QSARTAIFER 1. SEF=ICEETRISADHEFITOME

SH2GEE  DES  BRAEBRaRsANSLFDAR LN

HHLLENERES. SN2 EELLYEERLE SORLHE

He. %209 A ABEERLBERREL L EYVABE/NEAS
424118138 | &f1-—43%

o ) BIHE
R ABRIER TIMES %6 ECOSAR*7 KATE X8
WIBHRS BAREAME CASEES AT i 30 ERFT
rYYL=1—ApF—1— v FhH Reactive unspecified Esters—acid acids
SR e e P e OB . - 2.61 me/L| 230 me/L
1 F AT TAL 2~ 2Lk 0.59 mg/L $I| 7 A~ BE (minimum toxicity) ¥logP>5.0 (logPE AEEE 51| P, XF’*IJEZ:HE(IogP&gFEBéJ%%Q%
e}
B&: F—(4016-24-4, 4062-78-6) f% Baseline Toxicity|
=0 o *R 0.334 mg/L}
I R E [ENalE, #I|7E 7 BE (minimum toxicity)
NFE 322.46
KA R (me/L) ﬁffﬂ g Ll . ) LOL ;
ey eactive unspecifie sters—aci acids
0027 o 0139 mg/L _ _82mg/ll 290 me/L
0?7}@@%2[‘?] 1.24 mg/L HI| 7E A BE (minimum toxicity) ¥logP>5.0 (logPE FHEEE41) XP, '>.<F;4=|JE7FHE(|OgP}S'L‘U§Bﬁ\$§1E
BRRE EFI 1 FREE B 1)
logP(KowWin) 5.229 %1 an Baseli8e25'l:r’oxici;ci
. X b mg
logBCFmaxtox  3.88E+0 %2 7] H 3£ A (minimum toxicity)
LUMO(eV) -1.32E+0~-8.65E-1 %3
ODDI X4
Qc X5
WIBHRS BAREAME CASEE AT ERTH ERFT
(ZILA(C=10~18) RJLIRVEER (I TILA Reactive unspecified Baseline Toxicity (acid) acids
MEB  (C=10~18)SRILRER) DFRYS LG ioan 279 mg/L i, A23med 170 e/l
1.1 mg/L # £ A B (minimum toxicity) H| A HE (minimum toxicity)|  SXF;3IE T RE (2B 48 & 8 PR &5 B 41 )
Ep i
e =
Sulfonic acids, C14-sec—
alkane, sodium salts% %,
NFE 278.45
KA R (me/L) Lok LG LOL
ey Reactive unspecified Baseline Toxicity (acid) acids
2 o 214mg/L e me) oy 480 me/L
0317}65%2[5] 3.25 mg/L H| FE A HE (minimum toxicity) HI|E A BE (minimum toxicity)| SXFHIEFEE (BB /2 #8:& 8 RSB S )
logP(KowWin) 3.929 %1 ;ﬁ
5 X
logBCFmaxtox  2.93E+0 %2 55

LUMO(eV) -7.77E-1~-6.95E-1 %3
ODDI X4
Qc X5

/13 R=2



T ) bl
R HERIER TIMES %6 ECOSAR*7 KATE X8
WEHFS CASES 2601-33-4 ERFE ERTE
WEL 1-Tetradecanaminium, N—(carboxymethyl)-N,N- Reactive unspecified Baseline Toxicity (acid)
dimethyl-, inner salt o 1.59 mg/L 122 mg/L
S N H| 7E S BE (minimum toxicity) HI|5E A BE (minimum toxicity) )
. & ERT—54L QSARETILAL
E<2]
AFE 301.52 Kﬁq
4K e/ L) BRTE gERAa
e 33.35 Reactive unspecified Baseline Toxicity (acid)
AR~ 48 me/ e 247 .m_g/L e ¢t 79.1 .m_g/L
DIRAIRIE] 8 mg/L H| FE A~ 5E (minimum toxicity) ¥ FE A~ EE (minimum toxicity)
. - @ QSARETILEL
logP(KowWin) 3.457 %1 n
logBCFmaxtox  2.58E+0 %2 ;E
LUMO(eV) -4.4E+0~-4.17E+0 X3
OoDDI X4
Qc X5
IBFES MITI2-4053 CASE S SERFH cdzh)
WEL 2—[CAFIL[3— (3,3,4,4,5,5,6, 6, Reactive unspecified OAmides -acid
7,7,8,8, 8= THIILAOAIEY—1— ooy e SO 4es e/l
ZLRTEIR) TAE L] FUE=F] 74—k S ¥ E A~ (minimum toxicity) : — L
= EEFD(95%LLE)EFD. 2— [CAFIL[3 =T & Baselln;ez'l;oxm?K QSARETIILIL
4 mg
F R 5 34455-29-3% F FI E A BE (minimum toxicity)
NFE 572.38
KB AR (me/L) ERF R
(=24 ) Reactive u?Sﬂecifijd OAmides -acid
= 11 mg/L 280 mg/L
%)-g;%?ﬁ%ké\] 144 mg/L #| FE A~ HE (minimum toxicity)
Baseline Toxicit QSARETILEL
logP(KowWin) 2.905 %1 ase In§4.70)r:(g“/{ Tl

