QSART AIFER (B Hl4—2B1%)

AREZEICHIIEAEHER N SEHICAERISADMHEETIVE

ERE26511 /8288
Bfa—25E

| E,‘i _E
" fesmeE g S BiE | |
ERSMHE TIMES %7 ECOSAR %8 KATE %9
2 CASES 3699-30-7 A ] A ERE
Reactive unspecified OThiocarbamate,Di(free acid) barbitals or thiols other
I =35 >3 N7 — 97.6 mg/L 2.09 mg/L 122 mg/L|
AT L=DTFINIFANIAT—h 69mg/l|  BEFITAECEEIEAENSTR) Neutral Organic| 3P FITAE (253 M58 MG
£ 241 mg/L
&%
BEXNEYMEIKIEZH
,| BicELT A —
N
AW ERAT cd:: )
Reactive unspecified OThiocarbamate,Di(free acid),
145 mg/L 0.488 mg/L
% 0.91 mg/L FERATEE(SEEIMENISR) Neutral Organic )
S SH | 133 mg/L| QSARETILAZEL
NTE 149.27 logP(KowWin) 1.673 %2 E%
782
KA R (me/L) logBCFmaxtox  1.25E+0 %3
[FRlfE] 28990 X1 | UMO(eV) -8.92E-1~-3.8E-1 X4
ODDI X5
Qc X6
3 CASES 12427-38-2 ERA AT A AT
Reactive unspecified OThiocarbamate,Di(free acid) barbitals or thiols other
L S >3 N S, 917 mg/L 5.38 mg/L 8080 mg/L|
,(\l}::'ll”'% 7~I;7l()/t AOFADNRIVBIRA Y 0.27 mg/L {ERATHE (SEMEIELNVITR) Neutral Organic| P, XFER &t (|ogPE§U'§B§J\*§iﬁ
S 2 3040 mg/L] 1 F & B V)
S
ﬁ%% s
[A3EELES:179 \ o
3| BERRWE Mg >
ERICREBLTFA
AW ERAT cd:: )
! Reactive unspecified OThiocarbamate,Di(free acid),
S 1900 mg/L 0.911 mg/L
\ 0.12 mg/L FERATEE(SEEINMENISR) Neutral Organic )
5 = 1520 mg/L QSARETILHEL
NTE 212.36 logP(KowWin) 0.619 %2 E%
782
$tKAAE(mg/L) logBCFmaxtox  4.61E-1 %3
[ AlfiE] 28140 %1 | UMO(eV) -1.1E+0~-7.68E-1 X4
ODDI X5
Qc X6
1/58 R—<



" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR %8 KATE %9
4 CASES 683-10-3 ERA AT A AT
Reactive unspecified Neutral Organics—acid acids
— — K== — —33 . = _ _9.07 mg/L 52500 mg/L 5530 mg/L
g_fj\‘ BT =N, N=ZXAFLTUE=T)T ¥ 0,876 me/L (I (IR ASIE V)5 R) SKF {3 PR BE (B0 45 M5B FR RO A1)
£
&3
[BfEEE(XIR2EELE
4 =:1055 \
/ﬁf Y AT FERRH AT FERRH
o Reactive unspecified Neutral Organics—acid acids
_ _ 18.6 mg/L 25900 mg/L 278 mg/L
1.99 mg/L ERTHE (SEEIELIFR) XFEATEE (BB EE R E )
5
NTE 272.46 logP(KowWin) 0.475 %2 2%
782
KA R (me/L) logBCFmaxtox  1.85E+0 %3
[FH1fE] 17280 %1 LUMO(eV) -44E+0~-417E+0 ¥4
ODDI X5
Qc X6
5 CASES 79-92-5 R A TG TG
basesurface narcotics Neutral Organics Ohydrocabons aliphatic
N 1.58 mg/L 0.873 mg/L] 1.36 mg/L|
HhrIxy 0.72 mg/L Neutral Organics
£ 1.41 mg/L|
5
&3%:
5
=R AT fERT fERT
basesurface narcotics Neutral Organics Ohydrocabons aliphatic
0.764 mg/L 0.615 mg/L 0.698 mg/L
% 0.72 mg/L X D;fs A~ sE (E A EEE 41 ) Neutral Organics
0.938 mg/L]|
&
NFE 136.24 logP(KowWin) 4.347 %2 &
78
7K AR (me/L) logBCFmaxtox  3.24E+0 %3
[FA1E] 6.275 X1 LUMO(eV) 1.43E+0~1.43E+0 %4
ODDI X5
Qc X6
2/58 R—



