197.28 logP(KowWin) 4.294 %2 E,E ¥ FE A 8E (minimum toxicity)
7K AR (me/L) logBCFmaxtox 3.2E+0 X3 i
(5 Afi] 5.283 X1 |LUMO(eV) -2.37E-1~-2.26E-2 4
ODDI X5
Qc X6
CASES 64-19-7 A ERTHE ERATHE AT
Reactive unspecified Baseline Toxicity (acid) acids
1680 mg/L 25800 mg/L 2300 mg/L
E’Fﬁg 45 mg/L #| 5E A BE (minimum toxicity) #I| F AN EE (minimum toxicity) XP;#E T BE (logPiE FAER B 4})
)
5
&3%:
@)
4
A LR AR o
OH Reactive unspecified Baseline Toxicity (acid) acids
2920 mg/L 12300 mg/L 75.0 mg/L
18.9 mg/L #I| 5E A HE (minimum toxicity) ¥ 7E A BE (minimum toxicity)
5
NFE 60.05 logP(KowWin) 0.087 32 Eg
5H
stK AR (mg/L) logBCFmaxtox  6.48E-2 %3
[FAlfE] 475900 1 |UMO(eV)  9.73E-1~9.73E-1 X4
ODDI 5
Qc X6
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: HEE
4 fbme g n = | |
EEEEMEE TIMES %7 ECOSAR %8 KATE %9
CASES 22042-96—-2 ) FERTA fERT fERATHE
Reactive unspecified OAliphatic Amines—acid Unclassified
. 5.89e+10 mg/L 5.50e+10 mg/L 9.50e+10 mg/L
N— (FRRIR/AFIL)A(S/ER(ZFL=F)A) 216 mg/L £ 7E FE (minimum toxicity) - - HITE R B (SR HMELNISR)
ThIFR(AFLU)TEIHRRKUBOF Y f B a1
LIEZFERHD (70%L L) ETH.=1RIEIUX £ #) 7 A8 (minimum toxicity)
e
D DNaFEHTERR., 72 - o
¥ S
: s /%
5 /BN
>\/ \»Afiff A AR R ERARE
% < - Reactive unspecified OAliphatic Amines—acid Unclassified
r_;\;~ 1.29e+12 mg/L 1.68e+9 mg/L 4.50e+8 mg/L
o 242 mg/L H E A HE (minimum toxicity) FIE T BE EREEIMELVI S R)
Baseline Toxicity
Brau 3.02e+12 mg/L
SFE 573.2 logP(KowWin) -9.717 %2 &= #1| A HE (minimum toxicity)
7K AR (me/L) logBCFmaxtox —6.13E+0 %3 =~
[F 1] 1000000 1 | UMO(eV) -1.03E-1~7.04E-1 X4
ODDI X5
Qc X6
CASES 127-51-5 FERTHE fEFT AT
Reactive unspecified OVinyl/Allyl Ketones conjugated systems2
0.535 mg/L 1.43 mg/L 0.560 mg/L
3-Buten—-2-one, 3—-methyl-4—(2,6,6—trimethyl-2— o # 7 ASHE (minimum toxicity) I TE T HE (B0 48 158 A #E R 51 )
loh —1—vl & FRF—2%L Baseline Toxicity
cyclonhexen—I~y = 0.476 mg/L
4] HI| 7E A~ (minimum toxicity)
&3%:
J
6 \///\
“ w20 AT A AT
Reactive unspecified OVinyl/Allyl Ketones conjugated systemsZ
0.280 mg/L 0.392 mg/L 40 mg/L
2.65 mg/L # E A HE (minimum toxicity) XF; #'JETﬁE(“Bﬁ*ﬁmﬁﬁﬁgﬁ.%)
Baseline Toxicity
Si 0.351 mg/L
NTE 206.33 logP(KowWin) 4.841 %2 & #| A HE (minimum toxicity)
57K A R (me/L) logBCFmaxtox 3.6E+0 %3 =
[F 1] 298 %1 |UMO(eV) 1.75E-2~822E-1 ¥4
ODDI X5
Qc X6
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= Iy
: EHE
’ feeeime g o | | |
EEEASEE TIMES X7 ECOSAR X8 KATE %9
CASES 122-20-3 fE " fE " fEF =T
