QSARFRIFER —MLFHE 1. SEHFICHEERISAOMREETIVE

e ) Al
7 AERIER TIMES *7 ECOSAR 8 KATE2011 %°
CASES (3380-30-1) LT
OPhenols
3.62 mg/L
. 0,038 m /L] [ |
5—40a—2—(4—4O07Jz/%9)Jx/— :E QSARET LZEL Base\in;sTsoxici/tK QSARET LEL
.55 mg,
2 | 7 A8 (minimum toxicity)
S¥E 255.1
KA f#(me/L) 31.17 %1
logP(KowWin) 4018%2 ERTE ER ERa
logBCFmaxtox 3E+0 X3 0oDDI X5 phenols and anilines OPhenols amines aromatic or phenols4
LUMO(eV) 1~-368E-1 %4 %6 S 0.32 mg/L| XD $|]$;rhg(,,§;2§]%%'§ 0.958 mg/L 1.50 mg/L
.32 mg, XD; N | se——————————==—————=e| == = =———————===——=—==———
- s | Baseline Toxicity
£41) 2.21 mg/L
#| 7 A HE (minimum toxicity)
i AT fs A i 3z:0)
O phenols and anilines OPhenols amines aromatic or phenols4
1.45 mg/L 1.30 mg/L 1.70 mg/L
XD EFRE B AR YY), - @
o “ ETF—4L | ————————— Baseline Toxicity
X 3.23 mg/L
| i # E A~ §E (minimum toxicity)
CASES (164462-16-2) Ll
OAliphatic Amines—acid
249000 mg/L
y cas = = 37.5 mg/L = fr T o i =)t
r)FRY)HL=2 2" —[(1—AIKRFIS+T :;g QSARETILEL Basggr;%(;ll)oxlc?{ QSARETILIEL
= D) g— R mg,
FIVAZ/IOTEE— 5 FHE (minimum toxicity)
NTE 205.17
*KIBEfR(me/L) 275800 X1
logP(KowWin)  -3.391 %2 SRF @R BAFRT
logBCFmaxtox  -2.53E+0 X3 o5p; %5 Reactive unspecified OAliphatic Amines-acid secondary or tertiary amines
LUMO(eV) —2~5.45E-1 %4 Qc X6 ) . _1.44e+7 _m_g/L 87400 mg/L . L 370/ mg{L
i > 100 meg/L| FIFEASEE (minimum toxicity) —mmmmmm | XP, X BT EE (logP R UMD S IE
& A $Z 00 0 Ba‘sue):raz[;l;)oxlt:% S A ER S
. E me/L |
TIVHE NaZEHTE R & F)5E A8 (minimum toxicity)
/° AT A" BERATRH
/ Reactive unspecified OAliphatic Amines—acid secondary or tertiary amines
/\ 2660000 mg/L 1370000 mg/L| 210000 mg/L
N OH = 110 mg/L| HFEAEE (minimum toxicity) |  ——————— é -——‘—-—jl_ —————— XP, XF;*UE*%(logP&é)ﬁﬂ?%
o, e S Y DU B 0000 aseline Toxicity e
\\ ) 117e+Tmg/l)
\ . 5 ¥ 7E A< EE (minimum toxicity)
- —
OH
CASER 110-62-3 Lk
OAldehydes (Mono)
S 33.7 mg/L
weed o
EEE"E?)L;‘: I: E QSARETILAEL Baseline Toxicity QSARETILIZL
| 90.3 mg/L
| 7E A~ BE (minimum toxicity)
NFE 86.13
KA A (me/L) 9718 X1
logP(KowWin) 1.307 %2 ERFT EET R
logBCFmaxtox  9.75E-1 X3 oy 91E-1~2.88E-1%5 Reactive unspeciﬁ;d OAldehydes (Mon/o) aldehydes
X4 292 L 259 L 11.0 mg/L
LUMO{eY) Qe xe E 64.6 mg/L H 7 ASHE (minimum toxinr:i%y) ****************** e =
£ 5 | Baseline Toxicity
# 58 mg/L
3] #I| 72 A BE (minimum toxicity)
Ldziy fE A R
aldehydes OAldehydes (Mono) aldehydes
250 il 14.7 mg/L 11.3 mg/L 11.0 mg/L
omg/tf - -——1) ! —_—
“ Baseline Toxicity
296 mg/L
i ¥ 7E A~ B (minimum toxicity)

/7
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b x HEE
e SERIER TIMES *7 ECOSAR *8 KATE2011 *°
CASES 13197-76-7 SR
Baseline Toxicity (acid)
236000 mg/L
. . 4.58 mg/L]| . #| FE A< § (minimum toxicity) .
