QSARF HIFER (¥4 —2B%)

ARTEICEHIIBEEHER: . SEHICAEHISAOMNEETIVE

BEa4—2 BE

: HHE
fesnE g \ = | |
ERFMEE TIMES X7 ECOSAR %8 KATE %9
CASES 143-33-9 L) AT SRR LG
Reactive unspecified Baseline Toxicity nitriles aliphatic
TR (R AE LY S%) | NI i (EAREA B o %) P I T HE (logP A TR
S, 0.1 mg/L HIETEE(E MELNVI TR XNFIEAEE (S MEWLDS 3P ¥ E A BE (logP i
/7/1E+FIJ@A & ; - (b) Neutjral Organics
;,;"E\ 4580 mg/L|
e
NaZHTE#LFA
N
R AT AT AT
Reactive unspecified Baseline Toxicity Neutral Organics
27000 mg/L _ 2580 mg/L 381 mg/L
0.17 mg/L HE T RE EREHEIMELNVISR) XNHIEAHE (SFEEAENNISR) P HI FE AN BE (logPiE FAZEEH 4})
5
PFE 27.03 logP(KowWin) -0.693 2 &=
782
5K AR (me/L) logBCFmaxtox —5.17E-1 %3
[FRlfE] 95400 %1 LUMO(eV) X4
ODDI X5
Qc X6
In38::81 CASES 3380-34-5 R e AT R
phenols and anilines OPhenols amines aromatic or phenols4
0.576 mg/L 0.476 mg/L 0.675 mg/L
5—4~O0—2—(2, 4—4H0a71/%9)7x/—)L 0.288 mg/L D;¥IEASRE B R FE ) BaseliS%ﬁT'jOXiCi/tK
~ ' : Al
(Bl&R)oaYY) 5?% HIETREE ((SREHAELN YT R)
e
A EAFT A A
phenols and anilines OPhenols amines aromatic or phenols4
1.31 mg/L 0.469 mg/L 0.801 mg/L.
0.27 mg/L XD ¥ E Ak GE AR5 ) Baseline Toxicity
c _ _0.701 mg/L
i $IE T (SREHEAEL 5 R)
NTE 289.55 logP(KowWin) 4.663 %2 ¥z
782
7K AR (me/L) logBCFmaxtox  3.47E+0 %3
[ AlfiE] 4.621 %1 | UMO(eV) -4.04E-1~-4.04E-1 X4
ODDI X5
Qc X6

17124



= Iy
: EHE
fesnE g \ | | |
EHSEE TIMES X7 ECOSAR X8 KATE %9
CASES 112-03-8 R fERA A
Neutral Organics hydrocabons aliphatic|
B e T s 0y
a4 N _ 0.064 mg/L da 1= i
Ell))i?:)b FAIZTHAY 1A TVE=VL=Y & QSARETILIEL - Neutral Organics
Py 511 mg/L
£ FHITE TR BE (854 H38 8 I R EE5V)
e
Ri, AT R AT
- Neutral Organics hydrocabons aliphatic
2.25 mg/L 2.19 mg/L
0.037 mg/L B XFHIE A RE (B3 & E AR E 51 )
| QSARETILHEL Neutral Organics
o 3.15 mg/L
PFE 348.06 logP(KowWin) 4.167 X2 &= KFHIER6e (B 8 EE R E S
782
KK B R (meg/L) logBCFmaxtox X3
[F 1] 1.759 ¥1 | uMO(eV) X4
ODDI X5
Qc X6
CASES 123-68-2 AT FERATT ERAT fEAT
Reactive unspecified Esters conjugated systems2
_ . 11.8 mg/L 4.25 mg/L 1.69 mg/L|
Allvl hexanoate 0.117 mg/L FIETHE (EREMEAMELV IS R) O Vinyl/Allyl Esters
y ﬁ 0.725 mg/L
o] Baseline Toxicity
L] _ 111 mg/L
&5 FIEFBE (EFEMEAMELVITR)
e A AT R wERFE
Reactive unspecified Esters conjugated systems2
| _ 888 mg/L 7.79 mg/L 3.59 mg/L
o 2 mg/L FIE AL ISFEMEIMELV IS R) O Vinyl/Allyl Esters| XF#IE T gE (BB 53 18:E 8 AR #EE 5} )
H 4.03 mg/L
oy Baseline(;l'oxici;ci
NF=E 156.23 logP(KowWi 3.183 %2 X 7.04 mg,
e osP(Kowlin) ; = S5 T (S AIE ST R)
st 7K B R (mg/L) logBCFmaxtox  2.38E+0 %3
[FA1E] 136.1 %1 | UMO(eV)  7.12E-1~1.16E+0 X4
ODDI X5
Qc X6

27124



e o Bl
b ERFMEE TIMES X7 ECOSAR %8 KATE %9
CASES 101-86-0 i) RS AW FERATA
aldehydes QOVinyl/Allyl Aldehydes aldehydes
o s 0.503 mg/L 0169 mg/L| s e . 0.545 mg/L
2—RUSYFUAHAF—)L . 1.7 mg/L 3D; ¥ E A 8E (# FAEFE 5}) Basellg-%z'lg)oxzﬁi FHITE T HE (BB 52 48 5@ FR €6 B 41 )
,;E FIE B (EHEEAMELVISR)
e
3\\\
| A AR R AR
Reactive unspecified OVinyl/Allyl Aldehydes aldehydes
0.267 mg/L 0.621 mg/L 0.368 mg/L
0.258 mg/L | EAEE SEEEIMELISR) Baseline Toxicity| P, %XF;¥|E g (IogPZ’lZﬁnﬁ \*ﬁL
i 152 T (EARHEAME Ly 520 RREEDD
" HIEFEE (BRSBTS R
NFE 216.33 logP(KowWin) 4.821 %2 g%
KB R (mg/L) logBCFmaxtox  3.59E+0 %3 )
[F 1] 275 %1 LUMO(eV) X4
ODDI 298E-1~281E-1 X5
Qc X6
CASEE 105-95-3 A AR e AR
esters OEsters esters aliphatic
1.01 mg/L 0.942 mg/L 0.722 mg/L
1, 11 =9V TAVSHALRUBETIATIL . I8 e/ DI EF B (B REE ) Baseline Toxicity P 7 B (logPiE A FE 1)
5 HIEFEE BHEMEAMEL IS R)
3H
&3%:
RS fERT fERT
o Reactive unspecnfled QOEsters esters aliphatic
_/ 3 mg/L 1.47 mg/L 0.815 me/L
o +UET"H‘E(1=$ET$7’J‘15L\77X) Baseline Toxicity
i RRTAEL B R (BRI A S TR
H FIFEFBE(EEHEMNELNISR
NFE 270.37 logP(KowWin) 4.712 %2 z%
stk AR (mg/L) logBCFmaxtox  3.51E+0 3 a
[ BIfE] 1719 3%1  LUMO(eV)  T41E-1~1.1E+0 %4
ODDI X5
Qc X6

37124




" e ) EitiE
b ERFMEE TIMES %7 ECOSAR %8 KATE %9
CASES 1205-17-0 i) RS AW FERATA
aldehydes OAldehydes (Mono) ethers with aromatic
D #15% 7R GO odoneies|  XFHIET R (BT
— —3— - 3 =)L) — 3 5.3 mg/L KDHIEFHE G Benzodioxoles| XFHIETH 153 A £
2—AF)IN—3 (3’ 4 /T:F-/jl_)b) jD/\ & ¢ 112 mg/L o Neutral Organics
T = Baseline Toxicity 68.1 mg/L
B _ 547 mg/L| XEFIFETHE (BB 88 FAEEEE 5} )
w5 FIEARBE (EHEEAMELVISR)
8
AT fEFRH fERA T
Reactive unspecified Aldehydes (Mono) ethers with aromatic
_ 382 mg/L 7.40 mg/L 5.79 mg/L
. HIEFHE (RREMEIMENNISR) O Benzodioxoles| 3XF:#I5E A BE (B 718 1& 18 FA &6 5})
FAlT—2%L 0.215 mg/L Neutral Organics
i Bascline Toxirty (SENNaE
NFE 192.22 logP(KowWi 2.513 %2 e 32.6 mg/L| XFHIERRE (FRo 1S E A%
nTE ogP(Konlin) . £ I A (SR AELN D5 R) o
7K AR (me/L) logBCFmaxtox  1.87E+0 %3
[F 1] 342.6 X1 LUMO(eV) X4
ODDI 2.79E-1~2.69E-1 X5
Qc X6
IBfEEEXA2EELES CASES 88-18-6 A R wmE R
1993 phenols and anilines OPhenols amines aromatic or phenols4
ST g(,@%%’%ﬁ%{;— 217 mg/L 2.74 mg/L
_ " _ 3.7 mg/L XD:H N:i¢! Baseline Toxicity
2—tert—JFILT/—I)L " . 52 e/l
;E‘ FIEARBE EEEMEIMELVISR)
|
&3%:
10
i) RS R i)
phenols and anilines OPhenols amines aromatic or phenols4
3.74 mg/L 1.23 mg/L 1.73 mg/L
3.7 mg/L XD;¥E A g (B AR E 5 ) Baseline Toxicity
ort H 422 mg/L
an HIE B (EREEAMELVI S R)
NFE 150.22 logP(KowWin) 3.422 %2 ;%
5H
57K A R (me/L) logBCFmaxtox  2.55E+0 %3
[ AIfE] 4289 %1 | UMO(eV)  4.17E-1~4.36E-1 X4
ODDI X5
Qc X6
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" ftemm ) B
b ERFMEE TIMES X7 ECOSAR %8 KATE %9
CASE= 106—02-5 L dE N ERFH ERFH
esters Esters esters aliphatic
HETRGERGEN)|  KPHRTR(PBAGEI|  XPHETH (o BRABRA
— = > XD;# SBE (3 XP# SEE (logPil 3P;HI E A BE (logP (th
15—RUATHUF)E ﬁ =8 F—AHL - * Baseline Toxioity SeEE
o _ 0.0370 mg/L
H HIETRE ((SREHAELN IS R)
e
1 L
: R AR AT AR
Reactive unspecified Esters esters aliphatic
0.0416 mg/L 0.161 mg/L 0.0736 mg/L
>0.17 mg/L HIEAHE EFEEAENNISR) XP;HI| E T HE (logP5E FAEEEH 4}) XP;HI E T HE (logP5E FAEEEH 4Y)
Baseline Toxicity
i _ 0.0310 mg/L
SFE 240.39 logP(KowWin) 6.154 %2 &= HIETHE (SHEAMELVISR)
7K AR (me/L) logBCFmaxtox  4.41E+0 %3 =
[F11E] 0.1484 1 | UMO(eV) 1.09E+0~1.23E+0 X4
ODDI X5
Qc X6
BEEF-(LIA2EELES CASES 54464-57-2 3] AT =R cd: )
834 basesurface narcotics Neutral Organics ketones
0.482 mg/L 0.540 mg/L 0.910 mg/L|
1—(2, 3,8 8—Tr3AF/IL—1,2.3.4,5,6 1.3 mg/L %D ¥ E A HE (E AR 5Y) Xf#']i@%(ﬁﬁﬁ'ﬁﬁﬁéﬁ’zgﬂﬁgﬁ
7, 8—AVRerFO—2—FDTF)L) TR/ 1—(2, f'\ (@) NeutraIJEOrgaEnics
3,8, 8—Th3AF)L—1,2,38, 4,6, 7, 8 8a— A 0.938 mg/L
&3%:
1—(2, 3, 8, 8—Thr3AF
I—1,2,3,45,6,7,8
12| —#A92eFnr74L>—2
ML) IR —1—F%F
Al i) RS fERT fERT
basesurface narcotics Neutral Organics Neutral Organics
\\ 0.200 mg/L 0.398 mg/L 0.763 mg/L
b 1.38 mg/L XD;¥IE A HE GE R E BN )
&
NFE 234.39 logP(KowWin) 4.842 %2 ZE
st 7K B R (mg/L) logBCFmaxtox  3.85E+0 %3 B
[Fil1E] 1.077 %1 | UMO(eV)  9.28E-1~1.04E+0 X4
ODDI X5
Qc X6

57124




== |
g % EHE
# LEME & S o o, o
EHEEE TIMES * ECOSAR* KATE *
CAS%ES 104-67-6 ) ERFH R AR
Reactive unspecified OEsters esters aliphatic
» (AR 1EZL:.;mg/I)_ 5.94 mg/L 6.36 mg/L|
— = s ~ 7.3 mg/L FIEFBE (B MELNVI SR Baseline Toxicity
Y —TILFILSUL2(CO~14) " ; T 170me/L
’%‘E FIEARBE (EHEEAMELVI S R)
e
13
- R AT R R
" Reactive unspecified OEsters esters aliphatic
15.4 mg/L 11.0 mg/L 7.67 mg/L
6.1 mg/L H|E FRE EEEHEHIMELVISR) Baseline Toxicity
== _ _ 10.6 mg/L
£n FIERBE (EREEIMELNVI S R)
ATE 184.28 logP(KowWin) 3.058 %2 =
782
517K B R (me/L) logBCFmaxtox  2.28E+0 %3
[ AlfiE] 1283 X1 LUMO(eV)  1.16E+0~1.19E+0 K4
ODDI X5
Qc X6
CASES 123-31-9 fEFw ERFTE AT =R
Reactive unspecified Phenols, Poly amines aromatic or phenols1
" T {&38gmg/|)_ o 22.2 mg/L 0.457 mg/L
S s RSB — — 34— 0.097 mg/L FIERBE (S MELVITR Hydroquinones
eErOx/o Gl RUEV—1, 4—DF—)L) " 0180 mert
s Baseline Toxicity
L] _ 669 mg/L
&5 FIEFEE (EFEMEAMELITR)
14 OH
fERT RS fERT fERT
OH Reactive unspecified Phenols, Poly amines aromatic or phenols1
573 mg/L 256 mg/L 0.560 mg/L
0.061 mg/L HE TRE EEEHEHIMELVISR) O Hydroquinones
0.212 mg/L
Bi Baseline Toxicity
NFE 110.11 logP(KowWi 1.033 %2 X 347 mg/L
»TE osPKowiin) . = HETRE (EEEAENS5R)
xt KB R (me/L) logBCFmaxtox 7.7E-1 %3
[ RI1E] 129500 %1 | UMO(eV) ~ 2.34E-1~2.34E-1 X4
ODDI X5
Qc X6
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==
: EHE
4 fbme 2 . | | |
ERFMEE TIMES %7 ECOSAR %8 KATE %9
CASES 100-52-7 i) i) AW i)
aldehydes OAldehydes (Mono) aldehydes
8.26 mg/L 8.60 mg/L 8.68 mg/L
S8, = 1.07 mg/L Baseline Toxicity
NATILTER “ ) 159 me/L
ﬁ FIE B EFEEAMELVI S R)
e
0=
16
e ) AT fEFRH AT
Reactive unspecified OAldehydes (Mono) aldehydes
107 mg/L 16.0 mg/L 8.53 mg/L
50 mg/L | EREE (SEMEMMELISR) Baseline Toxicity
@ _ _ 878 mg/L
an, IR (EEMEMMELVYTR)
NTE 106.13 logP(KowWin) 1.71 %2 =
>4
7K AR (me/L) logBCFmaxtox  1.28E+0 %3
[F 1] 6100 %1 | UMO(eV) X4
ODDI 3.06E-1~2.85E-1 %5
Qc X6
CASES 8050-09-7 A ERT ERATT ERATT
Reactive unspecified Rosins acids
_ 0.0257 mg/L 1.17 mg/L 0.269 mg/L
oSy > 1 mg/L HIEFBE EEEHEHIMELVYISR) XP;HIETHE (logPE FEEES) | XP, Xf;*‘]i*ﬁﬁ(logpﬁﬁﬁ%ﬁlﬂ%ﬁf
. Baseline Toxicity BAEREFOMOHBEEZED)
o] _ 0.0240 mg/L
] I T B (SHEHEAYEL VS R)
&3%:
ERSD—DOTFETIFUE
(514-10-3)&LTFA o
17
i) RS R RS
Reactive unspecified Rosins acids
0.00946 mg/L 2.00 mg/L 14.4 mg/L
911 mg/L HIEAHE EFEHEAENNITR) P E FEE (logPE FERBH SN )| %P, Xf 3 E A RE(logPiH FASE B 41 Ff
= Baseline Toxicity PHERZEF OO EEEZSD)
o _ 0.0210 mg/L
NFE 302.46 logP(KowWin) 6.461 %2 & HIE A HE SHMEAMEL YT R)
5H
st 7K B R (mg/L) logBCFmaxtox 4.5E+0 %3
[ BIfE] 0.0896 X1 | UMO(eV)  9.61E-2~516E-1 4
ODDI 5
Qc X6
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" ftemm ) B
b EHEEE TIMES X7 ECOSAR %8 KATE X9
CASES 32388-55-9 L) AT SRR SRR
Reactive unspe0|f|ed Vinyl/Allyl Ketones conjugated systems2
. 495 m, g/L 1.25 mg/L 0.573 mg/L
a. SIS A AT S R # B 0D e
1;&% 2 HIETRE ((SREMAUELN IS R)
18 /
O/
e ) R R ERAT
Reactive unspecified Vinyl/Allyl Ketones conjugated systems2
_ 0.241 mg/L 0.323 mg/L 1.47 mg/L
>0.21 mg/L HIEAHE EFEEAENNISR) ->Z<P;¥|JE7FﬁE(:§gPi{‘ﬁFﬁiﬁl§|%) XFHIE T BE (B8 & E A EEEE S )
ﬂfl aseline OXICIty
+ g/L
578 2464 logP(KowWin) 502 %2 #® BT (EAEAE NS R)
7K AR (me/L) logBCFmaxtox  3.73E+0 %3 =
[ 1] 1278 X1 LUMO(eV)  1.81E-1~8.07E-1 %4
ODDI X5
Qc X6
CASEE 93-92-5 ) ERFE R ERTRH
esters OEsters esters aromatic
12.2 mg/L 11.2 mg/L 12.3 mg/L|
BEEEATF LRSI 18.32 mg/L D ¥ E A HE (E AR 5Y) Baselme Toxicity |  SF;¥I7E T BE (Ep 52 48 1& % FH S6 B 41 )
4 8.1 mg/L
¢E #IJET‘E‘E(1=.¥ﬁTE7b\1&L\’]7Z)
&3%:
19
0]
/ AT R wERFE
0 Reactive unspecified OEsters esters aromatic
e . 34.3 n_1g/L 22.1 mg/L 0.6 mg/L
S— HIE T BE (SRRMEAMELVISR) Baselingg'l;ioxici;ci XFHIETHE (ﬁﬂﬁ*ﬁLﬁﬁﬁgﬁ@ﬂ)
BT Ak .6 mg
i HIE T (BREEAIEL S R)
DFE 164.21 logP(KowWin) 2.499 %2 I’é
KA (me/L) logBCFmaxtox  1.86E+0 %3 =
[FAlfE] 481.1 %1 | UMO(eV) 3.67E-2~397E-1 X4
ODDI X5
Qc X6

87124



== |
b % EHE
# ﬂ::%"‘f%ﬁ % e — %7 X8 9
EHEEE TIMES * ECOSAR* KATE *
IB385:231 CASE S 843-55-0 AT ERRT AT EAT
phenols and anilines OPhenols, Poly amines aromatic or phenols2(ClogP)
o s 0.462 mg/L _0.233 rqg/L e i 2.91 rr)%/L
1, 1—EXR(A—ERFOFXTIzD)L) —oantdy “ 1.82 mg/L XDHIE T RE GE R FESY) ) Base\ll(r)]zél’zoxzﬁi xﬁ#u}{E.E\(E*E?rbvﬁﬁﬁé*gfg’?}éj%%
’%‘E FIEFEE (EREMEAMELVITR)
e
20 B O .
e SRR EEH e
phenols and anilines OPhenols, Poly amines aromatic or phenols2(ClogP)
1.11 mg/L 0.554 mg/L 6.37 mg/L
1.81 mg/L XD;¥IE A e (GE R E BN ) Baseline Toxicity| Xf¥IEBE (REMERZHEOHI1E
B _ 0331 mg/L BZET)
in 5T (SHMEAUELN Y5 R)
NTE 268.36 logP(KowWin) 5.004 %2 =
782
KB R (mg/L) logBCFmaxtox  3.72E+0 %3
[ AlfiE] 3782 %1 | UMO(eV)  3.66E-1~4.02E-1 X4
ODDI X5
Qc X6
CASES 120-57-0 AT FERATT ERAT fEAT
aldehydes OAldehydes (Mono) aldehydes
- g(,@%iﬁ%ﬁ%{% 11.3 mg/L 11.5 mg/L|
LR _ 2.5 mg/L XD;¥ SEBE (3 Benzodioxoles
EXpF—i ﬁ 448 mg/L
s Baseline Toxicity
L] _ 198 mg/L
&5 FIEFBE (EREMEAMELVITR)
0]
21 //
(0]
o A AR R AT
,%/ Reactive unspecified Aldehydes (Mono) aldehydes
_ 339 mg/L 20.4 mg/L 11.2 mg/L
52 mg/L HIE FBE EREMHEIMELVI S R) O Benzodioxoles| XF¥I7E T BE (BB 72 Ha 125 18 FA £ EE 4} )
0.168 mg/L
Bi Baseline Toxicity
NFE 150.13 logP(KowWi 1.772 2 o 110 mg/L
»FE osPKouiin) . = T A (BEHEAYEL S5 R)
xt KB R (me/L) logBCFmaxtox  1.32E+0 %3
[FAE] 9612 %1 |UMO(eV) x4
ODDI 2.93E-1~2.92E-1 %5
Qc X6