logBCFmaxtox  3.05E+0 %2

LUMO(eV) -4.68E+0~-4.07E+0 3
oDDI x4
Qc X5

HI|7E A BE (minimum toxicity)
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HHE
x =I|TIE
" e 3 | | |
TIMES %6 ECOSAR *7 KATE %8
nBEES CASE S 3268-49-3 ERFA R
P | 3=(methvylthio)- aldehydes OAldehydes (Mono)
mEs  Fropanal S-(methyithio) _ 840 mg/L 40.4 mg/L,
6.95 mg/L DI E A HE GE FAE B ST =50
Baseline Toxicity] QSARETILIE
e & 2280 me/L
3] #I|7E 7 BE (minimum toxicity)
5]
5
nNTE 104.17
7K B/ L) Lol -~ Ll
e 50550 // Reactive lgész%e::ﬁ?ﬁ OAIdehydiiiMon/olz
== QO Alrp| == 0a g g mg
E’)ﬁiﬁﬁﬁz’ﬁ‘;\] 7.15 mg/L ¥ E A HE (minimum toxicity)
Rihrle @ Baseline Toxicity| QSARETILEL
logP(KowWin) 0.412 %1 . I 1120 mg/ )L
. X = P eyl
logBCFmaxtox  3.07E-1 %2 %E TEANEE (minimum toxicity
LUMOC(eV) X3
ODDI 2.67E-1~257E-1 X4
Qc X5
WMIEES CASES 4940-11-8 AT R R
4H-P —4-one, 2-ethyl-3-hyd — Reactive unspecified Vinyl/Allyl Ketones conjugated systems?2
ME L yran=arone, £methylmorhvdroxy 150met] 2840 me/L 17.0 mg/L
> 85 mg/L *| FE B (minimum toxicity) Vinyl/Allyl Ethers| 3F 3 E B & (FREHMEBZEF OB 1B &
,,,,,,,,,,,,,, 564 me/L EEL)
ﬁ%% QO Vinyl/Allyl Alcohols
4.88 mg/L]|
OH Baseline Toxicity|
3900 mg/L]|
b T )
6 .9-
/O
SFE 140.14 —
1 7KiE R (meg/L) O\/ EFH::EI fied S Vinyl/Allyl K e 2
5 eactive unspecifie inyl/Allyl Ketones conjugated systems
[RAE] 24230 - 3040 mg/L . i0mgL 270 mg/L|
(SRR 27 mg/L ) 2T BE (minimum toxicity) Vinyl/Ally| Ethers| ¢ #1I E BB (FRERE FZ 1 DB MBS
DIKBRRE] 909 me/L| =80)
logP(KowWin) 0.296 1 " O Vinyl/Allyl Alcohols
logBCFmaxtox ~ 2.21E—1 %2 _ 0Smeh
. Baseline Toxicity|
LUMO(eV) -3.76E-1~-3.72E-1 X3 1890 mg/L
# E ASEE (minimum toxici
0oDDI x4 v B R
Qc X5
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== M
y ftmE ) BItE
Ea HERIER TIMES %6 ECOSAR *7 KATE %8
NBES CASE S 542-92-7 ERTE R fERT
- i basesurface narcotics Neutral Organics| hydrocabons aliphatic
mEg 0 Ovelopentadiene 259 mg/L| 32.1 mg/|] 25.0 mg/|
46.5 mg/L XD;¥IE A e (B RS ) XP; ¥ TE T EE (logP i FAEEE41)
&5 f" O Neutral Organics
% 39.0 mg/L
7
nNTE 66.1
KR B (me/L) ﬁ?’mﬁ ‘WE{N . ﬁhmdﬂ —
—_ asesurface narcotics eutral Organics| ydrocabons aliphatic
(SRR E] 4706 / 26.3 mg/L| 18.6 mg/Ll 3.80 mg/L
RBAN 5.06 mg/L DI T B (B GRS P BE (IogPil FIEEESY)
0)7K/aﬁ’¢’J§]
logP(KowWin) 2.254 %1 ;ﬁ O Neutral Organics
i X 11.0 mg/L}|
logBCFmaxtox  1.68E+0 %2 55
LUMO(eV) 4.82E-1~4.82E-1 %3
OoDDI X4
Qc X5
WMIEES CASE S 6711-48-4 A cdzh) cdz:h)
1,3-Propanediamine, N3—-[3- narcotic amines OAliphatic Amines secondary or tertiary amines
mEA (dimethylamino)propyl]-N1,N1—dimethyl— 68 me/L 724 mg/L 545 mg/L] 630 mg/L|
Baseline Toxicity|
e f% 6310 mg/L
BO= N ] P )
TI4E = #I| F A~BE (minimum toxicity)
e
8 /
NFE 187.33
5K 8 B (me/L) E’TE g ‘mgA . ﬁjﬁ*i‘