2—t|:5|:\’-9—4’ A—DAFI—A4—TFI=7F gg QSARETAHL | QSARETILIEL
ANEYTAVRILRFT—k )
NTE 352.56
KA f#(me/L) 77060 X1
logP(KowWin) ~1.33%2 SAF ERFA AT
logBCFmaxtox  5.22E-1 %3 5p; %5 Reactive unspecified Baseline Toxicity (acid) acids
LUMO(eV) O~-373E+0 ¥4 o %6 1200 mg/L 1120000 me/L 890 mg/L
c =] 4.8 mg/L| # 7E A HE (minimum toxicity) ) 7E A BE (minimum toxicity) | 3P, XF:3IE R EE (logP B U ER 48
#=: = 1 ———— & F#EEE 51
s 1 0| —_————
AT BERFH BERATRH
Reactive unspecified Baseline Toxicity (acid) acids
371 mg/L 2660000 mg/L. 140000 mg/L
55.2 mg/L #| 7 AN HE (minimum toxicity) ) 7E A BE (minimum toxicity) | P, XF3IE R EE (logP R USR8 E
D N e & A FEEE 5}
o \\ iE
CASES 6485-40-1 LUkl
QOVinyl/Allyl Ketones
8.17 mg/L
9omgnrf |\
(R)—2—AFJL—5—(FO/N—1—TI—2 ;% QSARETLAL Base\in;sao;i(;i/tz QSARET LAEL
> DTN ks !
—fJ)L)yanty—2—-IT—-1—%> #| 7 A~BE (minimum toxicity)
S¥E 150.22
SEKEE(me/L) 3671 %1
logP(KowWin) 3.066 32 fERRE ERE ERTE
logBCFmaxtox 229E+0 X3 0oDDI X5 Reactive unspecified QOVinyl/Allyl Ketones Neutral Organics
LUMO(eV) —2~7.75E-2 %4 Q X6 9.05 mg/L 1.2 mg/| 7.20 mg/L
g : =] 38 mg/L # % A HE (minimum toxicity) | XFHIE TR (S EE RS
£ s | Baseline Toxicity] ~ ——————————————————
E 852 mg/L
A | E A (minimum toxir::‘i%y)
AT fu A BATRT
‘ ‘ Reactive unspecified QOVinyl/Allyl Ketones ketones
10.4 mg/L| 235 mg/L 16.0 mg/L
6.1 mg/L HIFERHE (minimum toxicity) [ - XFHIETEE (B /4868 A E )
—————————————————————— Baseline Toxicity e
‘ ‘ ﬁ 13.6 mg/L Neutral Organics
2] # % A HE (minimum toxicity) 18.0 mg/L
[ () A KFAIETRAE (A EE FREN)
o
CASES 1247790-47-1 —
Neutral Organics
9.02 mg/L
- 30 mg/L]| ~ R _
2—-Heptanol, 3,6—dimethyl— % QSARETILEEL QSARETILIEL
NFE 144.26
7K B f#(me/L) 613.8 %1
logP(KowWin) 3.076 %2 AR R ERE
logBCFmaxtox 2.3E+0 X3 0oDDI X5 basesurface narcotics Neutral Organics alcohols aliphatic
LUMO(eV) E+0~35E+0 X4 Q X6 20.9 mg/L| 8.03 mg/L 18.0 mg/L
° s 13 mg/L XD¥IE F8E GBS | %R E BB (REMERE R OB EIE
e 1. Tt &0
s\ ~~°® |
O Neutral Organics
6.80 mg/L
o AT R B
basesurface narcotics Neutral Organics Qalcohols aliphatic
41.0 mg/L 12.8 mg/L 31.0 mg/L
I XD;¥IE Tk GEl FAFEE S} —| |
EHTF—4EL [ Neutral Organics
bt 17.0 mg/L
ﬁ ______________________
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b x HEE
e SERIER TIMES *7 ECOSAR *8 KATE2011 *°
CASES 151-05-3 Ll
OEsters
2.23 mg/L
2—AF)L—1—Jx=)LFAnNy—2—A)L= § ERT 5L QSARETLAEL Baseline Tooxici/ty QSARETLAEL
] 6.7 L
TSk IS THE (minimum toxoity)
NTE 192.26
KA f#(me/L) 54.93 %1
logP(KowWin) 3.443 %2 {EAFE {E A" AR
8 logBCFmaxtox  2.57E+0 X3 5p; %5 Reactive unspecified OEsters esters aromatic
-1~587E-1 %4 5.36 mg/L 6.58 mg/L 13.0 mg/L
LUMOGeY) Qe xe R 15.4 mg/L| H|FERRE (minimum toxicity) [ 0 o———————————————— XFHIEARE (5048 &8 FREE S )
& sl 1 @ Baseline Toxicity] -
Ei 5.18 mg/L
i #H| 7 A § (minimum toxicity)
9 AT A" SR
>\\ esters OEsters esters aromatic
/ ST A R e e
e e Baseline Toxicity
) 7.99 mg/L
O 3 H| 7 A< (minimum toxicity)
CASES (139504-68-0) L
Neutral Organics
Al 3.02 mg/L
-y
2—(2—tert—TFILLHONFUILAFY) % QSARET LL QSARETF L7L
—1=TE/—LRU1—(2—tert—TFIL> >
JEANFUNFFY) —2—-T2/—LDEEY