" e 3] =iEE
s ERSMHE TIMES %7 ECOSAR %8 KATE %9
6 CASES 6259-76-3 R R fE
phenols and anilines Esters amines aromatic or phenols4
S, — —o__ K SRS N — 0.216 mg/L 0.486 mg/L 0.269 mg/L
NEF I =2-ERRFIALY T~ ) * P T AE (logP B BE)
& EfEMHD IT—2%L O Phenols
= 0.183 mg/L|
b2l Neutral Organic
0.327 mg/L
"5 3P {# FATRBE (logP i FAEE R 5Y)
6 _\ oH
R R L] R
m/ phenols and anilines Esters amines aromatic or phenols4
0.617 mg/L 0.728 mg/L] 0.390 mg/L]|
0.357 mg/L XD;fE A &E GE R E B S) XP;1EFH$EE(IogP5@FHﬁI§MI‘) XFEATEE BB EE R E )
enols
i 0215 mg/L|
nNFE 222.29 logP(KowWin) 5.059 ><2 % Neut5§2l4%rrgrlagryﬁ
*F KB AR (me/L) logBCFmaxtox  3.76E+0 3 3P {f FATSBE (logP il FAEEEE V)
[FAlE] 6.084 %1 LUMO(eV) -5.57E-1~-3.62E-1 X4
ODDI X5
Qc X6
7 CASES 68424-85—-1 AW i) RS
Neutral Organics hydrocarbons aromatic
RS ~ S5 s - 0.821 mg/L 2.64 mg/L
Ziégl[){“)b:\:)b (C12~16)IVAFILTUE=D 0.515 me/L _ KRR (B4 B B )
= ﬁ QSARETILEL
5
&3%: .
C=16ELTH A e
7
=R fERT ERTT
Neutral Organics hydrocarbons aromatic
0.609 mg/L]| 1.07 mg/L|
0.0059 mg/L _ X A RE (BB #a &8 G E 51
= QSARETILIZL
NTE 396.11 logP(KowWin) 4.893 %2 E%
78
KB (mg/L) logBCFmaxtox X3
[F1fE] 0.2147 %1 | yMO(eV) X4
ODDI X5
Qc X6
3/58 R—



" fme 3] EitiE
= ERIFEMHE TIMES %7 ECOSAR *& KATE %9
8 CASE= 1222-05-5 R AT FERFH
basesurface narcotics Neutral Organics ethers with aromatic
4,6,6,7,8 8—A~AXHAF)L—1,3,4,6,7,8 0.0920 mg/L . 0.0320 mg/L] . . 0.0273 mg/L
BN T I o . LS, XP;f#E A HE (logPiE ) P {5 FA A BE (logP3 44)
—ARTERRL AR R gl IRAY " BB BT — 5L SRR ocP SRR e e Organon
ol 0.0680 mg/L
4] P FA T RE (logP5E FA 25 BH 41)
&3
8
o)
. AR AR AR
basesurface narcotics Neutral Organics ethers with aromatic
0.0331 mg/L 0.0270 mg/L] 0.112 mg/L]|
_ _ XD;fE A &E GE R E B S) XP;E AT HE (logPE FEEERSN)| 2XP, SXf {8 A RE(logP5E F 5 4} iR
= EEEH LT 2L BERZF ORI ABEEZSD)
% N 50995
Nz H 3 i mg
nF=E 258.41 logP(KowWin) 6.26 ?.(2 *7 XP{E AT BE (logP B A A6 71)
KA R (me/L) logBCFmaxtox  4.45E+0 %3
[ R11E] 0.1943 X1 LUMOC(eV) 3.6E-1~41E-1 X4
ODDI X5
Qc X6
9 CASEE 101-83-7 L] A A fE AR
narcotic amines OAliphatic Amines secondary or tertiary amines
—_335e $ =- 1.26 mg/L 0.971 mg/L]| 0.806 mg/L]|
N, N—SLoaafxs L7sy 12 ma me Neutral Organic| 3P, 3f46 - RE (0P FIGRER SN Bk
- 1.12 mg/L BMERZIF OO BEEZST)
5
&3%:
T8
o| BEEELGIB2EELE
=:1084 N
IB3EEL &S :275 L AT L AT
Reactive unspecified OAliphatic Amines| secondary or tertiary amines
_ 149 mg/L 0.152 mg/L 30.0 mg/L|
8 mg/L {FERTEE (SEEEMNMELNVITR) Neutral Organic| 3P, 3f:{ Fi A RE(logPaiE FA £1 BH 4% F%
B 0.788 mg/L| BERZHF MO BEEET)
DFE 181.32 logP(KowWin) 4.367 %2 E’g
78
7K AR (me/L) logBCFmaxtox  3.25E+0 %3
[Fil1E] 103.1 X1 LUMO(eV) X4
ODDI X5
Qc X6
4/58 R—2




" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR *& KATE %9
10 CASEE 142-92-7 L] L] A A
esters QOEsters esters aliphatic
N 10.6 mg/L 6.33 mg/L] 7.09 mg/L
mg!im# I 4 mg/L Neutral Organic
& 21.4 mg/L]
&3
10
AT cd:: ) cd:: )
P Reactive unspecified OEsters esters aliphatic
19.6 mg/L 12.0 mg/L 8.63 mg/L
‘\; _ . FERATEE(SEEIMENISR) Neutral Organic
= EEtEdHHT—5%4L 13.1 mg/L
2FE 144.22 logP(KowWin) 2.829 %2 f%
782
KA R (me/L) logBCFmaxtox  2.11E+0 %3
[FH1fE] 308.7 %1 |LUMO(eV) 111E+0~1.17E+0 ¥4
ODDI X5
Qc X6
1 -I CASES 61791-26-2 fERT fERT FERTH FERTH
narcotic amines Aliphatic Amines secondary or tertiary amines
; 0.216 mg/L 0.0230 mg/L] 0.0152 mg/L
Amines, tallow alkyl, ethoxylated 1 mg/L XPAERTHR (ogPBAREN)|  XPEMATH (logPBMITEN)
# Neutral Organic
i 0.00500 mg/L]|
b XP;fE T8 (logPE FA EEEA 51)
&3%:
T8
11 C=18s n=1&L—C%5¢E\|I
R wERFE wERFE wERFE
Reactive unspecified Aliphatic Amines secondary or tertiary amines
. _ 0.0920 mg/L 0.00500 mg/L] 21.8 mg/L
oy 2.35 mg/L {ERATRE (EREEAMELNVITR) XPfEFATHE (logPE FAEEEASY)| %P, Xf.{E - A BE(logPiE FHEEEH S} i
ot Neutral Organic FHERZH OB EEEZED)
& _ 0.00500 me/L]
NFE 31357 logP(KowWin) 7.202 %2 & P FATSBE (logPiE A EERE 5Y)
78
7K AR (me/L) logBCFmaxtox  4.39E+0 3
[F1fE] 0.07357 %1 LUMO(eV) X4
ODDI X5
Qc X6
5/58 R—




" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR *& KATE %9
12 CASES 107-46-0 R AR AR AR
Reactive unspecncled Neutral Organics Unclassified
N . 2 mg/L 0.161 mg/L] 0.167 mg/L
NFYAFLTOLRFYY 0asmp/l|  EATEEEEAUE OSSR XPAERTHR (oPBAREN| AT (SEMAELI5R)
£
&3
12
S m— ) /
o AT AT AT AT
/ \ Reactive unspecified Neutral Organics Unclassified
_ 0.365 mg/L 0.124 mg/L] _ _0.178 mg/L
> 11 mg/L ERTHE (SEEIELIFR) P {3 F A~ HE (logPiE FA E5 B %) ERTEE SFEMEAELVITR)
5
NFE 162.38 logP(KowWin) 5.248 %2 &=
782
KA R (me/L) logBCFmaxtox  3.54E+0 %3
[FAIfE] 0.9168 X1 |LUMO(eV) 1.3E+0~1.3E+0 X4
ODDI X5
Qc X6
13 CASES 556-67-2 R AT ERF ERF
Reactive unspe0|ﬂed Neutral Organics Unclassified
— N kS5 6 mg/L 0.0120 mg/L] 0.0214 mg/L
22,4466 8 8- A7HFLYIATHIY b00siTml|  EATREGEREAENGSR)|  KPEATHEPRRIEN|  SARHEGEREAENS5R)
4
5
&5 \
— /
13 \ /0 S \
S
J) 5||/ AW RS RS RS
\ ] / \ Reactive unspecified Neutral Organics Unclassified
/5'—0 5 0.361 mg/L 0.0110 mg/L _ 0.0399 mg/L
\ >0.015 mg/L {ERATRE (EREEAMELNVITR) XP;{# T HE (logP5E AR EEEASY) {EFATEE EREHEIMENNISR)
&
NFE 296.62 logP(KowWin) 6.788 X2 Zé
w7k AR (me/L) logBCFmaxtox  3.78E+0 %3 B
[FAlfE] 0.06124 X1 LUMO(eV) 1.54E+0~154E+0 %4
ODDI X5
Qc X6
6/58 R—



