QSARTHIFER —RILEYE 1. SEFHICHESHISADMNEEZITIVE (IEH)

BRI 255

=
: EHE
’ fbme g o | | |
EEEEMEE TIMES X7 ECOSAR %8 KATE X9
CASES 137-49-8 A R R R
:E/)(a'- L “‘;j—jg L . Eﬁj—lﬂ) l'jA Reactive unspecified OThiocarbamate,Di(free acid) barbitals or thiols other
L JLINZY 777 mg/L 2.93 mg/L 6800 mg/L|
0.091 mg/L ¥ T A HE (minimum toxicity) P, XFHIE e (logP B U ER D #E:E
& Baseline Toxicity 1 A EEEE S
= 2040 mg/L
& HI|TE ASBE (minimum toxicity)
e
NaZHIZE
30 /
e ) R fERA
Reactive unspecified OThiocarbamate Di(free acid)
SH 1520 mg/L 0.476 mg/L
0.279 mg/L ¥ B A BE (minimum toxicity)
Baseline Toxicity QSARETILHL
5?., 1010 mg/L
ATE 107.19 logP(KowWin) 0.48 2 &= #1| EAHE (minimum toxicity)
stk AR (mg/L) logBCFmaxtox  3.58E-1 %3 ~
[FRlfE] 440400 31 | UMO(eV) -4.89E-1~-4.78E-1 X4
ODDI X5
Qc X6
IB¥EEF1-(X 15258561 CASES 64359-81-5 A AR AT EEFaE
4 5—% o FHFILAIFTIIL Reactive unspecified OThiazolones (Iso-) halides1
, 5 —v 2 700—2—n— ) ) 5.35 mg/L 0.0510 mg/L 1.60 mg/L
—3—7> 0.0027 mg/L ¥ E A HE (minimum toxicity) XFHIE T e (B 9 48 158 FA #6 B 41 )
& Vinyl/Allyl Halides
%ﬁ 1.96 mg/L
: Baseline Toxicity
e 8.65 mg/L
#I|F AN (minimum toxicity)
4 —_\_\_\__\
! . A AR A ERARA
Reactive unspecified OThiazolones (Iso-) halides1
452 mg/L 0.0790 mg/L 2.50 mg/L
0.00522 mg/L ¥ £ S HE (minimum toxicity) XFHITE T BE (BB 18 & i FR & ) )
Vinyl/Allyl Halides
Brau 1.77 mg/L
NFE 282.23 logP(KowWin) 3.59 %2 225 : -
i FH Baseline Toxicity
7K AR (me/L) logBCFmaxtox  2.68E+0 %3 5.69 mg/L
[F11E] 13.37 %1 | UMO(eV) -7.7E-1~-7.08E-1 X4 ¥ T A HE (minimum toxicity)
ODDI X5