S¥E 228.38
SEKEE(me/L) 34 85 %1
logP(KowWin) 405132 fERRE R AT
9 logBCFmaxtox 3.02E+0 X3 0oDDI X5 basesurface narcotics Neutral Organics alcohols aliphatic
LUMO(eV) +0~2.98E+0 4 Qc X6 o » 3.29 mg/L 1.85 mg/L o . 7.00 mg/L
ol = 59 mo HOMETR ARER) ] KRR B ARER)
B X
N £ Neutral Organi
1= (2—tert—IFILLHONKLLAFL) = S maL
—2—TJ8/—)LEFH XFHIETRE (R 18 A ESY)
AT fu A a0
OH
basesurface narcotics Neutral Organics alcohols aliphatic
. 7.57 mg/L 2.70 mg/L 7.30 mg(L
9 4.1 mg/L XD ¥ E T RE GE A S KEHERE (REMERE R OBOMEIE
e Eat)
@l | EE
= O Neutral Organics
4.20 mg/L
CASES (756-13-8) LLoE
Neutral Organics
31.2 mg/L
RIVTLAB(2—AF LRV —3—F) 2 106 me/t QSAREF LIL QSAREF UL
NFE 316.05
5t IKIE f#(me/L) 40.95 %1
logP(KowWin) 27952 ERTT s ERFT
10 logBCFmaxtox 2.08E+0 %3 0oDDI X5 basesurface narcotics Neutral Organics Neutral Organics
LUMO(eV) 0~—1.73E+0 %4 Qo X6 . 21.3 mg/L| 31.0 mg/L o - 23.0 mg/L
i > 1080 mg/L| DI Tk Gl FFEE 41 ) | XFFIETAE (BP0 E AR E )
fiw: 1 | | [
3
AT ERE ERFE
basesurface narcoti/cs Neutral Organics keton?s
16.9 mg/L| 50.7 mg/L 55.0 mg/L
> 1070 mg/L XD;¥IE Tk GEl FAFEE S} | XFFIEAAE (AR E AR E )
A Neutral Organics
i

66.0 mg/L
KPR B (855 A FI SRS
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b x HEE
e SERIER TIMES *7 ECOSAR *8 KATE2011 *°
CASES 5182-36-5 Ll
Neutral Organics
12.3 mg/L
. 115 mg/L| e
2,4, 6—rJAF)—4—Tz=)L—1, 3— gg QSARETILZL QSARETILZEL
iy ~
NTE 206.29
KA f#(me/L) 90.26 %1
logP(KowWin) 3.107 %2 {EAFE {E A" =R
11 logBCFmaxtox  2.32E+0 %3  5p; %5 basesurface narcotics Neutral Organics ethers with aromatic
LUMO(ev) —1~531E-1 X4 Qe X6 12.5 mg/L| 10.8 mg/L 3.20 mg/L
s 52 mg/L| XDHIEFEECEAEEN) @&~ 0000 KEHERE (REHMERZH OBOHIE
&#: CA $|| —————————— £50)
= O Neutral Organics
9.30 mg/L
AT A" SR
basesurface narcotics Neutral Organics Qethers with aromatic
15.2 mg/L 12 L
42.4 mg/L XD T fE GE FAFERESY) i
—————————————————————— Neutral Organics
g ) 230 mg/L
7/0 s |
CASES 139-89-9 (A
OAliphatic Amines—acid
1050000 mg/L
. . X 10.4 mg/L e _
EROXSIFIIFLUOSTIV = HEEEE(Na) E QSARETILAEL Bafggraggoozizi/ti QSARET ILZEL
#H| 7 A< §E (minimum toxicity)
S¥E 278.26
SEKE#E(me/L) 431000 X1
logP(KowWin) -4.086 32 fERRE R AT
12 logBCFmaxtox  -3.05E+0 %3 0oDDI X5 Reactive unspecified OAliphatic Amines—acid secondary or tertiary amines
LUMO(eV) 3E-1~B6.E-1 %4 Q %6 8.82e+7 mg/L 313000 mg/L 610 mg/L
¢ - =2 > 192500 mg/L #| E A HE (minimum toxicity) | %P, XFHIE R HE (logP R U E
£ | Baseline Toxicity 8 A EBES1)
e = ] 2.16e+7 mg/ L |
TIVH. FHE R EINaE F5E FEE (minimum toxicity)
o 3\ AT fu A BATRT
o Reactive unspecified OAliphatic Amines—acid secondary or tertiary amines
1.35e+7 mg/L 5330000 mg/L 870000 mg/L
331 mg/L, ¥ EFHE (minimum toxicity)| = o——————————————————— XP, XFHETEE (logP R U ER 18 &
e [ [ Baseline Toxicity & FEEEE51)
4 2 66%+7mg/L| 000 o
\/ ] #I E A~ EE (minimum toxicity)
CASES 74-90-8 g
Baseline Toxicity
86 me/L
- 0.121 mg/L _ #IE A BE (minimum toxicity) _
ST7EKE % QSARET AL | QSARETILZEL
NFE 27.03
5t IKIE f#(me/L) 95400 X1
logP(KowWin) -0.693 32 ERAT AR
13 logBCFmaxtox  -5.17E-1 %3 55n; X5 Baseline Toxicity Neutral Organics