" fme 3 St
= ERSMHE TIMES %7 ECOSAR *& KATE %9
14 CASES 124-07-2 AT AT SRR
Reactive unspecified Neutral Organics—acid acids
7]—7'30/@2- _ _16.7 mg/L 140 mg/L| 40.1 mg/L
_ B AT (SEEAENSSR) XN 8 PR 4
“ BB HET— 5L
&3
14
AT ERAT cd:: )
Reactive unspecified Neutral Organics—acid acids
. _ 124 mg/L 87.3 mg/L] 39.7 mg/L|
‘\ _ _ ERTHE (SEEIELIFR) SN A& i R #E B o)
5 = EEEH LT 2L
2FE 144.22 logP(KowWin) 3.033 2 f%
782
KA R (me/L) logBCFmaxtox  2.26E+0 %3
[ AlfiE] 495.9 %1 | UMO(eV)  1.06E+0~1.14E+0 X4
ODDI X5
Qc X6
15 CASES 119-36-8 g AT EAT EAT
phenols and anilines OEsters amines aromatic or phenols4
—o KR SR N — 8.74 mg/L 9.03 mg/L 10.8 mg/L]|
AFIN=2 I:FD#-//\JJT k > 100 mg/L Phenols
% 9.19 mg/L
o Neutral Organic
b 35.9 mg/L
ﬁ%% o\
. A\
AT fERT fERT
OH phenols and anilines Esters amines aromatic or phenols4
6.91 mg/L 17.6 mg/L 4.49 mg/L
_ . XD;ff AT 8E (B FA#EER SV ) O Phenols
EEEH LT —2%4L 3.62 mg/L
Bi Neutral Organic
NTE 152.15 logP(KowWin) 2.604 32 & 21.5 mg/L
78
7K AR (me/L) logBCFmaxtox  1.94E+0 3
[FA1E] 1875 %1 | UMO(eV) -4.96E-1~-4.96E-1 ¥4
ODDI X5
Qc X6
7/58 R—



" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR *& KATE %9
16 CASES 10124-65-9 R SRR AT ERFH
Reactive unspecified Neutral Organics—acid acids
: 0.596 mg/L 3.34 mg/L 2.07 mg/L]|
Potassium laurate ssmgl|  EATEEEEAENISR) P FATRBE (logP B T A
il
%5
&3
BEMNEYEIIKIELS
16| BIzRELTA
AR R AR
Reactive unspecified Neutral Organics—acid acids
_ 0.256 mg/L 2.50 mg/L] 20.2 mg/L
4 _ B AR (ISR AYEL Y5 R) P FI TR Bt (logPE B §5EE51)
® = EEEH LT 2L
NTE 200.32 logP(KowWin) 4.998 %2 E%
782
KA R (me/L) logBCFmaxtox  3.71E+0 %3
[ R11E] 12.76 X1 LUMO(eV) 1.02E+0~1.06E+0 %4
ODDI X5
Qc X6
17 CASES 134-20-3 L R A A
phenols and anilines OEsters amines aromatic or phenols5
—arni 17.8 mg/L 14.2 mg/L]| 27.1 mg/L
Methyl 2-aminobenzoate 254 mg/L Anilines (Hindered)
4 41.0 mg/L
P Neutral Organic
4] 71.8 mg/L
&3%: 0
P \\ -
17 °
=R AT fERT ERTT
NH2 phenols and anilines Esters amines aromatic or phenols5
11.2 mg/L 28.6 mg/L] 5.16 mg/L|
18.2 mg/L XD AT e G FREEBE 4} ) O Anilines (1|-1|igdere/dz XF{E AT B (BB 48 & i FR & ) )
.7 mg,
Bi Neutral Organic
NFE 151.17 logP(KowWin) 2.265 %2 = 41.8 mg/L
78
7K AR (me/L) logBCFmaxtox  1.69E+0 %3
[Fil1E] 1860 %1 | UMO(eV) -2.03E-1~-1.19E-1 ¥4
ODDI X5
Qc X6
8/58 R—