§ _ eactive unspecifie liphatic Amines secondary or tertiary amines|
[RAE] 345600 \ 11300 mg/L 52.7 mg/L] 110 mg/L]
%‘j‘fﬁ@ﬁi’% 50.3 mg/L ¥ FE A~ HE (minimum toxicity) XFHIEAE (BB 18 :E E FAEa st )

KSR Baseline Toxicity]

logP(KowWin) 0.204 1 E. » . 3040 mg/;_
b P == A< .. .

logBCFmaxtox  1.52E—1 X2 i FETSHE (minimum toxicity

LUMO(eV) %3

ODDI X4

Qc X5

4/13 R—2



" e A BiHiE
Ea HERIER TIMES %6 ECOSAR *7 KATE %8
NEES CASES 1592-23-0 ERTE ERF ERF
i i i . Reactive unspecified Baseline Toxicity (acid) acids
mEL, Octadecanoic acid, calcium salt (2:1) 0456 me/L 00110 masL 00210 o/t
> 2.7 mg/L H| FE A EE (minimum toxicity) logP>5.0 (logPE F £5FH 41) %! XP;#I| E A RE (logP 3 FAEEBH4Y)
£ TE A HE (minimum toxicity)
BN RMEIECall, 44 =
ATHUEELTTAE
9

NFE 284.49

KB #E(mg/L) ﬁﬁﬁ::if . . ﬁ;g;,;rﬂ B EERT ]
. eactive unspecifie aseline Toxicity (aci acids
(SRE] 0003512 o 0.178 mg/L| 0.0110 mg/L 6.40 mg/L|
%iiﬁ:iﬁﬁikr% _ > 100 mg/L ¥ A HE (minimum toxicity) X logP>5.0 (logP i FA & B 51) | P H FE A BE (logPiE FA#E EH41)

Kbl e TE A~ HE (minimum toxicity)
logP(KowWin) 7.944 %1 an,
. X

logBCFmaxtox  3.96E+0 %2 -]

LUMO(eV) 1.04E+0~1.11E+0 X3

OoDDI X4

Qc X5

WIS CASES 37640-57-6 SERAFHE cdzh) AT

1,3,5-Triazine—2.4,6(1H,3H,5H)~trione, compd. Reactive unspecified QOTriazines, Aromatic Unclassified
mE# with 1,3,5-triazine—2,4,6—triamine (1:1) 64.6 mg/L 72.0 mg/L ., 39.0 mg/LJ
e n ' > 10000 mg/L H| TE A HE (minimum toxicity) HEAREE (EEMEIELVYTR)

Baseline Toxicity|

HE: f'\ 117 mg/U

- 32| #| 7 ASBE (minimum toxicity)

BEY O\
10 N
N/\

NTE 129.08 —

KR (me/L) / ~Z0 ﬁFﬁ:‘EI - ﬁg:l R AT S
ey N eactive unspecifie riazines, Aromatic nclassifie
[RAE) 1994 g / 805 mg/L 34.7 mg/L 130 ma/L
Litli i $5E A BE (minimum toxicity) HIE B ((SREHAMEL VS R)