X4 2580 mg/L 380 mg/L
LUMO(eV) Qe o m 0,042 mg/L SIS TRAE (minimum toroity) P AT RE (ogPMREEISN)
"% B QSARETLAZL | I
|
ERFH B
Baseline Toxicity nitriles aliphatic
5820 mg/L. 1500 mg/L
N 0.042 mg/L #| ETHE (minimum toxicity) P Tk (logP 38 FIFGEH 1)
& esAREFALHEL | | T —
A O Neutral Organics
B 4600 mg/L
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b x EitE
SHERSE x X X
e HERFER TIMES *7 ECOSAR *8 KATE2011 *°
CASES 4500-29-2 LU
OAliphatic Amines
y 26.3 mg/L
10.8 mg/L]| R
N, N—ER(2—ERBFXLIFIL)—N—% b QSAREF UL Baseline Toxicity QSAREF AL
ANFYILTIY = IR, el
= # 7 A e (minimum toxicity)
NTE 187.28
SKIEfR(me/L) 114300 X1
logP(KowWin) 0.767 %2 ERATE SR SR
14 logBCFmaxtox ~ 5.72E-1 3 0oDDI X5 Reactive unspecified OAliphatic Amines secondary or tertiary amines
LUMO(eV) X4 Q X6 3000 mg/L! 24.0 mg/L 93.0 mg/L
° B 140 mg/L H|EFBE (minimum toxicity) [ - KEHIERE (REMEREH OBOME
& A $ 0 0 09— Baseline Toxicity F-1 D)
ok B Mol 0
TIVHE N |7 A §E (minimum toxicity)
o) L) A" SR
narcotic amines OAliphatic Amines secondary or tertiary amines
307 mg/L 232 mg/L 260 mg/L
PIWelf B —m—mm—m—m—m—m—m———y @ ————— KEHIERE (REMEREH OBOMIE
" Baseline Toxicity ZET)
) 1970 mg/t] = —————————
3 HI| 7 A (minimum toxicity)
ot
CASES (2836-32-0) S
Baseline Toxicity (acid)
35100 mg/L
. > 41.3 mg/L| . 3| 7 A~ 8 (minimum toxicity) .
EROFSEEEF R L % asARETAAL [ QSARETLAL
#
S¥E 76.05
SEKEME(me/L) 1000000 X1
logP(KowWin) -1.067 %2 fERRE ERFHE BERE
15 logBCFmaxtox  ~7.96E-1 %3 ppy X5 Reactive unspecified Baseline Toxicity (acid) conjugated systems1
LUMO(eV) —1~7.21E-1 %4 Qc %6 41300 mg/L 152000 mg/L 150 mg/L
=} > 41.3 mg/L| #I| 7 A HE (minimum toxicity) #I| FE A #E (minimum toxicity) ——————
% -4 N e
SR R SNatE =
AT 4R e dzE)
OH O Reactive unspecified Baseline Toxicity (acid) conjugated systems1
16400 mg/L 355000 mg/L 21.0 mg/L
/ > 72.2 mg/L| #I| £ A~ HE (minimum toxicity) H|EFEE (minimum toxicity)| 0 0o—————————————————————
#
#
OH
CASES 67-03-8 L]
OAnilines (Hindered)
86900 mg/L
R - - > 100 mg/L . ——— .
3— [(4—75/—2—){32‘}|,I: o —5—4 % QSARETILAEL Base\:;rge“;l;)oxlc?{ QSARETILAL
W) AFIL]—5—(2—EFAFIIFIL) —4— I A (minimum toxioity)
AFNFFI—N—3—AHL=paYr=x%/ | | | | T T
eroyayr
NFE 266.36
xtKiE#E(mg/L) 631200 X1
logP(KowWin) -1.777 %2 R S AT
16 logBCFmaxtox  —1.33E+0 %3 oppy X5 Reactive unspecified OAnilines (Hindered) amines aromatic or phenols5
LUMO(eV) O0~-4.71E+0 %4 Qe X6 136000 mg/L 13800 mg/L 390 mg/L
=} > 100 mg/L]| #|E FHE (minimum toxicity)| = o——————————————————— XP, XFH|EFEE (logP R U ER 18 &
- £ | Baseline Toxicity & FAEEEESY)
o & 216000 mg/L| e
TIVE N | T A HE (minimum toxicity)
AT fu R BERFE
Reactive unspecified OAnilines (Hindered) amines aromatic or phenols3
16900 mg/L 14300 mg/L 67.0 mg/L
> 100 mg/L]| #|E FEE (minimum toxicity)| = ———————————————————— XP, XF 3 EFEE (logP R UER D4 i
—————————————————————— Baseline Toxicity & PR 4)
2 540000 mg/L| = -
o = #H| T A8 (minimum toxicity)
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b x HEE
& SERIER TIMES *7 ECOSAR *8 KATE2011 *°
CASES 6192-52-5 SR
Baseline Toxicity (acid)
38800 rng/l).