narcotic amines OAliphatic Amines secondary or tertiary amines
. . 6470 mg/L 4820 mg/L 6300 mg/L
MR (2—ERDFSTAE L) T[R4 : A > 1000 me/1 TR
N o Re) _ =- I oxicity
) B8/\/ )117\/] iﬁ\ 123000 mg/L
% HI|TE ASBE (minimum toxicity)
e
FIUE i
7 //’l;
Y\N
of e ) R fERA e )
oM Reactive unspecified OAliphatic Amines secondary or tertiary amines
223000 mg/L 395 mg/L 180 mg/L
857 mg/L #I| 7 FSRE (minimum toxicity) XEHEBE (REMERZF DN 1E
Baseline Toxicity EEED)
5?., 52000 mg/L
ATE 191.27 logP(KowWin) -1.223 %2 &= #| 7E A~ BE (minimum toxicity)
xt KB (me/L) logBCFmaxtox —9.13E-1 %3 i
[F 1] 100000 1 | UMO(eV) X4
ODDI X5
Qc X6
CASES 3228-02-2 A ERTHE fEFA A
phenols and anilines OPhenols amines aromatic or phenols4
. 3.11 mg/L 1.84 mg/L 2.30 mg/L
4—AYTAEIL—3—AF)LTT/—)L 7.6 mg/L DI 4 (B RS
“ Baseline Toxicity
o] 5.37 mg/L
2 HI|7E ASBE (minimum toxicity)
#%:
8
fERT RS fERT fERT
phenols and anilines OPhenols amines aromatic or phenols4
OH 3.40 mg/L 1.09 mg/L 1.60 mg/L
5.7 mg/L XD;¥IE A HE GE R E BN )
Baseline Toxicity
Bi 3.51 mg/L
NTE 150.22 logP(KowWin) 3.516 %2 & #| A HE (minimum toxicity)
KA (me/L) logBCFmaxtox  2.62E+0 %3 =
[ R11E] 286 X1 LUMO(eV)  4.49E-1~452E-1 ¥4
ODDI X5
Qc X6
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H1%E
v = B
’ feeeime g o | | |
EEEASEE TIMES X7 ECOSAR X8 KATE %9
CASES 123-92-2 ) FERTA fERT =T
esters OEsters esters aliphatic
22.6 mg/L 12.2 mg/L 15.0 mg/L
BEERA VR FIL 215 mg/L XD A8 GEFR#EESN)
& Baseline Toxicity
= 62.0 mg/L
% HI|TE ASBE (minimum toxicity)
e
9
0] 0]
o e ) R fERA e )
Reactive unspecified OEsters esters aliphatic
60.1 mg/L 24.7 mg/L 19.0 mg/L
42 mg/L #| FE A5 (minimum toxicity)
Baseline Toxicity
B?L 36.0 mg/L
SFE 130.19 logP(KowWin) 2.264 %2 &= $1| 7 TSHE (minimum toxicity)
xt KB (me/L) logBCFmaxtox ~ 1.69E+0 %3 i
[ RfE] 1100 %1 | UMO(eV)  1.13E+0~1.17E+0 4
ODDI X5
Qc X6
CASES 108-01-0 A A fEFA A
narcotic amines OAliphatic Amines secondary or tertiary amines
. 1940 mg/L 1450 mg/L 1800 mg/L|
N, N—=UAFIJLTR/—ILTZV 81 mg/L ) -
“ Baseline Toxicity
= 31700 mg/L
2 HI|7E ASBE (minimum toxicity)
&3%:
7 oH
10
fERT RS fERT RS
N Reactive unspecified OAliphatic Amines secondary or tertiary amines
63500 mg/L 123 mg/L 75.0 mg/L
98.37 mg/L # E A HE (minimum toxicity) XFHIEABE (B e = s A
3 Baseline Toxicity
+n 13700 mg/L
NFE 89.14 logP(KowWin) -0.935 %2 & $ 72 T~ BE (minimum toxicity)
78
stK AR (mg/L) logBCFmaxtox —6.98E-1 %3
[FiAlfE] 1000000 %1 | UMO(eV) x4
ODDI X5
Qc X6