" fme 3 St
= ERSMHE TIMES %7 ECOSAR *& KATE %9
18 CASEE 706-14-9 AT AT R R
Reactive unspecified QOEsters esters aliphatic
— N — T R = ) 49.2 mg/L 10.6 mg/L 12.6 mg/L
S5—~FUI)—4, 5—TEFA—-2(8H)TF/Y 18 mg/L EFATEE (SFEMEIMELVITR) Neutral Organic
& 43.3 mg/L
&3
18
)
5 AT cd:: ) cd:: )
Reactive unspecified OEsters esters aliphatic
41.0 mg/L 20.8 mg/L| 15.4 mg/L|
_ . FERATEE(SEEIMENISR) Neutral Organic
@ EfEMHD I T—2%L 25.9 mg/L
NTE 170.25 logP(KowWin) 2.567 %2 f%
782
KA R (me/L) logBCFmaxtox  1.92E+0 %3
[ RfE] 291.6 %1 | UMO(eV)  1.15E+0~1.19E+0 X4
ODDI X5
Qc X6
1 9 CASES 15875-13-5 fERT AT ) FERTH
Reactive unspecified Aliphatic Amines secondary or tertiary amines
—KI N = ° > 370000 mg/L 15000 mg/L] 20100 mg/L]|
L 3. 35 I;JFIZ ( /33‘\7‘)[/7\/7“] El)~FHERD > 100 mg/L ERATEE (SEMEAELITR) QO Triazines, Aliphatic XP;{# A fE (logP3E FH E5EH %)
1,8, 5 )T “ 569 mg/L|
o Neutral Organic
4] 469000 mg/L|
&3%: .
FIUHE /'/
19 \/M/\
L,
EE SRR s AT
\ Reactive unspecified Aliphatic Amines secondary or tertiary amines
854000 mg/L| 1180 mg/L 352 mg/L
u 62.6 mg/L FERATEE (SHEMEIELISR) O Triazines, Aliphatic| %P, 3F;{f ATt (logP R Ui 18 1E
/ 25.1 mg/L 1 FR &G AV
Ei Neutral Organic
NTE 342.58 logP(KowWin) -1.588 2 & 191000 me/J
78
7K AR (me/L) logBCFmaxtox —1.18E+0 %3
[Fil1E] 1000000 %1 LUMO(eV) 2 19E+0~2.81E+0 X4
ODDI X5
Qc X6
9/58 R—



" fme ) e
= ERSMHE TIMES %7 ECOSAR %8 KATE X9
20 CASES 25339-17-7 ERT ERT fERT fERT
basesurface narcotics Neutral Organics Qalcohols aliphatic
= _ 13.7 mg/L 3.76 mg/L] 9.76 mg/L|
1I)TH/—I 59 mg/L Neutral Organics
£ 5.55 mg/L
&3
20
AW cd:: ) cd:: ) cd:: )
oH basesurface narcotics Neutral Organics alcohols allphatlc
5.79 mg/L 2.50 mg/L]
3.5 mg/L DSRESEE M(lﬂwﬁﬁﬁ’&ﬁo %ﬁ
BEET)
Si O Neutral Organics
SFE 158.29 logP(KowWin) 3714 %2 = 2.84 mg/L
782
KA R (me/L) logBCFmaxtox  2.77E+0 %3
[ AlfiE] 151.8 X1 |LUMO(eV)  3.39E+0~3.58E+0 K4
ODDI X5
Qc X6
21 CASEE 68607-24-9 fERT BERTHE BERTHE
Neutral Organics hydrocabons aliphatic
; —90_ 0.0650 mg/L] 0.182 mg/L|
C}L‘alte.marﬁ i compounds, C20-22 35 me/L ~ KPR HE (ogP AR P, K HERTHE (0P RUEHS \1‘§Ja
alkyltrimethyl, chlorides . QSAREFILEL B
P Neutral Organlcs
b 0.135 mg/L
XP, XFEATHE (logP R UH Bﬁ’fﬁL
B35 ¥ FR &6 Bl
C=22&LTFA
21
R;; AT T BT
“¥ Neutral Organics hydrocabons aliphatic
0.0540 mg/L| 267 mg/L
1.39 mg/L _ XP;fE AT RE (logPE FEEESY)| XP, XFERTEE (|ogP&U§ﬂsm§a_
QSARETILEL 1 FR &G B V)
Bi Neutral Orgam?s
nNrz= ; X 0.187 mg/L
nFE 404.17 logP(KowWin) 6.131 ?.(2 ¥5 XP. XFAE T (IogPZ‘LU""B Nt s
stk AR (mg/L) logBCFmaxtox X3 & A& E S
[F1fE] 0.01675 %1 LUMO(eV) X4
ODDI X5
Qc X6