- 304 mg/L| . imum toxici .
4= AFIARUEY —1 =R ILRVBEE— KN gg asaREFLHL | 00 TR QSAREFILAL
NTE 1722
SKIEfR(me/L) 202300 X1
logP(KowWin)  -0.618%2 SAF ERFA AT
17 logBCFmaxtox  -4.61E-1 %3  5n; %5 Reactive unspecified Baseline Toxicity (acid) acids
1~-8.92E-1 X4 23500 mg/L 142000 mg/L 310 mg/L
LUMO(eV) Qc xo =] 52.9 mg/L| # 7E A HE (minimum toxicity) ) 7E A5 BE (minimum toxicity) | 3P, XF:3IE R EE (logP B USR8
#=: | T & F#EEE 51
KAAKERNTF A =
AT BERFH BERATRH
Reactive unspecified Baseline Toxicity (acid) acids
8250 mg/L 317000 mg/L 22000 mg/L
/O > 98 mg/L| #| 7 S HE (minimum toxicity) HTE A HE (minimum toxicity) | P, XF#IFEREE (logP R U D&
/ ———————————————————————————————————————————— & FFEEE 5}
S £ 1 0 | ——
/ /\OH 5
(o)
CASES (302337-35-5) LR
N OAliphatic Amines-acid
ﬁ%ﬁfr;ﬁﬁfzui 484000 mg/L.
B T
N, N=ZHILRFDAFILY LA EEO S p QSARETLAL Baseline Toxicity QSARET LAEL
FRUD LG e 740000 mg/L
L #H| 7 A< §E (minimum toxicity)
S¥E 263.21
SEKERE(me/L) 220600 X1
logP(KowWin) -3.646 2 fERRE R AT
18 logBCFmaxtox  ~2.72E+0 ><3 0oDDI X5 ;. e Reactive unspecified OAliphatic Amines—acid secondary or tertiary amines
LUMO(ev) E-3~39E-1 ¥4 X6 SER IR L . ~ 313e+7 me/L 160000 mg/L| - 510 me/L
2] > 95.26 mg/L #I| 5 A HE (minimum toxicity) e P, XFHIE FRE (logP R UER D E
£ | Baseline Toxicity 8 A EBES1)
i . 5 8570000 mg/L| 000 o
ST RME [INaIR, FIHE #| E A B (minimum toxicity)
o\ oH SRR fEFT BATRT
o T — Reactive unspeciﬁ?d OAliphatic Amines-ac/id secondary or tertiary amin;s
A5 iR 5350000 mg/L 2590000 mg/L 410000 mg/L
o JJ\ > 95.26 mg/L| HFEFEE (minimum toxicity) [ 00— XP, XF I ETEE (logP R U B A&
N o 1.1 Y Baseline Toxicity & PR E EE 4)
/ 2 254e+Tmg/L|
G/ = #I E A~ EE (minimum toxicity)
CASES 104-15-4 gERAE
Baseline Toxicity (aci/d)
38800 mg/L
- 276 mg/L #I| FE A HE (minimum toxicity)
p—RILIV RV B ’Eé QSARET/LZL  [EEEEES—————— QSARET ILIEL
NFE 172.2
xtKiEfE(me/L) 202300 X1
logP(KowWin) 0,618 %2 ERTT AR ERFT
19 logBCFmaxtox  —4.61E-1 33 0DDI X5 Reactive unspecified Baseline Toxicity (acid) acids
1~-8.92E-1 X4 23500 mg/L 42000 mg/L 310 mg/L
LUMO(eV) Qe 6 =} 48.1 mg/L| #| FE A EE (minimum toxicity) | FE A EE (minimum toxicity) | 3P, 3F;# FE FEE (logP K U BB D EE
"% = 1 —— B FFEEE 5
- O
AT ERFH BERFTE
Reactive unspeciﬁjd Baseline Toxicity (aci/d) acids
8250 L 317000 L 22000 mg/L
/O > 89 me/L HETHE (miimum toxicty) IR (minimum toxoity) | P, XFHIETRE (ogP BUBIA IS
/ T 1 (e & A5
/7\OH 5
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b x HEE
e SERIER TIMES *7 ECOSAR *8 KATE2011 *°
CASES (56539-66-3) ﬁ’ﬁN T
eutral Organics
BB EPRRELUL 481 mg/L.