Qc X6




==
: EHE
feeeime g o | | |
EEEEMEE TIMES X7 ECOSAR %8 KATE X9
IB¥EEF/-(XIH285390, CASES {137-26-8 A AR AT AR
=] 3%1 77 Reactive unspecified OThiocarbamate, Di(Substit) disulfides(ClogP)
FI5 L 110 mg/L 0.234 mg/L 7.60 mg/L
0.042 mg/L #| %€ A BE (minimum toxicity) P, XFHETEE (logP R U ER D 1B E
& Baseline Toxicity 1 A E B A1)
= 365 mg/L
% HI|7E ASBE (minimum toxicity)
e
N\ /
N
N
/S
5 e ) AT fEFRH fERA T
\ Reactive unspecified OThiocarbamate, Di(Substit) disulfides
N 181 mg/L 0.800 mg/L 14.0 mg/L
/ 5 0.036 mg/L ¥ £ S HE (minimum toxicity) XP, XF¥IETEE (logP&U"B Vf%:_
Baseline Toxicity BB
Erau 202 mg/L
ATE 240.42 logP(KowWin) 1.703 %2 &= # 7E A~ BE (minimum toxicity)
7K AR (me/L) logBCFmaxtox  1.27E+0 %3 i
[F11E] 9064 X1 | UMO(eV) -1.61E+0~~-1.11E+0 4
ODDI X5
Qc X6
CASEE 112-31-2 A @A AT @A
N aldehydes OAldehydes (Mono) aldehydes
1—ThF—JL 1.46 mg/L 1.07 mg/L 1.30 mg/L
1.45 mg/L
& Baseline Toxicity
= 3.35 mg/L
2 HI|7E ASBE (minimum toxicity)
&3%:
w20 AT A AT
Reactive unspecified OAldehydes (Mono) aldehydes
2.65 mg/L 0.715 mg/L 0.990 mg/L
- 1.17 mg/L #I| 5E A HE (minimum toxicity) P;HI 7E T BE (logPiE FAEEEH 4})
= Baseline Toxicity
Si 2.24 mg/L
NTE 156.27 logP(KowWin) 3.763 %2 & I 7E A BE (minimum toxicity)
KA (me/L) logBCFmaxtox  2.81E+0 %3 =
[Fil1E] 60.79 X1 LUMO(eV) x4
ODDI 2.9E-1~2.89E-1 X5

Qc X6




H1%E
v = B
" fbeme g n | | |
BEERNEME TIMES %7 ECOSAR X8 KATE %9
CASES 107-18-6 L] T R T
a,b—unsaturated alcohols OVinyl/Allyl Alcohols conjugated systems2
Allyl alcohol 3.00 mg/L 2.08 mg/L 7.50 mg/L|
0.589 mg/L
& Baseline Toxicity
- 1920 mg/L
% HI|TE ASBE (minimum toxicity)
e
OH
8
e ) R fERA e )
Reactive unspecified OVinyl/Allyl Alcohols conjugated systems2
2140 mg/L 0.250 mg/L 12.0 mg/L
2.05 mg/L ¥ £ S HE (minimum toxicity)
Baseline Toxicity
B?L 924 mg/L
SFE 58.08 logP(KowWin) 0.213 %2 &= $1| 7 TS HE (minimum toxicity)
%K B R (me/L) logBCFmaxtox  1.59E-1 %3 i
[F 1] 317700 %1 LUMO(eV) X4
ODDI X5
Qc 2.22E-3~9.1E-4 X6
CASES 18127-01-0 FERATT AT fEAT
] aldehydes OAldehydes (Mono) aldehydes
3—-(4—tert-butylphenyl)propion aldehyde . ey 1.68 me/L 1.05 mg/L 1.30 mg/L
) XD I8 GERIFEEAN)
@ FRF—2%L Baseline Toxicity
s 2.82 mg/L
e HI|7E ASBE (minimum toxicity)
&3%:
fERT RS R RS
Reactive unspecified OAldehydes (Mono) aldehydes
1.86 mg/L 0.641 mg/L 0.960 mg/L
// 1.8 mg/L #I| 5E A HE (minimum toxicity) P, XFH|EEE (logP R USR8 E
o Baseline Toxicity T A # B A1)
Bi 1.91 mg/L
NFE 190.29 logP(KowWin) 3.943 %2 & $ 72 T~ BE (minimum toxicity)
57K A R (me/L) logBCFmaxtox  2.94E+0 %3 =~
[FAE] 21.05 %1 LUMO(eV) x4
ODDI 2.83E-1~2.72E-1 %5