97124



== |
g % EHE
# ﬂ::%"‘f%ﬁ % e — %7 X8 9
ERFMEE TIMES * ECOSAR* KATE *
CASES 70445-33-9 i) RS AW i)
basesurface narcotics Neutral Organics Qalcohols aliphatic
s b(ﬁﬁé%gl%%{l)_ 107 mg/L 238 mg/L
_ —A— =, S S 42 mg/L D ¥ E A EE (3 Neutral Organics
6—IFI—A4—FFHYTHY—1, 2—-OF—)L " . 128 mg/L
15
e
22
AR R R
o basesurface narcotics Neutral Organics alcohols aliphatic
144 mg/L 62.1 mg/L 92.3 mg/L
p—— XD; ¥ E A B GBI R #ERE 51 X4 B (REMERE D85 \ﬁ}
o EAIT 13 BEET
Bi O Neutral Organics
ATE 204.31 logP(KowWin) 2.217 %2 &= 35.3 mg/L
KA #E(me/L) logBCFmaxtox  1.65E+0 %3 i
[ AlfiE] 531.9 X1 |UMO(eV)  2.36E+0~2.93E+0 4
ODDI X5
Qc X6
CASES 105-87-3 R A A
Reactive unspecified Esters conjugated systems2
SIS T (EAEAE LD S %) O VinyV/Aly) Evtrs 0120 me/L
re = I = \ \ Vinyl/Allyl Est
BB S =L ﬁ, EHT— 1L = ’ ™ 0552 mg/L
s Baseline Toxicity
] 0965 me/L
&5 FIEFBE (EREMEAMELITR)
23 v
w20 AT A AT
Reactive unspecnfled QOEsters conjugated systemsZ
|| 2 mg/L 1.50 mg/L 1.75 mg/L
Py 14.1 mg/L HIEAH (1n$ET$7J‘15L"]7X) Vinyl/A{Isél7Este/rE XFHIEAREE (B e s E A EEE )
F Baseline. Tchgity
n
NFE 196.29 logP(KowWi 4.475 %2 X 0.688 mg/L
»FR osP(Konttin) . # T A (EEHEAYEL S5 R)
57K A R (me/L) logBCFmaxtox  3.33E+0 %3
[ RI1E] 1824 %1 |UMO(eV)  6.49E-1~1.07E+0 34
ODDI 5
Qc X6
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e 3] EitE
bl ERFMEE TIMES %7 ECOSAR %38 KATE %9
CASES 68912-13-0 i) RS AW i)
Reactive unspecified Esters conjugated systems2
y (AR {51 1.07mg/l)_ o ) 4.56 mg/L 1.96 mg/L
_ _AT— 11— 6.7 mg/L FIEREE(E MELVI SR Vinyl/Allyl Esters
3a,4,_5,6,7,7a hexahydro—4,7— methano—1H-indenyl & e 0.902 mg/L.
propionate s Baseline Toxicity
L _ _ 106 mg/L
w5 FIEARBE (EHEEAMELVISR)
0]
/[]\—_ A EARE ER ERARE
Reactive unspecified Esters conjugated systems2
AN © 808 mg/L 8.22 mg/L 4.23 mg/L
> 14 mg/L HIE T RE EREHEIMELNVISR) O Vinyl/AL|1|y|3Este/rs XFHIE A g (B8 A s s )
.73 mg/L
51 Baseline Toxicity
NFE 206.29 logP(KowWi 3.338 %2 e 6.84 mg/L
nTE e (Kowiin) : £ BT (EHMAMENSSR)
7K AR (me/L) logBCFmaxtox  2.49E+0 %3
[ RfE] 57.27 %1 LUMO(eV)  5.65E-1~1.12E+0 4
ODDI X5
Qc X6
CASES 2511-00-4 EAT B FGE] AR
esters OEsters esters aliphatic
211 mg/L 1.58 mg/L 1.39 mg/L|
) _ -l 2 T B (S . & D SeE =T g
Cyclohexaneacetic acid, .alpha.-methyl—, ethyl ester “ 8.6 mg/L 3D;¥ E A RE GE A EEFSY) ] Base\lln;;'zo;lgai XP, Xé;;ﬁiﬁﬁg%%(gﬁ%iﬂ%%%gg
"‘E FIEARBE EHEMEIMELVISR)
|
#%:
G/
N\ A AR T A
Reactive unspecified QOEsters esters aliphatic
_ 1.78 mg/L 2.64 mg/L 1.61 mg/L
1.1 mg/L I EAEE SEMHEIMELNVISR) Baseline Toxicity| Xf¥|EZE (MREHMERZHEOE L 1E
=2) _ _ 1.52 mg/L Ex=E5E)
i IR B (SR AEN ST R)
NTE 184.28 logP(KowWin) 4.043 %2 =
5H
57K A R (me/L) logBCFmaxtox  3.01E+0 %3
[ R11E] 1852 %1 | UMO(eV)  1.01E+0~1.29E+0 4
ODDI X5
Qc X6
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| E"i _E
” e - s . .
ERFMEE TIMES %7 ECOSAR %8 KATE %9
CASES 32210-23-4 i) RS AW FERATA
esters OEsters esters aliphatic
152 7 e AR oty P, NI R ogP BB
_ _= N S, 1 — _ 8.6 mg/L XD #IEAHE G Baseline Toxicity| P, 3f:¥I7E A &E(logP3 ,
d—tert—TFILIAANFH L —1—A)L=T 4 - = B ~1.09 mg/L E?{?Fﬁé*%ogﬁﬁ*ﬁﬁﬁﬁt)
k s ITET B (SHEMAYMEL S5 R)
e
b
26 0
IR BEAAE fEFRA AR
Reactive unspecified OEsters esters aliphatic
0.889 mg/L 1.64 mg/L 0.946 mg/L
5.3 mg/L HIEAHE EFEEAENNISR) BaseIiSe Tzoxici}cy XFHIEAHE (BB S E A )
772 mg/L
i $IE T (SHEEAEL 5 R)
NTE 198.31 logP(KowWin) 4423 X2 =
>4
KB fE(mg/L) logBCFmaxtox 3.3E+0 %3
[ RfE] 3552 %1 | UMO(eV)  1.19E+0~1.22E+0 X4
ODDI X5
Qc X6
CASES 125-12-2 o) ERFRH R ERFRHE
esters OEsters esters aliphatic
D1 7 e GRS  Toriety| P, HEHE TR P BRBEA
_ . S, e .o, 9.9 mg/L XD ¥ SHEE (3 Baseline Toxicity| P, Xf:¥ FEE(logP3 ,
1.7 7 RIAFIL—2=TRkRy e IR[2:2- T L B A o MR E S 1)
1INT3Y g T (IEAEMEAEN S R)
*H
&3%:
. >__
o/ fERT RS fERT fERT
Reactive unspecified QOEsters esters aliphatic
2.95 mg/L 3.68 mg/L 2.30 mg/L
10.5 mg/L | EEE SEHEMMELISR) Baseline Toxicity| Xf¥|IERZE (HREHMEAZEOHLE
=] _ 234 mg/L Ex=E5E)
i I RE (SR AEN T R)
NFE 196.29 logP(KowWin) 3.857 %2 %
KA (me/L) logBCFmaxtox  2.88E+0 %3 B
[ BIfE] 9.721 %1 |LUMO(eV)  1.18E+0~1.29E+0 4
ODDI 5
Qc X6
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== |
: EHE
" fesmeE 2 . | | |
ERFMEE TIMES %7 ECOSAR %8 KATE %9
CASES 55066—48-3 fERT FERATA AR
basesurface narcotics Neutral Organics Qalcohols aliphatic
7.06 mg/L 7.19 mg/L 18.2 mg/L|
— I~ Neutral Organics
3—methyl-5—phenylpentanol ﬁ =R F—4a7L 10.3 mg/L
e
28
e ) R R e )
basesurface narcotics Neutral Organics Qalcohols aliphatic
5.16 mg/L 4.67 mg/L 13.1 mg/L
13 mg/L XD;¥IE A HE (E FHEEE S ) Neutral Organics
H 472 mg/L
n
ATE 178.28 logP(KowWin) 3.457 %2 =
7K AR (me/L) logBCFmaxtox  2.58E+0 %3 i
[ AlfiE] 2026 X1 | UMO(eV)  391E-1~6.81E-1 X4
ODDI X5
Qc X6
CASEE 10339-55-6 s R T C] A
basesurface narcotics OVinyl/Allyl Alcohols conjugated systems2
. g(,@%%%ﬁ%{l)_ 1.71 mg/L 1.02 mg/L|
_ _ TN A 24 mg/L XD:HIEFEE (3 Baseline Toxicity
3, 7T—UAFIL/F—1,6—DIT—3—F—)L “ i 2 88 me/L
"‘E FIEFBE (EREMEAMELVITR)
72
&3%:
29
— OH
fERT RS fERT fERT
— basesurface narcotics OVinyl/Allyl Alcohols conjugated systems2
2.37 mg/L 0.278 mg/L 2.33 mg/L
23 mg/L XD ¥ E A sE GE A B ) Baseline Toxicity
H _ _1.94 mg/L
i HIE T (EREHEAMEN DS R)
NTE 168.28 logP(KowWin) 3.872 %2 =
78
57K A R (me/L) logBCFmaxtox  2.89E+0 %3
[ BIfE] 99.98 %1 | UMO(eV)  1.05E+0~1.33E+0 4
ODDI X5
Qc X6
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e 3] EitE
bl ERFMEE TIMES %7 ECOSAR %38 KATE %9
CASES 54830-99-8 AT AW AR
esters Esters conjugated systems2
o s 8.58 mg/L ] 6.91 mg/L 2.47 mg/L
4,7-Methano—1H-indenol, 3a4,5,6,7, 7a-hexahydro-, . e KD:HIEFAE GRARESN) SRR
acetate = Baseline Toxicity
L _ 210 mg/L
w5 FIEARBE (EHEEAMELVISR)
) AT AT fEFRH e )
Reactive unspecified Esters conjugated systems2
_ 161 mg/L 12.9 mg/L 514 mg/L
\\ 25 mg/L HIEAHE EFEEAENNISR) O Vinyl/Allyl Esters| Xf¥|EBE (FEHMERAEE DM E
0 5.82 mg/L EEED)
51 Baseline Toxicity
NF=E 192.26 logP(KowWi 2.977 % 7% 13.0 mg/L
nTE ogP(Konlin) - £ TR (EHMAMENSSR)
7K AR (me/L) logBCFmaxtox  2.22E+0 %3
[F11E] 137.4 %1 | UMO(eV) 493E-1~8.25E-1 X4
ODDI X5
Qc X6
CASES 7452-79—1 EAT B FGE] ERATE
esters OEsters esters aliphatic
22.0 mg/L 12.2 mg/L 15.4 mg/L
Ethyl 2-methylbutyrate > 100 mg/L D ¥ E A HE (E AR 5Y) Baselingz'li)oxici}ai XF#E T EE (B &5 &R )
.0 mg
f{% I EE (ISR AMEL Y S R)
|
#%:
w20 AT A AT
\ Reactive unspecified QOEsters esters aliphatic
o N 592 mg/L 24.7 mg/L 19.1 mg/L
o~ >=61.6 mg/L FIEFHE (RREMEIMELVISR) Baseline Tooxici/ty XFHI BT HE (BR 22 48 & FA R B 5 )
36.0 mg/L
i HIE T (B AIEL 5 R)
NFE 130.19 logP(KowWin) 2.264 %2 ;%
5H
57K A R (me/L) logBCFmaxtox  1.69E+0 %3
[ R11E] 1070 %1 LUMO(eV)  1.07E+0~127E+0 ¥4
ODDI X5
Qc X6
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=
: EHE
4 fbme 2 . | | |
ERFMEE TIMES X7 ECOSAR %8 KATE X9
CASEE 104-61-0 R L] A
Reactive unspecified OEsters esters aliphatic
s A (R A 1EH‘%mg/l)_ 18.9 mg/L 24.6 mg/L
Al FIEREE(E MELWIS R Baseline Toxicity
Nonan—4-olide “ =87 —4%0 : _ _ 110mg/L
’x"ﬁ FIEARBE (EHEEAMELVISR)
e
34
O
— &Ry AT EEH e
© Reactive unspecified OEsters esters aliphatic
109 mg/L 38.9 mg/L 30.9 mg/L
59.6 mg/L H|E FRE EEEHEHIMELVISR) Baseline Toxicity
3 _ . 627 mg/L
i FIETHE (SN HSR)
NTE 156.23 logP(KowWin) 2.076 %2 =
782
7K AR (me/L) logBCFmaxtox  1.55E+0 %3
[ RfE] 1201 %1 | UMO(eV)  1.16E+0~1.19E+0 4
ODDI X5
Qc X6
CASES 99-04-7 EAT AR EAF EAT
Reactive unspecified Baseline Toxicity (acid) acids
_ _ 7.42 mg/L _ 468 mg/L 105 mg/L|
b LA LB 82 me/L HETH ERIEASENSFR) [ NAHET R (ERIEAIELSFR)
4
5
&3%:
O
36
OH e AT R ERT
Reactive unspecified Baseline Toxicity (acid) acids
_ 827 mg/L _ 276 mg/L 51.2 mg/L
75 mg/L FIFERBE (EEMEMMENISR)|  XKNFIEREE EREMEMMELNISR)
5
ATE 136.15 logP(KowWin) 2.422 %2 &
78
xt KB R (me/L) logBCFmaxtox  1.81E+0 %3
[ AIfE] 822 %1 | UMO(eV) -4.3E-1~-4.28E-1 %4
ODDI X5
Qc X6
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ftemm ) B
bl ERFMEE TIMES %7 ECOSAR %8 KATE %9
CASES 74-85-1 AT R R
basesurface narcotics Neutral Organics hydrocabons aliphatic
105 mg/L 105 mg/L 58.9 mg/L
TFLY ) XD U5 T B (B PRGBS 3P T A (logP3 FRIBELSY)
@ FRTF—4%0 O Neutral Organics
ﬁ 110 mg/L]
e
Z
R fERA e )
basesurface narcotics Neutral Organics hydrocabons aliphatic
121 mg/L 55.8 mg/L 4.96 mg/L
) XD;¥IE A HE GE R E N ) XP;HIE T HE (logPyE FAEEEA4Y)
FAlT—2%L Neutral Organics
20.4 mg/L
NFE 28.05 logP(KowWin) 1.266 32
5K AR (me/L) logBCFmaxtox  9.44E-1 %3
[F11E] 3449 X1 | UMO(eV) 1.44E+0~1.44E+0 X4
ODDI X5
Qc X6
CASES 64-02-8 ERFT =R AR
Reactive unspecified OAliphatic Amines—acid Unclassified
_ 9780000 mg/L 3960000 mg/L _ 1980000 mg/L
FhSFRYHL=2 2" 2 2" —(TFLUT= 156 mg/L HE TR HE SEEEMNMBELNISR) Bas4el:i3r;e T70xici;ti HIFEFHE SEEEMMBELNVISR)
—_ = ’ ’ ’ 3let] mg
M) TRST7E2—F FIEFBE (EREMEAMELVITR)
&3%:
NaZHICE#L F 8 0
FIUME T |
A i
o
N
— i AT R AT
~ Reactive unspecified OAliphatic Amines—acid Unclassified
5.86e+7 mg/L 239000 mg/L 78700 mg/L
or 610 mg/L I EAEE SEMHEIMELNVISR) Baseline Toxicity A HE EEMEMELVISR)
OH o) 1:45e+7 mg/L
HIE B (EREEAMELVI S R)
NFE 292.25 logP(KowWin) -3.857 %2
st 7K B R (mg/L) logBCFmaxtox —2.88E+0 %3
[ BIfE] 228200 X1 LUMO(eV)  241E-1~7.14E-1 X4
ODDI X5
Qc X6
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" ftemm ) B
bl ERFMEE TIMES %7 ECOSAR %8 KATE %9
CASE= 137-32-6 3L A AT
basesurface narcotics Neutral Organics alcohols aliphatic
82 me/L 330 me/L | BB 8 *Jﬁﬁgéél%lqg{l)_
_ S, 4 o > 120 mg/L XFHIEAH & i
2 }?)Lj’;‘l/ 1 71— v & o Neutral Organics
= 349 mg/L
2 NPT R (264 46 B A R 51 )
e
41
AR R AR
basesurface narcotics Neutral Organics alcohols aliphatic
658 mg/L 178 mg/L 162 mg/L
> 173 mg/L XD;¥IE T 8E GE A #EER S ) XFFIE T BE (B8 & E AR S )
OH Neutral Organics
BrEIL 64.9 mg/L
PFE 88.15 logP(KowWin) 1.259 %2 &= KFHIEfE (B 18 EE R E S
%K B AR (me/L) logBCFmaxtox  9.39E-1 %3 i
[F 1] 32200 %1 LUMO(eV) 3.46E+0~356E+0 4
ODDI X5
Qc X6
CASEE 1071-93-8 ) ERFE R ERTRH
Reactive unspecified OHydrazines hydrazines or polyamines
ST (B A B LD 5 %) O Ames| 6P, HF IR (0P RUMATE
TN o3 =3 > 100 mg/L HIETREEE MELVIS R Amides| %P, XF:#|E T RE (logP R U EP 18 E
7/|:/E§/tl‘7/" & 74100 mg/L Jﬁﬁafﬁ%)
o] Baseline Toxicity
L] _ 1310000 mg/L
&5 FIEFEE (EREMEAMELVITR)
. \l/\HE
42
fERT RS fERT fERT
Reactive unspecified QOHydrazines hydrazines or polyamines(ClogP)
1750000 mg/L 845 mg/L 9.17 mg/L
ya . >=106 mg/L ¥ E T HE SEEEMMBELNVITR) Amides
NH2 - 622000 mg/L
Ei Baseline Toxicity
NFE 174.2 logP(KowWi -2.41 %2 % 494000 mg/L
- oePoultin) _ % BT A (RARMAEL S5 2)
517K B R (mg/L) logBCFmaxtox  —1.8E+0 %3
[Fil1E] 328700 %1 | UMO(eV)  7.51E-1~9.89E-1 4
ODDI X5
Qc X6
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" ftemm ) B
bl ERFMEE TIMES %7 ECOSAR %8 KATE %9
CASE= 1117-86-8 =R R o)
basesurface narcotics Neutral Organics Qalcohols aliphatic
527 mg/L 236 mg/L 497 mg/L
S, S Neutral Organics
AV —1, 2= )L “ ERF—5HL 261 mg/L
e
44
o e ) e ) fERA e )
basesurface narcotics Neutral Organics Qalcohols aliphatic
413 mg/L 130 mg/L 147 mg/L
176 mg/L Neutral Organics
oH @ 57.5 mg/L
NTE 146.23 logP(KowWin) 1.673 %2 f%
782
7K AR (me/L) logBCFmaxtox  1.25E+0 %3
[ RI1E] 2933 K1 LUMO(eV) ~ 3.17E+0~3.32E+0 %4
ODDI X5
Qc X6
CASES 126-92-1 SRR AR ERR
Reactive unspecified Baseline Toxicity acids
TR AU NS | NI TR B (A AUE N SR) | XA (B B RIS
. | == A< Al E S = ;‘. < E 3 = ;u P N ‘n»
2—IFNAXDIVEREEF ) L . AL AR 7 5 AERELREA SRR
-
&3%:
NaZHICE#L F 8
46 :'\
)5__,3!’
0
\§ L ERTH ERTH ERFE
Reactive unspecified Baseline Toxicity acids
3530 mg/L _ 2390 mg/L 224 mg/L
483 mg/L HIERRE EFEEANMBENITR) | XNFIETRRE(SEEMELISR) | XFFIEREE (FH1EEE A& )
&
DFE 210.29 logP(KowWin) 0.384 %2 E’é
78
xt KB R (me/L) logBCFmaxtox  2.86E-1 %3
[Fil1E] 18200 %1 | UMO(eV) -6.42E-1~-5.26E-1 ¥4
ODDI X5
Qc X6
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=
: EHE
4 fbme 2 . | | |
ERFMEE TIMES X7 ECOSAR %8 KATE X9
CASES 112-75-4 A LG AT AT
narcotic amines Aliphatic Amines secondary or tertiary amines
0.135 mg/L T J()E%058§%Irzn|g/1~L " . (%04()%@?%%L
_ SRS H, 1 — =- 0.35 mg/L XP;HIE A RE (logPE 5}) P TE A BE (logP3E FAEGEE 41)
N, N=DAFITRSTHY—1—AILT7ZY & T Eresie oty -
o _ 0.0210 mg/L
] HIE TR ((SREMAELN IS R)
e
%
47
\(x R AT R AT
N Reactive unspecified Aliphatic Amines secondary or tertiary amines
_ 0.0549 mg/L 0.0110 mg/L 21.3 mg/L
0.51 mg/L HIEAHE EFEEAENNISR) XP;HITETHE (logP#E FAEEEASY) | %P, XF#IE A BE (logP R U SR 1EE
Baseline Toxicity 3 FE &5 B %)
i _ 0.0180 mg/L
SFE 241.46 logP(KowWin) 6.423 %2 &= HIETHE (SHEAMELI S R)
7K AR (me/L) logBCFmaxtox  4.49E+0 %3 i
[F 1] 0.8787 %1 |LUMO(eV) X4
ODDI X5
Qc X6
[B3EELES: 104 CASES 1678-91-7 fedz) 3] =T 3z
basesurface narcotics Neutral Organics Ohydrocabons aliphatic
1.73 mg/L 1.24 mg/L 1.77 mg/L|
s N 0.75 mg/L Neutral Organics
IFLeoantyy " 190 L
5
&3%:
49
fERT RS fERT fERT
basesurface narcotics Neutral Organics Ohydrocabons aliphatic
0.642 mg/L 0.852 mg/L 0.778 mg/L
0.67 mg/L XD;¥|E A g (B A E 5 ) Neutral Organics
1.15 mg/L
&
NFE 112.22 logP(KowWin) 4.084 %2 &
78
57K A R (me/L) logBCFmaxtox  3.05E+0 %3
[ BIfE] 3.962 X1 | UMO(eV)  358E+0~3.64E+0 X4
ODDI X5
Qc X6
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= Iy
: EHE
feeeime 2 . | | |
ERFMEE TIMES %7 ECOSAR %8 KATE %9
CASES 52292-17-8 4] AT AT
basesurface narcotics Neutral Organics alcohols aliphatic
0.412 mg/L " 0.00400 mg/L . (%0148 mg/L
. NP < g X P = <A -
Poly(oxy~1,2ethanediyl), :alpha.~ EHF 4L P4 T (IogP TR ATERA) KPHTETHE (o BRI
isooctadecyl-.omega.—hydroxy— f‘ 0.00971 mg/L
2 P T T BE (logPiE FAEER A1)
e
n=1&LTFHA 3 ~
R AT R AT
basesurface narcotics Neutral Organics alcohols aliphatic
0.109 mg/L 0.00400 mg/L 0.0742 mg/L
1.9 mg/L XD;¥IE A HE GE R E N ) XP;HITEFHE (logPE FRZEEASN) | XP, 3F 3| E T RE(logPE FASEEH 41 Fx
BERZF OB EEZSD)
Neutral Organics
NFE 314.56 logP(KowWin) 7.369 %2 0.0224 mg/L
KPP NHE (logPi
7K AR (me/L) logBCFmaxtox ~ 4.31E+0 %3 vt ARl )
[F11E] 0.01664 X1 | UMO(eV)  2.64E+0~2.81E+0 4
ODDI
Qc
BIEEF=LXIA2EELES CASES 2579-20-6 AT fEFR AT
947 narcotic amines OAliphatic Amines primary amines aliphatic
148 mg/L ] 112 mg/L 151 mg/L|
SHOAFHY—1, —TALERAFLTEY) . A
FIEFBE (EFEMEAMELVITR)
#%:
% Hhi2
i) RS R i)
Reactive unspecified OAliphatic Amines primary amines aliphatic
1520 mg/L 12.0 mg/L 15.5 mg/L
NHS 65.4 mg/L H|EEE UEEHEINELNVITR) Baseline Toxicity
418 mg/L
HIE B (EREEAMELVI S R)
NFE 142.25 logP(KowWin) 1.069 32
xt KB R (me/L) logBCFmaxtox  7.97E-1 %3
[Fil1E] 102000 %1 LUMO(eV)
ODDI
Qc
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= Iy
: EHE
" fesnE g \ | | |
EHSEE TIMES X7 ECOSAR X8 KATE %9
CASES 84-74-2 AT EAT s wEAT
esters OEsters esters aromatic
0.596 mg/L ] 1.1 mg/L 1.72 mg/L
:/79‘/_1 —’f)szlﬂa_l‘ & 0.48 mg/L Basellnf-&oxcg;?i
";:‘E FIEARBE (EFEEAMELVISR)
e
52
e SRR EEH e
Reactive unspecified OEsters esters aromatic
0.492 mg/L 1.75 mg/L 557 mg/L
2.99 mg/L H|E FRE EEEHEHIMELVISR) Baseline Toxicity
@ _ 0.748 mg/L
i $IE T (SHEEAEL 5 R)
NTE 278.35 logP(KowWin) 461 %2 =
782
*t KA R (me/L) logBCFmaxtox  3.43E+0 %3
[F11E] 2351 %1 LUMO(eV) -8.35E-1~-6.2E-1 ¥4
ODDI X5
Qc X6
CASE= 107-31-3 AT R ERAFRT
esters OEsters esters aliphatic
394 mg/L 149 mg/L 308 mg/L
PEEAFIL N D; ¥ E A HE (E AR 5}) Baseline Toxicity | 3¢P, 3F;¥|E T gE (IogP&U%ﬂﬁ*ﬁiﬁ'
& ERIT—47L _ 4420 mg/L AR EE )
"‘E FIEFEE (EFEMEAMELITR)
72
&3%:
54 /
O
~ AT ERTT R wRTT
/ Reactive unspecified QOEsters esters aliphatic
5280 mg/L 392 mg/L 421 mg/L
> 500 mg/L HE T HE SEEMEMMBELVITR) Baseline Toxicity| P, 3F;#IE T &E (logP R U B HE1E
(@] = B 2050 mg/L & R ERE 4))
i IR (BREMAYELN T R)
NTE 60.05 logP(KowWin) -0.174 %2 =
78
xt KB R (me/L) logBCFmaxtox  —1.3E-1 %3
[ RI1E] 129300 X1 | UMO(eV)  1.08E+0~1.09E+0 4
ODDI X5
Qc X6
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" ftemm ) B
bl ERFMEE TIMES %7 ECOSAR %8 KATE %9
CASES 627-83-8 L) AT SRR SRR
esters Esters esters aliphatic
o " ]86000 mg/L o e i 4;51e—7 mg/L o s i 3:%39—8 mg/L
ITFLUAYA— LS RFTS—h . > 0.3 mg/L XD FE A aE GE A #R R 51 XP;*'JEZ:Eb(gJEEeﬁFf%l?C’}B P3| E NRE (logP 8 FAEEH 41)
o _ 1.02e-10 mg/L
H HIE TR ((SREMAELN IS R)
e
- 3/
g
AT R AT
Reactive unspecified Esters esters aliphatic
_ 1.49e+7 mg/L 2.07e-7 mg/L 2.48e-8 mg/L
. HIFEFRE EREHEIMELNVISR) XP;HI| E T HE (logP5E FAEEEH 4}) XP;HI E T HE (logP5E FAEEEH 4})
FAlT—2%L Baseline Toxicity
Brau 2.13e-10 mg/L
SFE 595.01 logP(KowWin) 16.12 %2 &= HIETHE (SHEAMELISR)
7K AR (me/L) logBCFmaxtox  —2.1E+0 %3 =~
[ #I&] 000000000002967 %1 | UMO(eV)  8.39E-1~1.09E+0 34
ODDI X5
Qc X6
CASES 7695-91-2 EFR SERFHE ERAFRT ERTE
esters Esters esters aromatic
314 mg/L 0.0000648 mg/L 0.000350 mg/L|
(2R)—2, 5, 7. 8—FhrS5AFJ)L—2—[(4R, 8R) > 11 mg/L D; ¥ E A HE (E AR 5}) XP;HE T HE (logPBE FREEESN) | P, XFHIEAEE (logP B U ER 2 1S
—4,8, 12— AFLR)THY—1—4L19E3Y | & Sl Vot ERBES)
—6—AIIL=F 42—t * HIE TR ((SREMAELN IS R)
&3%:
59
A AT ERFE wERFE
Reactive unspecnﬁed Esters esters aromatic
» 0 mg/L 0.0000449 mg/L 0.00293 mg/L
j\ > 20.6 mg/L #HETE‘E(1=$ET$75‘1P_€L\’J7X) XP;HITETHE (logPE FAEEESY) | %P, XF¥#IE A BE (logP R USRS 1EE
= Baseline Toxicity 3 A # B A1)
Ei 3.50e-7 mg/L
NFE 472.76 logP(KowWin) 12.256 %2 & HIE A HE SHMEAMEL YT R)
78
stk AR (mg/L) logBCFmaxtox  7.79E-1 %3
[F:AIfE]  0.00000003653 %1 |UMO(eV) 49E-2~367E-1 X4
ODDI X5
Qc X6
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" e ) EitiE
bl ERFMEE TIMES %7 ECOSAR %8 KATE %9
CASES 6413-10-1 R AT AT R
esters OEsters esters aliphatic
s b(ﬁﬁég@glﬁ%{g_ 59.7 mg/L 91.3 mg/L
— L —o — TR 33 Nj=s, o > 100 mg/L XD #IE A HE G Baseline Toxicit:
IF—)L—2—FF—)L—1, 3—SFFYUFL—2 . me e | ey
7Tk 2 7 (SRR AUEL Y5 R)
e
o]
60 \
\__.——-O
© e ) R fERA e )
\> Reactive unspecified OEsters esters aliphatic
633 mg/L 134 mg/L 118 mg/L
° >=99 mg/L | EAEE SEEHEMMELISR) Baseline Toxicity
3 _ . 324 mg/L
in R EE ((EEMEAEL S R)
NTE 1742 logP(KowWin) 1.3 %2 =
782
5K AR (me/L) logBCFmaxtox 9.7E-1 %3
[ RfE] 4555 %1 |UMO(eV)  1.06E+0~1.21E+0 4
ODDI X5
Qc X6
CASES 141-53-7 FLLE AR ERART ERART
aldehydes Baseline Toxicity acids
53.7 mg/L _ _ 6130 mg/L 4‘:470 mg/L|
FEF UYL > 1000 mg/L XDFIERRE CEREESN) | XNFEREE(SHEEAMENISR) [ XP, XFHIETREE (oeP R VBN 1EIE
£ T FRE RS}
5
&3%:
NaZHTE#L B ) H
—
62 %
O R AR ERAFA GERAFA
Reactive unspecified Baseline Toxicity acids
7370 mg/L _ 2770 mg/L 75.6 mg/L
> 1000 mg/L HEFREBREMEAMELISR) | XNHIERRE USBREAMELISR) [ XP, XFHIETEE (logP R UL S RIS
=2 i R E B}
NFE 46.03 logP(KowWin) -0.461 32 z%
5t AKGERE(me/L) logBCFmaxtox —3.44E-1 %3 a
[Fil1E] 955200 X1 LUMO(eV) X4
ODDI 2.99E-1~2.99E-1 %5
Qc X6
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e ) EitiE
b ERFMEE TIMES %7 ECOSAR %8 KATE %9
CASES 122-40-7 i) i) AW FERATA
aldehydes QOVinyl/Allyl Aldehydes aldehydes
0.835 mg/L 0.176 mg/L - *;@O}Eﬂ?%glrﬁlng{l)_
= = 0.91 mg/L Baseline Toxicity| 3F:¥IETH =3 )
TIWTARTILTER & _ 134 mg/L SR
**E FIEARBE (EHEEAMELVISR)
e
A\
e ) R fERA ERAT
Reactive unspecified OVinyl/Allyl Aldehydes aldehydes
0.693 mg/L 1.46 mg/L 0.633 mg/L
Q 0.28 mg/L FIEAEE EFEHEAMELVITR) Baseline Toxicity| %P, 3F:¥|%E T8 (logP R U SR 18 E
H _ .0.946 mg/L & FRE B}
i HIETHE (SEMAIELNDSR)
NTE 202.3 logP(KowWin) 4.33 %2 =
782
7K AR (me/L) logBCFmaxtox  3.23E+0 %3
[F 1] 8.545 X1 | UMO(eV) X4
ODDI 2.8E-1~297E-1 X5
Qc X6
CASES 65405-77-8 cdz:o) AT 40 4]
phenols and anilines Esters amines aromatic or phenols4
S E(ﬁoég%"glﬁlqu{l)_ (8343 mg/L 0.380 mg/L
_ - _ 3.8 mg/L D; ¥ 5E ASHE (3 Phenols
F—A"FEZIUHUFL—F “ 0264 me/L
o Baseline Toxicity
] 0505 mg/L
&5 FIEFEE (EREMEAMELVITR)
-:\H\ 0H
8]
LG AT LG BT
3/ phenols and anilines Esters amines aromatic or phenols4
0.787 mg/L 0.985 mg/L 0.495 mg/L
2.7 mg/L XD ¥ E A8k GE AR E ) O Phenols| XF¥IEAAE (B 8155 FHEEE )
0.282 mg/L
Si Baseline Toxicity
NFE 220.27 logP(KowWi 4.844 %2 X 0.373 mg/L
nFE osP(Konttin) : # I AL (EEMAEL D5 R)
57K A R (me/L) logBCFmaxtox 3.6E+0 %3
[ AIfE] 9.518 X1 |UMO(eV) -5.08E-1~-347E-1 X4
ODDI X5
Qc X6
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==
: EHE
" fesnE g \ | | |
EREMHE TIMES %7 ECOSAR X8 KATE %9
CASES 106-23-0 fE " =R i)
aldehydes OAldehydes (Mono) aldehydes
2.51 mg/L 1.39 mg/L e ([}"E’”{’E}Eﬁéﬁj Giur%%
S =__ Baseline Toxicity| >¢f¥IEBE (& EDE
YrRAZ— ﬁ, w7 — 5L s mgL R~ iy
ﬁ FIE B EFEEAMELVI S R)
e
66 0===
e ) R fEFRH fERA T
Hé( Reactive unspecified OAldehydes (Mono) aldehydes
_ 433 mg/L 1.05 mg/L 1.30 mg/L
8.7 mg/L HIE T RE EREHEIMELNVISR) Baseline Toxicity| P, 3fH|E A RE(logPE FASEEH 4} fx
- S SO me/L BHERE R OB MBES D)
an, IR (EEMEMMELVYTR)
NTE 154.25 logP(KowWin) 3.531 %2 =
>4
*t KA R (me/L) logBCFmaxtox  2.63E+0 %3
[F 1] 38.94 %1 | UMO(eV) X4
ODDI 2.69E-1~2.77E-1 X5
Qc X6
CASES 3681-71-8 AT FERATT ERAT R
esters OEsters esters aliphatic
e E(ﬁ%%gﬁ%{% 8.33 mg/L 9.76 mg/L
- 13 mg/L XD; ¥ 5E ASHE (3 Baseline Toxicity
{31 N | " _ 328mg/L
;‘E‘ FIEARBE EFEMEIMELVISR)
|
&3%:
67 //
/ i) RS R i)
o Reactive unspecified QOEsters esters aliphatic
_ 847 mg/L 16.2 mg/L 12.0 mg/L
\: 31 mg/L I EAEE SEMHEIMELNVISR) Baseline Toxicity| Xf¥IEBE (REBMEAZH OB
3 m _ 197 mg/L BEEED)
by HIFE TR (BARHEAYEL D5 R)
NTE 1422 logP(KowWin) 2614 %2 =
5H
517K B R (mg/L) logBCFmaxtox  1.95E+0 %3
[ RfE] 480.5 %1 | UMO(eV)  857E-1~1.17E+0 X4
ODDI 5
Qc X6
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= Iy
: EHE
4 fbme 2 . | | |
EHEEE TIMES X7 ECOSAR %8 KATE X9
CASES 110-44-1 A R AT AT
Reactive unspecified Baseline Toxicity (acid) acids acrylic
_ _ 871 mg/L _ 2020 mg/L 64.1 mg/L
JILE B 75 mg/L HIEAREE EFEEAMBENITR) | XHNFIEFEE EREMEAMELVITR) 3P;H1 7 A BE (logP 3 FA £ B 4})
£
e
68 /,//
= A AT fERRE ERR
/ Reactive unspecified Baseline Toxicity (acid) acids acrylic
oH 5 128 mg/L _ 1110 mg/L 51.2 mg/L
\\ 70 mg/L HIEAHE EFEEAENNISR) XNHIEAHE (FFEHEMENNITR) XP;#I E T HE (logP5E FAEEEH 4})
)
5
NTE 112.13 logP(KowWin) 1.621 %2 225
782
7K AR (me/L) logBCFmaxtox ~ 1.21E+0 %3
[FAlfE] 19440 1 | UMO(eV) -7.13E-1~151E-1 X4
ODDI X5
Qc X6
CASES 103-82-2 ERFE ERTHE £/
Reactive unspecified Baseline Toxicity (acid) acids
R BRI Y TR) | SN RE (BRI AR TR) 208 me/t
- HETR (SEMAMELISR) [ SXNHIER A (SR AYEL DS
7= )UEFEL 2 EHTF 5L
5
&3%:
0]
\\ OoH
69
fERT RS AT fERT
Reactive unspecified Baseline Toxicity (acid) acids
_ 789 mg/L _ 1960 mg/L 85.1 mg/L
140 mg/L FIFERBE (EEEMEMMENISR)|  XNFIEREE FREMEMMENISR)
&
DFE 136.15 logP(KowWin) 1.428 %2 z’é
78
st 7K B R (mg/L) logBCFmaxtox  1.07E+0 %3
[ A8 13480 X1 | UMO(eV) ~ 1.53E-1~2.54E-1 4
ODDI X5
Qc X6
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= Iy
: EHE
4 fbme 2 . | | |
ERFMEE TIMES %7 ECOSAR %8 KATE %9
CASES 28348-53-0 i) RS FERATA FERATA
Reactive unspecified Baseline Toxicity (acid) acids
BT (RIS | SN (BRI MBS D) | XP, XFHIETAE (oP RUBATE
N o S, A5 _ > 1000 mg/L FER = MEWLWDI SR HKEN;F NEE(fE MELWISR) | XP, 3XF;# logP B
FR)D L=4YTAENLRIED X )LRF—k " . SEREE)
e
NaZHIZE#L, 4—(1—4
Y7aE L) RUEU R LR
70| F—kELTFA
Q
g/ A AR AT AR
//HOH Reactive unspecified Baseline Toxicity (acid) acids
0 _ 3880 mg/L _ 27300 mg/L 224 mg/L
> 1000 mg/L FIERRE(EREMEIMELNITR) | XNFIEREE(FEMEIMENITR) | XFEFIETRE (B2 8 & #E A EN)
5
NTE 200.25 logP(KowWin) 0.291 %2 225
782
5K AR (me/L) logBCFmaxtox  2.17E-1 %3
[FAlfE] 24620 31 | UMO(eV) -8.58E-1~-7.98E-1 4
ODDI X5
Qc X6
CASES 91125-43-8 AT R AT
Reactive unspecified OEsters—acid acids
15 B CRAHEACE LAY D) Baseline Toxery|  CF IR AE (815 MBI
— AR — FIERBE (S MELNDS aseline Toxicity [ XF#IEFEE (& &3 i
FRIDL=F/ANFFXI)RVEDRLRF— “ S F—atL ] \. Sty HiEE
"‘E FIETRBE EFEHEIMELNVISR)
3H
&3%:
NaZHIZE#EL. 4-(VF /4
LAFIIRVEDR IV
71| BRELTFA
I fERT RS R RS
' Reactive unspecified QEsters—acid acids
o Q 179 mg/L 1060 mg/L 157 mg/L
3 > 1000 mg/L P TBE (ERMEAELN ST R) Baseline Toxicity|  (F HITEHE (A0 it i)
o’ 190 mg/L
i IE T (B AIEL DS R)
NTE 314.4 logP(KowWin) 1.87 %2 =
78
*fIK AR (mg/L) logBCFmaxtox 1.4E+0 %3
[FAlfE] 2559 %1 LUMO(eV) -1.31E+0~-9.37E-1 X4
ODDI 5
Qc X6
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ftemm ) B
bl ERFMEE TIMES %7 ECOSAR %8 KATE %9
CASEE 97-59-6 L) AT =R SRR
basesurface narcotics Substituted Ureas amides or imides
_—cr RO
_ S N > 5000 mg/L XD SHE (3 Carbonyl U SP;#|E ANHE (logPil (i}
5—JLAREA VMY me . #4200 ma/L e
Baseline Toxicity
_ 5350000 mg/L
EE. I TAE (SR AEL S5 R)
o\\//NHz
o N
e ) R fERA ERAT
R — basesurface narcotics Substituted Ureas amides or imides
5930000 mg/L 1640000 mg/L 482000 mg/L
N > 100 mg/L XD;¥IE A HE GE RN ) QO Carbonyl Ureas| 3P, F; #'JiET’ﬁE(IogPZ’LU“B NiEE
748000 mg/L FA#EE Y
Baseline Toxicity
DFE 158.12 logP(KowWi -3.139 X2 1890000 mg/L
nTE ogP(Kontin) . I T EE (SR AEL D5 R)
7K AR (me/L) logBCFmaxtox —2.34E+0 %3
[F 1] 1000000 1 | UMO(eV) -2.29E-1~102E-1 X4
ODDI X5
Qc X6
CASES 72-17-3 AT ERAFE =R
Reactive unspecified Baseline Toxicity (acid) conjugated systems1
R BRI AR I R) | SN RE (BRI AR Y T%) 1T/t
— o FROX: )7 — HET B (SR AEL DS XNHIE TR (SHEHEAMEL S
Fh)Y L=2—EFOXITO/NR/T—F =T —2%L
#%:
NaZHIZE L P8l 7
i) RS R i)
OH Reactive unspecified Baseline Toxm|ty (acid) conjugated systems1
20500 mg/L 78800 mg/L
I~ > 10000 mg/L HIEREE EFEEMNMBENITR) | XNFIETRRE (SEEMELYSR) BE (FF E’W’Fﬁﬁ”é?—*r’f‘fi Vfﬁ;
BEET
NFE 90.08 logP(KowWin) -0.649 2
stK AR (mg/L) logBCFmaxtox —4.84E-1 %3
[FBIHiE] 1000000 %1 | UMO(eV) 791E-1~8.23E-1 X4
ODDI X5
Qc X6
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ARTEICEHIIBAENER 2. BESEME