IKIERERE m E=ATF—4%L Baseline Toxicity|
logP(KowWin) 1.952 %1 n ” e 66.1 mg/l)_
b Pl == A< .. .
logBCFmaxtox 1.46E+0 %2 ;E TE A HE (minimum toxicity

LUMO(eV) -2.82E-1~-2.82E-1 X3
oDDI ¥4
Qc X5
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== M
y feme ) BItE
Ea HERIER TIMES %6 ECOSAR*7 KATE %8
WIHES CASE S 10605-21-7 ERFH AT
Carbami id, N-1H-benzimidazol-2—yl-, Reactive unspecified Olmidazoles|
MESB ] ester enzimidazolmery 183 mg/L 15.3 mg/L]
0.41 mg/L #| A BE (minimum toxicity) ,
Carbamate Esters QSARETILHEL
E=F & 56.4 mg/L
%
Baseline Toxicity|
396 mg/L
#I|5E 7 BE (minimum toxicity)
12
NFE 191.19 i fo— T
K B B (me/L) hE .
ey Reactive unspecified Olmidazoles
[f&'”l'é] 2441 265 mg/L| 3.49 mg/U
E’)ﬁtiﬁjﬁéﬁ;\] 0.36 mg/L H| T ASHE (minimum toxicity)
Kiahels @ Carbamate Esters QSARETILEL
logP(KowWin) 1.553 %1 n 48.6 mg/LJ
X
logBCFmaxtox  1.16E+0 %2 ;E Baseline Toxicityj
LUMO(eV) -5.26E-1~-1.25E-1 %3 216 mg/U
(eV) . HI|7E I BE (minimum toxicity)
ODDI X4
Qc X5
AIBFES MITI3-4669 CASEE cdz:) cdzh) cdz:)
AFI)LoHOR A basesurface narcotics Neutral Organics Ohydrocabons aliphatic
MEL FIIAREY 25.3 mg/L 7.08 mg/U 7.30 mg/L
4 mg
6.4 mg/L
Neutral Organics
-E=8 & 9.60 mg/L|
%
13
NFE 84.16
- AT e Ll
5 basesurface narcotics| Neutral Organics| Ohydrocabons aliphatic
[RAE] 49.37 12.3 mg/L 445 mg/L 1.80 mg/L|
BB 1 mg/L XD $IE T B GEREE)
AR m Neutral Organics
logP(KowWin) 3.102 %1 an 3.80 mg/L
. X
logBCFmaxtox  2.31E+0 %2 ]
LUMO(eV)  3.62E+0~3.65E+0 3
ODDI X4
Qc X5
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" e A BiHiE
Ea HERIER TIMES %6 ECOSAR *7 KATE %8
WIRFS MITI2-3585 CASE S 811-97-2 ERFH AT AT
kS oTA4 basesurface narcotics| Neutral Organics hydrocabons allphatlc
mEg 112 THIINTATEY 148 mg/L| 162 me/L 0 mg/L
450 mg/L XD ¥ EAHE (GE FREEESY) XP, XFFHIER ﬁE(IogP&U*ﬁg%%g
e}
iwE: f
4] Neutral Orgamcs
F 0 mg/L]
XFHIEAEE (B WﬁLEFﬁfﬁlﬂﬂ)
F
14
NFE 102.03
KB #E(mg/L) - ﬁTJFE:rF | ﬁmﬁ]’N o EH:TEI b -
. asesurface narcotics| eutral Organics ydrocabons aliphatic
[?&'HE] 767.8 . 162 mg/L 89.6 mg/L 11.0 mg/L|
[AERFHK ~ 980 mg/L XD EAE (E &) P, XFHIETHE (logP R UERS ‘*%:a
DIKERRE] A
logP(KowWin) 1.68 X1 ;ﬁ
. X Neutral Organics
logBCFmaxtox  1.25E+0 %2 ] 40.0 mg/L
LUMO(eV)  1.03E+0~1.03E+0 X3 XFHIETRE (“Bﬁ*ﬁf&:@miﬁ@%)
OoDDI X4
Qc X5
nEES CASES 112-05-0 LR AT 0
; ; Reactive unspecified Baseline Toxicity (acid) acids
tpegg Nonanoic acid 7.32 mg/L 55.6 me/L] 19.0 mg/L
46.5 mg/L H| 7E 7 BE (minimum toxicity) #I| F S BE (minimum toxicity)
s f
E<2]
15
NFE 158.24
KB AR (me/L) = ﬁﬁﬁ:: - fied ﬁ;H;FIEI T (acid) e d
oy eactive unspecifie aseline Toxicity (aci acids
[RAfE] 2078 472 me/L| 36.3 me/] 34.0 me/L|
(AR K~ _ 51.6 mg/L HI| 7 ASBE (minimum toxicity) ¥ 7 ASBE (minimum toxicity)
DIKBREE]
logP(KowWin) 3.524 %1 51:1
X
logBCFmaxtox  2.63E+0 %2 ;E
LUMO(eV)  1.06E+0~1.15E+0 %3
ODDI X4
Qc X5
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ABRHE R TIMES %6 ECOSAR*7 KATE %8
WEES CASE S 107-43-7 ERFH AT AT
ini — — —tri — Reactive unspecified Baseline Toxicity (acid) acids
WE4 mszta:j{n inium, 1=carboxy=N.NN-trimethyl, 92200 mg/L 2.61e+7 mg/L] 2.10e+7 mg/L
. #I| 5E 7 RE (minimum toxicity) #I|5E T RE (minimum toxicity)| P, F:#|5E 7 RE (logP B U S iE &
" EHF—5%L BRGEN)
R a
58
17 N+ O
NFE 119.16 /
KR B (me/L) LG BRTHE R
—_ Reactive unspecified Baseline Toxicity (acid) acids
(SRR E] 1000000 OH 901000 mg/L 9390000 me/L] 1900 me/L|
%jﬁﬁjﬁﬁ{%\] 4335 mg/L ¥ FE A BE (minimum toxicity) HI| 7 A BE (minimum toxicity)| P, XF¥IEAEE (logP R U DR S
s @ AN
logP(KowWin) -2.928 %1 xn,