Qc X6




H1%E
v = B
" fbeme g n | | |
BEERNEME TIMES %7 ECOSAR X8 KATE %9
CASEE 91-64-5 R R wRRA
Su [:o [%“ % 7 U ] Reactive unspecified OEsters acrylates
Aoy —a—EQY 4N 127 me/L 37.6 mg/L 2.10 mg/L
N ¥ E A HE (minimum toxicity) XF#E T EE (BR 4 485w FHER B A1)
@ FRF—42%0 Baseline Toxicity
= 329 mg/L
% HI|TE ASBE (minimum toxicity)
e
13
(0]
S A AR R AR
Reactive unspecified OEsters acrylates
198 mg/L 82.4 mg/L 4.40 mg/L
30.6 mg/L H| E A HE (minimum toxicity) XFHIEAHE (BB S E AR ES)
Baseline Toxicity
B?L 178 mg/L
ATE 146.15 logP(KowWin) 1.513 %2 &= #1| A HE (minimum toxicity)
%K B R (me/L) logBCFmaxtox  1.13E+0 %3 i
[ AlfiE] 5126 %1 | UMO(eV) -9.31E-1~-9.31E-1 %4
ODDI X5
Qc X6
CASES 119-61-9 TE A A A
N N basesurface narcotics Neutral Organics Oketones
~NoYyoJxz/y 9.01 mg/L 14.0 mg/L 16.0 mg/L
10.9 mg/L
15 Neutral Organics
= 19.0 mg/L
5 me
&3%:
0]
14 /
fERT RS fERT fERT
basesurface narcotics Neutral Organics Neutral Organics
8.22 mg/L 8.81 mg/L 7.70 mg/L
> 10 mg/L XD;¥IE A HE GE R E BN )
2
NTE 182.22 logP(KowWin) 3.147 %2 =
5H
57K A R (me/L) logBCFmaxtox  2.35E+0 %3
[ RfE] 103.3 %1 LUMO(eV) -4.63E-1~-3.21E-1 %4
ODDI X5

Qc X6




== |
b % EHE
# L& % o i 2 0 7 s o
BEERNEME TIMES ECOSAR KATE
CASES 75-64-9 L L] R TLE TG
79__ [,7 narcotic amines OAliphatic Amines primary amines aliphatic
tert— ) > 128 mg/L 96.9 mg/L 120 mg/L
28 mg/L XD;¥| A HE (E AR E 51 )
& Baseline Toxicity
= 841 mg/L
% HI|TE ASBE (minimum toxicity)
e
FIUEE NH2
15
e SRR EEH e
Reactive unspecified OAliphatic Amines primary amines aliphatic
1760 mg/L 9.96 mg/L 14.0 mg/L
136 mg/L FI| FE A5 §E (minimum toxicity)
Baseline Toxicity
B?L 425 mg/L
SFE 73.14 logP(KowWin) 0.724 %2 &= $1| 72 TS HE (minimum toxicity)
KB #R(mg/L) logBCFmaxtox 5.4E-1 %3 =
[F 1] 622400 X1 LUMO(eV) X4
ODDI X5
Qc X6
IA385223 CASES 80844-07-1 A SRR A SRR
. o basesurface narcotics Neutral Organics ethers with aromatic
2— (4—I[‘#'”/71:)|/) —2—)(3'-)|/7°I:|t)l/ . 0185 mg/L ] ~2.00400 mg/L . 0.00350 mg/L
=3—J1x/F IR I—TFIL(BLZITrIT 0.0027 mg/L XDHIE T HE GE A E ) XP; (logP>5, /RARMRE LI E) KP;HITE A EE (logPiE FAEEEASY)
Djol:l‘y7X) iﬁ‘ Neutral Organics
b 0.00950 mg/L
2 X P; ¥ TE ANRE (logP 3 FASERA51)
N
® FLE R R R
basesurface narcotics Neutral Organics ethers with aromatic
” 0.0762 mg/L 0.00400 mg/L 0.0410 mg/L
000057 mg/L XD e GEREEN) XP;(logP>5, ERRIREELLE) | XP, XFHIETEE (ogP RUMS S
@ i R E B}
NFE 376.5 logP(KowWin) 7.473 %2 E’g Neutral Organics
. 78 0.0230 mg/L
XK B (me/L) logBCFmaxtox  4.26E+0 %3 P, X ETBE (logP R MR 81
(5 1) 0.004075 %1 |UMO(eV) -251E-2~259E-1 X4 BRI
ODDI X5
Qc X6