ftemm ) B
b EHEEE TIMES X7 ECOSAR %8 KATE X9
IBiEE S/ (2IA25ELES CASES 108-42-9 A A LU L LLE
405 IE3%:18 phenols and anilines OAnilines (Unhindered) amines aromatic or phenols3
47.5 mg/L 28.5 mg/L 7.55 mg/L
m—2087=1)> . 8.79 mg/L Baselin?él;oxmicg;i/ti
’x"ﬁ FIEFEE EREMEAMELVITR)
#5:
FIUE c!
e SRR EEH e
NH2 phenols and anilines OAnilines (Unhindered) amines aromatic or phenols3
20.9 mg/L 0.918 mg/L 1.14 mg/L
0.493 mg/L XD:HIEAEE GE AR Baseline Toxicity
@ _ 103 mg/L
i $IE T (SHEHEAEL D5 R)
NTE 12757 logP(KowWin) 1.72 %2 =
782
7K AR (me/L) logBCFmaxtox  1.28E+0 %3
[ AlfiE] 2331 %1 | UMO(eV)  2.64E-1~264E-1 X4
ODDI X5
Qc X6
CASES 107-46-0 4] ERFE AT AT
Reactive unspecified Neutral Organics Unclassified
_ 0.832 mg/L 0.161 mg/L _ 0.167 mg/L,
N AT LSS OE G 0.46 mg/L $ET B (BRBHEAYELNSTR) SKPAITE T BE (1ogPSB R RCESY) HIET B (EBIEAEL ST R)
£
e
S m— ) /
o A AR @ RFE AR
\ Reactive unspecified Neutral Organics Unclassified
/ 0.365 mg/L 0.124 mg/L _ 0.178 mg/L
> 11 mg/L HIFEAHE EFEHEAENNISR) XP;#I| E T HE (logP5E FAEEEH 4}) FIEFEE SREMEAMELNVISR)
5
NFE 162.38 logP(KowWin) 5.248 %2 &=
782
7K AR (me/L) logBCFmaxtox  3.54E+0 %3
[ RfE] 0.9168 1 | UMO(eV) 1.3E+0~1.3E+0 X4
ODDI X5
Qc X6
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ftemm ) B
bl ERFMEE TIMES %7 ECOSAR %8 KATE %9
CASES 61791-26-2 R R R R
narcotic amines Aliphatic Amines secondary or tertiary amines
0.216 mg/L o " 9.0230 mg/L o s i 9.0152 mg/L
Amines, tallow alkyl, ethoxylated a 1.0 mg/L XP;#IJE$HE(§§EeﬁT%I§£B P3| FE A 8E (logPiE FAEEEH 4})
o _ 0.00500 mg/L
H HIETRE ((SREMAELN IS R)
e
%
C=18,. n=1&LTFA
R AT R AT
Reactive unspecified Aliphatic Amines secondary or tertiary amines
. _ 0.0920 mg/L 0.00500 mg/L 21.8 mg/L
~ 2.35 mg/L HIEFRE EREHEIMELVISR) XP;HITEFHE (logPE FRZEEASN) | XP, 3F 3| E T RE(logPE FASEEH 41 FF
o Baseline Toxicity FEREF OB IEEESD)
i 000500 me/L
SFE 313.57 logP(KowWin) 7.202 %2 &= HIETHE (SHEMMELV IS R)
7K AR (me/L) logBCFmaxtox  4.39E+0 %3 =
[ HIfE] 0.07357 1 |UMO(eV) x4
ODDI X5
Qc X6
CASES 556-67-2 FLE AT Prrpe —
Reactive unspecified Neutral Organics Unclassified
_ 0.936 mg/L 0.0120 mg/L _ 0.0214 mg/L
REIRY f
5
&3%:
\ 0—\8./
TN
/Sl
J, 5|/ A L AR A
\ ] / \ Reactive unspecified Neutral Organics Unclassified
s U 0.361 mg/L 0.0110 mg/L 0.0399 mg/L
\ > 0.015 mg/L HIEAHE EFEHEAENNITR) XP;# TE 8t (logPiE F 5 5 %) FIEFHE EREMEAMELNVITR)
&
NFE 296.62 logP(KowWin) 6.788 2 &
78
st 7K B R (mg/L) logBCFmaxtox  3.78E+0 %3
[ AIE) 0.06124 %1 | UMO(eV)  1.54E+0~1.54E+0 4
ODDI X5
Qc X6
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e ) EitiE
b EHEEE TIMES X7 ECOSAR %8 KATE X9
|H3EE:232 CASE= fERT AT FERATA FERATA
Reactive unspecified Baseline Toxicity Unclassified
BT (R D92 SPHETHE (0P BBREID| MR CEREAE %)
~ > — N - YYD 1.2 mg/L ”IE ‘ﬁ & 3 g5 = ~EE (logl 3 3 N = 3t g5
JTLVERG Y IANI UL =IAIYT . i SNHIE T BE (R AL 5 %) :
e
-
AR AT AR
“\Ec Reactive unspecified Baseline Toxicity Unclassified
0.0772 mg/L 0.0360 mg/L _ 0.0883 mg/L
- PIEREE (EEMAENSSR) | XPHIETREE (oePl FHEES) 5 T (SHEMEAEL Y5 R)
| ERT -2 XNHIE A EE (EREEAELNVITR)
NTE 262.35 logP(KowWin) 6.115 %2 f%
782
7K AR (me/L) logBCFmaxtox  3.78E+0 %3
[F 1] 0.1211 %1 LUMO(eV) 6.03E—1 X4
ODDI 0.E+0 %5
Qc 0.E+0 X6
IBfEEELXIH2EELES  CASES 101-83-7 L AT R AR
1084 |H3E%:275 narcotic amines OAliphatic Amines secondary or tertiary amines
1.26 mg/L 0.971 mg/L . " ﬁﬁggé)%l;n*gél__
3 > == 12 mg/L Baseline Toxicity| P, 3f:35E A 8E(logP3 R
N, N=2ZIRAFDILTIY “ e 2 mel BHERE R OB A BEEEL)
¢E HIERBE EFEHEIMELNISR)
&3%:
%
w20 AT e AT
Reactive unspecified OAliphatic Amines secondary or tertiary amines
_ 1.49 mg/L 0.152 mg/L 30.0 mg/L
8 mg/L ¥ E T HE (SEEEMMBELNVITR) Baseline Toxicity| P, 3f.¥I| 7 A~ 8E(logPE FA 25 B 4} Fk
EFI _ .0.788 mg/L BAEREROBMABEEZSD)
i IR AL (EREHEAYEL DS R)
NTE 181.32 logP(KowWin) 4.367 %2 =
78
57K A R (me/L) logBCFmaxtox  3.25E+0 %3
[Fil1E] 103.1 X1 LUMO(eV) x4
ODDI X5
Qc X6
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=
: HEE
fesmeE 2 . | | |
EHSEE TIMES X7 ECOSAR X8 KATE %9
CASES 142-92-7 i) i) AW i)
esters OEsters esters aliphatic
10.6 mg/L 6.33 mg/L 7.09 mg/L
N 4 mg/L Baseline Toxicity
EFBEANF L "  214mg/lL
’%‘E FIEARBE (EHEEAMELVI S R)
e
R fERA e )
P Reactive unspecified OEsters esters aliphatic
_ 19.6 mg/L 12.0 mg/L 8.63 mg/L
\ . HE FHE (SEEEIMBELVITR) Baseline Toxicity
| RRT—5%L _ 131 mg/L
in I EE (ISR AEN Y S R)
ATE 144.22 logP(KowWin) 2.829 %2 =
KB R (mg/L) logBCFmaxtox  2.11E+0 %3 )
[ AlfiE] 308.7 %1 | UMO(eV)  1.11E+0~1.17E+0 ¥4
ODDI X5
Qc X6
|[H3EE:213 CASE = AT FERATT ERAT R
basesurface narcotics Neutral Organics Ohydrocabons aliphatic
S g(ﬁ%%’%ﬁ%{% 2.99 mg/L 3.63 mg/L
s R 2.1 mg/L XD:HIEAEE (3 Neutral Organics
AF LI HANESY . | Organios
5
&3%:
fERT RS fERT fERT
basesurface narcotics Neutral Organics Ohydrocabons aliphatic
5.13 mg/L 1.97 mg/L 1.20 mg/L
0.33 mg/L XD ¥ E A sE GE A B ) Neutral Organics
212 mg/L
5
NFE 98.19 logP(KowWin) 3.593 2 &
78
7K A R (mg/L) logBCFmaxtox  1.98E+0 %3
[F1fE] 28.4 %1 |UMO(eV) 3G61E+0 X4
ODDI 0.E+0 X5
Qc 0E+0 %6
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=
: EHE
fbme 2 . | | |
EHEEE TIMES X7 ECOSAR %8 KATE X9
|H3EE:268 CASES fERT ERFE FERFE
basesurface narcotics Neutral Organics hydrocabons aliphatic
0.144 mg/L 0.0290 mg/L 0.0804 mg/L
KFEh—1—T> R KPHIETEE (logPiE FAEEES1) KP;HITE A EE (logPiE FAEEEA 51
@ FRTF—4%0 Neutral Organics
o 0.0600 mg/L
2 SKPHITE T 8E (logPi FAREEAS1)
e
AT R AT
basesurface narcotics Neutral Organics hydrocabons aliphatic
0.0609 mg/L 0.0240 mg/L 0.115 mg/L
é/ . XD;¥IE A HE GE R E N ) P HIE A BE (logPiE FAZEEH 4}) XP;HI E T HE (logP5E FAEEEH 4})
@ FAlT—2%L Neutral Organics
an, . 9.0820 mg/L
PTE 168.33 logP(KowWin) 6.098 2 = P 7E A HE (logP3E FZEER 5})
782
7K AR (me/L) logBCFmaxtox  3.78E+0 %3
[FAlfiE] 0.1127 1 LUMO(eV) 1.37E+0 X4
ODDI 0.E+0 %5
Qc 0E+0 %6
BHRATREE3-1397 CASES 65-85-0 =R ERTE AT /T
Reactive unspecified Baseline Toxicity (acid) acids
_ _ 628 mg/L _ 1300 mg/L 237 mg/L
REER 44.6mg/L HIEAEE EFEHEAMELVITR) XNHIEARE (SFEMEAMELVITR)
4
5
%%
OH
/ R AR AR R
Reactive unspecified Baseline Toxicity (acid) acids
0 _ 836 mg/L _ 730 mg/L 60.8 mg/L
> 100mg/L FIFERBE (EEMEMMENISR)|  XKNFIEREE EREMEMMELNISR)
&
NTE 122.12 logP(KowWin) 1.874 %2 &
78
57K A R (me/L) logBCFmaxtox 1.4E+0 %3
(% RfE] 2493 %1 | UMO(eV) -5.66E-1~-3.01E-1 %4
ODDI X5
Qc X6