5/10 R—



==
: EHE
’ fbme g . | | |
EEEEMEE TIMES X7 ECOSAR %8 KATE X9
CAS%ES 3811-73-2 ) FERTA fEF
Reactive unspecified OThiols and Mercaptans
. R R 7340 mg/L 308 mg/L
2— ALHTREYSY —N—FFH ARF RS L 0007 me/L HITE T (minimum toxioty) \
ijEn & Baseline Toxicity QSARETILEL
o 24700 mg/L
o 5 #I| 7E A~ (minimum toxicity)
CEZR
NaZFHTE#t
1
e ) AT fEFRH fERA T
Reactive unspecifi?d OThiols and Mercaptans thiols aromatic(ClogP)
20000 mg/L 6.36 mg/L 510000 mg/L
0.022 mg/L #| 7E ASHE (minimum toxicity) P, XFHIETEE (logP R VAR 21815
m Basel{qz&oxici/t{ & A #a B 41
+ mg
ATE 127.16 logP(KowWin) -0.643 %2 z% #1| A HE (minimum toxicity)
5K AR (me/L) logBCFmaxtox  —4.8E-1 %3 )
[F 1] 334300 ¥1 | UMO(eV) -5.64E—1~-564E—1 X4
ODDI X5
Qc X6
|E?E’ﬁ":_$f: (j:IE 2% CASE = A ERT AT ERATT
EL%%‘] 050 Reactive unspecified OMethacrylates methacrylates
. 1550 mg/L 377 mg/L 98.0 mg/L
2—EROFXFSIFIL=A291)5—k 227 mg/L ¥ E A HE (minimum toxicity) o P HITE T RE (logP5E FAFEER 51)
aseline Toxicity
iis 3590 mg/L
. = HI|7E ASBE (minimum toxicity)
CEZR
12
0 i) RS R RS
// H Reactive unspecified OMethacrylates methacrylates
0 3000 mg/L 274 mg/L 270 mg/L
o 380 mg/L 152 TR BE (minimum toxicity) —— 3KCP I T T8 (logP 3l FR B S)
aseline Toxicity
Si 1740 mg/L
NTE 130.14 logP(KowWin) 0.301 32 & I 7E A BE (minimum toxicity)
stk AR (mg/L) logBCFmaxtox  2.25E-1 %3 =~
[ BIfE] 117900 %1 | UMO(eV) ~1.06E-1~541E-1 X4
ODDI 5
Qc X6
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: HEE
" fesmeE g - = | |
EEEEMEE TIMES %7 ECOSAR %8 KATE %9
CASES 11099-07-3 =AW FERTA R AT
esters Esters esters aliphatic
I s (BRI BRI H15E T e ogP B R F
ATT7IY Za/r—1, 2, 3—rJA—)LD > 0.2 mg/L XD ¥ A HE (E S FE ) XlogP>5 (logPiE FREERESY) | 3P, XF ¥ E A AE(logPil FREEERSY,
Rz <l & B R oM ATRES A1)
T e Baseline Toxicity
% 0.0210 mg/L
w5 #| F FEE (minimum toxicity)
13
. e ) R R ERAT
”’\( Reactive unspecified Esters esters aliphatic
2 BERELE 0.0437 mg/L 0.122 mg/L 0.0530 mg/L
200000000000000 mg/L FI| FE A5 HE (minimum toxicity) XlogP>5 (logP:@ FAEEBHSY) [ P, XF.HI%E A AE(logP 3@ FAEREH 41 7%
| BERZF DR ABEEZSD)
=, Base(l)irgﬁs'lboxici/t{
DFE 57 logP(KowWi 616 % e . mg
ATE 3585 ogP(KowWin) 6.616 ?<2 7] ¥ 5E A BE (minimum toxicity)
7K AR (me/L) logBCFmaxtox  4.51E+0 %3
[ AlfiE] 00123 1 | UMO(eV)  8.58E-1~1.34E+0 X4
ODDI X5
Qc X6
CASES 26266-58-0 =R FERTHE fEF ERATHE
esters Esters esters aliphatic
£ oy LE O R (o BBV XP, XEHET A losPBRRBE 1
=FLAr VILVEAVDIRTIL >99.7 mg/L D3I E T HE 3 ¥logP>5 (logPsE FAEEEASY) | 3P, Xf# 7 A RE(IogP3E 4 i
FLA~Be/ILES 7 “ B R ER MO M EEA D)
s Baseline Toxicity
% 2.70e-16 mg/L