5 X
logBCFmaxtox —2.18E+0 %2 55
LUMO(eV) -455E+0~-4.52E+0 %3
ODDI X4
Qc X5
WIS CASE S 1623-14-9 ERFH SERTHE HEATRT

; ; Reactive unspecified Baseline Toxicity| phosphates
WE L Phosphoric acid, monoethyl ester 5230 e 10300 ma/L 7000 gt
o H| TE A HE (minimum toxicity) H| 7E ASHE (minimum toxicity)| %P, XF;¥|JEZ;ﬁE(IogPZ'L‘U‘n‘B9}$§iﬁ
& ERT—570 T FREFES)
&5 A
] Neutral Organics
8600 mg/L]|
XFHIE T HE (B 4888 R E s )
18
0]
NTE 126.05 BN /
* KB R (me/L) PN ERTH SERTE ERFRT
(=24 147600 / \O Reactive unspecified Baseline Toxicity] phosphates
oy - 10600 me/L 4750 me/L 730 mg/L|
%igj?iﬁﬁz,kr;\] o #| F A~ BE (minimum toxicity) #I| F A~ BE (minimum toxicity)| P, XF;$|JEZ:ﬁE(IogP&U%B$J\$§ﬁ
Lt m ERT—57L 1 AR ER B A1)
logP(KowWin) -0.223 %1 xn,

§ X Neutral Organics
logBCFmaxtox —1.66E—1 %2 £5 i|7_50 n;é/glr_'
LUMO(eV) ~ 521E-1~7.51E-1 %3 XP, XFHIETHE (logP R U HEE
ODDI v X4 BT
Qc X5