337124



=
" e ) EitiE
bl EREMHE TIMES %7 ECOSAR X8 KATE %9
CASES 123-72-8 ) ) fERT )
aldehydes OAldehydes (Mono) aldehydes
22.1 mg/L 17.2 mg/L 16.0 mg/L
- N 13.4 mg/L Baseline Toxicity
n—JFILTILTER “ ) 685 me/L.
’%‘E FIEFEE (EREMEAMELVITR)
e
\\\ ERRT e T
O Reactive unspecified OAldehydes (Mono) aldehydes
_ 707 mg/L 50.0 mg/L 17.5 mg/L
. HIEAHE EFEEAENNISR) Baseline Toxicity
i FHTEL 152 e (EAHEAME LAY S50
" HIEFBE (BRBMELELNISR
PFE 72.11 logP(KowWin) 0.816 X2 z% )
%K B R (me/L) logBCFmaxtox ~ 6.09E-1 %3 i
[F 1] 23850 *1 | UMO(eV) X4
ODDI 2.89E-1~291E-1 X5
Qc X6
CASEE 142-82-5 fEFw AT A
basesurface narcotics Neutral Organics Ohydrocabons aliphatic
8.62 mg/L 2.08 mg/L 2.68 mg/L
_ ~ Neutral Organics
n—~J8Y 2 ERTF 1L 3.10 mg/L
5
&3%:
13
fERT fERT fERT fERT
basesurface narcotics Neutral Organics Ohydrocabons aliphatic
3.43 mg/L 1.39 mg/L 0.987 mg/L
1.5 mg/L Neutral Organics
=2 1.63 mg/L
=N
NFE 100.21 logP(KowWin) 3.779 %2 ;%
78
57K A R (me/L) logBCFmaxtox  2.82E+0 %3
[ RI1E] 3554 X1 | UMO(eV)  3.67E+0~3.79E+0 4
ODDI X5
Qc X6
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=
: HEE
’ fbme 2 . | | |
EHSEE TIMES %7 ECOSAR X8 KATE %9
CASES 334-48-5 =AW ERFH AW =R
Reactive unspecified Neutral Organics—acid acids
_ _ 313 mg/L 21.9 mg/L 9.22 mg/L
Fho B > 16 mg/L FIETHE (EREMEAMELV IS R)
£
e
14
e SRR EEH e
Reactive unspecified Neutral Organics—acid acids
i _ 177 mg/L 15.0 mg/L 28.7 mg/L
o N\ > 20 mg/L HIEAHE EFEEAENNISR)
5
PFE 172.27 logP(KowWin) 4.016 X2 &=
782
®IK AR (mg/L) logBCFmaxtox  2.99E+0 3
[ AlfiE] 47.89 %1 | UMO(eV)  1.02E+0~1.06E+0 %4
ODDI X5
Qc X6
CASES 706-14-9 AT ERAFE SR A
Reactive unspecified OEsters esters aliphatic
s i (R 1&49.27mg/|)_ 10.6 mg/L 12.6 mg/L|
_ K _ =R — = s~ 18 mg/L HIETREEE MELVI SR Baseline Toxicity
5—~¥)L—4, 5—FERO—2(3H) 75 /v N | el e
"‘E FIEFBE (EFEMEAMELVITR)
72
&3%:
15
0]
o RS fERT fERT
Reactive unspecified QOEsters esters aliphatic
410 mg/L 20.8 mg/L 15.4 mg/L
. ¥ E T HE (SEEEMMBELNVITR) Baseline Toxicity
@ ERT—57L _ . 259 mg/L
i IR (ERBIEAYEL IS R)
NFE 170.25 logP(KowWin) 2.567 %2 ;%
78
57K A R (me/L) logBCFmaxtox  1.92E+0 %3
[ RfE] 291.6 %1 | UMO(eV)  1.15E+0~1.19E+0 4
ODDI X5
Qc X6
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" ftemm ) B
b EHEEE TIMES X7 ECOSAR %8 KATE X9
CASEE 103-11-7 A AT ®RAE ERTT
Reactive unspecified OAcrylates acrylates
i . 1.85 n_1g/L _0.769 rqg/L o e i ‘%).625 mg/L
FHOYIEE2—TFILAFZTIIL “ 1.8 mg/L HIE A BE EFEEIMELV IS R) ) Base‘llnze-&)oxcg;?i XP;#|7E T fE (logPaE FA £ B 41 )
**E FIEFEE (EREMEAMELVITR)
e
16 0
J<;~¢ A ERATE L AT
Reactive unspecified OAcrylates acrylates
_1.21 mg/L 0.811 mg/L 2.67 mg/L
1.3 mg/L HIEAHE EFEEAENNISR) Baseline Toxici}ty XP;#I E T HE (logP5E FAEEEH 4})
1.38 mg/L
i I e (BN DS R)
PFE 184.28 logP(KowWin) 4.092 2 =
7K AR (me/L) logBCFmaxtox  3.05E+0 %3 i
[ RI1E] 16.8 X1 | UMO(eV) -5.21E-2~3.48E-1 %4
ODDI X5
Qc X6
IH3§:98 CAsES 101-84-8 i3 i3 AT /T
basesurface narcotics Neutral Organics Qethers with aromatic
2.00 mg/L 2.02 mg/L 1.49 mg/L
SN LA 1.8 mg/L Neutral Organics
Jz/XxIoRUEY “ 3.13 mg/L
5
&3%:
17 0]
fERT RS fERT fERT
basesurface narcotics Neutral Organics Qethers with aromatic
1.29 mg/L 1.39 mg/L 0.899 mg/L
2 mg/L XD ¥ E A8k GE FAERFE ) Neutral Organics
1.84 mg/L
&
NFE 170.21 logP(KowWin) 4.049 %2 &
78
57K A R (me/L) logBCFmaxtox  3.02E+0 %3
[ BIfE] 15.58 1 LUMO(eV)  1.37E-1~2.11E-1 %4
ODDI X5
Qc X6
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== |
b % EHE
# ﬂ::%"‘f%ﬁ % g = %7 X8 9
ERFMEE TIMES * ECOSAR* KATE *
CASES 134-20-3 4] 4] i) 4]
phenols and anilines OEsters amines aromatic or phenolsb
17.8 mg/L y 14.'2 mg/L 27.1 mg/L
Methyl 2—aminobenzoate " 254 mg/L Al (‘H'Bdi:/dz
o Baseline Toxicity
L _ _ T1.8mg/L
EE. I TEE (SR AMEL S5 R)
iU 0\\
18 ©
e ) R fERA ERAT
NH2 phenols and anilines Esters amines aromatic or phenolsb
11.2 mg/L 28.6 mg/L 5.16 mg/L
18.2 mg/L XD;¥IE A e (GE R E BN ) O Anilines (1|-1|indere/d) XFHIEAHE (B8 S @ AR ES)
.71 mg/L
Bi Baseline Toxicity
NFE 151.17 logP(KowWi 2.265 %2 e . A8 mg/L
AR oePKowin) : % ST A (BRI ACEL Y 5 2)
*t KA R (me/L) logBCFmaxtox  1.69E+0 %3
[F11E] 1860 1 | UMO(eV) -2.03E-1~-1.19E-1 X4
ODDI X5
Qc X6
CASE= 78-78-4 fedz) =T AT
basesurface narcotics Neutral Organics hydrocabons aliphatic!
46.6 mg/L 13.3 mg/L - (o *;@F}Ejzﬁléln%%
NS ~ ':'F;"IEZ:E DS e}
TINEY @ FAlT—2%L ) Neutral Organics
= 17.1 mg/L|
* = F I TR (85 T B A1)
7%
19
fERT fERT fERT RS
basesurface narcotics Neutral Organics hydrocabons aliphatic
24.7 mg/L 8.06 mg/L 2.39 mg/L
2.3 mg/L XFHIE T RE (BB 18 15 E FREE 4 )
Neutral Organics
i 580 mg/L
NFE 72.15 logP(KowWin) 2.723 2 & XFHIE A 8E (BR 5 H8EE R #E FE 51
KA (me/L) logBCFmaxtox  2.03E+0 %3 =
[FA1E] 184.6 X1 LUMO(eV) 3.76E+0~3.77E+0 X4
ODDI X5
Qc X6
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== |
g % EHE
# ﬂ::%"‘f%ﬁ % g = %7 X8 9
ERFMEE TIMES * ECOSAR* KATE *
CASES 68607-24-9 4] fERTHE FERATA
Neutral Organics hydrocabons aliphatic|
<P RE (ogPTRTBEIN | P, XFHIETAE (0P RUBATE
Quaternary ammonium compounds, C20-22- 9 /L SARES LA HPHITEARE (logP KP, RFFIEARE (logP R U HL 7
alkyltrimethyl, chlorides ? q TIEL Neu*:rg;fﬁogrﬁgﬁﬁg
b4 0.135 mg/L
e P, XFHIETBE (logP R UL S 1EE
C=22&LTFA =i, 4l
20
K-;) M e e
“ Neutral Organics hydrocabons aliphatic
0.0540 mg/L 0.267 mg/L
1.39 mg/L B P HIE T EE (logPE FAEEERSY) | 3XP, XFHIETEE (logP R U S 8IS
m QSARETILAL i R G B 1)
ey Neutral Organi;:i
DFE 404.17 logP(KowWi 6.131 ¢ e 0.187 mg
nTE 0P (KowlWin) 2 5 P, P IR TR (logP R USRS S
KK B R (meg/L) logBGFmaxtox S i G B 5}
[F 1] 0.01675 ¥1 | uMO(eV) X4
ODDI X5
Qc X6
CASEE 111-71-7 g AT SR g
aldehydes OAldehydes (Mono) aldehydes
6.11 mg/L 4.60 mg/L 4.88 mg/L|
_ 12 mg/L Baseline Toxicity
NTEF—I ﬁ s me/l
*E FIEARBE EEEMEHIMELVISR)
|
&3%:
21
i) RS R i)
Reactive unspecified OAldehydes (Mono) aldehydes
46.5 mg/L 6.43 mg/L 4.47 mg/L
// 413 mg/L H|EAEE UEEHEINELVITR) Baseline Toxicity
o =2 _ _30.1 mg/L
= HIETEE (BRI AIELN Y5 R)
NTE 114.19 logP(KowWin) 2.29 %2 =
5H
st 7K B R (mg/L) logBCFmaxtox  1.71E+0 %3
[FAE] 1167 %1 |LUMO(eV) x4
ODDI 2.88E-1~29E-1 X5
Qc X6
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== |
b % EHE
# ﬂ::%"‘f%ﬁ % e — %7 X8 9
ERFMEE TIMES * ECOSAR* KATE *
|H3ES:42 CASES fE " fE Al =R fE A
basesurface narcotics Neutral Organics Qethers with aromatic
26.0 mg/L 29.1 mg/L 20.6 mg_/L
a—[(1, 1,3, 3=FrIAFILITFIL)T=)L] - RES et I
w—EerAFIR)(FFTFLY) RIARY (FFD f '
IFLY)=F9FILIT=)LI—TFIL) £
e
n=1&LTFAE
22 \@
o R AR R SRR
JW”"\"*—.-\,* basesurface narcotics Neutral Organics ethers with aromatic
) 20.0 mg/L 18.8 mg/L 6.95 mg/L
14mg/L XD;¥IE A HE GE R E N ) XFHIE A HE (B8 S @ AR E )
Neutral Organics
51 18.3 mg/L
PFE 616.84 logP(KowWin) 3.381 X2 &= KFHIE R 6E (BR 5 #8EE R E S
®IK AR (mg/L) logBCFmaxtox  2.52E+0 3 =
[ RfE] 05225 %1 LUMO(eV)  1.96E-1~56E-1 X4
ODDI X5
Qc X6
IBHEEF(XIE2EELES  CASEE 107-15-3 L A LLL CLL
11018 narcotic amines OAliphatic Amines primary amines aliphatic
3700 mg/L 2750 mg/L 2380 mg/L
RS =~ 210 mg/L Baseline Toxicity
TFLborrsy 2 787700 mg/L
2 T HE ((EAEHE AEL S R)
72
&3%:
FIVEE NH2
24
w20 AT A AT
Reactive unspecified OAliphatic Amines primary amines aliphatic
214000 mg/L 215 mg/L 437 mg/L
4.5 mg/L I EAEE SEMHEIMELVISR) Baseline Toxicity P ¥ TE T HE (logPaE FH 22 B 41)
NH2 | 35700 mg/L
an, FIEFEE EREMEAMELVITR)
NTE 60.1 logP(KowWin) -1.618 %2 =
78
57K A R (mg/L) logBCFmaxtox —1.21E+0 %3
[FiAlfE] 1000000 %1 | UMO(eV) x4
ODDI X5
Qc X6
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=
: EHE
fbme 2 . | | |
ERFMEE TIMES %7 ECOSAR %8 KATE %9
CAS#ES 15875-13-5 eAm AT AT AR
Reactive unspecified Aliphatic Amines secondary or tertiary amines
_ 370000 mg/L 15000 mg/L 20100 mg/L|
1,8, B—RFJR(CAFJITI/TAEIL)AFXHERD >100 mg/L HIE T BE EFEHEIMELVISR) O Triazines,s/é\gphat/iﬁ S¢P; ¥ 7E S HE (logP 3t FR &5 FH 4} )
’ ’ SN = m
—1,8, 5—kJT7IY iﬁ‘ Baseline Toxicg;ity
L _ . 469000 mg/L
= IR BE (SHEHEAYELV S5 R)
% Ny
L
e ) R fERA ERAT
Reactive unspecified Aliphatic Amines secondary or tertiary amines
854000 mg/L 1180 mg/L 352 mg/L
I 62.6 mg/L FIE T RE (FREMEAMELVISR) O Triazines, Aliphatic| P, XF#IE T &E (logP R U Ei 1518
25.1 mg/L & A # B A1)
Baseline Toxicity
NFE logP(KowWi -1.588 %2 191000 mg/L
nTE ogP(Kontin) . I AL (SR AEL D5 R)
5K AR (me/L) logBCFmaxtox —1.18E+0 %3
[F 1] 1000000 1 | UMO(eV)  2.19E+0~2.81E+0 X4
ODDI
Qc
CASES 5392-40-5 fEFw fEFw 2w fEFw
aldehydes OVinyl/Allyl Aldehydes conjugated systems1
1.67 mg/L 0.162 mg/L 0.162 mg/L
S = 4.1 mg/L Baseline Toxicity
ShT—IL ~ _ 6.30 mg/L
FIEFEE (EFEMEAMELITR)
&3%:
::“/::::0
w20 AT A AT
Reactive unspecified OVinyl/Allyl Aldehydes conjugated systems1
_ 393 mg/L 5.79 mg/L 0.0264 mg/L
6.8 mg/L I EAEE SEMHEIMELNVISR) Baseline(;l'oxici}cy SF;3 E A RE (BB o248 & FH SR R 41 )
4.09 mg/L
FIE B (EREEAMELVI S R)
NFE logP(KowWin) 3.445 x¢2
xt KB R (me/L) logBCFmaxtox  2.57E+0 %3
[Fil1E] 84.71 %1 | UMO(eV)
ODDI 2.92E-1~3.01E-1 X5
Qc
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= Iy
3 EHE
’ fbme 2 . | | |
EHSEE TIMES %7 ECOSAR X8 KATE %9
CASES 109-66—-0 fERT fERT =R fERT
basesurface narcotics Neutral Organics Ohydrocabons aliphatic
40.9 mg/L 11.4 mg/L 10.6 mg/L
NS A 4.26 mg/L Neutral Organics
n—R2HY “ 14.8 mg/L
e
27
basesurface narcotics Neutral Organics Ohydrocabons aliphatic
21.1 mg/L 6.97 mg/L 2.20 mg/L
2.7 mg/L Neutral Organics
5.18 mg/L
5
NTE 72.15 logP(KowWin) 2.797 %2 2%
xt KB (me/L) logBCFmaxtox ~ 2.09E+0 %3 i
[F11E] 49.76 X1 |LUMO(eV) 3.77E+0~3.85E+0 %4
ODDI X5
Qc X6
CASEE 110-25-8 g ERFT g ERARE
Reactive unspecified OAmides —acid amides or imides
ST (A AE LAY 5 %) e Towaty| XP. XFHIZTE (ogP LU
N RS > 0.43 mg/L HIETREEE MELVIS R Baseline Toxicity| 3P, 3¢F;¥I|E A gE (logP R FEiE
FLAANFLary @ B 0.0130 mg/L B AR
g T HE (IEAEHE B SSR)
72
&3%:
28
w20 AT A AT
Reactive unspecified OAmides —acid amides or imides
a 0.0420 mg/L 0.0440 mg/L 0.00720 mg/L
£ 0.43 mg/L | EAEE SEMHEIMELNVISR) Baseline Toxicity| %P, 3F:¥|%E T8 (logP R U SR 18 &
EFI _ 0.0120 mg/L i PR EEE S
i IR (BREMAELN T R)
NTE 353.55 logP(KowWin) 6.831 %2 =
78
st 7K B R (mg/L) logBCFmaxtox 4.5E+0 %3
[F1fE] 0.008645 X1 | UMO(eV) 6.13E-1~9.01E-1 X4
ODDI X5
Qc X6
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H1%E
v = 2
’ fbme 2 . | | |
EHSEE TIMES %7 ECOSAR X8 KATE %9
CASES 592-41-6 L) L) =R LG
basesurface narcotics Neutral Organics Ohydrocabons aliphatic
8.91 mg/L 6.39 mg/L 6.69 mg/L
_ . 5.6 mg/L Neutral Organics
T—~Ftr “ 8.71 me/L
e
29
e ) R fERA e )
basesurface narcotics Neutral Organics Ohydrocabons aliphatic
est. 6.09 mg/L 4.04 mg/L 1.70 mg/L
est. 3 mg/L DI E A BE (E A SR 41 ) Neutral Organics
3.53 mg/L
&
NTE 84.16 logP(KowWin) 3.152 %2 2%
*$7K B (me/L) logBCFmaxtox  2.35E+0 3 i
[F11E] 47.46 X1 |UMO(eV) 1.37E+0~1.4E+0 %4
ODDI X5
Qc X6
CASES 25339-17-7 A A AT R
basesurface narcotics Neutral Organics Qalcohols aliphatic
13.7 mg/L 3.76 mg/L 9.76 mg/L|
= — 59 mg/L Neutral Organics
AJThHh/—IL " 5,55 e/l
5
&3%:
30
fERT fERT fERT fERT
oH basesurface narcotics Neutral Organics alcohols aliphatic
5.79 mg/L 2.50 mg/L 7.95 mg/L
3.5 mg/L KA EBE (HRBERER IO
B BEED)
in O Neutral Organics
NFE 158.29 logP(KowWin) 3.714 %2 ;% 284 mg/L
78
st 7K B R (mg/L) logBCFmaxtox  2.77E+0 %3
[FA1E] 151.8 X1 LUMO(eV) 3.39E+0~3.58E+0 X4
ODDI X5
Qc X6
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== |
b % EHE
# ﬂ::%"‘f%ﬁ % = | = %7 X8 9
ERFMEE TIMES * ECOSAR* KATE *
BIEEFE-IXIA2EELES CASES fE " ERTE =R fERT
7710 |H3EE:79 basesurface narcotics Neutral Organics Ohydrocabons aliphatic
SIS b(ﬁ%g@g%g{g_ 3.10 mg/L 3.86 mg/L
_ TESEN _o__ T 7 mg/L D ¥ E A EE (3 ¥ Neutral Organics
5—IF)FrELHO[2. 2. 1]nTh4—2—-T> “ S
e
31 //
= L] SRR L] L]
basesurface narcotics Neutral Organics Ohydrocabons aliphatic
2.74 mg/L 2.06 mg/L 1.34 mg/L
3.3 mg/L XD; NEE el Neutral Organics
~S / XD:¥IE A RE GEFAEEE 51) ¥
2.29 mg/L
H
SFE 120.2 logP(KowWin) 3.674 %2 z%
KB #R(mg/L) logBCFmaxtox  2.05E+0 %3 i
[F 1] 15.91 X1 LUMO(eV) 1.1E+0 X4
ODDI 0.E+0 %5
Qc 0E+0 %6
CASEE 119-36-8 EAT s FGE] R
phenols and anilines OEsters amines aromatic or phenols4
8.74 mg/L 9.03 mg/L 10.8 mg/L,|
—o_ R SRS N7 >100 mg/L Phenols
AF)L=2—EFOFI Y T7—k @ 9.19 mg/L
= Baseline Toxicity
L] _ 359 mg/L
&5 FIEFBE (EFEMEAMELVITR)
N\
32 \ °
RS fERT fERT
OH phenols and anilines Esters amines aromatic or phenols4
6.91 mg/L 17.6 mg/L 4.49 mg/L
XD ¥ E A8k GE AR S) O Phenols
| ERT—A4L 3.62 mg/L
in Baseline Toxicity
NFE 152.15 logP(KowWin) 2.604 %2 = _ _ 215 mg/L
. ¥ITE FHE (ERMEAMELI SR
7K AR (me/L) logBCFmaxtox  1.94E+0 %3 s FIE T He RREMEMMEND S R)
[FA1E] 1875 %1 | UMO(eV) -4.96E-1~-4.96E-1 4
ODDI X5
Qc X6
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== |
b % EHE
# ﬂ::%"‘f%ﬁ % e — %7 X8 9
ERFMEE TIMES * ECOSAR* KATE *
CASES 121-32-4 i) i) AW i)
aldehydes OAldehydes (Mono) aldehydes
19.1 mg/L 16.4 mg/L 16.3 mg/L
38— Ih*¥Y—4—EFRFIAUXTILTER PO 63 anenole
4 63, rqg/L
= Baseline Toxicity
] 349 me/L
%% FIEARBE (EHEEAMELVISR)
33
AR R ERAE
Reactive unspecified Aldehydes (Mono) aldehydes
_ _ 235 mg/L 33.2 mg/L 16.4 mg/L
_ HIE T RE EREHEIMELNVI S R) O Phenols| XFHIEAEE (B 8@ AEEN)
| ERT—A5L 15.7 mg/L
=, Baseline Toxici;cy
PTE 166.18 logP(KowWin) 1.546 32 = _ 190 mg/L
o L
KB e oaBCFmaxiox 115640 X3 5 TRE (SR AELV IS R)
[F 1] 2867 X1 | UMO(eV) X4
ODDI 2.88E-1~2.96E-1 X5
Qc X6
ERATREE2-217 CASE S 78-69-3 EAT EAT FGE] R
basesurface narcotics Neutral Organics Qalcohols aliphatic
16.6 mg/L 4.73 mg/L 12.1 mg/L|
3 NS 8.9mg/L Neutral Organics
3, 7T—VUAFINA DA —3—F—)L . 6.88 mayL
5
&3%:
OH
34
i) RS R i)
basesurface narcotics Neutral Organics alcohols aliphatic
7.29 mg/L 3.11 mg/L 9.36 mg/L
14.2mg/L XD;¥IE A HE GE R E BN ) X EBE (REBMERZE ORI 1E
3 BEED)
*n O Neutral Organics
NTE 158.29 logP(KowWin) 3.603 %2 = 3.36 mg/L
78
57K A R (me/L) logBCFmaxtox  2.69E+0 %3
[ RfE] 188.9 %1 |LUMO(eV)  3.35E+0~347E+0 4
ODDI 5
Qc X6
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" ftemm ) B
b ERFMEE TIMES X7 ECOSAR %8 KATE %9
|[H3EE:10 CASE= fERT AT FERATA FERATA
phenols and anilines Phenols, Poly amines aromatic or phenols2(ClogP)
ST (RS P IR AE g RSB P I B (g IGBRA)
’ y === _ r o, 9.19 mg/L XD #IEAHE G XP;HI 7E A BE (logP3 SP;#|E ANHE (logPal fi
2, Zw’ 6, 6\0 TI\ij:E 4, 4 (jD/\/ 2, & ; ; Baseline Toxicity ; -
2—o4I)L)TJx/—IL i 0.00900 mg/L
H HIE TR ((SREMAELN IS R)
e
35
A AR AT AR
phenols and anilines Phenols, Poly amines aromatic or phenols2(ClogP)
1.02 mg/L 0.0230 mg/L 7.86 mg/L
7.87 mg/L XD;¥IE A e (GE R E BN ) XP;HIE T HE (logP5E FAEEEH 4Y) XP;#I E T HE (logP5E FAEEEH 4})
Baseline Toxicity
5,3., _ 0.00900 mg/L
SFE 543.88 logP(KowWin) 7.203 %2 &= HIETHE (SHEEIMELISR)
7K AR (me/L) logBCFmaxtox  3.58E+0 %3 =
[F 1] 0.001002 %1 | UMOC(eV) —434E-1 X4
ODDI 0.E+0 %5
Qc 0E+0 %6
IB385:15 CASES 576-26-1 EAT AR #AT EAT
phenols and anilines OPhenols amines aromatic or phenols4
11.1 mg/L 7.33 mg/L 8.61 mg/L|
2 6—AFILTT/—IL 15.4 mg/L D ¥ E A HE (E AR 5Y) Baselin;sTGoxici}aK
, : 6 mg,
(Al&2, 6—FL/—)) f% FIEREE (EEMAIENHSR)
3H
&3%:
OH
36
fERT fERT fERT fERT
phenols and anilines OPhenols amines aromatic or phenols4
7.62 mg/L 2.89 mg/L 3.59 mg/L
11.1 mg/L Baseline Toxicity
=2 _ 172 mg/L
2 I (ERBIEAYEL S R)
DFE 12217 logP(KowWin) 2.607 %2 I’é
78
st 7K B R (mg/L) logBCFmaxtox  1.95E+0 %3
[Fil1E] 3615 %1 LUMO(eV) 3.9E-1~39E-1 X4
ODDI X5
Qc X6
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" ftemm ) B
bl ERFMEE TIMES X7 ECOSAR %8 KATE %9
CASES 106-24-1 4] AT i) AT
a,b—unsaturated alcohols OVinyl/Allyl Alcohols conjugated systems2
0.331 mg/L 1.80 mg/L 1.31 mg/L
TI=A—I 22mg/L XDHIETHE GERIFEES) Baseline Toxicity |  XF#ITE7 A (435 #1538 AdEEE5Y)
- & _ _ 606 mg/L
,;E FIEARBE (EFEEAMELVI S R)
e
e
37 T
e ) R fERA ERAT
Reactive unspecified OVinyl/Allyl Alcohols conjugated systems2
_ 486 mg/L 0.283 mg/L 2.87 mg/L
10.8mg/L HIE T RE EREHEIMELNVISR) Baseline Toxici/ty XFHIEAEE (BB S E A E S
3.94 mg/L
i $IE T (BHEEAIEL S R)
NTE 154.25 logP(KowWin) 3.47 %2 =
782
7K AR (me/L) logBCFmaxtox  2.59E+0 %3
[F 1] 255.8 X1 LUMO(eV) X4
ODDI X5
Qc 1.38E-2 X6
CASEE 124-63-0 ) ERFE R ERTRH
Reactive unspecified OAcid Halides halides1
15 B (RAHEACE LS Tomy| XFAIERRE A BEER TR
R - s 11mg/L HIETREEE MELVIS R Baseline Toxicity| XF:#IE T RE (& & )
AR Z)RZLoAYk “ B 423 mg/L o
i FIEFEE (EREMEAMELVITR)
5
&3%:
O
S S —— Cl i) RS R ERTT
/ Reactive unspecified OAcid Halides halides1
_ 180 mg/L 201 mg/L 1.51 mg/L
34mg/L I EAEE SEMHEIMELVISR) Baseline Toxicity| %P, 3F:¥|%E T8 (logP R U SR 18 E
O H _ . 225 mg/L i F g AV
2 I (ERBIEAYELN IS R)
NTE 114.55 logP(KowWin) 1.273 %2 =
78
xt KB R (me/L) logBCFmaxtox 9.5E-1 %3
[F 1] 8591 1 | UMO(eV) -2.36E+0~-2.36E+0 X4
ODDI X5
Qc X6
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== |
b % EHE
# ﬂ::%"‘f%ﬁ % e — %7 X8 9
ERFMEE TIMES * ECOSAR* KATE *
CASES 115-95-7 i) RS AW i)
Reactive unspecified Esters conjugated systems2
s A (R 1li1.58gmg/l)_ o ) 1.06 mg/L 0.775 mg/L
11mg/L HIETREE(E MELVI SR Vinyl/Allyl Esters
BEEEU 1L . : e
o Baseline Toxicity
"%E _ R 1.16 mg/L
%% FIEARBE (EHEMEAMELVISR)
39 _<
e SRR EEH e
/ Reactive unspecified OEsters conjugated systems2
0.840 mg/L 1.71 mg/L 1.86 mg/L
< 6.2mg/L FIE T RE (FREMEAMELVISR) Vinyl/Allyl Esters
2.00 mg/L
Ei Baseline Toxicity
NF=E 196.29 logP(KowWi 4.387 %2 7% 0.820 mg/L
PR oeP(Konttin) . # HE TR (EHEEAEN S5 R)
KB R (mg/L) logBCFmaxtox  3.27E+0 %3
[ RfE] 20121 | UMO(eV)  7.21E-1~1.21E+0 X4
ODDI X5
Qc X6
CASES 24851-98-7 A A AT R
esters OEsters esters aliphatic
11.0 mg/L 8.16 mg/L e (ﬁiﬁ?ﬁ’ﬁﬁﬁéﬁshsiﬂryggﬁj
_Aon o~ N o~ 19 mg/L Baseline Toxicity| f¥|EBE D
AFINQ2=RUFIN=3—FFV-IAXFIV)T " i 248 ma/L bl iy
7k g HIE AL (S AELN IS R)
72
&3%:
40
fERT RS fERT fERT
Reactive unspecified QOEsters esters aliphatic
_20.0 mg/L 15.3 mg/L 10.7 mg/L
8.25 mg/L I EAEE SEMHEIMELNVISR) Baseline Toxicity| Xf¥|IEBE (REMEAZH OB
=2) _ 154 mg/L Ex=E5E)
i I T EE (SR AELN ST R)
NTE 226.32 logP(KowWin) 2.975 %2 =
78
57K A R (me/L) logBCFmaxtox  2.22E+0 %3
[ RI1E] 91.72 X1 | UMO(eV)  6.75E-1~9.64E-1 4
ODDI X5
Qc X6
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=
: EHE
’ fbme 2 . | | |
EHSEE TIMES %7 ECOSAR X8 KATE %9
CASES 2216-51-5 ) ) fERT )
basesurface narcotics Neutral Organics Qalcohols aliphatic
241 mg/L 7.38 mg/L 18.5 mg_/L
(1R, 2S, 5R)—2—'f‘/7°|:|to/|/—5—)‘9:)|/:/7|:| 15.6mg/L Neutra%(())zganl;i
AXHY—1—F—)L f o me
3]
e
OH
41
e ) R fERA e )
basesurface narcotics Neutral Organics alcohols aliphatic
11.4 mg/L 4.76 mg/L 12.8 mg/L
26.6mg/L XD;¥IE A HE GE R E N ) XM EBE (REBERZEOHO1E
@ BEED)
o O Neutral Organics
PFE 156.27 logP(KowWin) 3.381 X2 &= 4.64 mg/L
®IK AR (mg/L) logBCFmaxtox  2.52E+0 3 i
[F11E] 4345 %1 LUMO(eV)  3.28E+0~3.46E+0 X4
ODDI X5
Qc X6
CASES 89-78-1 EAT s FGE] s
basesurface narcotics Neutral Organics Qalcohols aliphatic
241 mg/L 7.38 mg/L 18.5 mg/L|
17.6 mg/L Neutral Organics
Menthol “ 104 mg/L
5
&3%:
OH
42
fERT RS fERT fERT
basesurface narcotics Neutral Organics alcohols aliphatic
11.4 mg/L 4.76 mg/L 12.8 mg/L
71 mg/L XD;¥IE A HE GE R E BN ) X EBE (REBMERZE ORI 1E
B BEED)
+n, O Neutral Organics
NFE 156.27 logP(KowWin) 3.381 %2 & 4.64 mg/L
78
57K A R (me/L) logBCFmaxtox  2.52E+0 %3
[ RI1E] 4345 %1 |UMO(eV)  3.28E+0~346E+0 X4
ODDI X5
Qc X6
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" ftemm ) B
bl ERFMEE TIMES %7 ECOSAR %8 KATE %9
CASE= 73296-89-6 AT A AT
Reactive unspecified Neutral Organics acids
_ . 1.47 n_1g/L 1.91 mg/L . e . 9.28 mg{L
Sulfuric acid, mono—C12-16-alkyl! esters, sodium salts “ T —A1L AL RLELLSMATR) it XF;*"E%E('°‘§P&§$§’,§\|§|§%
S
e
NaZHIZE#L, C=16&LT
TRl
43
e ) R fERA ERAT
Reactive unspecified Neutral Organics acids
. 0.970 mg/L 1.35 mg/L 444 mg/L
18 mg/L HITE TR SHEMEAMEL IS R) XP, XFHIETEE (logP R U S iRIE
; Eﬁ i FRE B SY)
NTE 32251 logP(KowWin) 4.386 %2 f%
782
7K AR (me/L) logBCFmaxtox  3.27E+0 %3
[ AlfiE] 1.625 X1 | UMO(eV) —6.24E-1~-5.38E-1 K4
ODDI X5
Qc X6
CASEE 140-11-4 cdz:o) cdz:o) 40 AT
esters OEsters esters aromatic
21.2 mg/L 18.0 mg/L — (o *;@F}Ejsﬁéélng{%
SeoeS _ 4mg/L Baseline Toxicity| XF:¥|%E T #l i )
N =TE5—} “ B 104 mg/L SR
"‘E FIEFEE (EFEMEAMELITR)
3H
&3%:
44
fERT RS R RS
Reactive unspecified QOEsters esters aromatic
777 mg/L 37.1 mg/L 43.5 mg/L
17mg/L I EAEE SEMHEIMELNVISR) Baseline Toxici;cy XFHIEAEE (B e = E A EEE )
59.7 mg/L
& P52 T (SRMEAUEN IS R)
NFE 150.18 logP(KowWin) 2,081 32 z%
st 7K B R (mg/L) logBCFmaxtox  1.55E+0 %3 B
[Fil1E] 1605 %1 | UMO(eV)  6.29E-2~3.75E-1 %4
ODDI X5
Qc X6
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H1%E
v = 2
’ fbme 2 . | | |
EHSEE TIMES %7 ECOSAR X8 KATE %9
CASES 104-76-7 A A A R
basesurface narcotics Neutral Organics Qalcohols aliphatic
70.4 mg/L 23.6 mg/L 55.2 mg/L
_ NI S 28.2mg/L Neutral Organics
2—IFIAFTHU—-1—F—) “ 30.3 me/L
15
e
45
e ) e ) fERA e )
basesurface narcotics Neutral Organics Qalcohols aliphatic
OH 39.5 mg/L 14.3 mg/L 27.6 mg/L
39mg/L Neutral Organics
@ 10.3 mg/L
n
NTE 130.23 logP(KowWin) 2.732 %2 =
xt KB (me/L) logBCFmaxtox ~ 2.04E+0 %3 i
[F11E] 1379 %1 | UMO(eV) 3.37E+0~35E+0 X4
ODDI X5
Qc X6
BELES13 CASEE 75-01-4 gEAT AT A A
basesurface narcotics OVinyl/Allyl Halides halides3
93.6 mg/L 26.7 mg/L 66.3 mg/L
N 210 mg/L Baseline Toxicity
yaoTFLy ﬁ ~ _ 12mg/L
"‘E FIEFEE (EFEMEAMELITR)
72
&3%:
Cl =——
46
RS fERT A
basesurface narcotics OVinyl/Allyl Halides halides3
107 mg/L 21.1 mg/L 29.1 mg/L
) XD:#IE A gE (GE FAEEE ) Baseline Toxicity
@ KRT 4L B _ 614mg/L
i IR (BREMAYEL 5 R)
NTE 62.5 logP(KowWin) 1.623 %2 =
78
st 7K B R (mg/L) logBCFmaxtox  1.21E+0 %3
[FA1E] 5631 %1 | UMO(eV)  8.56E-1~8.56E-1 4
ODDI X5
Qc X6
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| E"i _E
femE 21 . R . .
ERFMEE TIMES X7 ECOSAR %8 KATE %9
CASEE 78-51-3 L) AT =R LG
Reactive unspecified Esters esters phosphate
s A (R 11535.57mg/l)_ o ( 14.0 mg/ls 4.64 mg/L
B T K 21mg/L HIETREE(E MELVI SR Esters (phosphate
JUBEMN) —n—TrEIIFIL “ “ 5,08 ML
o Baseline Toxicity
**E _ R 41.8 mg/L
Ez. I TRE (SR AMEL S5 R)
ﬁR‘: -
_‘L:\j
/ \D_L;
/ T
l A AR R AR
{ Reactive unspecified Esters esters phosphate
302 mg/L 26.1 mg/L 0.0279 mg/L
33mg/L HE B SEHEMMELITR) O Esters (phosphate) 3P;# E T 8E (logP3E FA g5 B 1)
0.00700 mg/L
Baseline Toxicity
NFE 398.48 logP(KowWi 2.995 %2 26.0 mg/L
nTE ogP(Konlin) . I A (SR AEL D5 R)
7K AR (me/L) logBCFmaxtox  2.23E+0 %3
[ AlfiE] 1.963 X1 |LUMO(eV) ~ 2.58E-1~1.04E+0 K4
ODDI X5
Qc X6
BIRATEEE:2-304 CASES 111-41-1 AT AT fEFR ERRTE
narcotic amines OAliphatic Amines primary amines aliphatic
o/ 13900 mg/L 10300 mg/L ) S e &811?59\%&
= _ = N—(D 7= 640mg/L Baseline Toxicity| 2P, ¢F:¥ NHE (logP R U ER Y e &
W)—2=T3/TZ/—)L) $ITETEE (BRI AEL Y5 R)
&3%:
TIVE
NH2
xN
S~S—— AT ERTT R wRTT
OH Reactive unspecified OAliphatic Amines primary amines aliphatic
958000 mg/L 759 mg/L 1680 mg/L
22mg/L I EAEE SEMHEIMELVISR) Baseline Toxicity| %P, 3F:¥|%E T8 (logP R U SR 18 &
169000 mg/L AR S
FIEABE (EREEAMELVI S R)
DFE 104.15 logP(KowWin) -2.126 %2
st 7K B R (mg/L) logBCFmaxtox —1.59E+0 %3
[Fil1E] 1000000 %1 | UMO(eV) X4
ODDI X5
Qc X6
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" ftemm ) B
bl ERFMEE TIMES %7 ECOSAR %8 KATE %9
CASES 1338-41-6 L) L) SRR SRR
esters Esters esters aliphatic
0268 me/t $IETEE( Pﬁ?ée'%%l%g&/\\% P, XEHIE T EE( p,@%’?ﬁ%ﬁgﬁ&
\ S e = _ >13.7 mg/L XP;H 7E A RE (logP3 KP, Xf# S HE(logP3 ,
JIVEBVEIFYETHIT—h . e oty BHEREROBAMEEED)
ol _ 0.0740 mg/L
] T B (ISHEMAMEL IS R)
e
49 i
A AR AT AR
Reactive unspecified Esters esters aliphatic
0.0745 mg/L 0.311 mg/L 0.144 mg/L
> 27.8 mg/L HIEAHE EFEEAENNISR) XP;HITEFHE (logPE FAZEEASN) | XP, 3XF 3 E T BE(logPE FASEEH 41 Ff
Baseline Toxicity BERZH OB EEEZED)
i _ 0.0610 mg/L
SFE 430.63 logP(KowWin) 6.1 32 &= HIETHE (SHEAMELVISR)
7K AR (me/L) logBCFmaxtox  4.39E+0 %3 =
ODDI X5
Qc X6
CASES 78-70-6 AT AT ERAT fEAT
basesurface narcotics OVinyl/Allyl Alcohols conjugated systems2
9.15 mg/L 1.86 mg/L 1.41 mg/L|
33 _ — ST, A 28.8 mg/L Baseline Toxicity
3, 7T—UAFIL—1, 6—F V8 TU—3—F—) . el et
"‘E FIEFBE (EREMEAMELVITR)
72
&3%:
50
OH
i) RS R i)
S— basesurface narcotics OVinyl/Allyl Alcohols conjugated systems2
6.19 mg/L 0.290 mg/L 3.07 mg/L
36.7 mg/L XD ¥ E A sE GE A B ) Baseline Toxicity
=2 _ 470 mg/L
2 $IE T (ERBIEAYELV S R)
DFE 154.25 logP(KowWin) 3.381 %2 I’é
78
st 7K B R (mg/L) logBCFmaxtox  2.52E+0 %3
[ BIfE] 683.7 %1 |LUMO(eV)  1.01E+0~1.22E+0 4
ODDI X5
Qc X6
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" ftemm ) B
b ERFMEE TIMES X7 ECOSAR %8 KATE %9
CASES 68130-43-8 ERTE fERTHE fERATHE
Reactive unspecified Neutral Organics acids
SIS TR (B A D D %) P IR HE (logP GBI | 3P, P BB (ogP R é?é/L
= =g~ = — FHIEREE(E MELNTS XP;H T T BE (logPs P, XF;#5E T EE (logP B EE
FRIYL=FLFL(C=8~18)=RILT7—F . p— : EllogPROS
e
NaZHIZE#L, C=18&LT
TRl
51
AR AT AR
Reactive unspecified Neutral Organics acids
i _ 0.138 mg/L 0.211 mg/L 29.2 mg/L
& . HIE T RE EREHEIMELNVISR) XPHIEAEE (logPBE RS | XP, XFHIEAEE (IogPZ’LU"‘B DEE
@ ERF—2%L &)
NTE 350.56 logP(KowWin) 5.368 %2 f%
782
7K AR (me/L) logBCFmaxtox  3.97E+0 %3
(5 Afi] 0.16 1 | UMO(eV) -6.07E-1~-5.17E-1 ¥4
ODDI X5
Qc X6
CAS#E= 139-33-3 A SRR R ERRT
Reactive unspecified OAliphatic Amines—acid Unclassified
e = 9720000 mg/L 3960000 mg/L » e 1980000 mg/L
IFLUSTPIVEBEEE—F )Y L " %9 320 mg/L HE TR HE SEEEMNMBELNISR) Baszlg;zLo;:(;?{ | FEAEE STEHEIMELISR)
"‘E HIETBE EREEIMELNVISR)
3H
&3%:
TIVE
NaZHIZE#L T8I |
52 )\
— i L AT R AT
~ Reactive unspecified OAliphatic Amines—acid Unclassified
5.83e+7 mg/L 239000 mg/L 78700 mg/L
140 mg/L I EAEE SEMHEIMELNVISR) Baseline Toxicity A HE EEMEMELVISR)
@ _ 1.45e+7 mg/L
2 IR B (EREHEAYEL T R)
DFE 292.25 logP(KowWin) -3.857 %2 I’é
78
xt KB R (me/L) logBCFmaxtox —2.88E+0 %3
[ A8 228200 X1 LUMO(eV)  2.25E-1~7.62E-1 4
ODDI X5
Qc X6
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=
Ty *t HHE
# ﬂ::%"‘f%ﬁ % e — %7 X8 9
ERFMEE TIMES * ECOSAR* KATE *
CASES 18479-58-8 =AW AW =R
basesurface narcotics Neutral Organics alcohols aliphatic
8.88 mg/L 6.19 mg/L 15.7 mg/L
2, 6—UAFIN—T—FHTFU—2—F—)L&2, 6 S R AT R e
SAF I =T A IF o2 F— LT —A—ED f AT O Neutratbome)
N=PN o
)iz =) ff% L] 8.82 mg/L
e
2, 6—SAFIN—T—AHT
U—2—F—JLELTFA
53 :‘.,_‘::
/ A AT R R
basesurface narcotics Neutral Organics alcohols aliphatic
5.61 mg/L 4.02 mg/L 11.3 mg/L
38 mg/L XD;¥IE A HE GE R E N ) XEHEBE (REBMERZF DA 1E
BEED)
51 O Neutral Organics
SFE 156.27 logP(KowWin) 3.467 %2 &= 407 mg/L
782
KB R (mg/L) logBCFmaxtox  2.59E+0 %3
[ RfE] 2522 %1 | UMO(eV)  1.29E+0~147E+0 X4
ODDI X5
Qc X6
CASES 8000-41-7 AT EAT AT A
basesurface narcotics Neutral Organics alcohols aliphatic
10.4 mg/L 8.07 mg/L 20.1 mg/L
TILERF—IL #1 70mg/L XEHIERE (RBMERER DN E
- EEED)
;E‘ O Neutral1 ?ggani;i
72 3 mg
&3%:
54 OH
fERT RS fERT fERT
basesurface narcotics Neutral Organics alcohols aliphatic
7.06 mg/L 5.18 mg/L 13.6 mg/L
73mg/L XD;¥IE A HE GE R E BN ) Xf;#”i%%ﬁ(ﬂ?ﬁwﬁﬁﬁ’éﬁzé@f}
BZEC
Bi O Neutral Organics
NFE 154.25 logP(KowWin) 3.332 %2 & 4.93 mg/L
78
xt KB R (me/L) logBCFmaxtox  2.49E+0 %3
[ RI1E] 371.7 %1 LUMO(eV)  1.11E+0~1.29E+0 4
ODDI X5
Qc X6
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H1%E
v = 2
’ fbme 2 . | | |
EHSEE TIMES %7 ECOSAR X8 KATE %9
CASES 71-41-0 A AT EAT A
basesurface narcotics Neutral Organics Qalcohols aliphatic
689 mg/L 288 mg/L 585 mg/L
RIS _ 472 mg/L Neutral Organics
1—RVA/—)L " 303 mg/L
e
55
e ) e ) fERA e )
basesurface narcotics Neutral Organics Qalcohols aliphatic
565 mg/L 154 mg/L 146 mg/L
341.21 mg/L Neutral Organics
OH 58.1 mg/L
5
PFE 88.15 logP(KowWin) 1.332 %2 &=
xt KB (me/L) logBCFmaxtox ~ 9.94E-1 %3 i
[ RfE] 20890 X1 | UMO(eV)  3.49E+0~36E+0 %4
ODDI X5
Qc X6
TR TREE:2-726 CASES 141-78-6 L L Ll L
esters OEsters esters aliphatic
125 mg/L 54.3 mg/L 90.7 mg/L
> 75.6mg/L Baseline Toxicity
ErEETFIL . et
"‘E FIEFEE (EFEMEAMELITR)
72
&3%:
56
0]
/ fERT RS fERT fERT
Reactive unspecified QOEsters esters aliphatic
\ _ 835 mg/L 127 mg/L 119 mg/L
2500mg/L HE T HE (SEEEMMBELVITR) Baseline Toxicity
o] | _ _ 388 mg/L
i IR (BREMAELN 5 R)
NFE 88.11 logP(KowWin) 0.864 32 ;%
78
stK AR (mg/L) logBCFmaxtox  6.45E-1 %3
[FA1E] 29930 ¥1 | UMO(eV) 1.13E+0~1.15E+0 X4
ODDI X5
Qc X6
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" e ) EitiE
b ERFMEE TIMES X7 ECOSAR %8 KATE %9
CASES 9003-13-8 =AW =AW AW =R
basesurface narcotics Neutral Organics Qalcohols aliphatic
2710 mg/L 1880 mg/L 3520 mg_/L
Polyloxy(methyl-1,2—ethanediyl)], .alpha.— S0 e Ne“trﬁlﬁgg;gfi
butyl-.omega.—hydroxy— a
3]
e
n=1&LTF B
57
0 A AR R AR
basesurface narcotics Neutral Organics alcohols aliphatic
3160 mg/L 936 mg/L 600 mg/L
95 mg/L XD¥IE B AR P, X HTE T AE(logPil RGBS R
or @ BERZF ORI BEEZSD)
n Neutralz(zggani;:i
NFE 118.18 logP(KowWi 0.567 X2 7% mg
nTE ogP(Konlin) . £ P41 T TR B (logPiB FIFEEE V)
KB fE(mg/L) logBCFmaxtox  4.23E—-1 %3
[F11E] 64470 X1 | yMO(eV) 2.64E+0~3 E+0 X4
ODDI X5
Qc X6
CASES 124-07-2 gEAT SRR AR wEA
Reactive unspecified Baseline Toxicity (acid) acids
_ _ 16.7 mg/L _ 140 mg/L 40.1 mg/L]|
+ o5 51 mg/L HIEAEE EFEHEAMELVITR) XNHIEAHE ((SREMEAMELVITR)
4
5
&3%:
58
A LR AR e
Reactive unspecified Baseline Toxicity (acid) acids
o _ 124 mg/L _ . 873 mg/L 39.7 mg/L
‘\A 63 mg/L FIFEARBE (EEEMEMMENISR)|  XNFIEREE FREMEMMELNISR)
: z
NFE 144.22 logP(KowWin) 3.033 %2 &
78
57K A R (me/L) logBCFmaxtox  2.26E+0 %3
[ AIfE] 495.9 %1 | UMO(eV)  1.06E+0~1.14E+0 %4
ODDI X5
Qc X6
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| E"i _E
femE 21 . R . .
ERFMEE TIMES %7 ECOSAR %8 KATE %9
CASE S 2530-83-8 L) AT =R SRR
Reactive unspecified Epoxides, mono epoxides(ClogP)
BT (RS 52 O Alkory Saces| 6P, XF#IR T8 (osPBUBABE
_ _ S0 EO 55 mg/L FIEREE(E MELNVIS R Alkoxy Silanes| 3P, XF;#IETHE (logP R N 1
v o Baseline Toxicity
] _ 80600 mg/L
Ez. I TAE (SR AMEL S5 R)
\
o
~_l
I L] SRR L] R
/ NG Reactive unspecified Epoxides, mono epoxides(ClogP)
100000 mg/L 5970 mg/L 95.9 mg/L
473 mg/L HIEFHE (RREMEMMENNISR) O Alkoxy Silanes| P, XFHIEAEE (logP R U ER DB 1E
& 31.0 mg/L i FR G B 1)
o Baseline Toxicity
NFE 236.34 logP(KowWi -0.915 X2 e 35000 mg/L
nTE ogP(Kontin) . £ I AL (SRR EL D5 R)
5K AR (me/L) logBCFmaxtox —6.83E-1 %3
[F 1] 170000 %1 | UMO(eV)  9.68E—1~1.38E+0 X4
ODDI X5
Qc X6
CASES 105-59-9 ) ) R ERTRH
narcotic amines OAliphatic Amines secondary or tertiary amines
6160 mg/L 4580 mg/L ST ,EGFE%Q_%%L)
_ I3 _ = 1170mg/L Baseline Toxicity P ¥ T HE (logPil i
N—AFLTTE/— LTIV . et
g T HE (IEAEHE B HSR)
3H
&3%:
TIVEE /OH
\N
fERT RS R RS
Reactive unspecified OAliphatic Amines secondary or tertiary amines
268000 mg/L 363 mg/L 119 mg/L
230mg/L H|EARE USFEEIMBENNISR) Baseline Toxicity| P, 3f:¥I| 7 A~ 8E(logPE FA 25 B 4} Fk
oH & _ 56200 mg/L BMERER BSOS BEZST)
2 I (ERBIEAVEL IS R)
NFE 119.16 logP(KowWin) -1.502 %2 ;%
78
st 7K B R (mg/L) logBCFmaxtox —1.12E+0 %3
[Fil1E] 1000000 %1 | UMO(eV) X4
ODDI X5
Qc X6
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" ftemm ) B
b ERFMEE TIMES X7 ECOSAR %8 KATE %9
CASES 577-11-7 A ERRT AR AR
Reactive unspecified Esters—acid acids
0.0830 mg/L 2.29 mg/L 0.693 mg/L|
SS_o_ S 5 68 mg/L HIE T BE EFEEIMELVISR) XP;HITEAHE (logPBE FAEEEASY) | XP, XFHIEAEE (logP R U N HEE
X}b?k:l/\bﬁg/ 2 Ia—'}l/’\:\:'/)l/Naim “ me . ‘ Boagseline Toxicity =To8 iﬁﬁﬁﬁglﬂ 1E)
ol N 0.0730 mg/L
H HIETRE ((SREMAELN IS R)
e
NaZHIZE#L F 8
hooond
61 YQLS;J
i A AR AR AR
Reactive unspecified Esters—acid acids
_ 0.0404 mg/L 3.07 mg/L 24.3 mg/L
19 mg/L HIEAHE EFEEAENNISR) XPHIE T RE (logPiE AEEERSL)| 2P, XFHIE FRE (logP B UM BR 2 185
m Baseline Toxici/t{ & A # B A1)
+ 0.0600 mg,
SFE 42258 logP(KowWin) 6.095 2 z% HE T8 (SREMEAMEL IS R)
782
7K AR (me/L) logBCFmaxtox  4.39E+0 3
[FAlfE] 0.001227 %1 | UMO(eV) —1.42E+0~-8.48E-1 X4
ODDI X5
Qc X6
CASES 151-21-3 cdz:o) AT 40 AT
Reactive unspecified Neutral Organics acids
DR . 475 n_1g/L 91.5 mg/L . D " 206 mg/L
FRYS A =RFHY —1 — A= Z L TF—h 29me/L HIETRE (RREEAELN 5 R) XFAIETAE (3053 AR
4
5
&3%:
NaZHIZE#L ., F il
62
w20 AT A AT
Reactive unspecified Neutral Organics acids
o f _ _ 549 mg/L 54.0 mg/L 100 mg/L
S 7.8mg/L HIEAHE EFEHEAENNITR) XFHIE T HE (BB 18 & E FREE S )
&
NFE 266.4 logP(KowWin) 2.422 %2 &
78
xt KB R (me/L) logBCFmaxtox  1.81E+0 %3
(% RfE] 163.7 %1 |LUMO(eV) —6.42E-1~-5.46E-1 4
ODDI X5
Qc X6
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" ftemm ) B
b EHEEE TIMES X7 ECOSAR %8 KATE X9
BRAREE:2-2044 CASES 999-97-3 3L AT AT AT
Reactive unspecified Baseline Toxicity Unclassified
_ _ 56.8 mg/L _ _ 370 mg/L _ _ 155 mg/L,
N AF L —SUSHLRZ 1 1.1 3. 3 3— 88me/L HRTR (EERAENSFR) [ NHIE T (BRI AUEL S5 R) IR (BB S5 R)
ANFHAFILOLSHY) %
e
63
S m—N /
o R AT R AT
/ \ Reactive unspecified Baseline Toxicity Unclassified
_ 419 mg/L _ . 222 mg/L _ _ 6.39 mg/L
80mg/L HIEAHE EFEEAENNISR) XNHIE A HE (FFEEAENNITR) FIEFEE SREMEAMELNVISR)
&
NTE 161.4 logP(KowWin) 2,617 %2 225
782
7K AR (me/L) logBCFmaxtox  1.95E+0 %3
[ A8 3923 X1 | UMO(eV)  1.84E+0~1.86E+0 4
ODDI X5
Qc X6
CASES 75-45-6 ) fedz) =T AT
basesurface narcotics Neutral Organics halides3
334 mg/L 699 mg/L 342 mg/L|
2Ba0(S7)LAR) A5y 777 me/L XP:# 7 EE (logP3E FASEE5Y)
4
5
&3%:
Cl
64
AT R wERFE
F basesurface narcotics Neutral Organics halides3
550 mg/L 358 mg/L 161 mg/L
X XD;¥IE A E GE R E B ) XP; ¥ TE F8E (logPiE F 5 5 %)
F & =T —A1L
NTE 86.47 logP(KowWin) 0.894 %2 E%
78
stK AR (mg/L) logBCFmaxtox  6.67E-1 %3
[FAlfE] 2748 %1 | UMO(eV) -1.39E-1~-1.39E-1 ¥4
ODDI X5
Qc X6
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=
: HEE
’ fbme 2 . | | |
EHSEE TIMES X7 ECOSAR X8 KATE %9
CASES 109-89-7 A R L R
narcotic amines OAliphatic Amines secondary or tertiary amines
113 mg/L 85.1 mg/L 94.1 mg/L
S =- > 100mg/L Baseline Toxicity
vIFIVFIV @ _ . 704 mg/L
’%‘E FIEFRE EREMEAMELNVITR)
e
%
65 _\
N . e ) R fERA e )
Reactive unspecified OAliphatic Amines secondary or tertiary amines
1350 mg/L 8.83 mg/L 36.0 mg/L
56mg/L HE B SBHEMMELITR) Baseline Toxicity
3 _ 358 mg/L
i R HE (BB AELN S R)
NTE 73.14 logP(KowWin) 0.81 %2 =
%K B R (me/L) logBCFmaxtox ~ 6.04E-1 %3 i
[F 1] 436900 %1 | UMO(eV) X4
ODDI X5
Qc X6
CASES 1477-55-0 EAT s FGE] R
narcotic amines OAliphatic Amines primary amines aliphatic
575 mg/L 433 mg/L 501 mg/L
R N, oS 87.6mg/L Baseline Toxicity
AL IUTRY . B 5180 mg/L
"‘E FIEFBE (EREMEAMELVITR)
72
&3%:
FUE (2
67
fERT RS fERT fERT
Reactive unspecified OAliphatic Amines primary amines aliphatic
4890 mg/L 41.6 mg/L 62.8 mg/L
NHS 15.2mg/L HEARE USFEEIMENNISR) Baseline Toxicity
=2 _ 2480 mg/L
i $IE T (ERBIEAYELV IS R)
NTE 136.2 logP(KowWin) 0.146 %2 =
78
st B R (mg/L) logBCFmaxtox  1.09E-1 %3
[FAE] 664200 %1 | UMO(eV) x4
ODDI X5
Qc X6
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ftemm ) B
b EHEEE TIMES X7 ECOSAR %8 KATE X9
CASES 79-14-1 4] AT AT 4]
Reactive unspecified Baseline Toxicity (acid) conjugated systems|
_ 16400 mg/L _ 355000 mg/L 20.8 mg/L
ERO% s B > 56 me/L HET R (BBIEAENSTR) | NAIET B (FIRIEAIEL ST R)
£
e
OH O
R AT R R
Reactive unspecified Baseline Toxicity (acid) conjugated systems1
OH _ 41300 mg/L _ 152000 mg/L 147 mg/L
> 32 mg/L HIEAHE FFEHEAELNITR) XN EFEE SREMEAMELNVISR)
5
PFE 76.05 logP(KowWin) -1.067 2 &=
782
5K AR (me/L) logBCFmaxtox -7.96E-1 %3
[FAlfiE] 1000000 1 | UMO(eV)  6.78E-1~7.22E-1 X4
ODDI X5
Qc X6
CASES 67701-06-8 ) ERFE ERTRH ERTRH
Reactive unspecified Neutral Organics—acid acids
_ 0457 meg/L . . 0.0110 mg/L S 0.0210 mg/L
Fatty acids, C14-18 and C16—18-unsatd. . > 1000 mg/L | EAEE SEEHEIMELISR) XP;#I|7E T~ e (logPiE FH S5 41) XP; ¥ E FHE (logPiE F 81 EH 4})
-
&3%:
C=18&LTFA
L ERTRE BT
Reactive unspecified Neutral Organics—acid acids
0.178 mg/L 0.0110 mg/L 6.36 mg/L
T HIE FBE EREMHEIMELVI S R) P E A HE (logPiE FAEEE SV XP;# TE 8k (logPiE F 5 5 %)
5 | FRTF—HGL
NTE 284.49 logP(KowWin) 7.944 %2 E%
78
xt KB R (me/L) logBCFmaxtox  3.96E+0 %3
[ A8 0.003512 1 | UMO(eV)  1.04E+0~1.12E+0 4
ODDI X5
Qc X6
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= Iy
: EHE
” e - _ . .
ERFMEE TIMES %7 ECOSAR %8 KATE %9
CASES 25265-71-8 fE " =R i)
basesurface narcotics Neutral Organics Qalcohols aliphatic