== Iy
: EHE
4 fbme g N | | |
EEEEMEE TIMES %7 ECOSAR %8 KATE %9
CASES 36653-82-4 i) RS R FERATA
. basesurface narcotics Neutral Organics alcohols aliphatic
1—A"FYThHV/—)L 0.261 mg/L 0.0110 mg/L 0.0400 mg/L
> 0.4 mg/L XD FE A HE GE A #R R 51 XP; (logP>5, BAERRELIE) P3| E NEE (logP 8 FASEEH 4})
£ .
m Neutral Organics
2| 0.0250 mg/L
%% 3P FE A BE (logP5E FA 26 5})
20
AR R 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 N ) %P; (logP>5, AfRRELIE) XP;HI TE A HE (logP 3 FA#E FH 41)
@ ERF—2%L
+n, Neutral Organi?s
DFE 242.45 logP(KowWi 6.734 %2 e 0.0450 me/L
nTE ogP(Konlin) . ] XPHIE T BE (IogP i FIREERSN)
7K AR (me/L) logBCFmaxtox ~ 4.51E+0 %3
[FAlfE] 0.1495 1 | UMO(eV) 3.35E+0~3.53E+0 X4
ODDI X5
Qc X6
CASE S 590-29-4 A AR AR AR
aldehydes Baseline Toxicity acids
Potassium formate 47.9 mg/L 6130 mg/L 4500 mg/L|
1560 mg/L XD;¥IEASRE (B R FE ) 3| T FBE (minimum toxicity) [ 3P, 3XF;#IFE AE (logP & U ER Y 8
£ 1 B SV
5
#%:
KEHIZE#:
» \
O R AT BT SR
Reactive unspecified Baseline Toxicity acids
7280 mg/L 2770 mg/L 76.0 mg/L
540 mg/L #I| 5E A HE (minimum toxicity) $ E A (minimum toxicity) | 3P, 3XF:#|E I EE (logP R U B 4 41
@ i R E B}
NTE 46.03 logP(KowWin) -0.461 %2 E%
78
stK AR (mg/L) logBCFmaxtox —3.44E-1 %3
[FAlfE] 817000 X1 | UMO(eV) X4
ODDI 3.05E-1~3.05E-1 %5
Qc X6




=
: EHE
, fbmE g - | | |
EEEEMEE TIMES %7 ECOSAR %8 KATE %9
CASES 839-90-7 L] SRR L T L
. . . Reactive unspecified OTriazines, Aromatic amides or imides
1,3, 5—kM)X(2—EFAFXIITFIL)AVYITX . 3750 mg/L 6030 mg/L 2100 mg/L
IV > 100 mg/L $1 7 R BE (minimum toxicity)
& Baseline Toxicity
ol 11600 mg/L
& HI|TE ASBE (minimum toxicity)
e
24 - \/\JL/
)\)% R AT R AT
Reactive unspecified QOTriazines, Aromatic amides or imides
8500 mg/L 931 mg/L 1900 mg/L
> 1000 mg/L ¥ £ S HE (minimum toxicity) XP, XFHIETEE (logP R U B8 1E
& Baseline Toxicity & A #i B A1)
Erau 5500 mg/L
SFE 261.24 logP(KowWin) 0.071 %2 &= $1| 7 TS HE (minimum toxicity)
7K AR (me/L) logBCFmaxtox  5.33E-2 %3 i
[F 1] 17790 %1 | UMO(eV) -6.84E—1~-545E-2 X4
ODDI X5
Qc X6
CASES 103-23-1 FLLE R FLL ERART
esters OEsters esters aliphatic
Bis(2—ethylhexyl) adipate _0.801 mg/L 10,0130 mg/L 0.00510 mg/L
> 50 mg/L XD ¥ BT HE (B GRSV ) XP; (logP>5, AfERELIE) P3| E FRE (logP i R §EEH 41)
s Baseline Toxicity
4] 0.000980 mg/L
& #I| F A~ HE (minimum toxicity)
25 \/\ a
J\r& wAT ERTT [repespes T
N Reactive unspecified OEsters esters aliphatic
0.324 mg/L 0.0140 mg/L 0.00510 mg/L
> 0.0032 mg/L #I| £ TS HE (minimum toxicity) ¥P; (logP>5, BfRIRE LI L) XP;$ T AN RE (logP5E FASEEA 41)
Si Baseline Toxicity
NTE 370.58 logP(KowWin) 8.115 %2 = 10.000979 mg/L
. E3| #I| F A~EE (minimum toxicity)
xt KB R (me/L) logBCFmaxtox  3.85E+0 %3
[FAE] 0.0005452 %1 | UMO(eV)  1.03E+0~1.14E+Q 34
ODDI X5