8/13 R—%



. ftmE ) BItE
s HEREER TIMES %6 ECOSAR *7 KATE %8
MIBFES MITI2-4136 CASEE ERTE fERT FERFT
—Thr> aoJa/8—1—xI: basesurface narcotics Neutral Organics hydrocabons allphatlc
mag 2933 ThIZLARTRR -1 -2 40.6 mg/L 68.9 mg/L]
> 200 mg/L| XD ¥ EAHE (G FREEE ) XP, XFFHIER ﬁE(logP&Ui’*ﬁ \*ﬁyjb
iwE: f'
4] Neutral Orgamcs
F 0 mg/L]|
XFHIEAEE (B \$§J_:J§Fﬁ§'ﬁ|§|71~)
F
19 B
nNTE 114.04
KB #E(mg/L) ﬁTJFE:rF | ﬁmﬁ]’N o EH:;:EI b -
= asesurface narcotics eutra rganics| ydrocal ons alip atIC
i 1542 F 47.4 mg/L 39.7 mg/L 30 mg/L|
g ali e > 100 mg/L D $I TR e (B FAEERSY) P, KPR (ogP U ST
DIKBRE] EEEEN
logP(KowWin) 2.148 %1 ;ﬁ
. X Neutral Organics
logBCFmaxtox 1.6E+0 %2 8 A
LUMO(eV) -2.19E-1~-2.15E-1 X3 XFHIETRE (“Mﬂﬁﬁ:@miﬁ@%)
OoDDI X4
Qc X5
WIS CASE S 54982-83-1 A R ERATRT
-Di - —di esters OEsters esters aliphatic
WE L 1,4-Dioxacyclohexadecane—5,16—dione 1.96 me/L 133 ma/ 150 ma/L
0.88 mg/L XPHIETH (Iogpaﬁmiﬁ@%)
Baseline Toxicity|
#E: & 2.13 mg/UJ
55 #I| F A~BE (minimum toxicity)
21
NFE 256.35
R KB (mg/L) {ﬁﬁﬁ::i} - EET _ R -

5 eactive unspecifie sters esters aliphatic
[RAE] . 1.56 mg/L 2.83 mg/L} 1.70 mg/L
%’)ﬁiﬁﬂaﬁaﬁ;\] > 14 mg/L #| 5E FBE (minimum toxicity)

IKBHERE Baseline Toxicity]

logP(KowWin) 4.221 %1 Ei » . 1.49 mg/l)_
b P N . .