27100 mg/L 25800 mg/L 42700 mg/L
oS ° N » _ Neutral O i
/jD EL>J)a—iL - FRF—a1L o 5%506%?1255
S
e
72 >ﬂ
0] OH
OH e ) R fERA ERAT
basesurface narcotics Neutral Organics alcohols aliphatic
46000 mg/L 11500 mg/L 4000 mg/L
> 109mg/L XD ¥ E A e (E FAEEEE 4 ) P, XFH T RE(logP 3 A 6 B 4} R
= BERZF OB EEZSD)
o Neutra]lﬁagani;i
HFE 134.18 logP(KowWi -0.639 e mg,
ATE 0P (KowlWin) 2 5 KPR BE (ogP R ABEISY)
KB fE(mg/L) logBCFmaxtox —4.77E-1 %3
[F 1] 310700 %1 LUMO(eV)  2.43E+0~3.15E+0 34
ODDI X5
Qc X6
CASES 1300-72-7 =R FERTHE HAFT HEAFT
Reactive unspecified Baseline Toxicity (acid) acids
y IR (AU D) | NI TR B EAEAE LY SR) | P, KPR TRBE (ogP B U
—s3 IV _ > 408 mg/L FIEAREE(E MELVY S XNFIEAHE (S MELNVS P, XFHI|5E TRE (logP B U ER D 18
FRUDL=DAF IR EU R LR F—F “ ﬁﬁai’f’.%)
5
&3%:
NaZHIZEHEL .
Benzenesulfonic acid, 2,4-
73| dimethyl-&LTFAEI
. frepeeee, EATAE BERAA AT
\\ Reactive unspecified Baseline Toxicity (acid) acids
S 7890 mg/L _ 51900 mg/L 250 mg/L
/ \\ > 318.24 mg/L FIERRE EFEMEIMELITR) | XNFIETREE (SEMEIMELNITR) | XKP, XFFHIETEE (loeP R U DB S
OH 0 m i RGBS}
NTE 186.23 logP(KowWin) -0.07 %2 E%
78
st 7K B R (mg/L) logBCFmaxtox —5.25E-2 %3
[ R11E] 58940 1 | UMO(eV) -846E-1~-7.39E-1 X4
ODDI X5
Qc X6
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=
: EHE
4 fbme 2 . | | |
EHEEE TIMES X7 ECOSAR %8 KATE X9
ERAREE:2-858 CASEE 124-04-9 L) R # AT # AT
Reactive unspecified Baseline Toxicity (acid) acids
_ 2900 mg/L _ 46900 mg/L 4470 mg/L]|
FOEL R > 100mg/L HIEARRE (EEEMEIMENISR) | XNFIEREE SEMEIELITR) 3P;H1 7 A BE (logP 3 FA £ B 4})
£
e
o
\ OH
74
A AR AT 5 R
Reactive unspecified Baseline Toxicity (acid) acids
o 4990 mg/L _ 22600 mg/L 169 mg/L
\ 85.7mg/L HIFEAHE FFEEAENNISR) XNHIEAHE (SFEEMENISR)
- z
PFE 146.14 logP(KowWin) 0.228 X2 &=
782
5K AR (me/L) logBCFmaxtox 1.7E-1 %3
[F 1] 167300 %1 | UMO(eV)  7.81E-1~959E-1 X4
ODDI X5
Qc X6
BN TREHE:2-466 CASEE 75-18-3 i3 i3 AT AT
basesurface narcotics Neutral Organics sulfides
360 mg/L 477 mg/L 469 mg/L
AL AFIL 213mg/L XP:# 7 R EE (logPE FAEEE5V)
4
5
&3%:
—S
" \
fERT RS fERT
basesurface narcotics Neutral Organics
497 mg/L 245 mg/L
29mg/L XD FE A e GE A &R 51 -
@ QSARETILHEL
NTE 62.13 logP(KowWin) 0.919 %2 E%
78
st B R (mg/L) logBCFmaxtox  6.86E-1 %3
[ BIfE] 22490 %1 LUMO(eV)  9.34E-1~934E-1 X4
ODDI X5
Qc X6
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=
" e 3] EitiE
bl EHSEE TIMES X7 ECOSAR X8 KATE %9
AR 3-558 CASEE 122-99-6 =R =R AT /A
basesurface narcotics Neutral Organics ethers with aromatic
422 mg/L 730 mg/L " , - 44§, mg/*L
S, — — = .o_ 344mg/L P ¥ TE FRE (logP5E FA S5 E 41)
I?‘!/JO Ya—ILE/TT=T T}b(ﬂu% 12-7x & (b) Neutral Organics
/XTI H/—)L) = 743 mg/L|
e
oH
76
AT AT fEFRH fERA T
basesurface narcotics Neutral Organics ethers with aromatic
619 mg/L 381 mg/L 20.6 mg/L
488me/L XDHIE B GEREES) XP, XFH|ETEE (logP R U SRS
@ & FRE B S}
n Neutral@ggani;:ﬁ
NFE 138.17 logP(KowWin) 1.1 %2 e mg
o os o . ] XFHIETEE (S M B AmEs)
37K B fE(me/L) logBCFmaxtox ~ 8.21E-1 %3
[ AlfiE] 28180 X1 | UMO(eV)  2.19E-1~448E-1 %4
ODDI X5
Qc X6
CASES 25322-69-4 A A AT R
basesurface narcotics Neutral Organics Qalcohols aliphatic
24500 mg/L 26700 mg/L 45400 mg_/L
Poly[oxy(methyl-1,2—ethanediyl)], .alpha.— > 100 me/L Ne“tgazloggg;rgfi
hydro—.omega.—hydroxy— ﬁ'
5
#%:
n=4LLTF A
77 ‘&
7/\ R ERARE SR FERTRE
7/\3& basesurface narcotics Neutral Organics alcohols aliphatic
OH 41100 mg/L 12200 mg/L 4900 mg/L
105.8 mg/L XD FE A e GE A &R 51 ) P, XF¥ E A RE(logP5E FA SR EE 41 FR
= BERZHF OB EEEZSD)
in Neutr32|1C1)6gani;>le_‘.
NF=E 250.34 logP(KowWi -0.352 %2 X mg,
nTE oePKowin) _ 1 XPHITETRE (logP il FIEBES)
xt KB R (me/L) logBCFmaxtox —2.63E-1 %3
[ RI1E] 47100 1 LUMO(eV)  1.99E+0~267E+0 X4
ODDI X5
Qc X6
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== |
b % EHE
# ﬂ::%"‘f%ﬁ % e — %7 X8 9
ERFMEE TIMES * ECOSAR* KATE *
CASES 106-22-9 3L EAa =/
basesurface narcotics Neutral Organics alcohols aliphatic
6.85 mg/L 5.15 mg/L e ([}"E’%’E}Eﬁéﬁwliﬂrp%;ﬁ%
— 6 —TY—1 —F— R EBE (R FOERH
8, 7T=UAFNAVE—6—To—1—-F—) " STt = i i
ol O Neutral Organics
3] 7.45 mg/L
e
78
OH
e SRR EEH e
™ basesurface narcotics Neutral Organics alcohols aliphatic
437 mg/L 3.38 mg/L 9.92 mg/L
17.48mg/L XD;¥IE A HE GE R E N ) XEHEBE (REBMERZF DA 1E
3 BEED)
ey O Neutral Organics
PFE 156.27 logP(KowWin) 3.555 X2 &= 357 mg/L
>4
®IK AR (mg/L) logBCFmaxtox  2.65E+0 %3
[ AlfiE] 1055 X1 |LUMO(eV)  1.07E+0~1.39E+0 K4
ODDI X5
Qc X6
IBiEEFEEA2EBLES CASES 2867-47-2 e SR CLE] ERTE
:1051 Reactive unspecified OAliphatic Amines methacrylates
e . 559 Tg/L 143 mg/L e e s ¢ 1 56.2 mg/L
2— (N, N=DAFITI/)IFIL=4E9)F5—k . 18iAma/c FIET e (IBRMEAMELITR) Methacrylates F I RE (204 46 & B R REE 1)
s Baseline Toxicity
L] _ 1080 mg/L
&5 FIEFBE (EFEMEAMELVITR)
2—(DAFITE/)IFIL=
ARG )S5—EF 8l o
79| 74 \N/\/O
Reactive unspecified OAliphatic Amines methacrylates
_ 879 mg/L 15.1 mg/L 153 mg/L
33 mg/L HIEAHE EFEHEAENNITR) Meth1a1crylat>es XFHIE T RE (RB 18 & E FREE 4 )
4 mg/L
H Baseline Toxicity
AFE 157.21 logP(KowWin) 0.972 %2 E% ¥IJ*T‘“(1=§E1'$7J“1&EE\% rgg/_{ )L
FH P S
stk B R (mg/L) logBCFmaxtox  7.25E-1 %3 EARE 7
[ RI1E] 106100 %1 | UMO(eV) ~ 1.08E-2~5.16E-1 4
ODDI X5
Qc X6
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’ = ) BiLE
e ERSEME TIMES %7 ECOSAR %8 KATE X9
IBiEEF/(2IA25ELES CASES 112-24-3 A LLEl LU L AT
1982 narcotic amines OAliphatic Amines primary amines aliphatic
43000 mg/L (_31700 rqg/L . e 23LOO\mg/L
FJIFLUTRSIY . 570 mg/L Ba?%r(;%(;li)oxcg:?{ XP, XFHIETBE (IogP}j‘Llé)‘FHI%F *ﬁ;ﬁ
’%‘E FIEFEE EREMEAMELVITR)
e
FIVE
80 /
‘ / g gERFT R AT
‘ Reactive unspecified OAliphatic Amines primary amines aliphatic
3990000 mg/L 2200 mg/L 5310 mg/L
/ 31.1 mg/L H|E FEE EEEHEHIMELVISR) Baseline Toxicity| P, F;¥|E A RE (logP&UnB %%L
Eﬁ ~ 661000 mg/L FREEEEST)
i $IE T (SHEEAEL 5 R)
PFE 146.24 logP(KowWin) -2.646 2 =
782
*t KA R (me/L) logBCFmaxtox —1.97E+0 %3
[F 1] 1000000 1 | UMO(eV) X4
ODDI X5
Qc X6
CASE® 97-86-9 3| AT R R
Reactive unspecified OMethacrylates methacrylates
BT (ERRREAE Y 52 S Toricty| XEHEBE REHERER- 53?\%
N — =__ 20 mg/L HETRE(E MELNIS Baseline Toxicity FHIERE o)
AYTFIL=A8HY5— . | iy 2
"‘E FIEFEE (EFEMEAMELVITR)
72
&3%:
-:.':::
81
——l
2 fERT RS fERT fERT
Reactive unspecified OMethacrylates methacrylates
191 mg/L 6.96 mg/L
23 mg/L I EAEE SEMHEIMELNVISR) Baseline Toxicity| f:¥|EBFE ( ﬁ"{’ﬁﬁﬁ’é?—*f’)"ﬂ’\*ﬁ
=] _ 175 mg/L Ex=E5L)
i IR (BREMAELN 5 R)
NTE 1422 logP(KowWin) 2.675 %2 =
78
517K B R (mg/L) logBCFmaxtox 2.E+0 %3
[ RfE] 438.6 %1 | UMO(eV) -1.94E-1~4.12E-1 X4
ODDI X5
Qc X6
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= Iy
: EHE
4 fbme 2 . | | |
EHEEE TIMES X7 ECOSAR %8 KATE X9
CASES 144-62-7 i) RS FERATA FERATA
Reactive unspecified Baseline Toxicity conjugated systems1
_ 51200 mg/L _ 168000 mg/L 56.1 mg/L
SarEg 27 mg/L FIEAREE EFEEAMBENITR) | XHNFIEFEE EREMEAMELVITR) 3 P;H1 7 A BE (logP 3 FA £ B 41)
£
e
(@]
82 OH /
\/\ A AT AT AT
/ OH Reactive unspecified Baseline Toxicity conjugated systemsi
174000 mg/L _ 67500 mg/L 696 mg/L
15 mg/L HIEAHE EFEEAENNISR) XNHIEAEE (SEEEAMELITR) [ XP, XFHIE R RE(ogPE FAEREE 41, 7
0 m B ERZROMAOBEEZET)
NTE 90.04 logP(KowWin) -1.737 %2 E%
*H
7K AR (me/L) logBCFmaxtox  —1.3E+0 %3
[F 1] 1000000 1 | UMO(eV)  3.18E-3~7.16E-2 X4
ODDI X5
Qc X6
CASES 109-83-1 AT AT ERAT fEAT
narcotic amines OAliphatic Amines secondary or tertiary amines
2260 mg/L 1680 mg/L 2180 mg/L
_ = _ 100 mg/L Baseline Toxicity
2—(AFNTE/)THR/—IL “ B 41300 mg/L
2 7 T8 (SRIEAYEL S5 R)
¥R
&3%:
%
83 — N
“~ fERT RS fERT fERT
OH Reactive unspecified OAliphatic Amines secondary or tertiary amines
89500 mg/L 139 mg/L 67.3 mg/L
33 mg/L | EAEE SEMHEIMELNVISR) Baseline Toxicity| XfHIEBE (MEMERAZFOHN1E
& _ 17500 mg/L BEEED)
i $IE T B (EREHEAYEL 5 R)
NTE 75.11 logP(KowWin) -1.146 %2 =
*H
stK AR (mg/L) logBCFmaxtox —8.55E-1 %3
[Fil1E] 1000000 %1 | UMO(eV) X4
ODDI X5
Qc X6
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e ) EitiE
b EHEEE TIMES X7 ECOSAR %8 KATE X9
IBfEEE/(2IA25ELES CASES 108-91-8 ema A LU L LLE
11083 narcotic amines OAliphatic Amines primary amines aliphatic
43.8 mg/L 33.3 mg/L 49.4 mg/L
N N =- > 100 mg/L Baseline Toxicity
DOANEDILTEY “ o 175mg/L
**E FIEARBE (EHEEAMELVISR)
e
%
NH2
e SRR EEH e
Reactive unspecified OAliphatic Amines primary amines aliphatic
330 mg/L 3.80 mg/L 4.49 mg/L
36.3 mg/L H|E FRE EEEHEHIMELVISR) Baseline Toxicity
3 _ _ 959 mg/L
i HIETHE (SEHAIENHSR)
NTE 99.18 logP(KowWin) 1.631 %2 =
782
7K AR (me/L) logBCFmaxtox  1.22E+0 %3
[F 1] 63960 %1 LUMO(eV) X4
ODDI X5
Qc X6
CASES 4189-44—0 =R FERTHE fEFT AT
Reactive unspecified OAliphatic Amines Unclassified
ST (B A B 520 e Toxiety S TR (AR ACE LN S )
— > 100 mg/L HIETREEE MELVIS R Baseline Toxicity H|FE A = MELNVI SR
“BRAETFAPRFR & _ 1320000 mg/L
g HIETHE (SEMAIENHSR)
72
&3%:
O
NH2 /
\/-S
w20 AT A AT
// 0 Reactive unspecified OAliphatic Amines Unclassified
974000 mg/L 1620 mg/L _ 5570 mg/L
81 mg/L I EAEE SEMHEIMELVISR) Baseline Toxicity HEAEE EEMEMMELVISR)
NH | _ 486000 mg/L
i IR EE (SR YT R)
NTE 108.12 logP(KowWin) -2.644 %2 =
78
57K A R (me/L) logBCFmaxtox —1.97E+0 %3
[ AIfE] 1000000 %1 | UMO(eV) —-1.59E+0~—1.56E+0 4
ODDI X5
Qc X6
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=
: HEE
" fesmeE 2 . | | |
EHSEE TIMES %7 ECOSAR X8 KATE %9
CASES 121-33-5 i) i) AW i)
aldehydes OAldehydes (Mono) aldehydes
31.6 mg/L 27.2 mg/L 25.9 mg/L
S—1]° 57 mg/L Phenols
n=yz 2 138 me/L
= Baseline Toxicity
] _ 8game/l
B FIEARBE (EHEEAMELVISR)
86
e ) R fERA ERAT
Reactive unspecified Aldehydes (Mono) aldehydes
_ _ 619 mg/L 70.3 mg/L 27.5 mg/L
36.79 mg/L HIEFHE (RREMEMMENNISR) O Phenols| XF¥IE T 8E (BB #8158 FAEEESY)
27.3 mg/L
Bi Baseline Toxicity
STE 152.15 logP(KowWi 1.055 %2 X 459 mg/L
o oePiowIin . £ TR (EREMEAEL 5 R)
stKiAfE(me/L) logBCFmaxtox  7.87E-1 %3
[FiAlfE] 6875 X1 |UMO(eV) X4
0oDDI 291E-1~2.96E-1 X5
Qc X6
RigEE(FIA2EEBELES  CASEE 124-09-4 A A R A
11019 narcotic amines OAliphatic Amines primary amines aliphatic
362 mg/L 273 mg/L 326 mg/L
N5 70.7 mg/L Baseline Toxicity
NXYAFLUDOTIY . i 15920 me/L
"‘E FIEFBE (EREMEAMELVITR)
|
&3%:
% e
87
i) RS R i)
Reactive unspecified OAliphatic Amines primary amines aliphatic
6010 mg/L 26.8 mg/L 39.2 mg/L
27.2 mg/L HE T HE SEEMEMMBELVITR) Baseline Toxicity
A2 H _ 1420 mg/L
i IR (BRI AYELV S R)
NTE 116.21 logP(KowWin) 0.346 %2 =
5H
stk B R (mg/L) logBCFmaxtox  2.58E-1 %3
[FAE] 534300 %1 | UMO(eV) x4
ODDI 5
Qc X6
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" e ) EitiE
b EHEEE TIMES X7 ECOSAR %8 KATE X9
IBEEF(LIH2EELES CASES 108-31-6 3L AT EAFT EAFT
11053 E#AREE2-1101 Reactive unspecified Baseline Toxicity acrylates
_ _ 523 mg/L _ 177 mg/L 1.35 mg/L
mKT LA 75mg/L FIERRE (RREMEAMELISR) | XNFIEFRE (SREMEAMELVITR) | XFHIETHE (B 2 18158 A #EE 51)
£
e
\
88
O
R AT R AT
\ Reactive unspecified Baseline Toxicity acrylates
2 5 ~ 884 mg/L _ 972 mg/L 2.84 mg/L
84mg/L HIEAHE EFEEAENNISR) XNFIEAEE (SEEEAMELITR) | XFHIESEE (BB S EAEESN)
&
PFE 98.06 logP(KowWin) 1.619 %2 &=
782
7K AR (me/L) logBCFmaxtox  1.21E+0 %3
[F 1] 4912 %1 | UMO(eV) -1.62E+0~—1.62E+0 X4
ODDI X5
Qc X6
CASES 78-83-1 AT EAT AT A
basesurface narcotics Neutral Organics Qalcohols aliphatic
1680 mg/L 779 mg/L 1490 mg/L|
N} _ 1330 mg/L Neutral Organics
1VIT8/—) " T56 et
5
&3%:
OH
89
fE " fE " fERT fERT
basesurface narcotics Neutral Organics alcohols aliphatic
1620 mg/L 395 mg/L 281 mg/L
1100 mg/L XP, Xf. 3 E T AE(logP i FA #EEH 4 Bk
| BEREFOMI/BEEET)
£n, O Neutral Organics
NTE 74.12 logP(KowWin) 0.767 %2 = 115 mg/L
78
st B R (mg/L) logBCFmaxtox  5.73E-1 %3
[ BIfE] 97120 X1 | UMO(eV)  3.5E+0~357E+0 X4
ODDI X5
Qc X6
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=
: EHE
’ fbme 2 . | | |
EHSEE TIMES %7 ECOSAR X8 KATE %9
CASES 137-16-6 4] AT i) AT
Reactive unspecified OAmides —acid amides or imides
i . 3.47 n_1g/L ] 25.6 mg/L e e s g . 3.14 mg/L
N—>0O4J)LY)LaL U Nals " 107 mg/L | EAEE SEEEIMELISR) ] Base‘llnzehs;lg)oxcg;?i XFHIEAE (B 48158 A EE B 41 )
’%‘E FIEARBE (EHEMHEAMELVISR)
e
NaZHIZEH#L ., Tl
90
A AR R AR
Reactive unspecified OAmides —acid amides or imides
_ _ 2,06 mg/L 10.7 mg/L 0.959 mg/L
29.7 mg/L HIEFHE (RREMEIMENNISR) Baselin; OTooxici/ty FH TE T EE (B4 485 E SRR AL )
.00 mg/L
i HIE T (EREMEAMEN DS R)
PFE 2714 logP(KowWin) 4.1 %2 =
KB #R(mg/L) logBCFmaxtox  3.06E+0 3 i
[ AlfiE] 5.659 X1 | UMO(eV)  5.56E-1~9.36E-1 4
ODDI X5
Qc X6
CASEE 111-27-3 s A T C] A
basesurface narcotics Neutral Organics Qalcohols aliphatic
315 mg/L 121 mg/L 258 mg/L|
_ _ 97.2 mg/L Neutral Organics
1=~FY/—) " 13T gL
5
&3%:
91
X A A FLE FLL
OH basesurface narcotics Neutral Organics Qalcohols aliphatic
226 mg/L 67.6 mg/L 82.2 mg/L
201 mg/L Neutral Organics
=2 32.0 mg/L
=N
NTE 102.18 logP(KowWin) 1.823 %2 =
78
57K A R (me/L) logBCFmaxtox  1.36E+0 %3
[ RI1E] 6885 %1 | UMO(eV)  3.47E+0~36E+0 4
ODDI X5
Qc X6
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" ftemm ) B
bl ERFMEE TIMES %7 ECOSAR %8 KATE %9
CASEE 75-75-2 RS FERATA FERATA
Reactive unspecified Baseline Toxicity (acid) acids
SIS TR (B A B LD S %) HI5E T (EAHE A EL Yo%) R (P RUBABE
. . FIEFBE (B MELVITR) XNFIEAREE (B MELITR) [ %P, XFHIETEE (logP R U A 1EE
AR RN B " ET—7L i i O E R
e
O
S S— OH A SRR SRR SRR
Reactive unspecified Baseline Toxicity (acid) acids
620000 mg/L _ 2580000 mg/L 421 mg/L
> 100 mg/L HIE T RE EREHEIMELNVI S R) XNHITERRE (SRAMEAMELVNISR) | XP, XFHIETREE (logPR U2 181
O & EREEES)
NTE 96.1 logP(KowWin) -2.382 %2 E%
782
7K AR (me/L) logBCFmaxtox —1.78E+0 %3
[F11E] 1000000 1 | UMO(eV) -7.08E-1~-7.08E-1 4
ODDI X5
Qc X6
CASES 78-96—6 AT AT ERAT fEAT
narcotic amines OAliphatic Amines primary amines aliphatic
2430 mg/L 1810 mg/L 1680 mg/L
=)o __ Sy 2520mg/L Baseline Toxicity
1—73/—2—-7O/,\/—)L “ B 45600 mg/L
g 7T HE (IEAEME MBS S R)
3H
&3%:
7IUE 2
93
fERT RS fERT fERT
Reactive unspecified OAliphatic Amines primary amines aliphatic
104000 mg/L 149 mg/L 282 mg/L
108.82mg/L H|EEE UEEHEINELVITR) Baseline Toxicity
- i B R (BRI AT S TR
H HIFERBE(EEMEMNELNISR
NFE 75.11 logP(KowWin) -1.195 %2 z%
%t K B R (me/L) logBCFmaxtox —8.91E-1 %3 a
[Fil1E] 1000000 %1 | UMO(eV) X4
ODDI X5
Qc X6
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=
: EHE
4 fbme 2 . | | |
ERFMEE TIMES X7 ECOSAR %8 KATE X9
CASES 693-23-2 R AR A
Reactive unspecified Baseline Toxicity (acid) acids
BT (EREAEOIDZ) | SN (EARREAUEL VI D2 08 me/t
SN — HERRE(E NMELNVIS R SEN:H R = MELNVIS R
FTho =B . EHT 5L T ’ * ’
e
Y .
94
R R e )
Reactive unspecified Baseline Toxicity (acid) acids
_ 137 mg/L _ _ 106 mg/L 59.0 mg/L
o ) HEREE (SEEMAENSSR) | XNHEREE (SEHRAELNYSR)
; $ SERF— S0
NTE 230.31 logP(KowWin) 3.174 %2 f%
782
7K AR (me/L) logBCFmaxtox  2.37E+0 %3
[F11E] 146.4 %1 | UMO(eV)  8.21E-1~1.08E+0 4
ODDI X5
Qc X6
CASEE 140-01-2 s AR T C] EAFRE
Reactive unspecified OAliphatic Amines—acid secondary or tertiary amines
_ 9.04e+7 mg/L 2.60e+7 mg/L 457Q000 mg/L|
ROUBFRYH L=2, 2" 27 2" —[[(HILKREX 1115mg/L H|ERBE EEEHEHIMEVLVYISR) BasSeI;rée EOXiCi;K XP, XFHIETEE (|0gpﬁgg|?§&%
— i ki ’ O£ L 15e+ ;
ZF}?")L){:/]EZ(I?—[//—HJD)}TI~77‘t' f% % T (SRR AR NI 5 R) ¢
— 3H
&3%:
% . o
NaZHICEHLF j ]
95 i
-
e Y fERT RS R RS
L \/ Reactive unspecified OAliphatic Amines—acid secondary or tertiary amines
- o 7.40e+8 mg/L 1390000 mg/L 1120 mg/L
ot ° 245mg/L I EAEE SEMHEIMELNVISR) Baseline Toxicity| P, 3F;¥|E 7 &g (logP R S D 4a &
& _ 1.54e+8 mg/L A EE S
i IR AL (EREHEAEL T R)
NFE 393.35 logP(KowWin) -4.906 %2 ;%
78
xt KB R (me/L) logBCFmaxtox —3.66E+0 %3
[ BIfE] 443300 %1 LUMO(eV)  1.48E-1~686E-1 X4
ODDI X5
Qc X6
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” e o Bl
b EREMHE TIMES %7 ECOSAR X8 KATE %9
BEEEEE2EELES CASES 111-40-0 A A @R R
382 BHRATEE2-159 narcotic amines OAliphatic Amines primary amines aliphatic
13900 mg/L 10300 mg/L R &SLIGKO\?é/L
D . 5 - —7= — 322mg/L Baseline Toxicity| P, 3F:$ logP
DIFUYMITEY(BIE N=(2=73/IF)L) . me 236000 me L e
1, 2—ITARAVITEY) ’%‘E FIEFEE EREMEAMELVITR)
e
%
96 NH2 x
N
~— R AR R AR
NH2 Reactive unspecified OAliphatic Amines primary amines aliphatic
1000000 mg/L 758 mg/L 1680 mg/L
16mg/L HIE T RE EREHEIMELNVI S R) Baseline Toxicity| 3P, %F; #'JETﬁE(IogPZ’ZU”B \1%)_
& _ 169000 mg/L FRgEES})
5 HITE B (S HEHEAYELV IS R)
PFE 103.17 logP(KowWin) -2.132 %2 =
782
517K B R (me/L) logBCFmaxtox —1.59E+0 %3
[F 1] 1000000 1 | UMO(eV) X4
ODDI X5
Qc X6
CASE= 102-76-1 AT AR FEFE AT
esters OEsters esters aliphatic
486 mg/L 264 mg/L 487 mg/L
7“') o =K)7tT—F . 165.3mg/L Baseline Toz:;;t{
g BT (EAHE A E N SR
72
&3%:
97 ::
V4 ¥( A AT FLE] A
) Reactive unspecnfled QOEsters esters aliphatic
0 mg/L 653 mg/L 653 mg/L
A 380mg/L +UET"H‘E(1=$ET$7’J‘15L\77X) Baseline Toxicity
s == _ 2580 mg/L
i A (EEEMAEL IS R)
NTE 218.21 logP(KowWin) 0.363 %2 =
78
stk B R (mg/L) logBCFmaxtox ~ 2.71E-1 %3
[ RI1E] 21520 1 LUMO(eV)  4.68E-1~1.09E+0 4
ODDI X5
Qc X6
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= Iy
: EHE
4 fbme 2 . | | |
ERFMEE TIMES X7 ECOSAR %8 KATE %9
IBiEREF/(2IA2EELES CASES 149-57-5 ema eAAAr LUl LLE
1037 Reactive unspecified Baseline Toxicity (acid) acids
_ _ 193 mg/L _ . 163 mg/L 45.3 mg/L|
2—IFILAXHUE 180 mg/L HEREEEEEAMENISR) | XNHIETRRESEEMENISR)
£
e
0]
98
OH
e ) R R e )
Reactive unspecified Baseline Toxicity (acid) acids
_ _ 146 mg/L _ _ 101 mg/L 41.2 mg/L
106 mg/L HIE T RE EREHEIMELNVISR) XNEIE R EE ((SREMEAELNVITR)
5
NTE 144.22 logP(KowWin) 2.96 %2 225
782
7K AR (me/L) logBCFmaxtox  2.21E+0 %3
[ A8 11X | UMO(eV)  1.08E+0~1.13E+0 4
ODDI X5
Qc X6
CASEE 657-84-1 AT ERTT EAFT EAFT
Reactive unspecified Baseline Toxicity (acid) acids
IR (AR NS | NI TR B EAEAE LY SR) | P, KPR TR8E (ogP B U
— . > > 100 mg/L FIERBE (S MEWLDS XKN;F N:ESH MEWLND S XKP, XF# ~EE (log MR EE
p—MLIVRILRVEEF ) L “ &R
5
&3%:
NaZHICE#L F 8
99 /O
SL"OH i) RS R RS
// Reactive unspecified Baseline Toxicity (acid) acids
0 23600 mg/L _ 142000 mg/L 306 mg/L
> 1000 mg/L HIETRE(SREMEAMELISR) | XNHIERRE USREAMELISR) [ XP, XFHIETEE (logP R U S RIS
@ i R E B}
NTE 1722 logP(KowWin) -0.618 %2 E%
78
xt KB R (me/L) logBCFmaxtox -4.61E-1 %3
[FAlfE] 202300 %1 L UMO(eV) -8.77E-1~-807E-1 4
ODDI X5
Qc X6
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" e ) EitiE
b ERFMEE TIMES %7 ECOSAR %8 KATE %9
EHRARER:2-309 CASES 110-97-4 =R L) R /R
narcotic amines OAliphatic Amines secondary or tertiary amines
2670 mg/L 1990 mg/L 2520 mg/L
SS A S ) =- 1466mg/L Baseline Toxicity
A TOIN/—)LTIY " i 42100 me/L
**E FIEARBE (EHEEAMELVI S R)
e
%
100
N OH
OH e ) R fERA e )
Reactive unspecified OAliphatic Amines secondary or tertiary amines
82400 mg/L 170 mg/L 110 mg/L
277.7mg/L HIEAHE FFEHEAELNITR) Baseline Toxicity| Xf#|E BT (REHMEREFDMNE
i 152 T (RARHEAC LD 520 sy
5 HITE B (EEMEAELN S
NFE 133.19 logP(KowWin) -0.878 2 2%
KB fE(mg/L) logBCFmaxtox —6.55E—1 %3 )
[F 1] 1000000 1 | UMO(eV) X4
ODDI X5
Qc X6
CASES 91031-48-0 =R HAFT HAFT
esters Esters esters aliphatic
oz mert MR (PBRGEN)|  XPHETHE(oPBRRE
: _ - P H FE A EE (logPi P $ E TS BE (logPiE FAEE
Fatty acids, C16—18, 2—ethylhexyl esters & S F— AL Baseline Toxioity
= _ 7.87e=7 mg/L
N ] 5 T BE (ISR AELV S5 R)
7%
C=18&LTFA
101
AR SRR @R
QA( Reactive unspecified Esters esters aliphatic
_ _ 618 mg/L 0.0000984 mg/L 0.0000217 mg/L
= HIE FBE EREMHEIMELVI S R) XP;#I| E T RE (logP5E FA &R B 4}) SP;HI| E T HE (logP5E FAEEEH 41)
=2 TG0 Baseline Toxici}c{
o _0.00000108 mg
NTE 396.7 logP(KowWin) 11.595 2 z% HITE R RE (SREMEAMELN IS R)
78
7K A R (mg/L) logBCFmaxtox  1.27E+0 %3
[FAifE] 0.0000004022 %1 LUMO(eV) 1.17E+0~1.22E+0 X4
ODDI X5
Qc X6
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. femE A Bl
b EHSEE TIMES %7 ECOSAR X8 KATE %9
BEEFLIH2EELES CASES 80-62-6 =R R R /R
11048 Eﬁﬁm%ﬂ:2—1036 Reactive unspecified OMethacrylates methacrylates
BT A (A 9 S R) o Towety| KEHEEE (REHERER SEAH
130mg/L HETRRE (S MELWIS R Baseline Toxicity| >¢f¥I7EBE (& %D
ARG JLEEATFIL " ; 368 me/l a ' BEAD)
’%‘E FIEABE (EHEEAMELVISR)
e
102 \\
I e ) R fERA e )
o Reactive unspecified OMethacrylates methacrylates
/ 293 mg/L 450 mg/L 68.7 mg/L
69mg/L H|E FRE EEEHEHIMELVISR) Baseline Toxicity
0 | _ 196 mg/L
£n FIERBE (EREEIMELVI S R)
ATE 100.12 logP(KowWin) 1.275 %2 =
782
KB R (mg/L) logBCFmaxtox ~ 9.51E-1 %3
[ RfE] 7747 X1 LUMO(eV)  3.22E-2~558E-1 4
ODDI X5
Qc X6
BHRATREE5-1024 CASES 108-78-1 =R ERTE AT AT
Reactive unspecified Anilines (amino—meta) amines aromatic or phenols3
_ 7140 mg/L 2680 mg/L 17.8 mg/L
ASZY > 3000mg/L | FE R HE SEEEMMBELISR) O Melamines| %P, 3F;¥IETEE (logP R U ER 185 1E
= & 391 mg/L 1 AR R 1)
e Baseline Toxicity
L] _ 14300 mg/L
"5 HIE e IEHEIEDMEL IS R)
NH2
103
fERT RS fERT fERT
NH2 Reactive unspecified OAnilines (amino—meta) amines aromatic or phenols5
15100 mg/L 6.23 mg/L 50.2 mg/L
200mg/L H|E FEE SEEMHEHIMELVI S R) Melamines
NH2 144 mg/L
Bi Baseline Toxicity
NFE 126.12 logP(KowWi -0.382 %2 X 6500 mg/L
»TE osPKowiin) . = HE TR (BN S5 R)
xt KB R (me/L) logBCFmaxtox —2.85E-1 %3
[ RI1E] 1000000 1 | UMO(eV) ~ 5.56E-1~556E-1 4
ODDI X5
Qc X6
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== |
b % EHE
# ﬂ::%"‘f%ﬁ % g = %7 X8 9
ERFMEE TIMES * ECOSAR* KATE *
CASES 112-59-4 R R A
basesurface narcotics Neutral Organics Qalcohols aliphatic
971 mg/L 701 mg/L 1410 mg/L|
— — S, — N N Neutral Organics
3_}[5 (NFHY—1—AILFFV)IrFT ]IS “ T — AL lofe s
e
104 K
N R AR R R
- basesurface narcotics Neutral Organics alcohols aliphatic
990 mg/L 372 mg/L 343 mg/L
370 mg/L XD;¥IE A HE GE R E N ) KEFIERE (REHMERZR DA 08
@ BEED)
an, O Neutral Organics
ATE 190.29 logP(KowWin) 1.274 %2 = 137 mg/L
%K B R (me/L) logBCFmaxtox ~ 9.51E-1 %3 i
[F11E] 5602 X1 | UMO(eV)  2.22E+0~276E+0 4
ODDI X5
Qc X6
CASES 104-68-7 EAT s R s
basesurface narcotics Neutral Organics ethers with aromatic
935 mg/L 1700 mg/L . ﬁ‘; 020 mgy/*L
S Y — — —= 432 mg/L P E A BE (logP 3B FAEEEE 51)
IFLIUS)a—I)LE/TJIZILI—TIL 2 6 Neutral Organics
%E‘ 1660 mg/L|
&3%:
0oH
105 ~—,
_¥D
R AR R GERAFA
basesurface narcotics Neutral Organics ethers with aromatic
1480 mg/L 865 mg/L 37.1 mg/L
906 mg/L XD;¥IE A HE GE R E BN ) P, XFHIETHE (logP R U S RIS
=2 i R E B S}
in Neutralzoggani;:s
nee f T 5 L
nFE 182.22 logP(KowWin) 0.826 2 55 ->:<F;¥UE$’EE(%MN§5§EFH§E%$)
xt KB R (me/L) logBCFmaxtox  6.16E—-1 %3
[FA1E] 34260 31 | UMO(eV)  2.31E-1~6.13E-1 4
ODDI 5
Qc X6
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: HEE
4 fbme 2 . = | |
EHEEE TIMES X7 ECOSAR %8 KATE X9
BHRATEES-1011 CASES 100-51-6 A A A R
basesurface narcotics OBenzyl Alcohols Qalcohols aliphatic
350 mg/L 214 mg/L 1190 mg/L|
IS ,0 — 460mg/L Baseline Toxicity Neutral Organics
NPT A= “ 601 me/L 609 mg/L
**E FIEFEE EREMEAMELVITR)
e
OH
106
e SRR EEH e
basesurface narcotics OBenzyl Alcohols alcohols aliphatic
515 mg/L 158 mg/L 260 mg/L
55mg/L XD;¥IE A HE GE R E N ) Baseline Toxicity P E A EE (logPBE FAEEE SV)
_ 313 mg/L Neutral Organics
2 HETEE (ERHEAEN S5 R) 105 mg/L
NTE 108.14 logP(KowWin) 1.076 %2 =
782
KB fE(mg/L) logBCFmaxtox  8.02E-1 %3
[F 1] 41050 X1 LUMO(eV) 251E-1~3.16E-1 X4
ODDI X5
Qc X6
CASEE 532-32-1 fE R EARAE fE R R
Reactive unspecified Baseline Toxicity (acid) acids
_ _ 62.8 mg/L _ 1300 meg/L 237 mg/L
F RS L= R T —h 484 me/L HETH ERIEAENSFR) [ NHET R (EREAIELSFR)
4
5
&3%:
NaZHICE#L F 8
OH
107
/ wAT EAFT e wAT
Reactive unspecified Baseline Toxicity (acid) acids
0 _ 836 mg/L _ _ 730 mg/L 60.8 mg/L
< 650 mg/L HIERRE EFEEANMBENITR) | XNFIETRRE (SEEMELYSR)
&
NTE 122.12 logP(KowWin) 1.874 %2 &
78
57K A R (me/L) logBCFmaxtox 1.4E+0 %3
[ AIfE] 2493 %1 | UMO(eV) -5.66E-1~-3.01E-1 %4
ODDI X5
Qc X6
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” e o Bl
b EHEEE TIMES X7 ECOSAR %8 KATE X9
BERAREE:2-1694 CASE= 461-58-5 A R A AT
Reactive unspecified OAliphatic Amines nitriles aliphatic
e i = 20500 mg/L 2230 mg/L| e l3100\mg/L
SUTUOCTIRBRIG T I T=UY) a > 100mg/L HIE T BE EFEHEIMELVISR) Basel&gz&oxz?{ XP, XFHIETRE (|ogP}j‘L1é)‘FHIKg *ﬁylf)
p FIEFEE EREMEAMELITR) Neutral Organics
4] 42100 mg/L
e XP, XF¥ ETEE (|ogP&1é»*rS§;$§m
NaZHIZE L F I /N FREEEHS)
108 //
N
// e ) R fERA ERAT
NH2 Reactive unspecified OAliphatic Amines Neutral Organics
\ 59600 mg/L 182 mg/L 2780 mg/L
> 1000mg/L FIE T RE (FREMEAMELVISR) Baseline Toxicity| 3P, F¥|5%E T &E (logP}}sz"B Vf%:_
NH2 m ~ 24400 mg/L FRgEESY)
5 HITE B (EHEHAYELV IS R)
ATE 84.08 logP(KowWin) -1.256 %2 =
782
17K B fE(mg/L) logBCFmaxtox —9.37E—1 %3
[F 1] 1000000 1 | UMO(eV) 1.33E-1~133E-1 X4
ODDI X5
Qc X6
BHATREE5-1037 CASES 108-80-5 =R ERTE AT AT
Reactive unspecified QOTriazines, Aromatic Unclassified
e e . 64.6 n_1g/L ) 72.0 mg/L » _ . 39.0 rﬂg/L
AT RIVEEBIL - AL TX— L) . > 100mg/L HIERRE EEEHEHIMEVLVISR) Base\lln? 1T70$(;9’.K HIEAEE SFEHEAMELVITR)
"‘E FIEFEE (EFEMEAMELITR)
3H
&3%:
109 \\
fERT RS fERT ERTT
\\ \o Reactive unspecified QOTriazines, Aromatic Unclassified
_ 80.5 mg/L 34.7 mg/L 127 mg/L
1000mg/L I EAEE SEMHEIMELNVISR) Baseline Toxicity HIEAEE (EEMEMMELVITR)
66.1 mg/L
2 ST B (R AMEL S5 R)
NTE 129.08 logP(KowWin) 1.952 %2 =
78
57K A R (me/L) logBCFmaxtox  1.46E+0 %3
[ AIfE] 1994 %1 | UMO(eV) -2.83E-1~-2.83E-1 4
ODDI X5
Qc X6
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" ftemm ) B
b ERFMEE TIMES X7 ECOSAR %8 KATE X9
CASEE 5333-42-6 L) SRR SRR
basesurface narcotics Neutral Organics alcohols aliphatic
420 me/t P I T B (ogP BB P I T logP BB
_ S, 1 Qe P T S P FE A BE (logPi b P3| E A 8E (logPiE FA%E
2—AYFY—1—ANETHhY—1-F—)L @ T 240 ; ; Neutral Organics
= 0.000821 mg/L|
4] P;¥ E T RE (logP3E FH &R B 41)
e
110
AT R AT
basesurface narcotics Neutral Organics alcohols aliphatic
1.37 mg/L 0.000288 mg/L 0.0112 mg/L
R XD;¥IE A HE GE R E N ) XP;HI E T HE (logP5E FAEEEH 4Y) XP;HI E T HE (logP5E FAEEEH 4Y)
@ FAlT—2%L Neutral (i)rgani;:s
o 0.00318 mg/L
NFE 298.56 logP(KowWin) 8.625 32 z% P E T RE (logPi# FZEE 5Y)
782
7K AR (me/L) logBCFmaxtox  3.48E+0 %3
[F 1] 0.001745 %1 | UMO(eV)  3.31E+0~3.44E+0 X4
ODDI X5
Qc X6
CASES 111-77-3 A A R ERARE
basesurface narcotics Neutral Organics alcohols aliphatic
62400 mg/L 71000 mg/L o TR Jé;gé)é)l%;n*g%
— (2 — S S — > 960mg/L P, X2 FBE(logP5 RE
2— (2= ARFVIFFV) IR/~ . BHERER SR MEESD)
= Neutral Organics
4] 52100 mg/L
2 P ¥ TE ANBE (logP 3 FASERA51)
/
111 /
0 A AT R wERFE
basesurface narcotics Neutral Organics alcohols aliphatic
127000 mg/L 30100 mg/L 7930 mg/L
> 930mg/L XD;¥IE A HE GE R E BN ) P, XFHIETEE (logP R U S RIS
- == \ Elﬁﬁoiﬁlilﬂ)
in eutral Organics
SFE 120.15 logP(KowWin) -1.181 %2 & . 3550 mg/L
H XP, XF#|5E A HE (logP 1% &
R KA B (me/L) logBCFmaxtox -8.81E~1 %3 § SR A &,g;“g@*ﬁ
[ BIfE] 1000000 1 [ UMO(eV)  2.27E+0~2.77E+0 4
ODDI X5
Qc X6
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" ftemm ) B
b ERFMEE TIMES X7 ECOSAR %8 KATE X9
BiEEFLIH2EELES CASES 85-44-9 L) R # AT # AT
11081 B *E’Am%ﬂ:3—1 344 Reactive unspecified Baseline Toxicity esters aromatic
_ 364 mg/L _ _ 106 mg/L 18.5 mg/L|
mok o4 )Lk > 99mg/L HIERRE EFEEAMBENITR) | XNFIEFEEBREHEMNMEVNITR) | XEFIETREE (B EEEREHEN)
£
e
A
112 o]
% e ) R R e )
€ Reactive unspecified Baseline Toxicity esters aromatic
_ 527 mg/L _ _ 60.3 mg/L 43.4 mg/L
Timg/L HIEAHE EFEEAENNISR) XNHIE A HE (FFEEAENNITR)
5
PFE 148.12 logP(KowWin) 2.069 X2 &=
782
7K AR (me/L) logBCFmaxtox  1.54E+0 %3
(5 Afi] 3326 %1 | UMO(eV) -1.46E+0~—1.46E+0 X4
ODDI X5
Qc X6
CASES 37971-361 R R P ——
Reactive unspecified Baseline Toxicity (acid) phosphates
y R BRI A I R) | SN (BRI AR\ DR) | P, X412 AE (o BU S B
— S, 2 S, = > 1042 mg/L FIEAREE(E MELVI SR KN;H NRE (18 MEWLITR) [ %P, XFH SNBE (logP R UBR 2 18 E
B—NILAREY —3— AR/ AFHL B . Bl
s Neutral Organics
4] 294000 mg/L
T XP, XFHIETHE (logP R USSR
T RS}
OH
113
V frepeeee, EATAE BERAA AT
o OF/ \m_ Reactive unspecified Baseline Toxicity (acid) phosphates
205000 mg/L _ 1740000 mg/L 10600 mg/L
\ 265 mg/L FEREE(SHEEANMENISR) | XNFIEREESHEMEAENISR) | XKP, XFEHIEREE (oePR U2 1E1E
0 B R
in eutral Organics
AFE 270.13 logP(KowWin) -1.659 2 & L 16400 mg/L
H XKP, XF# NEE (logP B4 &
st 7K B R (mg/L) logBCFmaxtox —1.01E+0 %3 § SRl &g}%ﬂéﬁ}égm
[ A8 1000000 1 | UMO(eV)  -4.5E-1~211E-1 4
ODDI X5
Qc X6
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" ftemm ) B
bl ERFMEE TIMES %7 ECOSAR %8 KATE %9
IH3EE:165 CASES fERT ERFE FERFE
narcotic amines Aliphatic Amines secondary or tertiary amines
2L mert SRR (ogP BRI P I T (ogP BB
=~ P H E A HE (logPi 5 3P;HI E A BE (logP (th
MIFIFLTIY @ T 240 ¢ é)agseline Toxicity =R
= _ . 0.00000917 mg/L
H T B (ISHEMAYEL IS R)
e
%
114
! R AT R AT
\ Reactive unspecified Aliphatic Amines secondary or tertiary amines
_ _ 580 mg/L 0.0000697 mg/L 9.37 mg/L
0.026mg/L HIEAHE EFEEAENNISR) XP;HI E T HE (logP5E FAEEEH 4}) XP;HI TE A HE (logP 3 FA 55 FH 41)
i 00000113 e/t
+ mg,
PFE 353.68 logP(KowWin) 10.352 %2 2% HEF B (SREMEAMEL IS R)
782
7K AR (me/L) logBCFmaxtox 2.2E+0 X3
[FAlfiE] 0.00008659 1 | UMO(eV) X4
ODDI X5
Qc X6
IBEEF(XIB2BEELES CASES AT FERATT ERFE ERATT
11086 |H355:276 Reactive unspecified Esters phosphates
_ 0.160 mg/L 0.143 mg/L 0.0693 mg/L
L 1 0.84 mg/L HIEFRE(E MELVIS X XP;HI T A~ 5E (logPaiE XP, XfFE A HE(logPaiE BN
JAEERYRY L / HERRE EEEHEHIMELVISR) XPHIFETEE (logPEFAFEESY) | 2P, XF 3 TE A RE(IogPE FA #EFE 4}, FR
23 & Esters (phosphate) BAEREF DM OB EEZSD)
o] 0.241 mg/L Neutral Organics
A P 7 E (logP3E FAEE B 5Y) 0.0819 mg/L
e Baseline Toxicity P TE T RE (logP3E FAEE 41)
_ 0.0380 mg/L
O HITE T RE (SEMEAVELVISR)
Ny /
A frepeeee, EATAE BERAA AT
Reactive unspecified Esters phosphates
0.0815 mg/L 0.187 mg/L 0.337 mg/L
0.25 mg/L HIE FBE EREMHEIMELVI S R) NP E FEE (logPE RSB SV ) | %P, Xf 3 E A RE(logP i FASE B 41 FR
m Este(;*%é%gc;phat/elz MVFFH’E*#?EB/\*%%’& =)
I t
NFE 368.37 logP(KowWin) 6.343 2 i XP;*IJE*?E(IogPiEFﬁ%EI%g&H ° rSJngfnr;?f
K/ o BCFmant 2 BE+0 %3 7] Base(l)ir(l)zz'lé)oxici/tﬁ XP;# TE S HE (logPiE F 5 5 %)
Xt KB B (mg og| maxtox . 1 mg
(% 3511 0.2073 X1 | UMO(eV) -253E-1 X4 HETRE (SREMEMMELVISR)
ODDI 0.E+0 X5
Qc 0E+0 %6
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=
: HEE
" TN 2 . | | |
EHSEE TIMES X7 ECOSAR X8 KATE %9
|R385:247 CASES =AW ERFE fE AT
Reactive unspecified Olmidazoles
. (AR 1I£Z1$)7mg/L 15.3 mg/L
S LSS RN AP AN — ] — 0.41 mg/L HIEFEE(E MELVISR) Carbamate Esters
ANANUEDL(BIRAFIL=_UVAIE)—)L—2 “ E SR e n——
—AILAILINI—) = Baseline Toxicity
] _ 396mg/L
B FIEARBE EHEEAMELVISR)
(0]
116 ﬁ/”\\/!‘!ﬁ
ya Nees AT e L]
Reactive unspecified Olmidazoles
287 mg/L 3.49 mg/L
0.35 mg/L HE B SBMHEMMELITR) Carbamate Esters
48.6 mg/L QSARETILHL
Bi Baseline Toxicity
PFE 191.19 logP(KowWin) 1.553 2 = _ 216 mg/L
o= os o . ] R T A (EBEAYEL S5 R)
37K B fE(me/L) logBCFmaxtox  1.96E-1 %3
[ RI1E] 2441 %1 | UMOC(eV) -1.36E-1 X4
ODDI 0.E+0 %5
Qc 0E+0 %6
|H3EE:237 CASES A fE A fEFA AT
basesurface narcotics Neutral Organics Ohydrocabons aliphatic
5.08 mg/L 1.21 mg/L 1.79 mg/L|
2o =~ 0.37mg/L Neutral Organics
Esynl4. 4. 0lT7HY ﬁ 1.92 mg/L
5
&3%:
117
i) RS R i)
basesurface narcotics Neutral Organics Ohydrocabons aliphatic
1.85 mg/L 0.841 mg/L 0.843 mg/L
0.23mg/L XD ¥ E A sE GE A B ) Neutral Organics
1.20 mg/L
5
NFE 138.26 logP(KowWin) 4.196 32 &
78
57K A R (me/L) logBCFmaxtox  3.13E+0 %3
[ R11E] 6.448 1 |UMO(eV)  3.5E+0~3.58E+0 X4
ODDI 5
Qc X6
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=
: EHE
" fesnE g \ | | |
EHSEE TIMES X7 ECOSAR X8 KATE %9
IBfEREE/-(2IA2EELES CASES 110-86-1 A A LU L LLE
:1095 basesurface narcotics Neutral Organics hydrocarbons aromatic
406 mg/L 770 mg/L 210 mg/L
BTy > 100 mg/L
il
e
e
118
e SRR EEH e
basesurface narcotics Neutral Organics hydrocarbons aromatic
657 mg/L 391 mg/L 69.1 mg/L
180 mg/L XD;¥IE T 8E GE A #EER S )
5
PFE 79.1 logP(KowWin) 0.804 2 &=
R KB #E(mg/L) logBCFmaxtox 6.E-1 %3 i
[ RfE] 729800 X1 LUMO(eV)  1.39E-1~1.39E-1 X4
ODDI X5
Qc X6
In38s:172 CASES fE R EARAE R fE R
Reactive unspecified OThiocarbamate Di(free acid) barbitals or thiols other
SRR (BRI AEL %) e Toriety| 6P, HFHIE TR (0P RUMATE
_ s 3 S 2.6 mg/L HIEFEEE MELVIS R Baseline Toxicity| P, XF:¥|E 8t (logP R U E S e &
FTRIDL=N, N=DAFIOFA ATk . a0 ma/L )
"‘E FIEFBE (EFEMEAMELVITR)
|
&3%:
NaZHIZE L P8l <
119 \ /
N /\ L L] AT P LE]
SH Reactive unspecified OThiocarbamate,Di(free acid)
1110 mg/L 0.510 mg/L
0.67 mg/L | EEE SEHEMMELNISR) Baseline Toxicity
= _ _ 750 mg/L QSARETILAL
2 5 TRE (SR AMELNS S R)
NTE 121.22 logP(KowWin) 0.691 %2 =
5H
stk B R (mg/L) logBCFmaxtox —5.77E-1 %3
[FAE] 259900 *1 | UMO(eV) —427E-1 X4
ODDI 0.E+0 %5
Qc 0E+0 %6
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=
: EHE
’ fbme 2 . | | |
EHSEE TIMES %7 ECOSAR X8 KATE %9
[H3EE:187 CASES fE " fE Al =R fE A
basesurface narcotics Neutral Organics amines aromatic or phenols5
58.6 mg/L 70.0 mg/L 25.2 mg/L
N, N=UAFILT =Y . 53.7 mg/L
15
e
%
121 \
N
R AT R AT
/ basesurface narcotics Neutral Organics amines aromatic or phenolsb
60.2 mg/L 40.4 mg/L 451 mg/L
5 mg/L XD;¥IE A HE GE R E N ) XFHIEAHE (B8 S @ AR ES)
5
PFE 121.18 logP(KowWin) 2.171 %2 &=
%K B R (me/L) logBCFmaxtox  7.41E-1 %3 i
[ RI1E] 1058 %1 | UMO(eV) 7.06E-1 %4
ODDI 0.E+0 %5
Qc 0E+0 %6
BEEE(XIH2EELES CASES AT AT fEFR AT
1903 IE3%:11 phenols and anilines Anilines (Unhindered) amines aromatic or phenols4
602 mg/L 260 mg/L 386 mg/L
== _ 121 mg/L Phenols
m—F72/Jx/—)L . 409 mg/L
an O Phenol Amines
&
b 22.3 mg/L
: Baseline Toxicity
ﬁﬁ% : on B 3380 mg/L
TRV HIETEE (EREHAELN IS R)
122
fERT RS fERT fERT
sl phenols and anilines OAnilines (Unhindered) amines aromatic or phenols1
111 mg/L 0.811 mg/L 0.721 mg/L
0.447 mg/L XD ¥ E A8k GE AR S}) Phenols
56.4 mg/L
Bi Phenol Amines
NTE 109.13 logP(KowWin) 0.245 %2 & 121 mg/L
. FH Baseline Toxicity
xt KB AR (me/L) logBCFmaxtox -9.81E-1 %3 _ 1630 mg/L
[ 38I4E] 72470 %1 | UMO(eV) 5.4E-1 ¥4 FIE T HE EREMEMMELNVD S R)
ODDI 0.E+0 X5
Qc 0E+0 %6
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== |
b % EHE
# ﬂ:%"‘f%ﬁ % e — %7 X8 9
EHEEE TIMES * ECOSAR* KATE *
IB3&5:107 CASES 131-57-7 4] e d ) =) cdzE)
phenols and anilines OPhenols amines aromatic or phenols4
2.72 mg/L ] 2.75 mg/L 3.51 mg/L
(2—ERFAFY —4—ARFITTI) (FTZIL) 44 38 me/L Sl IAEEy
o % FIEFEE EREMEAMELVITR)
e
—0
123 O oH
e ) R fERA e )
/ phenols and anilines OPhenols amines aromatic or phenols4
/ 3.53 mg/L 1.63 mg/L 2.34 mg/L
° 1.9 mg/L XD;¥IE A HE (E FHEEE S ) Baseline Toxicity
5.24 mg/L
i HIETEE (EREMEAMEN DS R)
NTE 228.25 logP(KowWin) 3.525 %2 =
KA #E(me/L) logBCFmaxtox ~ 2.63E+0 %3 i
[ AlfiE] 68.56 X1 |UMO(eV) -5.73E-1~-3.9E-1 X4
ODDI X5
Qc X6
CASES 108-46-3 AT EAT SR A
phenols and anilines OPhenols, Poly amines aromatic or phenols4
136 mg/L 22.2 mg/L 105 mg/L|
NETIRR 26.8 mg/L Baseline Toxicity
Ly & ~ 669 mg/L
"‘E FIEFEE (EFEMEAMELVITR)
72
&3%:
OH
124
fERT fERT fERT fERT
OH phenols and anilines OPhenols, Poly amines aromatic or phenols1
41.0 mg/L 256 mg/L 0.560 mg/L
1 mg/L Baseline Toxicity
347 mg/L
i IR T B (EREHEAMEL S5 R)
NTE 110.11 logP(KowWin) 1.033 %2 =
78
stk B R (mg/L) logBCFmaxtox 7.7E-1 %3
[ RI1E] 85710 %1 LUMO(eV) ~ 3.66E-1~366E-1 4
ODDI X5
Qc X6
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= Iy
: EHE
’ fbme 2 . | | |
EHSEE TIMES X7 ECOSAR X8 KATE %9
CASE= 111-13-7 A A A R
basesurface narcotics Neutral Organics Oketones
63.0 mg/L 66.8 mg/L 63.8 mg/L
_ . 36 mg/L Neutral Organics
2—F98/Y “ 79.8 me/L.
e
125
R fERA e )
basesurface narcotics Neutral Organics Neutral Organics
60.7 mg/L 38.7 mg/L 22.1 mg/L
. XD;¥IE A HE GE R E N )
o @ ERF—2%L
&N
PFE 128.22 logP(KowWin) 2.22 %2 &=
xt KB (me/L) logBCFmaxtox ~ 1.66E+0 %3 i
[F11E] 884.2 X1  LUMO(eV)  8.69E-1~9.15E-1 ¥4
ODDI X5
Qc X6
CASEE 135-19-3 g AT @A g
phenols and anilines OPhenols amines aromatic or phenols4
7.79 mg/L 7.50 mg/L 8.87 mg/L|
_ — 4 mg/L Baseline Toxicity
2—F Tk ﬁ ~ 285 mg/L
"‘E FIEFBE (EREMEAMELVITR)
72
&3%:
126
OH L] AT EEE ERT
phenols and anilines OPhenols amines aromatic or phenols4
6.28 mg/L 3.07 mg/L 3.86 mg/L
5.3 mg/L XD; ¥ E A 5E GE A B ) Baseline Toxicity
=2 _ 172 mg/L
i IR (BREHAELN 5 R)
NTE 144.17 logP(KowWin) 2.689 %2 =
78
st 7K B R (mg/L) logBCFmaxtox  2.01E+0 %3
[FA1E] 1512 %1 | UMO(eV) -3.44E-1~-344E-1 ¥4
ODDI X5
Qc X6