& HI|5E ASHE (minimum toxicity)
14 /
\(ﬁ wAT EAFT AT EAFE
L Reactive unspecified Esters esters aliphatic
2.46e+13 mg/L 2.90e-11 mg/L 0.0000000000 mg/L
> 86.7 mg/L #I| £ S HE (minimum toxicity) NlogP>5 (logP & FAEEE L) | P, XF ¥ E T AE(logP i A EREH 5} ik
= BERZF AN EEEZSD)
£n Baseline Toxicity
NTE 957.53 logP(KowWin) 22.56 %2 s 1.02e-15 mg/L
. E3| ¥ £ A~ EE (minimum toxicity)
57K A R (me/L) logBCFmaxtox —6.91E+0 %3
[ BIfE] 1123E-19 %1 | UMO(eV)  6.15E-1~1.02E+0 4
ODDI 5
Qc X6
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=
: EHE
" feeme g \ | | |
EEEEMEE TIMES X7 ECOSAR %8 KATE X9
CASES 2695-37-6 ) FERTA ERFH fERATHE
Reactive unspecified Baseline Toxicity (acid) acids
. . 4040 mg/L 163000 mg/L I%OOO mg/L
p—E =RV BU R LRV R ™ L S 1000 #1) 58 ARAE (minimum toxicity) FIFEAEE (minimum toxicity) | P, XFHIEFRE (logP R IR 1EE
£ A
e
NaZFHTE#t
0]
.5 oH_ S//
o/ AR AT AR
Reactive unspecified Baseline Toxicity (acid) acids
— 10900 mg/L 75100 mg/L 270 mg/L
R #I| F A~ HE (minimum toxicity) #| %E FRE (minimum toxicity) | P, XF:$IFE T EE (logP R UERH fE &
@ ERF—2%L i FRE B SY)
NTE 184.21 logP(KowWin) -0.263 %2 f%
5t K B AR (me/L) logBCFmaxtox —1.96E-1 %3 i
[FAlfiE] 88080 X1 LUMO(eV) -1.17E+0~-9.09E—1 4
ODDI X5
Qc X6
CASES '| 42—1 6_5 A ERT ERT ERATT
Reactive unspecified Esters acrylates
. 0.239 mg/L 0.0150 mg/L 0.130 mg/L
EX(Q2—IFIAFH—1—AJ)L)=<LT— >100 mg/L | 72 T BE (minimum toxicity) XlogP>5 (logP il FAEE S P FE T (logPi FAEGER 5})
~ % ST
s aseline Toxicity
4] 0.00129 mg/L
& HI|7E ASHE (minimum toxicity)
16 »\ 3
‘"“y& AR R B
; Reactive unspecified Esters acrylates
0.126 mg/L 0.0170 mg/L 1.70 mg/L
S FI| FE A HE (minimum toxicity) ¥logP>5 (logP# FASEEH 41) P E A EE (logP#E FAEEEASV)
£n, Baseline Toxicity
NTE 34051 logP(KowWin) 7.942 %2 s ~0.00127 mg/L
. #7 H|7E A BE (minimum toxicity)
xt KB R (me/L) logBCFmaxtox  3.97E+0 %3
(% RfE] 0.001167 1 | UMO(eV) -9.23E-1~-3.13E-1 4
ODDI X5
Qc X6
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=
; HEE
" fbeme g \ | | |
BEERNEME TIMES X7 ECOSAR X8 KATE %9
CASE= 13189-00-9 ERTE fERTHE a0
Reactive unspecified Baseline Toxicity (acid) acids acrylic
289 mg/L 5720 mg/L 59.0 mg/L
HEN=E R ARH)S5—} H| & A HE (minimum toxicity) # E ASBE (minimum toxicity)
“ =AF—41L
e
ZnEHTE# e
: i
R R e )
OH Reactive unspecified Baseline Toxicity (acid) acids acrylic
456 mg/L 2960 mg/L 43.0 mg/L
) #| 7 A HE (minimum toxicity) #|| FE A~ BE (minimum toxicity)
3 ERF—2%L
ATE 86.09 logP(KowWin) 0.989 32 f%
>4
st K AR (mg/L) logBCFmaxtox  7.38E-1 %3
[ AlfiE] 50700 X1 | UMO(eV) -5.63E-2~-4.67E-2 K4
ODDI X5
Qc X6