Qc X6




" e ) EitiE
b EEEEMEE TIMES X7 ECOSAR %8 KATE X9
CASE = 103-60-6 i) RS AW i)
) esters OEsters esters aromatic
2-phenoxyethyl isobutyrate . 719 mg/L 7.12 mg/L 8.50 mg/L
1.36 mg/L D;¥IEARE (B REFE ) XEHEBE (REMERZHOMLE
& Baseline Toxicity EEED)
= 21.0 mg/L
o £ HI|7E ASBE (minimum toxicity)
55
0
26
Uﬁ\_a
R AT R AT
O Reactive unspecifi?d OEsters esters aromatic
14.3 mg/L 13.3 mg/L 22.0 mg/L
24 mg/L H E A HE (minimum toxicity) XFHIEAHE (BB S @A)
3 Baseline Toxici/ty
+ 13.1 mg/L
ATE 208.26 logP(KowWin) 3.014 %2 z% #1| A HE (minimum toxicity)
7K AR (me/L) logBCFmaxtox  2.25E+0 %3 i
[ AlfiE] 105.7 X1 LUMO(eV)  4.82E-2~6.18E-1 K4
ODDI X5
Qc X6
CASES —-45- ERTHE ERAT R
3-45-7
esters OEsters esters aromatic
Phenethyl acetate 11.4 mg/L 10.2 mg/L 11.0 mg/L
) XD#IE T B GEREES)
“ FRF—2%L Baseline Toxicity
o 41.3 mg/L
N £ HI| 7E A~ (minimum toxicity)
7%
a
bl
27 o
fERT RS fERT ERTT
Reactive unspecifi?d QOEsters esters aromatic
30.0 mg/L 19.9 mg/L 28.0 mg/L
36.6 mg/L # E A HE (minimum toxicity) XFHIEAEE (B e = E A EEE )
3 Baseline Toxici}t{
+ 24.7 mg
NTE 164.21 logP(KowWin) 2572 %2 z% I 7E A BE (minimum toxicity)
78
57K A R (me/L) logBCFmaxtox  1.92E+0 %3
[ AIfE] 1530 %1 | UMO(eV)  1.35E-1~4.81E-1 4