88/ 124



=
: EHE
’ fbme 2 . | | |
EHSEE TIMES %7 ECOSAR X8 KATE %9
|H3E5:62 CASEE fE Al fE Al =R fERATE
basesurface narcotics Neutral Organics hydrocarbons aromatic
2.24 mg/L 2.60 mg/L 4.31 mg/L|
SEZJLRUEY 4.16mg/L XF BT RE (B 4868 AR 5Y)
£
e
127 //
A AR R AR
basesurface narcotics Neutral Organics hydrocarbons aromatic
1.60 mg/L 1.74 mg/L 1.65 mg/L
1.87mg/L XD;¥IE A HE GE R E N ) XFHIEAHE (BB S @ AR E S
5
PFE 130.19 logP(KowWin) 3.797 X2 &=
®IK AR (mg/L) logBCFmaxtox  2.83E+0 3 i
[ AlfiE] 525 X1 LUMO(eV) -7.56E-2~4.21E-1 4
ODDI X5
Qc X6
CASES 96-96-8 EAT s R s
phenols and anilines OAnilines (Unhindered) amines aromatic or phenols3
18.2 mg/L 20.4 mg/L 8.51 mg/L
_— T — 00 41 mg/L Baseline Toxicity
2—Z—PA—p—T=TY @ _ 112 mg/L
"‘E FIEFEE (EREMEAMELVITR)
72
&3%:
TIVE
128
fERT RS fERT fERT
phenols and anilines OAnilines (Unhindered) amines aromatic or phenols3
N 11.8 mg/L 1.20 mg/L 1.50 mg/L
O/\\ 44 mg/L XD;¥E A g (B AR E 5 ) Baseline Toxicity
2 =] _ _ 645 mg/L
i I (ERBIEAYEL S R)
NTE 168.15 logP(KowWin) 2.099 %2 =
78
57K A R (me/L) logBCFmaxtox  1.57E+0 %3
[ RfE] 1383 X1 | UMO(eV) -8.89E-1~-8.79E-1 4
ODDI X5
Qc X6
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H1%E
v = B
’ fbme 2 . | | |
EHSEE TIMES X7 ECOSAR X8 KATE %9
|[H3EE:8 CASES fERT R R R
basesurface narcotics Neutral Organics Ohydrocabons aliphatic
12.3 mg/L 9.26 mg/L 9.10 mg/L
s . 5.8mg/L Neutral Organics
oAnF LY - 12.3 mg/L
e
129
e ) R fERA e )
basesurface narcotics Neutral Organics Ohydrocabons aliphatic
8.93 mg/L 5.74 mg/L 2.07 mg/L
2.1mg/L XD ¥ E A e GE AR5 ) Neutral Organics
4.61 mg/L
5
PFE 82.15 logP(KowWin) 2.961 X2 &=
KB #R(mg/L) logBCFmaxtox  2.21E+0 %3 i
[F11E] 135.9 %1 | UMO(eV) 1.35E+0~1.35E+0 X4
ODDI X5
Qc X6
BiEEE(LIA2EELES CASES i) R fEFR AT
1435 |H385:128 Reactive unspecified Neutral Organics conjugated systems1
_ _ 844 mg/L 158 mg/L 0.949 mg/L
2—EZLEYDY 6.5me/L HIE T B (IEREMAMEL IS R)
il
5
&3%:
/ N
/
130 g
{ A AT R R
. Reactive unspecified Neutral Organics conjugated systems1
_ 12 mg/L 87.6 mg/L 0.662 mg/L
9.5mg/L HIEAHE EFEHEAENNITR)
z
NFE 105.14 logP(KowWin) 1.707 %2 ;%
78
57K A R (me/L) logBCFmaxtox  1.27E+0 %3
[ RfE] 5460 X1 |UMO(eV) -257E-1~-1.77E-1 ¥4
ODDI X5
Qc X6