10/58 R—2
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" fme 3] EitiE
= ERIFEMHE TIMES %7 ECOSAR *& KATE %9
29 CASES 68951-67-7 ERA R EARH e
basesurface narcotics Neutral Organics alcohols aliphatic
_ 0.340 mg/L 0.0610 mg/L] 0.200 mg/L|
Alcohols, G14-15, ethoxylated 0.65 me/L CP 5 P37 BE (logP 3B FIGGEESY) P P37 B (logPSB FRGEEESH)
@ Neutral Organics
= 0.125 mg/L]|
] XP:{ FITRAE (logP5E R EEEHY)
&3
C=15.n=1&LTF A
22
K;L\ R AT AT AT
- basesurface narcotics Neutral Organics alcohols aliphatic
0.0895 mg/L 0.0500 mg/L]| 0.501 mg/L]|
0.201 mg/L XD;fE A &E GE R E B S) XP;E AT HE (logPBE FEEERSN)| 2XP, SXf, {8 AT BE(logP3E F 5 4} ik
= BERZHF OB EEZSD)
ey Neutrgl@qganifi
Nz H 3 L mg,
ATE 27248 logP(KowWin) 5969 X2 5 CP 8 P37 BE (logPSB FAGEEESH)
KA R (me/L) logBCFmaxtox  4.33E+0 %3
[ R11E] 0.4575 1 |LUMO(eV)  2.63E+0~2.89E+0 4
ODDI X5
Qc X6
23 CASES 103—-11-7 AW RS i) RS
Reactive unspecified OAcrylates acrylates
I — N 1.85 mg/L 0.769 mg/L] 0.625 mg/L]|
TOVIEE2—ITFILAFD)L 1.8 mg/L FRATEE (EEEIMELISR) Neutral Organic P {5 FA A BE (logP 3 FA £ BH 41)
. 2.00 mg/L]
5
&3%:
23 0
J<;:.: AT ERAFT LT ERATT
Reactive unspemﬂed OAcrylates acrylates
1.21m 0.811 mg/L 2.67 mg/L
1.3 mg/L ERTA (1=.§§'|$f3\1m\77z) Neutral Organic P FA AN 8E (logP5E FAEEEH 41)
1.38 mg/L]
5
NFE 184.28 logP(KowWin) 4.092 32 &
5H
7K AR (me/L) logBCFmaxtox  3.05E+0 %3
[FAE] 16.8 %1 | UMO(eV) -5.21E-2~3.48E-1 ¥4
ODDI X5
Qc X6

11/58 R—2
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" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR *& KATE %9
24 CASES 108-46-3 =R =R 2] 2]
phenols and anilines OPhenols, Poly amines aromatic or phenols4
SILS S 136 mg/L 22.2 mg/L| 105 mg/L|
it 26.8 mg/L Neutral Organic
& 669 mg/L
ﬁ%% OH
24
AW cd:: ) cd:: ) cd:: )
CH phenols and anilines OPhenols, Poly amines aromatic or phenols1
41.0 mg/L 256 mg/L 0.560 mg/L]|
1 mg/L Neutral Organic
| 347 mg/L
n
NTE 110.11 logP(KowWin) 1.033 %2 =
782
$tKAAE(mg/L) logBCFmaxtox 7.7E-1 %3
[ R11E] 85710 X1 LUMO(eV) 3.66E-1~3.66E-1 *4
ODDI X5
Qc X6
26 cASES 67701-06-8 R AT ERF ERF
Reactive unspecified Neutral Organics—acid acids
; — 19— 0.457 mg/L 0.0110 mg/L] 0.0210 mg/L
Fatty acids, C14-18 and C16-18-unsatd. > 1000 mg/L (AT A (SEMEAELN S5 R) P FITBE (logP S FAABE51) P FITBE (logP B FAREE 51)
4
5
&3%:
C=18&LTF A
26
AR A A
Reactive unspecified Neutral Organics—acid acids
_ _0.178 mg/L 9.0110 mg/L . 6.36 mg/L|
_ . {ERATRE (EREEAMELNVITR) XP;{# A HE (logP5E AR EEEASY) XP;f# T HE (logP5E AR EEEHSY)
5 = EEEH LT 2L
NTE 284.49 logP(KowWin) 7.944 %2 E%
78
7K AR (me/L) logBCFmaxtox  3.96E+0 %3
[Fil1E] 0.003512 %1 LUMO(eV) 1.04E+0~1.12E+0 ¥4
ODDI X5
Qc X6