FREDEIR

QSARVZRABHEZ L DS IE. TELDIEETELHICESFRRHER

(OHIMFE) ZHVSCEMNEELLY,

P, XF XD XN AT EEAE LI SR D F BIFER
X (ERBEBINENISIZAD T ARERKATEDH)

KYRESNF=ISRADFAER
*Neutral Organics 75 R LIS D F BlfER
FRAMENEYNSNIS RO T AIFER

Fi-, PRARROEEMENMEVLUTOISRIERARATELS:

*TIMES : Reactive Unspecified
*KATE : Unclassified

*ECOSAR:Baseline toxicity, Baseline toxicity(acid)
(XBaseline toxicity(acid) 7 I AD FAEFYMBEDAF LISk HEM
g;g&‘l:ﬁ%ﬁ\ Baseline toxicity D F fl#E Rz SR I0THRLI-{ET

ECOSARTIE&QSARKDEDH Him KlogPEXHE 2 HHEfafIKET
BEELGLIELTWAS . [BEEHISANRL1ET S,

31 Wskowwin v1.42IZ &Y EH
32 KowWin v1.68IZkYHEH
33~7 TIMES v2.27.15 [CKYEH. BT RHRA 2k Pimephales Promelas 96h LC50. BR3%#ET > K7 A > b: Daphnia Magna 48h EC50.
EFEEHEEILTHI—DERIZITHT . MOPAC (AM1 PRECISE ) [Z&YE{T,
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 > b: Daphnid 48h LC50. logPl&KowWin3 2% {3 F.
FRTDYISAIZE LV Thaseline toxicityk L TNeutral organic 7S A IZEASNI=FERLFT RSN S,
39 KATE on PAS [CKYEH. AFETURARA 2k Fish 96h LC50. RFRFET KF7RA 2 I Daphnid 48h EC50.logP [EKowWin¢ 2% {f F.

XP: FHIE DlogPh, FRIMENREINDITADSHEMEDIogPEEINLHNNTEY . BIFKXDENEENTHD, <ERLTT>

3D: Out of Domain (TIMES) < {77 >

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

XF: T BIE OBAMED LT FRWE A ESN S5 2 B UNeutralOrganiosy S R (FBHE I CEIE EBBITRASSR) DS R
MEOHIMEERESICEFNLE O, B OBAHEN THbH, (KATE)<EAFRE > o

X PRAMEORSBEIIOVT, TAMELADESNDIISAOSEYBEICEFTNENEDEEEF DM, BN EER

NeutralOrganics 72 R (B EMEFA DA THEMNGFAEIND) OSEYEDMABERSICEFTNL-OH. FAER

DFEARIZBVLTIIHAMEEITONT BEITIVLENH D, KATEFERAZE>
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QSARTRIFER —RLEME 2. SEFHT-

[CEEHRITRADMNEETSFMBA: RUAFTLIFLUT7ILEFILI—TIL (AESR)