- >1000 mg/L| e
B—AFIL—3—ArFITH/—)L gg QSARETLAEL QSARETLAEL
NTE 118.18
SKIBEfR(me/L) 134600 X1
logP(KowWin) 0.456 32 AR R
20 logBCFmaxtox  34E-1 X3 qppy %5 —— basesurface narcotics Neutral Organics
E+0~2.9E+0 X4 B RELL 4000 mg/L| 1170 mg/L
LUMO(eY)  EO~29E0 = o | m >'1000 g/ XOMEFRGER@ER)| £
#=: A | 00 - QSARET ILZEL
Ei
AT fERA
basesurface narcotics Neutral Organics
o BB EPRREUL 3320 mg/L, 2370 mg/L.
> 1000 mg/L XDMEREE CERMGHES)|
—————————————————————— QSARET ILEEL
)
#
OH
CASES 42233-75-0 SRl
Est
i;’JﬁJ:BE,EI‘ BLE] 4.14e-14 ;ge/ri
. > 100 meg/L| _ ¥logP>6.4 (logP3E FARGES1)) _
Decanedioic acid, 1,10—didocosyl ester ;% QSARETLZHL | — QSARETILEL
#
1.74e-13 mg/L
*UET?“(mlmmum toxicity)
NFE 819.45
SEKERE(me/L) 1 85E—20 X1
logP(KowWin) 2397832 ERFT AR ERFHE
21 logBCFmaxtox  ~7.97E+0 %3 0oDDI X5 Reactive unspecified Esters esters aliphatic
LUMO(eV)  +0~1.19E+0 ¥4 %6 BB ERREUL 5.10e+14 mg/L 7e=12 mg/L 000000000 mg/L.
oy ¢ - EE > 100 mg/L| #| TE S HE (minimum toxicity) HlogP>5. o(logpﬁﬁﬁi"l%) XP; #UET“&(IogpﬁﬁﬁﬁEm
e Zﬁ Baseline Toxicity
5.32e-17 mg/L
| T A B (minimum toxicity)
fERT R AT
. esters Esters esters aliphatic
ER ERRIRELLL| 3.78e+10 mg/L, 1.60e—11 mg/L 0.0000000000 mg/L
> 100 me/L| XD E A 8E GE R FEESY) XlogP>5.0 (logP3# FAE 1) P HITE T BE (logP5E FABEESY)
/ : ! Baseline Toxicity
& E 1.23e-17 mg/L
// +|JET (rnlnlrnum toxicity)
CASES 75-79-6 g
Baseline Toxicity
AR ERRELUL 51.3 mg/L
- > 118 mg/L]| #| E A~ §E (minimum toxicity)
r)oag(AFIL)SS % QSARET AL [ QSARETILAEL
NFE 149.48
5t IKIE f#(me/L) 1473 %1
logP(KowWin) 200732 ERTT AR ERFT
22 logBGFmaxtox 1.5E+0 X3 ODDI X5 SRR L Reactive unspecified Baseline Toxicity hydrocabons allphatlc
0~-1.12E+0 X4 B TREELL 66.4 mg/L .7 mg/L
LUMO(eV) ! Qc e =} > 117 mg/L| #I| E FEE (minimum toxirgi%y) ) 7 A HE (minimum tOXIr(T:I%y) HKP, XF; *UETﬁh(logP,&U"ﬂﬁﬁfﬁ
fiw: g | T e FAgEEESY)
=
= Neutral Organics
35.0 mg/L
XFHIETRE (BR 5 HEE AR E )
Cl ERATT R ERART
_ Reactive unspecified Baseline Toxicity hydrocabons aliphatic
HER ERIRAE Ll L] 47.4 mg/L 1 mg/L 87.0 mg/L
\ > 126 mg/L #I| 58 FHE (minimum toxicity) 2| 7 R (minimum toxicity) [ 3P, XF;*UE*E&(IogPﬁgﬁ’gﬂi@éﬁ%
simw Ay ——| i R
@l 0 0 T
\ CI 3 Neutral Organics
140 mg/L
XFHITE T BE (AR & FA FEE 51 )
c 10 T
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b x HEE
e SERIER TIMES *7 ECOSAR *8 KATE2011 *°