ODDI
Qc

X5
%6




| E"i _E
4 fbme g N el | |
EEEEMEE TIMES %7 ECOSAR %8 KATE %9
CASES 470-82-6 L] TLE] TLE| T L
. basesurface narcotics Neutral Organics Qethers aliphatic
1, 3, 3—hFJAFIJIL—2—FAFHETHAO[2, 2, I 31.6 mg/L 12.2 mg/L 46.0 mg/L
N mg,
2] 71_79/ & Neutral Organics
;,;"E\ 17.0 mg/L
e
28 o
e SRR EEH e
basesurface narcotics Neutral Organics Neutral Organics
17.1 mg/L 7.67 mg/L 6.70 mg/L
200 mg/L XD;¥IE T 8E GE FA #EER S )
5
PFE 154.25 logP(KowWin) 3.133 2 &=
782
7K AR (me/L) logBCFmaxtox  2.34E+0 %3
[ RfE] 33211 | UMO(eV)  2.85E+0~2.85E+0 X4
ODDI X5
Qc X6
B¥EEF/-IXIH28E892, CASES 731-27-1 A BERTE SRR SRR
2] 3??:.[5@7 ( 7}_ ))(3’— ] } Reactive unspecified Baseline Toxicity amines aromatic or phenols5
N—{[>2O0O(@)LA0 JLIRILI7=IL 9.32 mg/L 20.8 mg/L 13.0 mg/L|
—N' N —CAFJ)L—N— p—krJILRILTFS 0.0175 mg/L #| 5E A BE (minimum toxicity) #I|F AN EE (minimum toxicity) | 3F;#IE S RE (B 8& & P& E 41 )
N il
5
#%:
"~
29 . cl
| // A L AR A
>5‘\ / Reactive unspecified Baseline Toxicity amines aromatic or phenolsb
/ b 9.52 mg/L 13.3 mg/L 4.70 mg/L
? | 0.19 mg/L 31| T A< §E (minimum toxicity) ¥ FE A HE (minimum toxicity) [ 3XF#ITE T HE (BB 5 18 & FREE E 41 )
5
NFE 347.25 logP(KowWin) 3.265 2 &
78
st 7K B R (mg/L) logBCFmaxtox  2.44E+0 %3
[ AIfE] 3.006 %1 | UMO(eV) -1.39E+0~-1.29E+0 %4
ODDI X5

Qc X6




H1%E
¥ =I|TlE
" fbme g o | | |
EEEASEE TIMES X7 ECOSAR X8 KATE %9
CASES 123-66-0 i) i) AW i)
esters OEsters esters aliphatic
Ethyl hexanoate 10.8 mg/L 6.33 mg/L 7.10 mg/L
8.94 mg/L
4 Baseline Toxicity
= 21.4 mg/L
i #| F A EE (minimum toxicity)
e
31 >
= AT £ R
Reactive unspecified OEsters esters aliphatic
19.8 mg/L 12.0 mg/L 8.60 mg/L
#| E A HE (minimum toxicity)
@ FAlT—2%L Baseline Toxicity
n 13.1 mg/L
SFE 144.22 logP(KowWin) 2.829 %2 &= #1| A HE (minimum toxicity)
KK B R (meg/L) logBCFmaxtox  2.11E+0 %3 )
[ RfE] 308.7 X1 | UMO(eV)  1.16E+0~1.23E+0 X4
ODDI X5
Qc X6

10



QSARFHER —iLEME 2. FH22~27EEICHEHRISADFEETo-ME

e 3] EitE
bl EEEASEE TIMES X7 ECOSAR X8 KATE %9
CASES 577-11-7 i) RS R FERATA
=2 L'I‘ 7E§ o 2 F L #_ LN & Reactive unspecified OEsters—acid acids
) VAN v —2—TFI)LNFv) a 0.0817 mg/L 2.29 mg/L 0.690 mg/L
" - 68 me/L 155 TR BE (minimum toxicity) P (logP>5, FEARIRMELLE) | P, XFAIETAE (ogP RUBH 1S
£ T RS
ﬁ Base[l)iraiz;lg)oxici/ti -—
I mg
w5 #| T A~HE (minimum toxicity)
NaZHIZE
ﬁ/ i A AT L] AT
Reactive unspecifiid QEsters—acid aci;ﬁs
0.0400 mg/L 3.07 mg/L 24.0 mg/L
19 mg/L #I| 7 A5 RE (minimum toxicity) XP; (logP>5, BRRELIL) | XP, XFEHIFETEE (logPR UEREE
@ i FAEREE )
M Baseline Toxicity
ATE 42258 logP(KowWin) 6.095 32 z% T 0.0600 m_g/)L
*fIK AR (mg/L) logBCFmaxtox  4.39E+0 %3 = TEABE (minimum toxicity
[ AlfiE] 0.001227 %1 | UMO(eV) -1.46E+0~-9.12E-1 %4
ODDI X5
Qc X6

11
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