= Iy
: EHE
" fesnE g \ | | |
BEERNEME TIMES X7 ECOSAR X8 KATE %9
CASES 9005-00-9 FERTA SERT =T
basesurface narcotics Neutral Organics Qalcohols aliphatic
1.01 mg/L 0.352 mg/L 1.10 mg/L
Poly(oxy—1,2—ethanediyl), .alpha.— o XD:¥IE A HE GE SRS XlogP>5 (logP i FA S 41)
octadecyl— -hyd — 4 RAT 5L Neutral Organics
yl—.omega.—hydroxy %‘E 0.670 mg/L|
e
F-ICHB R ERETT S
MBEDSL. BEENSER
1] MR#ESh-YE
EOS&L": /o
a,a/ e ) R R e )
jf basesurface narcotlcs Neutral Organics aIcohoIs al|phat|c
o 339 mg/L 0.277 mg/L
& 0.58 mg/L XD;¥IE T HE (ﬁﬁi%‘ﬁlﬁl%) XlogP>5 (logP B FAEESV)| X %(ﬁiﬁ’%’ﬁﬁﬁ&ﬁ?%ﬂ \ﬁ}
aH $ L E
PFE 622.93 logP(KowWin) 5.521 32 z% O Neutral Organics
. 82 0.730 mg/L
*$7K B (me/L) logBCFmaxtox  4.07E+0 %3
[ RIfE] 0.007086 %1 | UMO(eV)  1.72E+0~2.39E+0 X4
ODDI X5
Qc X6
TRAEDRIR 31 Wskowwin v1.42|Z kY EH

QSAR’77X%§§&E§$0)1§AI$ 'F‘E'.(DIILEE’C%#(_:.‘)% AR

(ORI ) EAWVSCEMNEELLY

* %P, XF, XD, XN§1§FHT‘E‘E)75\HL\7710339/5']‘?*%
<X (ERBEINENY RO T RIS RKATEDH)

KYRESNF=ISRDFEAER
*Neutral Organics 75 A LS D F Al§E R
FRAMENEYNSNIS DT AIFER

F=, PRARROEEMENMEVLUTOISRIERAFRATELS-

*TIMES : Reactive Unspecified
*KATE : Unclassified

*ECOSAR:Baseline toxicity, Baseline toxicity(acid)
(XBaseline toxicity(acid) 75 A D FANETME DA A ALICLHEHEE
gﬁ)g’}‘(:ﬁ%ﬁ\ Baseline toxicity® Ffl#E R &R EI10TRLIZET

ECOSARTILZQSARK D EH i KlogPEZHE A HIHETfaFNKET
HELBLIELTWSEO. TEEEISRNEE1ET D,

32 KowWin v1.68[ZkYEH

¥3~7 TIMES v2.27.15 [CKYEH. BFEITRHRA 2k Pimephales Promelas 96h LC50. BB 5%#8 T K7R- > b: Daphnia Magna 48h EC50.
EFLFHERIVTHI—DERIFITHT . MOPAC(AM1 PRECISE ) [Z&YFEFT,
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 112k UBH. FIBTRARA b Fish 96h LC50. FRAREE T RAFA b Daphnid 48h LC50. logPlXKowWin3% 2% {# Fi.
FRTDYSRIZFH LV Thaseline toxicityk L TNeutral orgamcﬁ?Zl BARINHERELEFREIND,

3¢9 KATE on PAS IZ&YEH. AT RRA2 b Fish 96h LC50. BRI K7KA > b: Daphnid 48h EC50.logP[HKowWin¢2% {3 .

XP: TAME DlogPh., FRIMEBENDIEINDISADSEMEDIcgPEAILANTEY . BFKXDEHEENTHD, <FAFTT>
3%D: Out of Domain (TIMES) <{& A7l >

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

XF: PAYME DTS EEIZONT, FRMELNDEEIN D5 XK UNeutralOrganics 7 5 R (FREHE A CTHMZERBATEERISR) DS

MEDOWMABEESITEFTNALED, BIRXOBREREN THSH, (KATE)HARE >
X FPAMEORSBEITOVT, TAMELNDESNDISAOSEYBEICEFTNEVEIEEEIF DM, BMNEES

NeutraIOrganlcs777\(ﬁ’f@@ﬂ?m@ﬁﬁ@ﬁfﬁﬁﬁ‘nﬂﬂﬂéﬂé)@*BEWEGJLI‘B PREEBICEENDOD. FHIKER
DFERIZBEVWTIEE A EEICONT BETILENH D, KATEFEAZE>

10/10 R—2



	一般v5
	評価単位