CASES 111-81-9 LG
OEsters
0.325 mg/L
. . 0.55 mg/L - . _
AFIL=9UFH—10—T/7—h ?jé QSARETILEL Base\ineg‘l;}o:izi/ti QSARETILHL
*UE’FﬁE(minimurﬁ toxicity)
S¥E 198.31
SEKE#E(me/L) 4709 %1
logP(KowWin) 4,657 %2 ERF EET R
23 logBCFmaxtox 34TE+0 X3 0oDDI X5 Reactive unspecified OEsters esters allphatlc
+0~1.19E+0 X4 .529 mg/L 1.17 mg/L g/L
LUMO(sY) Qe ¥ e 1B HIETRAE (minimum toxicity) T e e R A E
%% A 0090 Baseline Toxicity %_‘—’3{,‘)
] QEBmeAYy| @ ]
#| FE A 8 (minimum toxicity)
ERTTE =R ERAFT
esters OEsters esters allphatu:
~. 0.948 mg/L 0.745 mg/L mg/L
0.756 mg/L XD;¥IE Tk GEl FAFEE S} = XP; #'JET‘E(IOgPﬁFﬁﬁ@%)
********************* Baseline Toxicity e
> & HRAR i iy
CASES (90-02-8) (ERH
OAldehydes (Mono)
17.0 mg/l
N - 4.76 mg/{ . B o
HUFILTZILTFER gg QSARETIL7EL 29F;h:1r1go/lls QSARETILIEL
Baseline Toxicit:
42.0 mg/Y
DFE 122.12 HI| 7 ASEE (minimum toxicity)
ﬁ?K/Eﬁg(mg/L) 10670 X1 B
logP(KowWin) 2.007 %2 AR A AT
24 logBCFmaxtox 1.5E+0 %3 ODDI  93E-1~291E-1%5 Reactive unspeciﬁ;d Aldehydes (Mon/o aldehyd;s
X4 62.4 mg/L 11.1 mg/Y 6.80 mg/L
LUMO(ev) Qe e F 2.6 mg/L HEAEE (minimum toxicity) [ 00—
% A | ] ——— O Phenols|
= . S%mey
Baseline Toxicity
56.2 mg/L
+U$T g(mlmmum toxicity)
A BERA AT
CH aldehydes OAldehydes (Mono)| aldehydes
8.58 mg/L 92 mg/L 7.20 mg/L
1i62mg/y = 0 ———) ]
Phenols|
;ﬁ% 21.0 mg/L|
0 Baseline Toxicity
4 98.9 me/L|
# 7E FEE (minimum toxicity)
CASES 124-10-7 LGkl .
Esters
FRREMREE L 0.0300 mg/L
N - >0.023 mg/L L e — e
AFI =T STH/7—F % QSARETILAEL Base(l)lréz‘;lg)o:(rl‘n;;cz QSARETILAL
#|52REE (minimum toxicity)
NFE 242.41
SEKEfR(me/L) 008744 X1
logP(KowWin) 6.266 %2 ERTT A ERFT
25 logBCFmaxtox 4.45E+0 %3 0oDDI X5 Reactive unspecified Esters esters allphatlc
LUMO(eV) +0~117E+0 X4 o %6 TBRRREE L .0378 mg/L meg/L
= EEL >0.02 mg/L # 7 AN HE (minimum toxicity) X\ogP>5 O(IOgPﬁﬁﬁf@%) KP; *UiTﬁ*’(logPﬁFﬁﬁ@%)
e o ]
% Baseline Toxicity
0.0250 mg/L.
#| E A §E (minimum toxicity)
AT BT AT
. esters Esters esters allphatlc
HER LR Ll L 0.162 mg/L. 5 mg/L 0 mg/L
> 1000 mg/L| XD;¥IE T8k GEl FAFEE 9} ) HlogP>5. O(IogPﬁﬁf@%) XP; #UETﬁ“(logPiﬁFﬁﬁ@%)
ﬁ Baseline Toxicity
%5 90 mg/L

| T A8 (minimum toxicity)
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b x HEE
e SERIER TIMES *7 ECOSAR *8 KATE2011 *°
CASER 111-01-3 Ll
Neutral Organics
HERERRRELLL] 2.64e-7 mg/L
- > 100 mg/L| _ ¥logP>6.4 (logP3E ARG 1) .