12/58 R—
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. e 3] EitiE
= ERSMHE TIMES X7 ECOSAR *& KATE %9
27 CASES 73296-89-6 AR R AR
Reactive unspecified Neutral Organics acids
; ; — - ; 1.47 mg/L 1.91 mg/L 9.28 mg/L
Sulfuric acid, mono—C12-16-alkyl esters, sodium salts . * R (SR AR S R) P, XCF - BT BE (logP B U BB iﬁ
ﬁ Bt HDT 5L it
&3
BEEXNEZYE (INaIGF=H
27| BRICKREL. C=16&LTF
Al
AT AT R AT
Reactive unspecified Neutral Organics acids
. _ _0.970 mg/L 1.35 mg/L 44.4 mg/L
“usl 18 mg/L ERATEE (SEMHEIELITR) XP, XF;E AT EE (logP R U D 1
%o @ & FRER B}
NTE 322.51 logP(KowWin) 4.386 %2 E%
>4
KA R (me/L) logBCFmaxtox  3.27E+0 %3
[ AlfiE] 1.625 X1 | UMO(eV) -6.24E-1~-5.38E-1 K4
ODDI X5
Qc X6
28 CASES 78-78-4 R =/ SRR
basesurface narcotics Neutral Organics hydrocabons aliphatic
PR N 46.6 mg/L 13.3 mg/L 12.1 mg/L
AIRFY ) “ KGR BE (B BB AR )
# EfEMHD I T—2%L Neutral O;gani;.i
= m
£ X5 F A BE (B4 "fﬁma@ﬁﬁiﬁlﬁl%)
&%
28
AW i) i) RS
basesurface narcotics Neutral Organics hydrocabons aliphatic
24.7 mg/L 8.06 mg/L| 2.39 mg/L
2.3 mg/L XF AR (BB 18 S @ RS
Neutral Organics
Bi 80 mg/L
NFE 72.15 logP(KowWin) 2.723 %2 zé XF; ﬁm?rﬁ“(*rsﬁ*%a_ﬁﬁﬁf Iﬂ%)
KB fE(mg/L) logBCFmaxtox  2.03E+0 33 -
[F:Al1E] 184.6 %1 | UMO(eV)  3.76E+0~3.77E+0 4
ODDI X5
Qc X6

13/58 R—2

13



" e 3] =iEE
= ERSMHE TIMES %7 ECOSAR %8 KATE %9
29 CASES 121-32-4 AT AT s s
aldehydes OAldehydes (Mono) aldehydes
3_:|:|~q:¢/_4_|:|~[:|$¢//\*/Z‘7)|,7_-t|~ 19.1 mg/L 16.4 mg/L] 16.3 mg/L|
87.6 mg/L Phenols
4 63.9 mg/L
- Neutral Organic
b4 349 mg/L
&3
29
AR R AR
Reactive unspecified Aldehydes (Mono) aldehydes
_ 235 mg/L. 33.2 mg/L] 16.4 mg/L|
_ . ERATEE (SREMEIMELN IS R) O Phenols| XF;{E A E (AR 18:EE R E 5}
EEtEdHHT—5%4L 15.7 mg/L|
Si Neutral Organic
SFE 166.18 logP(KowWin) 1.546 %2 &= 190 meg/L
7K B R (me/L) logBCFmaxtox  1.15E+0 %3 i
[FAlE] 2867 %1 LUMO(eV) X4
ODDI 2 88E-1~296E-1 %5
Qc X6
30 CASES 142-82-5 fERT a0 a0
basesurface narcotics Neutral Organics Ohydrocabons aliphatic
n _/\7"/)7*/ 8.62 mg/L 2.08 mg/L 2.68 mg/L
_ . Neutral Organics
& EEtEdHHT—5%4L 3.10 mg/L
5
&3%:
30
R R R R R
basesurface narcotics Neutral Organics Ohydrocabons aliphatic
3.43 mg/L 1.39 mg/L 0.987 mg/L
1.5 mg/L Neutral Organics
1.63 mg/L|
z
NTE 100.21 logP(KowWin) 3.779 %2 =
78
7K AR (me/L) logBCFmaxtox  2.82E+0 %3
[ RfE] 3.554 X1 | UMO(eV)  3.67E+0~3.79E+0 X4
ODDI X5
Qc X6