90/ 124



| E"i _E
" e 2 . Bt | |
ERFMEE TIMES X7 ECOSAR %8 KATE X9
CASES 142-62-1 i) RS FERATA i)
Reactive unspecified Baseline Toxicity (acid) acids
_ _ 83.7 mg/L _ . 858 mg/L 167 mg/L]
~AEHE 88 mg/L FIEAEE EFEHEAELITR) XNHIEAEE ((EREEAENNVITR)
£
e
131
R R e )
Reactive unspecified Baseline Toxicity (acid) acids
oH _ 826 mg/L _ 490 mg/L 52.8 mg/L
\\ . HIE T RE EREHEIMELNVISR) XNEIE R EE ((SREMEAELNVITR)
° @ ERF—2%L
NTE 116.16 logP(KowWin) 2.051 %2 f%
>4
7K AR (me/L) logBCFmaxtox  1.53E+0 %3
[ RfE] 5898 X1  LUMO(eV)  1.03E+0~1.07E+0 4
ODDI X5
Qc X6
REEELA2EELES  CASES 504-29-0 A AR wmE R
436 B iﬁﬁmgﬂ:5—724 Reactive unspecified OAnilines (Unhindered) amines aromatic or phenols3
SRR (BRI AEL Y SR)  Toricty 1o me/t
7= JFCI] S 11mg/L HETRE(E MELNVI S Baseline Toxicity
2—7/E)DY “ i 820 me/L
g HIETEE (EREEAEL DS R)
*H
&3%:
%
132 NH2
i) RS R i)
Reactive unspecified OAnilines (Unhindered) amines aromatic or phenols5
1480 mg/L 0.695 mg/L 16.1 mg/L
35mg/L | EEE SEHEMMELNISR) Baseline Toxicity
=2 _ 802 mg/L
2 I AL (EREMAELN DS R)
NTE 94.12 logP(KowWin) 0.53 %2 =
5H
st B R (mg/L) logBCFmaxtox  3.95E-1 %3
[ BIfE] 47270 %1 LUMO(eV) ~ 3.22E-1~322E-1 4
ODDI 5
Qc X6
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= Iy
: EHE
" fesnE g \ | | |
EHSEE TIMES X7 ECOSAR X8 KATE %9
CASES 6289-46-9 fE " ERTE fEF fERATHE
Reactive unspecified OEsters esters aliphatic
SIS TR (B A B LD S %) e oty | P, XEHIE T logP BRI
K — RS Ve ~, 3 > 500 mg/L HIETREE(E MELVI SR Baseline Toxicity| P, 3Xf:¥IE A &E(logP3 ,
AT E STIARYLIANRTL ~1 AT i 715000 me/l B R o AR A L)
S e s ITE T BE (SHEAYEL S5 R)
e
N\, i\
133
7 =
g R AR R AR
\\ Reactive unspecified OEsters esters aliphatic
o 660000 mg/L 20800 mg/L 28500 mg/L
> 100 mg/L HIE T RE EREHEIMELNVI S R) Baseline Toxicity| 3P, 3£ ¥ A~ 8E(logP 3 F &1 B 4}, 7
B _ 282000 mg/L BHERZ R OBMOEEEET)
i HIETHE (SBIEAEL S5 R)
NTE 228.2 logP(KowWin) -1.99 %2 =
>4
*t KA R (me/L) logBCFmaxtox —1.48E+0 %3
[ RfE] 1000000 1 [UMO(eV) -5.39E-1~1.22E~1 %4
ODDI X5
Qc X6
CASES 108-99-6 AT AT ERAT fEAT
basesurface narcotics Neutral Organics hydrocarbons aromatic
171 mg/L 292 mg/L 111 mg/L|
I—AFILEYDY . 144 me/L
#%:
134
fERT RS fERT fERT
basesurface narcotics Neutral Organics hydrocarbons aromatic
237 mg/L 156 mg/L 37.5 mg/L
34 mg/L XD;¥IE A E GE R E B )
&
NFE 93.13 logP(KowWin) 1.352 %2 &
5H
517K B R (mg/L) logBCFmaxtox  1.01E+0 %3
[ RI1E] 230300 X1 LUMO(eV)  1.33E-1~1.33E-1 X4
ODDI X5
Qc X6
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" e 3] EitE
b ERFMEE TIMES %7 ECOSAR %8 KATE %9
CASES 108-59-8 i) RS AW FERATA
Reactive unspe0|f|ed OEsters esters aliphatic
SIS TR (B AR LD S %) ety P A1 TR AE (oGP
. N 21mg/L FIES = MELNVY S Baseline Toxicit: XP;HIE A H 1 i
YOVEEDATFIV a L e oot E (logP &l
**E FIEARBE (EHEEAMELVI S R)
e
135
AN R AT R AT
Reactive unspecified OEsters esters aliphatic
/ 7800 mg/L 759 mg/L 806 mg/L
\\ > 1000mg/L H|E FRE EEEHEHIMELVISR) Baseline Toxicity XP;HI E T HE (logP5E FAEEEH 4})
3800 mg/L
& HETEE (EBHEAEN ST R)
ATE 132.12 logP(KowWin) -0.086 32 =
782
7K AR (me/L) logBCFmaxtox —6.44E-2 %3
[F 1] 99510 %1 | UMO(eV) 2.83E-1~7.43E-1 X4
ODDI X5
Qc X6
IBHEEF(XIE2EELES CASES 111-30-8 L A LLL GEE
11033 aldehydes OAldehydes (Poly) aldehydes:
103 mg/L 11.2 mg/L 68.1 mg/L
" = 8.8 mg/L Baselme TOXICIty
TILAILTILTER “ 0 me/L
5 HETE (1.:.?3'&75\1&[,\’771)
72
&3%:
136 o=
M A AT R A
0 Reactive unspecnfled OAldehydes (Poly) aldehydes
0 mg/L 16.4 mg/L 83.8 mg/L
8.7 mg/L +UET"H‘E(1=$ET$7’J‘15L‘77X) Baseline Toxicity
H _ 3480 mg/L
i FIETEE (EREHEAMELV DS R)
NTE 100.12 logP(KowWin) -0.182 %2 =
78
stk B R (mg/L) logBCFmaxtox —1.36E-1 %3
[Fil1E] 167200 %1 | UMO(eV) x4
ODDI 2.82E-1~2.89E-1 %5
Qc X6
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= Iy
: BriE
4 fbme 2 . | | |
EHEEE TIMES X7 ECOSAR %8 KATE X9
CASES 108-83-8 i) i) AW i)
basesurface narcotics Neutral Organics Oketones
37.3 mg/L 36.4 mg/L 37.4 mg/L
33 —A— . 30 mg/L Neutral Organics
2, 6—UAFIL—A4—~THIY " 45.6 mg/L
S
e
o)
137 \\
e SRR EEH e
basesurface narcotics Neutral Organics Neutral Organics
32.3 mg/L 21.7 mg/L 14.5 mg/L
37.2 mg/L XD ¥ E A e (E FAEEEE V)
7
NTE 142.24 logP(KowWin) 2.565 %2 225
7K AR (me/L) logBCFmaxtox ~ 1.91E+0 %3 i
[ AlfiE] 5288 X1 LUMO(eV)  9.06E-1~9.52E-1 4
oDDI X5
Qc %6
CASES 87-69-4 fE R EARAE fE R R
Reactive unspecified Baseline Toxicity (acid) conjugated systems1
_ 21200 mg/L _ 612000 mg/L 37.9 mg/L
SERE > 100 mg/L HIEAEE (EFEHEAMELVITR) XNHIEAHE ((SREMEAMELVITR)
4
5
&3%:
OH
O
138 Ex //
/ / AT wATT ERTA A
OH Reactive unspecified Baseline Toxicity (acid) conjugated systems1
© _ 58900 mg/L _ 263000 mg/L 254 mg/L
OH 93.313 mg/L HIEREE EFEHEANMBENITR) | XNFIETRRE (SREEMELYSR)
&
NFE 150.09 logP(KowWin) -1.002 %2 i%
78
stk AR (mg/L) logBCFmaxtox -7.47E-1 %3
[ BIfE] 1000000 1 [ UMO(eV) -2.91E-2~3.46E-1 %4
ODDI X5
Qc X6
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" T ) B
b EHEEE TIMES X7 ECOSAR %8 KATE X9
CASES 27344-41-8 =AW ERFH ERFH ERFA
Reactive unspecified Baseline Toxicity (acid) acids
_ _ 1.03 mg/L _ _ 156 mg/L 8.61 mg/L
SHRYHL=2 2 —(ETI=)L—4, 4 =o)L 74.8mg/L FIEAREE EFEHEAMBENITR) | XNFIEREE (SREMEIMELITR) | XKP, XFHIEAEE (IogPZ‘LJLE UEB 5:1%15
IFV—2, 1=SA ) ER(RUEY R LRF—F) % s
e
NaZHIZE L T8l
o
139 i
3 A AR AT AR
e | Reactive unspecified Baseline Toxicity (acid) acids
- 0.673 mg/L _ 114 mg/L 60.4 mg/L
20.9mg/L HIEAHE EFEEAENNISR) XNFIE R EE (BEEMEAMELVITR) | XP, XFHIEAEE (IogPZ’LU"B \$§L
H FA#E )
PFE 518.6 logP(KowWin) 4714 %2 f%
782
7K AR (me/L) logBCFmaxtox  3.51E+0 %3
[F 1] 0.05124 %1 | UMO(eV) -1.17E+0~-7.28E-1 X4
ODDI X5
Qc X6
CASEE 928-96-1 AT ERFT SR A
Reactive unspecified Neutral Organics alcohols allphatlc
_ _ 165 mg/L 185 mg/L
;%I‘ O Neutral Organlcs
4] 202 mg/L
&3%:
140 _\
M AT L] AT
Reactive unspecified Neutral Organics alcohols al|phat|c
_ _ 185 mg/L 101 mg/L
. FIE AL IEFEMEIMELVITR) XEFIER ﬂ'afﬁ”’ﬁﬁﬁ’é?—*r’f‘ﬂ’\%
@ FRTF—HGL BEED)
+n, O Neutral Organics
NFE 100.16 logP(KowWin) 1.608 2 & 43.5 mg/L
78
57K A R (me/L) logBCFmaxtox 1.2E+0 %3
[ BIfE] 16000 1 | UMO(eV)  1.02E+0~1.31E+0 4
ODDI X5
Qc X6
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" ftemm ) B
b ERFMEE TIMES X7 ECOSAR %8 KATE %9
CASES 79-09-4 4] AT AT 4]
Reactive unspecified Baseline Toxicity (acid) acids
_ _ 855 mg/L _ 11500 mg/L 1260 mg/L
Jor4 51 mg/L FIEAREE EFEMEAMBENITR) | XNFIEFEE EREMEAMELVITR)
£
e
O
141 /
e ) R R e )
Reactive unspecified Baseline Toxicity (acid) acids
OH _ 1280 mg/L _ 5740 mg/L 71.5 mg/L
22.7 mg/L HIFEAHE FFEEAENNISR) XNHIEAHE (FFEHEMENNITR)
&
NTE 74.08 logP(KowWin) 0.578 %2 225
*H
*$7K B (me/L) logBCFmaxtox ~ 4.31E-1 %3
[FAlfiE] 173600 1 | UMO(eV) 1.05E+0~11E+0 %4
ODDI X5
Qc X6
CASEE 89-05-4 A AR AR AR
Reactive unspecified Baseline Toxicity (acid) acids
_ 1790 mg/L _ 96000 mg/L 8880 mg/L
4
5
&3%:
142
A LR AR o
Reactive unspecified Baseline Toxicity (acid) acids
4910 mg/L _ 46000 mg/L 306 mg/L
63 mg/L FIFERBE (EEMEMMENISR)|  XNFIEREE FREMEMMELNISR)
&
NFE 254.15 logP(KowWin) 0.149 %2 Eg
*H
stk AR (mg/L) logBCFmaxtox  1.11E-1 %3
[FAlfE] 16750 %1 | UMO(eV) -2.03E+0~~-1.92E+0 ¥4
ODDI X5
Qc X6
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" ftemm ) B
bl ERFMEE TIMES %7 ECOSAR %8 KATE %9
CASES 111-44-4 A A A AT
basesurface narcotics OHalo Ethers Unclassified
249 mg/L 149 mg/L T — 15'85.37mg/|)_
= D —F 600 mg/L Baseline Toxicit H|E T BE (15 SELVIS R
2,2 —$HOASIFLI—FIL . me T e mel -
,;E FIEARBE (EHEEAMELVI S R)
e
143 cl
xo
~— wma ERRA R ERRA
Cl basesurface narcotics Baseline Toxicity Unclassified
287 mg/L _ 160 mg/L _ 240 mg/L
410 mg/L XD;¥IE A HE GE R E N ) FIEFEE (EREMEAMEISR) FIEFEE SREMEAMELNVISR)
5
NTE 143.01 logP(KowWin) 1.557 %2 225
782
7K AR (me/L) logBCFmaxtox  1.16E+0 3
[F11E] 6435 X1 | UMO(eV) 9.2E-1~14E+0 X4
ODDI X5
Qc X6
CASEE 88-44-8 A ERTHE fEFA ERATHE
Reactive unspecified OAnilines (Unhindered)-acid amines aromatic or phenolsb
ST (B A E LD 5 %) i Toriety| 6P, KF TR (0P RUMATE
=== S, A . > 10 mg/L H|ETRRE(E MELVIS R Baseline Toxicity | 3P, 3F;¥|E T HE (logP R U &
2—TF3/—5—AFNRUEVRILR B “ 530000 me/L BRI
g T HE (ISAEHEAEL S SR)
3H
&3%:
7 o
O\}/
144 SN
\o
w20 AT A AT
NH2 Reactive unspecified QOAnilines (Unhindered)-acid amines aromatic or phenolsb
201000 mg/L 14.5 mg/L 217 mg/L
21 mg/L HE T HE (SEEEMMBELVITR) Baseline Toxicity| P, 3F;#IE T &E (logP R U B HE1E
=2) _ 94200 mg/L & PR & B A1)
2 I (ERBIEAVELV IS R)
DFE 187.21 logP(KowWin) -1.535 %2 I’é
78
xt KB R (me/L) logBCFmaxtox —1.15E+0 %3
[Fil1E] 10380 %1 | UMO(eV) -5.67E-1~-5.54E-1 ¥4
ODDI X5
Qc X6
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" e ) EitiE
bl ERFMEE TIMES %7 ECOSAR %8 KATE %9
CASES 92-70-6 =AW ERFH AW ERFA
Reactive unspecified OPhenols—acid Unclassified
S5 TR (B AE LD S %) - Tovichy BT (R 92
R s 68 mg/L HIEREE(E MELNTS Baseline Toxicity Ed NEE (S NMELNDS
B —ErROFLFTIhIEE & : B 819 mg/L -
,;E FIEARBE (EHEMHEAMELVI S R)
e
OH
145
O/
e ) R fERA ERAT
Reactive unspecified OPhenols—acid Unclassified
410 mg/L 15.4 mg/L 249 mg/L
Ohi 33 mg/L HE B BBV S R) Baseline Toxici}cy $|E T EE SEMEAELVISR)
5.30 mg/L
i HIE T (BN DS R)
NTE 188.18 logP(KowWin) 3.421 %2 =
>4
*$7K B (meg/L) logBCFmaxtox  2.55E+0 %3
[ AlfiE] 4741 %1 | UMO(eV) -9.83E-1~-9.42E-1 X4
ODDI X5
Qc X6
CASES 111-14-8 fEFw ERFE ERFHE fEFw
Reactive unspecified Baseline Toxicity (acid) acids
_ 373 mg/L _ . 348 mg/L 82.4 mg/L|
I 74.8 me/L HIETE (EBIEAIENSFR) [ NAIR TR (BB AEL S5 R)
)
5
#%:
146
A LR AR e
oH Reactive unspecified Baseline Toxicity (acid) acids
_ 320 mg/L _ 208 mg/L 46.1 mg/L
72 mg/L FIFERBE (EEMEMMENISR)|  XKNFIEREE EREMEMMELNISR)
G z
ATE 130.19 logP(KowWin) 2.542 %2 &
5H
57K A R (me/L) logBCFmaxtox 1.9E+0 %3
[ BIfE] 1955 %1 | UMO(eV)  1.02E+0~1.07E+0 4
ODDI X5
Qc X6
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= Iy
: EHE
4 fbme 2 . | | |
ERFMEE TIMES %7 ECOSAR %8 KATE %9
CASES 75-29-6 fERT fERT =R fERT
basesurface narcotics Neutral Organics halides3
73.9 mg/L 65.2 mg/L 42.6 mg/L
2—4on7ossy 95.9me/L
£
e
Cl
147
e SRR EEH e
basesurface narcotics Neutral Organics halides3
69.6 mg/L 37.0 mg/L 18.0 mg/L
103mg/L XD;¥IE A HE GE R E N )
5
PFE 78.54 logP(KowWin) 1.995 %2 &=
782
7K AR (me/L) logBCFmaxtox  1.49E+0 %3
[F11E] 3138 X1 | UMO(eV) 1.41E+0~141E+0 X4
ODDI X5
Qc X6
CASES 298-12-4 A ERRE AT AR
Reactive unspecified OAldehydes (Mono) conjugated systems1
ST (B ALY 5 %) ety P I T UogP B ABEAA)
» s > 100 mg/L FIETRE (S MELVIS R Baseline Toxicity XP;HI E FRE (logP3 i
TUAFDIVE - B 69200 mg/L
g HIETHE (SEMAELNHSR)
72
&3%:
/O
148 /
OH fERT ERFRTE R propesp
\ Reactive unspecified OAldehydes (Mono) conjugated systems1
54200 mg/L 2250 mg/L 287 mg/L
51 mg/L | EAEE SEMHEIMELNVISR) Baseline Toxicity| %P, 3F:¥|%E T8 (logP R U SR 18 &
0 m _ 28700 mg/L i R EE 41
2 IR (ERBIEAVELV IS R)
NTE 74.04 logP(KowWin) -1.403 %2 =
78
517K B R (mg/L) logBCFmaxtox —1.05E+0 %3
[ AIfE] 1000000 1 | UMO(eV) -9.51E-1~-8.44E-1 4
ODDI X5
Qc X6
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== |
b % EHE
# ﬂ::%"‘f%ﬁ % e — %7 X8 9
ERFMEE TIMES * ECOSAR* KATE *
CASES 98-86-2 R AT AT R
basesurface narcotics Neutral Organics Oketones
98.4 mg/L 194 mg/L 164 mg/L|
. 155 mg/L Neutral Organics
Tekoxz/Y " 214 e
e
149
e SRR EEH e
basesurface narcotics Neutral Organics Neutral Organics
O 134 mg/L 107 mg/L 47.2 mg/L
528 mg/L XD ¥ E A e GE FAEEEE 4 )
5
PFE 120.15 logP(KowWin) 1.674 %2 &=
KB R (mg/L) logBCFmaxtox  1.25E+0 %3 )
[F11E] 4484 %1 | UMO(eV) -3.54E-1~1.37E-1 X4
ODDI X5
Qc X6
IBfEEE(2IA2EELES  CASES 75-50-3 L A LLL GEE
11017 narcotic amines OAliphatic Amines secondary or tertiary amines
294 mg/L 221 mg/L 260 mg/L
FI > 100 mg/L Baselme Toxu:|ty
MAFL TS . Loxicity
2 BT i (EAHE A BN SR
72
&3%:
TIVE
150
N fERT RS fERT fERT
\ Reactive unspecnfled OAliphatic Amines secondary or tertlary ammes
0 mg/L 20.9 mg/L
28 mg/L H|EAH (1n$§'f$ﬁ‘ﬁl:"]7z) Baseline Toxicity| Xf¥|EBFE ﬁ”’?ﬁﬁ’éﬁ?ﬁﬁ \#ﬁ
=] _ 1330 mg/L Ex=E5L)
i IR T B (EREHEAYEL 5 R)
NTE 59.11 logP(KowWin) 0.039 %2 =
78
xt KB R (me/L) logBCFmaxtox  2.88E-2 %3
[FiAlfE] 1000000 %1 | UMO(eV) x4
ODDI X5
Qc X6
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=
: EHE
" feeme g \ | | |
EHSEE TIMES X7 ECOSAR X8 KATE %9
CASES 616-45-5 =AW =AW AW =R
basesurface narcotics OAmides amides or imides
6380 mg/L 1150 mg/L 1310 mg/L|
e Sa 6782 mg/L Baseline Toxicity
2—Enky “ _ 8430 mg/L
’%‘E FIEARBE (EHEMEAMELVI S R)
e
/ O
153 /
e ) R fERA ERAT
basesurface narcotics OAmides amides or imides
N 11400 mg/L 3700 mg/L 1260 mg/L
> 500 mg/L XD ¥ E A e (E FAEEEE 4 ) Baseline Toxicity XP ¥ E A EE (logPiE FAEEE 4Y)
3870 mg/L
i PIE T (EREIEAMEL DS R)
NTE 85.11 logP(KowWin) -0.317 %2 =
782
57K B fE(me/L) logBCFmaxtox —2.37E-1 %3
[ RfE] 679700 X1 | UMO(eV)  1.51E+0~151E+0 X4
ODDI X5
Qc X6
CASES 102-01-2 EAT BT R s
Reactive unspecified OAmides amides or imides
1T B RAHEACE LAY D) oxety| KEHEBE REHERER BN
- 297 mg/L HIEFEEE MELVIS R Baseline Toxicity| Xf#|EBRE E DR
7 EFEET =R @ 1130 mg/L BEAT)
"‘E FIEFEE (EFEMEAMELVITR)
72
&3%:
154 /
o/ N
// fERT RS R RS
o Reactive unspecified OAmides amides or imides
_ 877 mg/L 472 mg/L 215 mg/L
116 mg/L I EAEE SEMHEIMELVISR) Baseline Toxicity| P, 3F;¥|E 7 &g (logP R ISR D 4E &
H _ . 587 mg/L i F g AV
i I (ERBIEAYELV S R)
NTE 1772 logP(KowWin) 1.008 32 =
78
st B R (mg/L) logBCFmaxtox  7.52E-1 %3
[ RI1E] 7832 %1 LUMO(eV)  -1.6E-1~1.63E-1 %4
ODDI X5
Qc X6
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" ftemm ) B
bl ERFMEE TIMES %7 ECOSAR %8 KATE %9
CASES 22984-54-9 L) AT SRR SRR
Reactive unspecified Baseline Toxicity Unclassified
S TR (B AE L %) 5P IR B logP B EE B S TR (AR AL 5%
5 > 120 mg/L FIEFBE EREMEAMELND S P TE A EE (logPs NEE (18 MELNY S
AFILR)R(ZFILAFIL AT L) oV “ = XN E T BE (1§%ET$#§1EL‘75Z) =
e
155 \«(
R AT R AT
— / .— — ﬁ& Reactive unspecified Baseline Toxicity Unclassified
W; _ 922 mg/L 0.0000268 mg/L _ 0.000638 mg/L
> 120 mg/L HIE T RE EREHEIMELNVISR) _ XPHIFEAEE (logPE FAEEE 5}) FIEFEE SREMEAMELNVISR)
= XNHIEAEE (EREEAELNVITR)
NTE 301.46 logP(KowWin) 9.833 %2 f%
782
7K AR (me/L) logBCFmaxtox  2.59E+0 %3
ODDI X5
Qc X6
CASES 687-47-8 ) ERFE R ERTRH
Reactive unspecified OEsters conjugated systems1
4440 mg/L 297 mg/L 10.9 mg/L
ZEBTFIL 320 mg/L H|EAEE SEEEIMELISR) Baselme Toxmty F:$I TE TS RE (Bp 5> 48 &8 PR S5 B 41 )
4 0 mg/L
5 #IJET‘E‘E(1=.¥ﬁTE7b\1&L\’]7Z)
3H
&3%:
OH
156 \
° w20 AT A AT
\\ Reactive unspecnﬁed OEsters conjugated systems1
0 mg/L 781 mg/L 36.9 mg/L
0] 683 mg/L #UETﬁE(1=$§T§7’J‘ﬁL\77X) Baselin? 1'|;)oxici/ty XFHIEAEE (BB B EE R EE )
4 mg/L
i IE TR (B AIEL S R)
NFE 118.13 logP(KowWin) -0.183 %2 ;%
78
xt KB R (me/L) logBCFmaxtox —1.37E-1 %3
[FAlfE] 472800 %1 | UMO(eV) 47E-1~1.17E+0 X4
ODDI X5
Qc X6
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== |
b % EHE
# ﬂ::%"‘f%ﬁ % e — %7 X8 9
ERFMEE TIMES * ECOSAR* KATE *
IRiEEE =(& H2E5BLES CASES 110-85-0 /A AR Lk BRI
438 B *ﬁ‘lb" \¥E:5—953 narcotic amines OAliphatic Amines secondary or tertiary amines
1530 mg/L 1140 mg/L 1440 mg/L
PN > 100mg/L Baseline Toxicity
E~TYY - 23100 mg/L
’%‘E FIEARBE (EHEEAMELVI S R)
e
FIUME N
157
e ) R fERA e )
Reactive unspecified OAliphatic Amines secondary or tertiary amines
49700 mg/L 98.3 mg/L 69.4 mg/L
106mg/L HEAEE SBEMHEMMELNVITR) Baseline Toxicity
N & B 10100 mg/L
in $I5E T (SHMEAUELN S5 R)
NTE 86.14 logP(KowWin) -0.799 %2 =
%K B R (me/L) logBCFmaxtox —-5.96E-1 %3 i
[F 1] 1000000 1 | UMO(eV) X4
ODDI X5
Qc X6
CASEE 109-87-5 s A R A
basesurface narcotics Neutral Organics Qethers aliphatic
6760 mg/L 5850 mg/L 6490 mg/L
>3 N . 6990 mg/L Neutral Organics
AR AR . ey
5
&3%:
158 — O
= . R AR R AT
basesurface narcotics Neutral Organics Neutral Organics
10100 mg/L 2710 mg/L 505 mg/L
> 1200 mg/L D;¥IE e GBI A #EER 51 ) P, XFHIETEE (logP R U S RIS
3 i R E B}
NFE 76.1 logP(KowWin) -0.195 32 z%
78
stk B R (mg/L) logBCFmaxtox —1.45E-1 %3
[ RI1E] 132900 X1 | UMO(eV) ~ 24BE+0~2.97E+0 4
ODDI X5
Qc X6
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" ftemm ) B
b EHEEE TIMES X7 ECOSAR %8 KATE X9
CASES 108-20-3 fERT fERT AW i)
basesurface narcotics Neutral Organics Qethers aliphatic
217 mg/L 107 mg/L 254 mg/L
\ o _ = 786 mg/L Neutral Organics
1V70ELI—TIL “ ety
e
159
0O
R AT R AT
basesurface narcotics Neutral Organics Neutral Organics
168 mg/L 59.9 mg/L 29.2 mg/L
190 mg/L XD;¥IE T 8E GE A #EER S ) XFHIEAHE (BB S @A)
5
NTE 102.18 logP(KowWin) 1.884 %2 225
782
7K AR (me/L) logBCFmaxtox  1.41E+0 %3
[ RI1E] 5800 %1 |UMO(eV)  2.85E+0~291E+0 %4
ODDI X5
Qc X6
CASES 142-91-6 cdz:o) cdz:o) AT AT
esters Esters esters aliphatic
o8 me/t TR (P BRI P $1E TR (logP S
S o1, — = _ > 10000 mg/L XKP:HI|E A logP3 P;#|E T HE (logPil e}
aQ@yJaE)l=~AxH4FhH/T7—kr - me ¢ Boagseline Toxicity o
o] _ 0.000724 mg/L
4] HTE T BE (SREMEAMELN IS R)
&3%:
160
w20 AT BT AT
Reactive unspecified Esters esters aliphatic
o= _ 0.300 mg/L 0.0110 mg/L 0.00381 mg/L
P > 0.54 mg/L HIEAHE EFEHEAENNITR) XPFIEAEE (logPBEFREEEHSL) | XP, XFHIEAEE (logP R UE D HEE
Baseline Toxicity i A # B A1)
i 0000726 mg/L
NFE 298.51 logP(KowWin) 8.157 2 & HIE A E SHMEAMEL IS R)
78
st 7K B R (mg/L) logBCFmaxtox  3.82E+0 %3
[FAE] 0.001354 %1 | UMO(eV)  1.23E+0~1.28E+0 X4
ODDI X5
Qc X6
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= Iy
: EHE
4 fbme 2 . | | |
ERFMEE TIMES X7 ECOSAR %8 KATE X9
CASES 126-30-7 4] 4] i) 4]
basesurface narcotics Neutral Organics Qalcohols aliphatic
- 6230 mg/L 3820 mg/L 6860 mg/L|
33 _ _ D = 1000mg/L Neutral Organics
2, 2—CAF)L—1, 3=FanoPH—IL “ 3400 masL
e
162
R AT R AR
OH basesurface narcotics Neutral Organics alcohols aliphatic
7560 mg/L 1830 mg/L 957 mg/L
> 1000mg/L XD ¥ E e GE FAEEEE SV ) XPHIFETEE (logPiE FIFEE 51)
OH Neutral Organics
i _ 402 mg/L
NFE 104.15 logP(KowWin) 0.163 32 = P E T RE (logPid FEHE 5Y)
782
5K AR (me/L) logBCFmaxtox  1.21E-1 %3
[F 1] 82530 X1 LUMO(eV) 3.11E+0~3.39E+0 X4
ODDI X5
Qc X6
HiELE5:3967 CASEE 112-92-5 3] 3] AT AT
basesurface narcotics Neutral Organics alcohols aliphatic
pIeTmert HETFHE(PBRREN|  APHETR (o ERIEI
—a 4 > 0.4mg/L P;H 7E A RE (logP3 P;#|E T HE (logPil fi
FOZTHY—1—F—)L & Neutral Organics
o] 0.00428 mg/L
4] NP3 E T RE (logPiE FREEER51)
&3%:
163
R AT AR AT
= basesurface narcotics Neutral Organics alcohols aliphatic
0.203 mg/L 0.00157 mg/L 0.0384 mg/L
T XD;¥IE A HE GE R E BN ) XP; ¥ TE 8k (logPiE F 5 5 %) XP;# TE 8k (logPiE F 5 5 %)
=2 T4 Neutral Organics
an, . 0.0114 mg/L
NTE 2705 logP(KowWin) 7.716 %2 = XPHIE T HE (logPi# FEEE 5Y)
78
517K B R (mg/L) logBCFmaxtox  4.11E+0 %3
[Fil1E] 0.0151 %1 | UMO(eV) 3.37E+0~3.52E+0 X4
ODDI X5
Qc X6

105 /7 124



" ftemm ) B
b ERFMEE TIMES X7 ECOSAR %8 KATE X9
CASEE 2425-77-6 4] AT AT
basesurface narcotics Neutral Organics alcohols aliphatic
0209 me/L SRR (ogP BRI P I TR (ogP B BB
A =ds 4 XP¥ITE T EE (logPi 3P TE T RE (logP3E A
2 /\#" /}ijJ/ 1 j— )l/ & %;’E\I]?—@f;[, e " ﬁiut?al Organics
= 0.0292 mg/L
2 P 7 T8 (logP3E A HEEE51)
e
164
R AT R AT
basesurface narcotics Neutral Organics alcohols aliphatic
o 0.0563 mg/L 0.0110 mg/L 0.162 mg/L
> 0.035mg/L XD;¥IE A 8E GE FA #EER S ) XP;HI E T HE (logP5E FAEEEH4Y) XP;HI T A HE (logP 3 FA#E FH 41)
Neutral Organics
i 0.0504 me/L
PFE 242.45 logP(KowWin) 6.661 32 &= P ¥ TE TS HE (logP5E FAEEEE A1)
782
7K AR (me/L) logBCFmaxtox ~ 4.51E+0 %3
[FAlfiE] 0.1727 %1 LUMO(eV)  3.31E+0~3.46E+0 X4
ODDI X5
Qc X6
CASES 541-02-6 A ERRE ERAFE AT
Reactive unspecified Neutral Organics Unclassified
_ 0.422 mg/L 0.00143 mg/L _ 0.00371 mg/L
Roms/nt4y 2
5
&3%:
0——s;
165 —\s/ .
! \ -
\ AN 4R AT AT
_—Si\ /D Reactive unspecified Neutral Organics Unclassified
/ D——s;i 0.139 mg/L 0.00140 mg/L _ 0.0105 mg/L
/N e HIE AL (SEHEAELN IS R) P AE (logPiE ARG REAY) PR (EEHAELNHSR)
| FRTF—HGL
NTE 370.78 logP(KowWin) 7.933 %2 E%
78
xt KB R (me/L) logBCFmaxtox  4.19E+0 %3
[ A8 001419 X1 | UMO(eV)  1.57E+0~1.JE+0 X4
ODDI X5
Qc X6