logBCFmaxtox 3.15E+0 %2 gﬁ TE A HE (minimum toxicity

LUMO(eV)  7.17E-1~1.13E+0 %3

ODDI X4

Qc X5
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# it=YE

Nzt

=1EE

HERIER TIMES %6 ECOSAR*7 KATE %8
nEEE CASES 1333-16-0 ERFA GEFATRT £
Ph | thyl bis— phenols and anilines OPhenols, Poly amines aromatic or phenols4|
ME% enel metnylenesis 761 mg/L| 2.52 mg/} 6.70 mg/L|
T XD;HIE A e (B RS )
ERlF—41 Baseline Toxicity|
E=F & 18.6 me/L]
% HI|7E 7 BE (minimum toxicity)
oH
22 oH
NFE 200.24
KB #E(mg/L) ﬁFFP[:]EI o T —_— T -
ey phenols and anilines enols, Poly amines aromatic or phenols
[?&'HE] 408.1 6.87 mg/L 13.0 mg/U 3.50 mg/L
(R 8.7 mg/L XDHIET AL CERTES)
il @ Baseline Toxicity|
logP(KowWin) 3.055 %1 n e 116 mg/l)_
. X o AR T
logBCFmaxtox  2.28E+0 %2 %E TEANEE (minimum toxicity
LUMO(eV) 1.46E-1~2.53E-1 %3
ODDI X4
Qc X5
WEERS CASE & 520-45-6 SERAFHE cdzh) cdz:h)
H i ifi Esters| i
WEL 2H-Pyran-2,4(3H)-dione, 3—acetyl-6—-methyl— Reactive U%%pgeggﬁﬁ  nemed] CO”Jugatedfzgt;fg;E
X *| FE B (minimum toxicity) Vinyl/Allyl Ketones| 3% ¥ E B & (FREHMERLEEF OB 1B &
& ERT—570 1460 me/L *ET)
: = ! |\ = O Vint A st
*E 1.98 mg/L|
o] T T T
Baseline Toxicity
\ 1730 mg/L
\ AR (minimum toicty)
23 \
SFE 168.15 //
57K R e/ L) 6 o SRR i R AT
EAE 13590 // Rt e S G
[EKE%E]ZJK’\ o > 88.4 mg/L #| A BE (minimum toxicity) Vinyl/Allyl Ketones|  SF3I T A BE (B 9248 1588 FR #E BH 41 )
DIKBHEE] 1420 mg/L|
logP(KowWin) 0.778 %1 Ei "0 Vinyl/Allyl Esters
. EX 27.9 mg/L]|
logBCFmaxtox 5.8E-1 %2 £5 - s
. Baseline Toxicity|
LUMO(eV) -9.35E-1~-7.9E-1 X3 877 me/L
#1| % FSBE (minimum toxici
0oDDI x4 B, A i)
Qc X5
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" fteme ) BIHE
s HEREER TIMES %6 ECOSAR *7 KATE %8
WBES CASEE 137-40-6 ERTE AT
i i i . Reactive unspecified Baseline Toxicity (acid)
mEL, Propanoic acid, sodium salt (1:1) 843 g L 11500 masL
4740 mg/L #| FE B (minimum toxicity) #| E B (minimum toxicity) S
QSARETILAE
5% f%
ST R M E [ENatE =
O
25 /
nNTE 74.08
K & R (me/) _ ﬁm;“l , " ﬁf’ﬁﬁ R
= eactive unspecirie aseline OXICIty acl
(58] 173600 1260 mg/L 5740 me/L|
E’)ﬁtiﬁiﬁﬁlﬁé\] > 100 mg/L| #| 5E A BE (minimum toxicity) #I|7E 7 BE (minimum toxicity)
IKBERE & QSARETILEL
logP(KowWin) 0.578 %1 xn,
. X
logBCFmaxtox 4.31E-1 %2 L]
LUMO(eV) 1.02E+0~1.03E+0 X3
OoDDI X4
Qc X5
WIHES CASE S 23783-42-8 AT R ERATRT
3.6.9.12-Tetraoxatridecan—1-ol basesurface narcotics| Neutral Organics alcohols aliphatic
mERZ T 260000 mg/L 383000 mg/Ll 570000 mg/L
> 20000 mg/L XD 7 A RE GE FAE FE 51 ) P, XF. ¥ T BE(logP i F R R 51 FF
& BERZH BN EEEZED)
&5 A
B Neutral Organics
/ 260000 mg/L}|
/:‘ P;H E A HE (logPiE FAEEERSY)
26 /
HTE 208.26 /
1 7KiE R (meg/L) ° ﬁT;FEIrf E,EF]EJ.N 10 ﬁFFPFE]; hols aliph
oy asesurface narcotics eutral Organics| alcohols aliphatic
(SR AE] 1000000 / 654000 mg/L 154000 meg/L| 31000 mg/L]
ik e . 22900 mg/L| XD HIET B GBS P, XFHIETEE (logP B U BB 5 81
DIKBHEE] R EE N
logP(KowWin) -1.73 %1 51:1
. X Neutral Organics
logBCFmaxtox  —1.29E+0 2 b7 14000 mg/L
LUMO(eV 1.9E+0~2.61E+0 X3 P, XFHIETEE (logP R UER /I 1E1E
feV) : R
ODDI X4
Qc X5
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y ftmE ) BIHE
Ea HERIER TIMES %6 ECOSAR *7 KATE %8
AIBFE-S MITI2-3203 CASEE =R fERT fERT
— — — S A — basesurface narcotics Neutral Organics Qalcohols aliphatic
mag 2 AFN—1, 3=TRSLTE—L 13100 mg/L 8450 mg/Ll 14000 mg/L]
> 1000 mg/L]|
Neutral Organics
E=F ;’?ﬁé 7000 mg/L
FH
OH
27
NFE 90.12
KRR (me/) OH LG Ll Lo
—_ basesurface narcotics| Neutral Organics alcohols aliphatic
[fgﬂ'”l‘é] 77590 17800 mg/L| 3880 mg/L 1600 mg/L]
%ﬁﬁgﬁ%}% > 1000 mg/L XD E B GBS ES) P ¥ E T BE (logP i FA BB A1)
logP(KowWin) -0.291 31 ;ﬁ Neutral686gani;|si
. X mg
logBCFmaxtox —2.17E-1 32 7] XP; ¥ 7E AN BE (logPE FAEEFHSY)
LUMO(eV) 3.2E+0~3.35E+0 %3
OoDDI X4
Qc X5
WIS CASE S 4180-23-8 AT cdzh) AT
— —4— —1— —1—y|— basesurface narcotics Neutral Organics ethers with aromatic|
Mm%, Benzene, 1-methoxy—4-(1E)-1-propen—1-yl 5.00 et 6.90 L 100 marL
7 mg/L XFHIEAEE (B 2 48:E E FR &R BE ) )
&5 Neutral Organics
9.70 mg/L|
XA E T HE (B 48 a8 FREaBE /%)
/O
NFE 148.21
| basesurface narcotics| Neutral Organics| ethers with aromatic|
[RAE] 96.68 4.56 mg/L 4.45 mg/L 1.70 mg/L|
[a);%%?ﬁ:’éké] 4.25 mg/L XD;¥IE A EE (B R E ) XFHIE A HE (Bh 2 48E i FR &R EE %)
logP(KowWin) 3.388 X1 NeutraL(ZBgani;:E
logBCFmaxtox  253E+0 %2 I R (455 FE B A
LUMO(eV)  5.72E-2~502E-1 %3
ODDI X4
Qc X5
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Nzt