2,6, 10, 15, 19, 23—AXHAF)LTFS5O gg QSARETLHZL | QSARET LAZL
Hy |
NTE 422.83
xKiEfR(me/L) 100002042 X1
logP(KowWin) 1463332 SAF FEE] AT
26 logBCFmaxtox  -9.95E-1 3  45n; X5 basesurface nal’COtICS Neutral Organics hydrocabons aliphatic
LUMO(eV) +0~3.57E+0 4 Qe %6 igﬁiﬂﬁlﬁf‘—'ut 0 mg/L 2.85e-9 mg/L 0.0000160 mg/L
o EEL 100 mg/L| XD; #Ili?fﬁb(ﬁﬁﬁﬁl% XlogP>5.0 (logP il FAEEEES}) P TETBE (logPiill FIEEESY)
e g | T T | ————————— phahhhatdlaibheiy =<0 o
& Neutral Organics
00000100 mg/L
XP; #HiTE*’(IogPEFHﬁIE%
AT SRR BERATRH
. . basesurface narcotics Neutral Organics hydrocabons aliphatic
BB EPRIRELLL| 72000 mg/L. 57e-9 mg/L 0.0000000000 mg/L
> 100 mg/L| XD; #UiTﬁ“(ﬁFﬁﬁEﬂ%) HlogP>5. O(IogPﬁﬁﬁf@%) P;# 7 T HE (logP 3 AR EH 51)
)\ =3 Neutral Organics
il 0000000000 me/L
XP; #UET“E(IogP:EFﬁﬁ%)
CASES 1335-46-2 LI
QOVinyl/Allyl Ketones
0.407 mg/L
% > 9.42 mg/L]| . | T oohoon o,
~ P QSARET LA Baseline Toxicity QSARETILIE
AFIAF IV e oy
|7 A §E (minimum toxicity)
S¥E 206.33
SEKEE(me/L) 208 %1
logP(KowWin) 4.841%2 ERRE R R
27 logBCFmaxtox 3.6E+0 %3 0oDDI X5 Reactive unspeciﬁjd QOVinyl/Allyl Ketones conjugated systems2
_3~844E—1 X4 0.279 mg/L 0.392 mg/L 1.40 mg/L
LUMO(eV) Qc xe =} 3.14 mg/L H|FEFREE (minimum toxicity) [ 00— —_
£ 5 | Baseline Toxicity
e . P e . # ] (A
815 XEPIsuite kY BN G, STNTIZAEEE IR Lot available, 5 FBE (minimum toxicity)
fERT fEFA a0
Reactive unspecified OVinyl/Allyl Ketones conjugated systems2
0.531 mg/L 1.43 mg/L 0.560 mg/L
\ / 3.04 mg/L| H|EAHE (minimum toxicity)| = o—————————————————|
/ ————————————————————— Baseline Toxicity
// ;ﬁ . . 0476 mg/L
‘ s = FIEARRE (minimum toricly)
FiRfEDEIR 31 Wskowwin v1.42[Z &Y EH
D7 Z#E%ﬂ(niél(mﬁAli TROIEFETEHICESTRIHER 32 KowWin v1.68IZkYEH
FANBCEMNLELLY ¥3~7 TIMES v2.27.15 &Y EH. BT RRA 2k Pimephales Promelas 96h LC50. R4 4ET 2/ 7K 4> I Daphnia Magna 48h EC50.
XPXF X D KNEERREAEN SR DT AR BHESHEEIY T4 —DEMIEITHT . MOPAC (AM1 PRECISE ) [Z&YRAT,
- 3%f (Eﬁig’ BEINENISZAD T AFERKATED H) LUMO : the energy of the lowest unoccupied molecular orbital
FFURESNI=IZADF BIFER BCFmaxtox : the maximum bioconcentration factor
*Neutral Organics 75 A LIS D F Bl§E R ODDI: the donor delocalizability of the aldehyde O—atom
- FAHENEYNSWISADOF BIFER QC : the charge of the C atom from @, S - unsaturated alcohols
Ffz, PABROBEEABEVUTOISRESEARATELZ 38 ECOSAR v1.111=&kUSIH. BIETURARA N Fish 96h LC50. FIARMET Y RAA b Daphnid 48h LCSO logP [FKowWin3% 2% {1 .
+TIMES : Reactive Unspecified FRTDISRIZH LV Thaseline toxicitylL TNeutral organic7 7 R IZ@E ANz #ERE F IS
-KATE : Unclassified 39 KATE on PAS IZKYEH. 5T KR4/ Fish 96h LC50. BRFREET KR4 > b: Daphnid 48h EC50 |ogP11Koww.n><z§{§ﬁﬁ

+ECOSAR:Baseline toxicity, Baseline toxicity(acid)
(¥Baseline toxicity(acid)7 5 2 D FAEIEME DA A LIZLDEMED N X
(<R Baseline toxicityD F fIfE REMERII0TRLIIETH XP: FAMEDlogPh’, FRAPENDEINDISADSBHEDIoPEANSNNTHEY, BRXOBEVEESN THD, <ERTT>
%) 3%D: Out of Domain (TIMES) < {& FiA~a] >

ECOSARTIZEQSARK DEH B KlogPEZ B2 HIHATRFIKET 3N: Not Related to an Existing ECOSAR Class Deﬁnition (ECOSAR) < ffi 7R A > )
FEGLIELTWS8, ROFERR ARRETZELRLIEY XF: FHMEOSAIEEICDONT, FRAMEN D SN D95 AR UNeutralOrganics 75 R (FEHER THEMZ AT RELZ IS R) DSR
%, WEDBAHEE S EEFNLEN0, IEIJw‘\:G):EHiiEIEM‘C&éQ (KATE) < fE A7 7T >

X FRAMEOBMEECDVNT, PAMEADEENLVIAOSEYBICEFTNENEAEEEF DA, YA HEES
NeutralOrgamcs’?jX(ﬁ’f@ﬁlﬁﬁ”’ﬁfﬁﬂ)«ﬁf&ﬁb(nﬂﬂﬁéhé)wﬁﬂgmgﬂ)nﬁ PRBERBICEENDLH. FAKR
OERIZEVTIIEBAEREIONT BETIHENHD, KATE<ERABRE>
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