106 /7 124




" ftemm ) B
b ERFMEE TIMES X7 ECOSAR %8 KATE %9
CASES 110-05-4 4] AT i) AT
Reactive unspecified Baseline Toxicity Unclassified
_ _ 128 mg/L _ _ 6.01 mg/L _ _ 3.35 mg/L,
S tert—TF LA LA LR > 160mg/L I T B (FRBHEAYEL 5 R) I T B (FREHEAMEL S5 R) I A (ERBIEAYELN 5 R)
£
e
166
N
o R AT R AT
Reactive unspecified OPeroxy Acids Unclassified
7.02 mg/L 1.07 mg/L 1.87 mg/L
> 73.1mg/L FIETRBE EREMEDMELNV IS R) Baseline ToxiCi/ty FE A EE (EFEMEAMELVITR)
3.90 mg/L
A I EE (ISR AEN Y S R)
NFE 146.23 logP(KowWin) 3.448 %2 2%
782
7K AR (me/L) logBCFmaxtox  2.57E+0 %3
(5 Afi] 89.51 X1 | UMO(eV)  2.24E+0~225E+0 X4
ODDI X5
Qc X6
CASES 127-08-2 cdz:o) AT AT AT
Reactive unspecified Baseline Toxicity (acid) acids
_ 1720 mg/L _ 25800 mg/L 2330 mg/L
AU L=FHA—k > 992.7 mg/L HIEAEE EFEHEAMELVITR) XNHIEAHE ((SREMEAMELVITR) XP; ¥ E FHE (logP3E F 81 EH 4})
4
5
&3%:
KZHIZEL TR O
167
fERT RS AT fERT
OH Reactive unspecified Baseline Toxicity (acid) acids
2960 mg/L _ 12300 mg/L 74.5 mg/L
> 919 mg/L FIETRE (EREMAMELVISR) | XNFIETFEE EEHEAENITR)
&
NFE 60.05 logP(KowWin) 0.087 32 &
78
stK AR (mg/L) logBCFmaxtox  6.48E-2 %3
[ A8 475900 X1 LUMO(eV)  1.02E+0~1.02E+0 34
ODDI X5
Qc X6
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" e ) EitiE
b ERFMEE TIMES X7 ECOSAR %8 KATE X9
CASES 106-14-9 ERFH ERFH ERFA
Reactive unspecified Neutral Organics—acid alcohols aliphatic
BT (R 92 P I AE (logPRIIGBRAD| P, PR RE (g B
—FK Ny &> B FIEFBE (I MEWLWI SR XP;HI TE T HE (logP3 )| XP, XFHIEAEE (logPR U 15
12—EFOXLRTT7Y B & T ; S
- Neutral Organics
A 0.0592 mg/L
= XP, XFHIETHE (IogPZ‘Llé}"B ‘1%1&)
168
R AT R AT
Reactive unspecified Neutral Organics—acid alcohols aliphatic
_ 0.0395 mg/L 0.232 mg/L 0.291 mg/L
> 100mg/L HIEAHE EFEEAENNISR) XPHIEAEE (logPBEFAZEESN) | XP, XF; #IJETﬁE(IogP&Uf“B DEE
@ N | O%E 44)
+n, eutral Organics
ATE 300.49 logP(KowWin) 6.406 32 = 0.0918 mg/L
£ P, %F$IE T &E (logP Vo)
stk AR (mg/L) logBCFmaxtox  4.49E+0 %3 = PaIF TR A 20 &gﬁﬂﬁ 1‘%;13
(5 Afi] 0.3315 %1 | UMO(eV)  8.77E-1~1.39E+0 X4
ODDI X5
Qc X6
CASES= 661-19-8 A A ERARE AR
basesurface narcotics Neutral Organics alcohols aliphatic
33.3 mg/L 0.0000339 mg/L 0.000164 mg/L|
1—Ra4/—)L > 1000 mg/L KPHITETEE (logPiE FAEEES1) XP;HITE A EE (logPiE FAEEEA 1)
& Neutral Organics
o] 0.000118 mg/L|
2 P37 T8 (logPE ARG #1)
&3%:
169
AR ERFHE ERFE
basesurface narcotics Neutral Organics alcohols aliphatic
14.6 mg/L 0.0000391 mg/L 0.00260 mg/L
X XD;¥IE A HE GE R E BN ) P E A HE (logPiE FREEE SV) XP;# TE 8k (logPiE F &5 5 %)
=2 T4 Neutral Organi;s
- 0.000704 mg/L
NTE 326.61 logP(KowWin) 9.681 2 z% XPHIE T HE (logPi# FEHEE 5Y)
78
57K A R (me/L) logBCFmaxtox 2.7E+0 %3
[ AIE) 0.0001496 1 | UMO(eV)  3.36E+0~353E+0 4
ODDI X5
Qc X6
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" ftemm ) B
bl ERFMEE TIMES %7 ECOSAR %8 KATE %9
RIEEE A2 ELES  CASES 75-65-0 T AT A AT
1703 basesurface narcotics Neutral Organics Qalcohols aliphatic
1760 mg/L 842 mg/L 1600 mg_/L
2—AFNTOIRY—2—F—)L (BB tert—TF )L > P RS S
7ILa—)L) - me
3]
e
OH
170
e SRR EEH e
basesurface narcotics Neutral Organics alcohols aliphatic
1720 mg/L 425 mg/L 296 mg/L
> 110 mg/L XD;¥IE A HE GE R E N ) P E A EE (logPBE FAEEE SV)
3 Neutral Organi;i
o 121 mg
PFE 74.12 logP(KowWin) 0.73 %2 2%
782
5K AR (me/L) logBCFmaxtox  5.45E-1 %3
[F11E] 217500 %1 | UMO(eV)  3.44E+0~344E+0 4
ODDI X5
Qc X6
TR REE3-1332 CASES 121-91-5 RRTHE R L
Reactive unspecified Baseline Toxicity (acid) acids
BT (RSO ISZ) | NI (B AU D2 39 mert
. HIRTEE (EREMAELNISR) | XNHIE TR (BB AEL ISR
173V EE 2 EHTF 5L
5
&3%:
OH
(0]
172 O?‘ /
fERT RS R i)
OH Reactive unspecified Baseline Toxicity (acid) acids
127 mg/L _ 1260 mg/L 87.8 mg/L
> 952mg/L HIEREE EFEEANMBENITR) | XNFIETRRE (SEEMELYSR)
5
DFE 166.13 logP(KowWin) 1.756 X2 z’é
78
st 7K B R (mg/L) logBCFmaxtox  1.31E+0 %3
[F 1] 2451 %1 | UMO(eV) -1.11E+0~-1.07E+0 X4
ODDI X5
Qc X6
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= Iy
: EHE
4 fbme 2 . | | |
ERFMEE TIMES %7 ECOSAR %8 KATE %9
CAS#ES 110-27-0 A A AT AT
esters Esters esters aliphatic
0.209 mg/L T J0@.034§%‘Ir2n|g/1~L " . (%01%)?%%L
N o) —m o= _ > 1000mg/L XPHIE A HE (logPiE FAZEE 4}) P3| E NRE (logP 8 FAEEH 4})
1/78E W=Tr5TH/7—k & ¢ Baseline Toxicity : -
o _ 0.00500 mg/L
H HIE TR ((SREMAUELN IS R)
e
173
R AT R AT
Reactive unspecified Esters esters aliphatic
=i 0.0501 mg/L 0.0410 mg/L 0.0164 mg/L
PR > 0.05mg/L HETREE (FREEAMELNISR) P FIE BE (logP3@ FREEEHSN) [ %P, XF#IE A EE (logP R IR 18 1
m Baseline Toxicity 3 FE &5 B %)
+n, _ 0.00500 mg/L
SFE 270.46 logP(KowWin) 7.175 %2 &= HIETHE (SHEAMELVISR)
7K AR (me/L) logBCFmaxtox 4.4E+0 %3 =
[F 1] 0.01354 1 | UMO(eV) 1.22E+0~129E+0 X4
ODDI X5
Qc X6
CASE= 78-10-4 3] AT =R ERAFE
Reactive unspecified OAlkoxy Silanes Unclassified
e e _ 5900 me/L 330 mg/L » _ _ 1710 mg/L
TrSIRFIOSY " > 245mg/L HIEFBE EEEHEHIMELVYISR) Base\hgz(l)o;l;?{ HE T RE SEMHEHIMELVYSR)
"‘E FIEFBE (EFEMEAMELVITR)
3H
&3%:
174 3)
—_l_.
] TS~— L) R R AT
g Reactive unspecified OAlkoxy Silanes Unclassified
10700 mg/L 19.7 mg/L 278 mg/L
( > 75mg/L | EAEE SEMHEIMELNVISR) Baseline Toxicity HIEAEE EEMEMMELVITR)
=2 _ 4700 mg/L
2 I B (ERBIEAYEL IS R)
NTE 208.33 logP(KowWin) 0.036 %2 =
78
stk AR (mg/L) logBCFmaxtox 2.7E-2 %3
[ BIfE] 36910 X1 LUMO(eV)  7.73E-1~1.18E+0 4
ODDI X5
Qc X6
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== |
b % EHE
# ﬂ::%"‘f%ﬁ % e — %7 X8 9
ERFMEE TIMES * ECOSAR* KATE *
EHATREE2-1734 CASES 96-31-1 g A AT
basesurface narcotics OSubstituted Ureas Unclassified
11700 mg/L 3620 mg/L T ﬁﬁﬁ#é'%oomg/l)_
s Baseline Toxicity H SEE (S MEWLWI SR
1. 3=DAF VRS “ B TF—AHL B 16400 mg/L :
’%‘E FIEARBE EHEEAMELVISR)
e
o /
177 \\ N
e ) R fERA ERAT
N basesurface narcotics OSubstituted Ureas Unclassified
22900 mg/L 3360 mg/L . 289 mg/L
/ > 500mg/L XD;¥IE A HE GE R E BN ) Baseline Toxicity FIE T BE EREEIMELVI S R)
@ _ 7320 mg/L
i $IE T (SHEEAIEL S5 R)
NTE 88.11 logP(KowWin) -0.623 %2 =
782
*t KA R (me/L) logBCFmaxtox —4.65E-1 %3
[ AlfiE] 16150 X1 | UMO(eV)  1.5E+0~1.63E+0 4
ODDI X5
Qc X6
CASES 112-34-5 AT EAT AT A
basesurface narcotics Neutral Organics Qalcohols aliphatic
5240 mg/L 4560 mg/L 8300 mg/L
_ = K > _ 1300mg/L Neutral Organics
2—(2-ThrFVIbFY)TE/—I . e
5
&3%:
178 /
/ w20 AT R AT
o basesurface narcotics Neutral Organics alcohols aliphatic
7050 mg/L 2210 mg/L 1230 mg/L
/ 2850mg/L DT e GRS P, KI5 TR ogP R 7
= B EREFOMABEEZET)
an, Neutral Organics
NFE 162.23 logP(KowWin) 0.292 %2 %% P TRE logPl %1%%%%
stk AR (mg/L) logBCFmaxtox  2.18E-1 %3 '
[ RI1E] 71920 %1 LUMO(eV)  2.23E+0~2.73E+0 X4
ODDI X5
Qc X6
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== |
b % EHE
# ﬂ::%"‘f%ﬁ % e — %7 X8 9
ERFMEE TIMES * ECOSAR* KATE *
ERARER:2-202 CASESE 64-17-5 =R L) R /R
basesurface narcotics Neutral Organics Qalcohols aliphatic
5890 mg/L 3170 mg/L 5520 mg/L
_ > 100mg/L Neutral Organics
IQ/ v & 2700 mg/L|
e
179 \
O I_ e ) e ) fERA ERAT
basesurface narcotics Neutral Organics alcohols aliphatic
7260 mg/L 1480 mg/L 661 mg/L
5463.9mg/L XPHI FE A BE (logPiE FAZEEH 4})
Neutral Organics
B?L 282 mg/L
SFE 46.07 logP(KowWin) -0.141 %2 &= SKP:HI ETSHE (logPil GRSV
st 7K i AB(me/L) logBCFmaxtox —1.05E-1 %3 ~
[ RfE] 792100 X1 | UMO(eV)  357E+0~3.57E+0 X4
ODDI X5
Qc X6
BigEE-(FIA2EELES  CASEE 127-19-5 =R =R R SRR
11039 basesurface narcotics OAmides amides or imides
- 6530 mg/L 1560 mg/L —_— i ﬁ1ﬁé6§9%]%%
s =K = 1500mg/L Baseline Toxicity P ¥ E T HE (logPil i
N, N=SAFLTERTIR N R
2 T b (ISAEHEAEL S S R)
72
&3%:
O
180 \ /
N fERT RS fERT RS
basesurface narcotics OAmides amides or imides
13800 mg/L 5390 mg/L 1770 mg/L
> 1000mg/L XD E A RE GE A #EE S ) Baseline Toxicity XP;$ T T RE (logP5E FASEEA 41)
5510 mg/L
i I T EE (EREHEAMEL 95 R)
NTE 87.12 logP(KowWin) -0.485 %2 =
78
stK AR (mg/L) logBCFmaxtox —3.62E-1 %3
[FA1E] 574700 X1 |LUMO(eV) 7.64E-1~1.44E+0 %4
ODDI X5
Qc X6
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" ftemm ) B
bl ERFMEE TIMES %7 ECOSAR %8 KATE %9
CASES 143-22-6 fERT fERT AW i)
basesurface narcotics Neutral Organics Qalcohols aliphatic
10300 mg/L 10200 mg/L 18100 mg/L
= _ 3 _ = 2400 mg/L Neutral Organics
MIFLUT)a—LE/TFILI—TIL . e
e
181 //
/ﬂ A AR R AR
- basesurface narcotics Neutral Organics alcohols aliphatic
15500 mg/L 4830 mg/L 2340 mg/L
/ 2210 mg/L XD ¥ E T HE (E A SRS XP, XF ¥ E T BE(logP3E R EE FE 4}, R
& = MVFFHE?%OEB%*%%’E@@)
n eutral Organics
PFE 206.28 logP(KowWin) 0.018 2 = 992 me/L
2 P M5 (g
R me/L logBCFmaxtox  133E-2 %a % ¥P:H T Tk (logP3# FASEEH 41)
[F 1] 126900 %1 | UMO(eV)  2.04E+0~2.73E+0 X4
ODDI X5
Qc X6
BRATRER2-1732 CASES 57-13-6 =R i3 AT AT
basesurface narcotics Baseline Toxicity Unclassified
47200 mg/L _ 76900 mg/L _ _ 7680 mg/L
17500mg/L XN; 5 = MELND 2 B = MELNV S
S 00mg/ XNFIE A EE (EREMEAMELVITR) HIEAEE SFEHEAMELVITR)
4
5
%%
@)
182
A AT ERFE wERFE
NH2 basesurface narcotics Baseline Toxicity Unclassified
119000 mg/L 31500 mg/L _ 702 mg/L
NH2 > 10000mg/L XDFIEAEE GEFRZESN) | XNFIEREE EREMEIMELNISR) FIEFHE EREMEAMELNVITR)
5
NFE 60.06 logP(KowWin) -1.555 32 &
78
xt KB R (me/L) logBCFmaxtox —1.16E+0 %3
[Fil1E] 425900 %1 | UMO(eV) 1.58E+0~1.58E+0 X4
ODDI X5
Qc X6
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=
: HEE
" TN 2 . | | |
EHSEE TIMES %7 ECOSAR X8 KATE %9
CASES 128-44-9 fE " ERTE fEF =T
Reactive unspecified QOThiazolones (Iso—) amides or imides
_ 1010 mg/L 1.33 mg/L 808 mg/L
Saccharin. sodium deriv 18300 mg/L HIE R BE EFEHEIMELVISR) 70ﬁmidji
) . s
E‘ Baseline Toxicity
L _ 3720 mg/L
B FIEARBE (EHEEAMELVI S R)
NaZHIZE#L T i’\
=" O
183 Sr
N AR R AR
Reactive unspecified OThiazolones (Iso-) amides or imides
\ _ 2250 mg/L 1.76 mg/L 638 mg/L
_ HIEFHE (RREMEIMELNISR) Amides | 3P, 3XF#IE FRE (logP B U ER 2 183E
0 = RAT—57GL 1580 mg/L AR
0 Baseline Toxicity
PFE 183.18 logP(KowWin) 0.449 %2 = _ 1830 mg/L
o= os o . ] I A (EEHEAYEL S5 R)
37K B fE(me/L) logBCFmaxtox  3.35E-1 %3
[F11E] 789.2 %1 LUMO(eV) -1.29E+0~-1.29E+0 4
ODDI X5
Qc X6
CASES 60-29-7 g AT TLE] g
basesurface narcotics Neutral Organics Qethers aliphatic
795 mg/L 435 mg/L 762 mg/L
KA = 2560 mg/L Neutral Organics
SIFILI—TIL " 440 mg/L
5
&3%:
184 _\
O . fERT fERT fERT fERT
basesurface narcotics Neutral Organics Neutral Organics
766 mg/L 226 mg/L 74.9 mg/L
1378.63 mg/L
5
NFE 74.12 logP(KowWin) 1.049 %2 &
78
st B R (mg/L) logBCFmaxtox  7.83E-1 %3
[ RI1E] 23240 %1 LUMO(eV)  2.98E+0~3.13E+0 X4
ODDI X5
Qc X6
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== |
b % EHE
# ﬂ::%"‘f%ﬁ % e — %7 X8 9
ERFMEE TIMES * ECOSAR* KATE *
T ATREE2-442 CASES 112-35-6 A A e AT
basesurface narcotics Neutral Organics alcohols aliphatic
130000 mg/L 171000 mg/L T ;@260%1%?1?%_
! >J)a— —7 > 10000mg/L P, 3F ¥ 7E A BE(logP5E A ,
M)ZFLT)I—ILE/AFILI—TIL & Br R % DB A 210
- Neutral Organics
b4 121000 mg/L
e 3P FE A BE (logP3E FA 26 5})
/
185 ya
/ R AT R AT
a basesurface narcotics Neutral Organics alcohols aliphatic
296000 mg/L 70600 mg/L 16200 mg/L
> 500mg/L XD¥IE B AR XP, XFHIETEE (logP R U S RIS
- @ i FRE B S}
n Neutral Organi;i
NF=E 164.2 logP(KowWi —1.456 %2 7% 7340 mg,
AR oePKowin) , f P, P (ogP USRS
KB AR (me/L) logBCFmaxtox —1.09E+0 %3 B REE S
[F11E] 1000000 1 | UMO(eV)  2.04E+0~2.68E+0 4
ODDI X5
Qc X6
CASES 71-23-8 A A A R
basesurface narcotics Neutral Organics Qalcohols aliphatic
3100 mg/L 1500 mg/L 2740 mg/L|
_ S ) 4555mg/L Neutral Organics
1—=F0s8/— . e
5
#%:
186
fERT fERT fERT RS
basesurface narcotics Neutral Organics alcohols aliphatic
3310 mg/L 730 mg/L 420 mg/L
3025mg/L P E A HE (logPiE FAEG R SV)
OH | Neutral Organics
+n, . 175 mg/L
NFE 60.1 logP(KowWin) 0.35 %2 & KPP TE T HE (logP T8 FRETEE 51
3t AKGERRE(me/L) logBCFmaxtox  2.61E-1 %3 ~
[ RI1E] 271500 1 LUMO(eV)  3.6E+0~3.63E+0 X4
ODDI X5
Qc X6
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| E"i _E
" ftemm 2 . Rl | |
EHEEE TIMES X7 ECOSAR %8 KATE X9
CASES 1115-20-4 4] 4] i) 4]
esters OEsters esters aliphatic
156 mg/L 96.0 mg/L 154 mg/L]
3—ERAxL —2 2—SAF L TFOE L =3—ERD > 1039.9 mg/L Baselirﬁg;)oxici/ti >:<f:$“i%%(ﬁi§¢1’ﬁﬁﬁ’&ﬁ’2§ﬂﬁ£ﬁ)
s s g S mg t5 S0
*L—2, 2= DAFLTAEAF—F i LT (BB NS5 R) =
e
187
e SRR EEH e
Reactive unspecified OEsters esters aliphatic
1040 mg/L 220 mg/L 201 mg/L
559.6 mg/L HIFEAHE FFEEAENNISR) Baseline Toxicity| Xf¥IEBE (RREBMEAZH DN E
= ~ 604 mg/L BEED)
i $IE T (BHEEAEL 5 R)
NTE 204.27 logP(KowWin) 1.065 %2 =
782
*$7K B (me/L) logBCFmaxtox  7.95E-1 %3
[ AlfiE] 5120 %1 | UMO(eV)  4.25E-1~121E+0 X4
ODDI X5
Qc X6
CASEE 527-07-1 FLLE R ERART ERART
Reactive unspecified Baseline Toxicity (acid) conjugated systems1
_ 148000 mg/L _ 4780000 mg/L 143 mg/L
FrYSH L=D—4)LaF—F > 100mg/L HIEAEE EFEHEAMELVITR) XNHIE T HE SREEAMEL IS R) P E A BE (logP3E FAEEEE 1)
4
5
&3%:
NaZHIZE#L PR
OH A
188 v
J o R R SRR e
o Reactive unspecified Baseline Toxicity (acid) conjugated systems1
o 515000 mg/L _ 1900000 mg/L 1980 mg/L
> 1000mg/L FIFERBE (EREMEMMENISR)|  XNFIEREE FREMEMMELNISR) P;#I T A HE (logP3 FA £ BH 41)
&
DFE 196.16 logP(KowWin) -1.866 %2 E’é
78
st 7K B R (mg/L) logBCFmaxtox —1.39E+0 %3
[ BIfE] 1000000 1 | UMO(eV) ~ 1.07E-1~1.05E+0 4
ODDI X5
Qc X6
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= Iy
: EHE
’ fbme 2 . | | |
EHSEE TIMES X7 ECOSAR X8 KATE %9
CASE= 112-27-6 A .30 =R ERFH
basesurface narcotics Neutral Organics alcohols aliphatic
205000 mg/L 287000 mg/L - ) 4%200%('{%%L
<A A 69800 mg/L P3| FE A 8E (logPiE FAEEEH 4})
FUI?DJO U: v & ¢ Neutral Organi;s
Py 194000 mg/L
L] S¢P;HI 7 TRRE (logPi G B 5})
e
190 /
, / AT ERFT R AT
basesurface narcotics Neutral Organics alcohols aliphatic
508000 mg/L 115000 mg/L 22800 mg/L
39459 mg/L XD; ¥ E B GBS 51 ) P, X3 5E A BE(logP3il PSR ER 41 R
. = MVEFFI’&?%OEB%%%"&@?:?)
n eutral Organics
NF=E 150.18 logP(KowWi -1.748 %2 7% 10400 mg/L
nTE 0gP(KowWin) : 5 KPR BE (ogP R ABEISY)
®IK AR (mg/L) logBCFmaxtox ~ —1.3E+0 %3
[ RfE] 1000000 1 | UMO(eV)  2.04E+0~2.7E+0 4
ODDI X5
Qc X6
TR TEE2-415 CASES 111-46-6 L L Ll R
basesurface narcotics Neutral Organics alcohols aliphatic
101000 mg/L 115000 mg/L —_— b 1)%4%0%)_%%%
S <~ A A 75200mg/L P ¥ 7E AN BE (logP3E FA 8
PIFLYY Ja—iv “ Neutral Organics
Py 80900 mg/L,
- 5 SP:HITE AEE (logPiE FA G 51)
7%
191 OH
xo
3 w20 AT A AT
OH basesurface narcotics Neutral Organics alcohols aliphatic
218000 mg/L 47300 mg/L 10800 mg/L
> 10000mg/L XD FE A e GEL A &R 51 ) XP, XF 3| E A RE(logP3E FA#EE 41 FR
$ BRI OBAREESD)
in eutral Organics
NFE 106.12 logP(KowWi -1.474 %2 X 4880 mg/L
ATR osP(Kowlin) : = KPR EE (ogP R IBEISN)
st 7K B R (mg/L) logBCFmaxtox  —1.1E+0 %3
[ RI1E] 1000000 1 | UMO(eV) ~ 2.39E+0~2.74E+0 34
ODDI X5
Qc X6
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== |
b % EHE
# ﬂ::%"‘f%ﬁ % e — %7 X8 9
ERFMEE TIMES * ECOSAR* KATE *
CASES 112-60-7 fE " fE " fEF fERATHE
basesurface narcotics Neutral Organics alcohols aliphatic
417000 mg/L 654000 mg/L - ( 9%7}%0;%%%
v o ., s s > 10000mg/L SP;#I| 7 A~ HE (logPa FH &1
%, 2 [AFLER(ITARV—2, 1 =4I F)] “ ¢ Neutral Organics
TR/ —N R 426000 me/L
£ P;¥I E TRE (logPiE A &R EH 41)
e
192 M,
(&)
T N—o A EARH A ERARH
- basesurface narcotics Neutral Organics alcohols aliphatic
1140000 mg/L 256000 mg/L 44100 mg/L
7746mg/L XD E T RE GEFEEES) KP, X FITE T AE(logPil FEEER 5 R
| BERZER DM/ BEEZET)
ey Neutral Organics
NFE 194.23 logP(KowWi -2.023 2 e 20500 me/L
nTE 0gP(KowWin) : 5 KPR BE (ogP B RABEISY)
KB R (mg/L) logBCFmaxtox —1.51E+0 %3
[ RfE] 1000000 1 | UMO(eV)  1.89E+0~253E+0 4
ODDI X5
Qc X6
CASES 107-41-5 EAT A #AT EAT
basesurface narcotics Neutral Organics Qalcohols aliphatic
3190 mg/L 1830 mg/L 3430 mg/L
_ _ RS S 8690 mg/L Neutral Organics
2—AFIL—2, 4—RUBAVTH—)L " 1730 mey L
5
&3%:
OH
193
w20 AT A AT
basesurface narcotics Neutral Organics alcohols aliphatic
3460 mg/L 911 mg/L 589 mg/L
3200 mg/L XD FE A e GEl A &R 51 ) XP;¥ E N EE (logP i FAEEE 41)
OH Neutral Organics
Bi . 243 mg/L
NFE 118.18 logP(KowWin) 0.58 2 & KPP TE T HE (logP T8 FREEEE 51
*H
stk AR (mg/L) logBCFmaxtox  4.33E-1 %3
[FA1E] 32560 %1 | UMO(eV) 3.09E+0~3.29E+0 %4
ODDI X5
Qc X6
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== |
b % EHE
# ﬂ::%"‘f%ﬁ % e — %7 X8 9
ERFMEE TIMES * ECOSAR* KATE *
[BEEF(ZIE2EELES CASES 646-06-0 =R =R R /R
11094 basesurface narcotics Neutral Organics Qethers aliphatic
8000 mg/L 7190 mg/L 7650 mg/L
33 NS > 95.4 mg/L Neutral Organics
1, 3= FVUIY “ 5080 gL
e
194
O
AT R AT
basesurface narcotics Neutral Organics Neutral Organics
O 12400 mg/L 3300 mg/L 583 mg/L
_ XD;¥IE A HE GE R E BN ) XP;HI E T HE (logP5E FAEEEH 4Y)
@ ERF—2%L
NTE 74.08 logP(KowWin) -0.307 %2 f%
782
57K B fE(me/L) logBCFmaxtox —2.29E-1 %3
[ RfE] 276900 X1 | UMO(eV)  242E+0~2.42E+0 X4
ODDI X5
Qc X6
CASES 34590-94-8 A A AT R
basesurface narcotics Neutral Organics alcohols aliphatic
17300 mg/L 15600 mg/L e (ﬁiﬁ@{’ﬁﬁﬁé?gfmgﬁn’qggﬁ?
_Io_ > s ° > 891 mg/L X ERE £ DL
1(RF2) —[2— A FL AFIL) TRFL]1TO/8/ N EEED)
7 o O Neutral Organics
b 12900 mg/L|
#%:
1=(2-ARFL-2-AF LIk %
F)-2-Tr /- LEFH
195
D w20 AT A AT
basesurface narcotics Neutral Organics alcohols aliphatic
0 27000 mg/L 7120 mg/L 2870 mg/L
/ 1919 mg/L XD;¥IE A E GE R E BN ) P, XFHIETEE (logP R U S RIS
=2 i R E B S}
2n, Neutral Organics
NFE 148.2 logP(KowWin) -0.346 2 ;% o SR T AT z}éﬁg} ?ﬁ%‘lﬁ
XK B B (me/L) logBCFmaxtox  ~2.58E~1 %3 o BRRESY)
[ RI1E] 493600 1 LUMO(eV)  2.43E+0~3.02E+0 X4
ODDI X5
Qc X6
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== |
b % EHE
# ﬂ::%"‘f%ﬁ % e — %7 X8 9
ERFMEE TIMES * ECOSAR* KATE *
CASES 25498-49-1 ) fERT )
basesurface narcotics Neutral Organics alcohols aliphatic
15900 mg/L 16100 mg/L e 27900 n)%/L
2—{2—[2—AFL GAF L) TREL](AFIL) Th L il LICE RS B
FULAFL) IR/ =)L iﬁ‘ O Neutral Organics
3] 13600 mg/L|
e
196
~ _)\ M AR L e
T basesurface narcotics Neutral Organics alcohols aliphatic
25200 mg/L 7470 mg/L 3240 mg/L
> 10000 mg/L XD¥IE B GE RS XP, XFH|ETEE (logP R U SRS
| & R B S}
an, Neutral Organics
NFE 206.28 logP(KowWin) -0.203 2 %E R l} %%c;]\ ?é,/é'
KB AR (me/L) logBCFmaxtox —1.51E-1 %3 B FREE S
[ RfE] 195800 1 | UMO(eV)  2.09E+0~2.68E+0 4
ODDI X5
Qc X6
CASE= 107-88-0 i3 A =R
basesurface narcotics Neutral Organics Qalcohols aliphatic
13000 mg/L 8450 mg/L 14500 mg/L
— AN ) H— Neutral Organics
1. 8=9522% -0 “ EBF 4L 7050 me/L
5
&3%:
OH
197
ERAE R BT
basesurface narcotics Neutral Organics alcohols aliphatic
17800 mg/L 3880 mg/L 1610 mg/L
) XD;¥IE A E GE R E BN ) 3P E A RE (logP i FAEEF 51)
OH T4 Neutral Organics
Bi 692 mg/L
NFE 90.12 logP(KowWin) -0.291 32 & KPP TE T HE (logPTE FREEEE A1)
78
xt KB R (me/L) logBCFmaxtox —2.17E-1 %3
[ RI1E] 220400 1 LUMO(eV)  3.19E+0~3.34E+0 X4
ODDI X5
Qc X6
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H1%E
v = 2
’ fbme 2 . | | |
EHSEE TIMES X7 ECOSAR X8 KATE %9
CASES 629-11-8 fE " =R i)
basesurface narcotics Neutral Organics Qalcohols aliphatic
2420 mg/L 1250 mg/L 2390 mg/L
— L3, Neutral Organics
1, 6=~"FHLIX—I “ ERF—5HL 1210 mg/L
e
OH
198
e ) e ) fERA e )
basesurface narcotics Neutral Organics alcohols aliphatic
2420 mg/L 633 mg/L 449 mg/L
> 500 mg/L P3| FE HE (logP i FAEEE 41)
OH Neutral Organics
Ei 184 mg/L
PFE 118.18 logP(KowWin) 0.765 2 &=
xt KB (me/L) logBCFmaxtox ~ 5.71E-1 %3 i
[F11E] 22650 %1 LUMO(eV) 3.25E+0~3.59E+0 X4
ODDI X5
Qc X6
CASEE 107-98-2 g AT g AT
basesurface narcotics Neutral Organics alcohols aliphatic
15800 mg/L 12700 mg/L T —— 7&%4025m%£ﬁ?
_ S,_o_ K S o~ 20800mg/L XEHIEBE( k2 ki)
1—ARFo —2—EFaFI TNV " e dig
= O Neutral Organics
e 10300 mg/L
&3%:
199 o
w20 AT A AT
basesurface narcotics Neutral Organics alcohols aliphatic
24400 mg/L 5740 mg/L 2150 mg/L
23300mg/L XDFIE T HE AR P, XFHIETEE (logP R U S RIS
OH m i FR G BE 5}
oy Neutral Organics
NFE 90.12 logP(KowWin) -0.489 X2 o 933 mg/L
7R ogm T onn : | P, NP I TEE (logP R UER S 155
KK B R (me/L) logBCFmaxtox —3.65E-1 %3 R E B}
[ RI1E] 1000000 1 | UMO(eV) ~ 2.76E+0~3.17E+0 34
ODDI X5
Qc X6
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= Iy
: EHE
’ fbme 2 . | | |
EHSEE TIMES %7 ECOSAR X8 KATE %9
IB385:40 CASEE 52645-53—1 FEE R GG
Reactive unspecified Esters
S5 TR (B AL S %) R (P BB
2 . — S AN S =R — 0.00252 mg/L FIEREE(E MELVISR) P HITE e (logPiE FH SR 41)
NI AR (Bl 3 7I/f€/’\/{”’_§’ (2, 2 “ ) “Vinyl/Allyl Halides QSARETILHEL
_/‘7|:~I|:_II:_)I/)—2, 2_/)(3")1//7|:| D/\/jj i 0.000882 mg/L
LRELS—R) 8 ->Z<P;$'JE$’H‘E(IogCP)iEFH§EE|91~)
. Pyrethroids
#3: 0.000354 mg/L
Baseline Toxicity
_ 0.00400 mg/L
e ) R fERA
Reactive unspecified Esters
_ 0.0712 mg/L 0.0410 mg/L
0.00032 mg/L HIE T RE (ERRIEAMELVI S R) P ¥ T A BE (logP3# FASEEA51) R
Vinyl/Allyl Halides QSARETILIZL
5?., 0.00103 mg/L
SFE 391.3 logP(KowWin) 7.427 %2 = P ETHE (logPi FEEE V)
i £ O Pyrethroids
KK B R (meg/L) logBCFmaxtox  4.28E+0 %3 0.000220 mg/L
SAIfE 0.009747 %1 - o~ 1 X4 Baseline Toxicity
[FiRl1E] LUMO(eV) 1.54E-1~1.61E-1 : ) 000400 mg/L.
oDDI X5 FIEFEE EREHEAENISR)
Qc X6
CASES 138-86-3 AT AT ERAT fEAT
basesurface narcotics Neutral Organics Ohydrocabons aliphatic
0.585 mg/L 0.323 mg/L 0.591 mg/L|
N _ N 1.1 mg/L Neutral Organics
JERY d-JERY) . 0.561 mg/L
5
&3%:
202
// \\ R AR R R
basesurface narcotics Neutral Organics Ohydrocabons aliphatic
0.257 mg/L 0.238 mg/L 0.402 mg/L
0.7 mg/L XD ¥ E A sE GE A B ) Neutral Organics
0.454 mg/L
&
DFE 136.24 logP(KowWin) 4.827 %2 E’é
78
st 7K B R (mg/L) logBCFmaxtox  3.59E+0 %3
[ RI1E] 4581 X1 | UMO(eV)  1.16E+0~1.28E+0 4
ODDI X5
Qc X6
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=
g % EHE
# ﬂ::%"‘f%ﬁ % e — %7 X8 9
ERFMEE TIMES * ECOSAR* KATE *
CASES 924-88-9 fE " =R i)
esters OEsters esters aliphatic
30.1 mg/L ] 20.1 mg/L 25.5 mg/L
Butanedioic acid, 1,4-bis(1-methylethyl) ester “ S F— 4L ) Base‘lun?&oxzﬁ
’%‘E FIEARBE (EHEEAMELVISR)
e
203 7
) ’ A AT R AT
d Reactive unspecified OEsters esters aliphatic
_ 902 mg/L 40.7 mg/L 31.7 mg/L
> 100 mg/L HIEFHE (RREMEIMENNISR) BaselingOTgoxici/ty XFHIE TR (B8 & E A EEEE )
| L
il 25 e (EREMAYEL 5 R)
NTE 202.25 logP(KowWin) 2.222 X2 2%
xt KB (me/L) logBCFmaxtox ~ 1.66E+0 %3 i
[ AlfiE] 539.2 X1 LUMO(eV)  6.58E-1~1.15E+0 4
ODDI X5
Qc X6
CASES 110-60-1 A A AT R
narcotic amines OAliphatic Amines primary amines aliphatic
1220 mg/L 914 mg/L 930 mg/L
— L= N, ST 730mg/L Baseline Toxicity
ThIAFLDOTIY " i 16900 me/L
2 T hE (IEAEMEAEL S S R)
|
#%:
FIVEE NH2
204
RS R A
Reactive unspecified OAliphatic Amines primary amines aliphatic
38000 mg/L 80.1 mg/L 138 mg/L
. ¥ E T HE SEEMEMMBELNVITR) Baseline Toxicity
i il FAT IR B R (BRI AN TR
H HIERBE(EEMEMNELNISR
NFE 88.15 logP(KowWin) -0.636 2 z%
stK AR (mg/L) logBCFmaxtox —4.75E-1 %3 a
[FiAlfE] 1000000 %1 | UMO(eV) x4
ODDI 5
Qc X6
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8=27/=1

Nt

HtiE

ERSEME TIMES %7 ECOSAR %8 KATE %9

FRABOER ) i
QSARVZABHZENIZ S X, TLDIEETEHIZESFTRHER
(OHMFER) ZRLBSEMNEZELLY,

- P, XF XD XN(E FAREE AV BN IS AN FRIFER
X (FERBEIDNEVNISAD T RIFERKATEDO#)
-KURESNIZIVZSADFRER
*Neutral Organics 75 AN D F IR
- FRBALY NSNS ADF B E
F-. FRBEROEEENMEOVLUTOIIRIFERAFATEL
= TIMES : Reactive Unspecified
*KATE : Unclassified
*ECOSAR:Baseline toxicity, Baseline toxicity(acid)

(¥Baseline toxicity(acid) 7 AN FAMEIXMEDAF LIk bEM

g%}a)&)@*l:fﬁ.g&\ Baseline toxicity D F A& R L AR IMI0OTIRLIET

31 Wskowwin v1.42|Z &Y HEH
32 KowWin v1.68[ZkYEH
%3~7 TIMES v2.27.15 [CkYEH. BETURARA 2k Pimephales Promelas 96h LC50. BR3%#ET > K7RA > k: 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.11IZ&YEH. #EETURAR AU Fish 96h LC50. FRz%3ET 2 F7R4 > b: Daphnid 48h LC50. logPl&KowWin3% 2% {1 F.
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