HitE

TIMES %6 ECOSAR*7 KATE %8

AEMEYFRHE
QSARVZAEHZLUDIFSIL. TRIEBETEEIZESE (OM{FER)
#RAWCEH./=7ZL . /KIFMRESE :ﬂ'”lE?f)‘?%Bf(L'CL‘éiﬁ D FH5Fi.
(7K2ﬁ?a§%%ﬂ’\0),eﬁ¢rli MA/LNTLSIEEE ﬁlxﬁiﬁiﬂ"/\
[OF:
- P XF XD XNGFHIE RN ENISADFRIFER
-Xf (FIEBE)DENISAD T BIFERKATED #)
KYBRESNIZITADF RFER
*Neutral Organics 75 X LIS D F AIFE R
- EYFAELNENIZROTFRIFER
FRFEROEBEDBVNLUTOISRITHEREEEL -,
HIERREUEFEEDIELIFR)
*KATE : Unclassified
HI|7E S HE (minimum toxicity)
*TIMES : Reactive Unspecified
-ECOSAR:Baseline toxicity, Baseline toxicity(Acid)

minimum toxicity® F AE 1%, Bl JEAE 4 FRES 15 €T )L (TIMES Tldbasesurface

31 KowWin v1.68IZ&YEH
¥%2~6 TIMES v2.27.15 IC&YEH. BT RRA >k Pimephales Promelas 96h LC50. FR3% 45T > K7KA > I: Daphnia Magna 48h EC50.
EFEFHERFILTHY—DEHIEITHT . MOPAC (AM1 PRECISE ) [Z&YEST,
LUMO : the energy of the lowest unoccupied molecular orbita |
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
%7 ECOSAR vI.1ZKYEH. AT RARA2 M Fish 96h LC50. BRI R7RA > k: Daphnid 48h LCSO logP [£KowWind¢ 1%{3 FA.
FTRTDYFRIZE L Thaseline toxicity& L TNeutral organ|c77ZL ERSNE-HREL TR
38 KATE on NET IZEYEH. BIETRARA Lk Fish 96h LC50. 2R T KR A2 k: Daphnid 48h EC50.logP(£KowWin3 17 .

XP: FAME DlogPh ., FAMENDEEINEISADSEPEDIogPEEM NN THY., BIFKDOEDEHRN THS, <EFATFT>

3D: Out of Domain (TIMES) <{EF 41 >

3¢N: Not Related to an Existing ECOSAR Class Definition (ECOSAR)<{# A1 >

XF: FRIMBEDEEEICDOLNT, FRIMEL 2 FEEINS9F5 AR UNeutralOrganics 75 X (MREMER CTE 4L RATIEELR IS R) DSHE
MEDER \%J.E%Akaih&l,\f‘&) EFXOEREEN TH D, (KATE)<FERAALAT >

Xf FRMEOITASEEIZDOVWT, FRMEN S EINEISADSEYEICEENILVERS \$§L’§ﬁ9h\ LMo EE

NeutralOrganics 7 J R (B fliiz FREMERA DA THMENRBAIND) DSBYE DI/ BEESICEFENLH. FRAKR

narcotics. ECOSARTI&Neutral Organics. NeutralOrganics (acid)) DQSARIZKYEH L= )
DFERIZEVWTIEE S EBEISOVT BETIVLELNHD, KATELERZE>

LDTHD, _DELYVLARITHEVERELHEHNESINT. FLEEERHOILFEWEITED
HE TGN EOFETHD.
(XBaseline tOXiCitY(acid)75X0)%5ﬂ'lfl_ﬁli%§0)4T>1UZJ:6§‘T$0)}EQ’}‘IZ§%§J$\
Baseline toxicity D P AlfE REF R EIOTHRLI-ETHS
ECOSAR'CIi%QSAR—ta)m&)érmogPﬁz—ﬁzéiaAfﬁ@wﬁ; TEEGLIELTNS
O THEERISANEH LT D,
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