14/58 R—2
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" fme 3 St
= ERSMHE TIMES %7 ECOSAR *& KATE %9
31 CASES 334-48-5 R AR s s
Reactive unspecified Neutral Organics—acid acids
7_'73“/@2‘ _ _ 313 mg/L 21.9 mg/L 9.22 mg/L|
> 16 mg/L FERTEE SFEMAMELVISR)
il
%5
&3
31
AW AT cd:: ) cd:: )
Reactive unspecified Neutral Organics—acid acids
_ _ 177 mg/L 15.0 mg/L 28.7 mg/L
"\ > 20 mg/L ERATEE (SREMEIMELN IS R)
5
NFE 172.27 logP(KowWin) 4.016 X2 &=
KA R (me/L) logBCFmaxtox  2.99E+0 %3 i
[ AlfiE] 4789 %1 | UMO(eV)  1.02E+0~1.06E+0 %4
ODDI X5
Qc X6
32 CASES 592-41-6 AW fERT ) )
basesurface narcotics Neutral Organics Ohydrocabons aliphatic
— . 8.91 mg/L 6.39 mg/L 6.69 mg/L
T=nFtr 5.6 mg/L Neutral Organics
A 8.71 mg/L|
5
&3%:
32
=R AT fERT fERT
basesurface narcotics Neutral Organics Ohydrocabons aliphatic
est. 6.09 mg/L 4.04 mg/L] 1.70 mg/L
30 mg/L XD;ff A gk GE FAEE ) Neutral Organics
3.53 mg/L
z
NFE 84.16 logP(KowWin) 3.152 %2 ;%
78
7K AR (me/L) logBCFmaxtox  2.35E+0 3
[ RfE] 4746 X1 | UMO(eV)  1.37E+0~1.4E+0 X4
ODDI X5
Qc X6

15/58 R—
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" fme 3 St
= ERSMHE TIMES %7 ECOSAR *& KATE %9
33 CASEE 5392-40-5 A AT A A
aldehydes OVinyl/Allyl Aldehydes conjugated systems1
S kS — 1.67 mg/L 0.162 mg/L 0.162 mg/L
“ho—IL 41 mg/L Neutral Organic
4 6.30 mg/L
&3
S
33
A AR R AR
Reactive unspecified OVinyl/Allyl Aldehydes conjugated systems1
_ _ 393 mg/L 5.79 mg/L] 0.0264 mg/L
6.8 mg/L ERTHE (SEEIELIFR) Neutral Organic| XF,E AT (RB/ 18158 FREEE )
4.09 mg/L|
5
NFE 152.24 logP(KowWin) 3.445 %2 &=
KA R (me/L) logBCFmaxtox  2.57E+0 %3 i
[FH1fE] 84.71 %1 LUMO(eV) X4
ODDI 292E-1~301E-1 %5
Qc X6
3 4 CASES 101-84-8 AW fERT ) )
basesurface narcotics Neutral Organics Qethers with aromatic
SRS, 2.00 mg/L 2.02 mg/L 1.49 mg/L|
T/ xR EY 1.8 mg/L Neutral Organics
A 3.13 mg/L|
5
&3%:
[H3EEBELES 98
34 0]
AW RS i) i)
basesurface narcotics Neutral Organics Qethers with aromatic
1.29 mg/L 1.39 mg/L 0.899 mg/L|
2 mg/L XD;ff A gk GE FAEE ) Neutral Organics
1.84 mg/L
z
NFE 170.21 logP(KowWin) 4.049 %2 ;%
78
7K AR (me/L) logBCFmaxtox  3.02E+0 3
[ RfE] 16.58 1 |LUMO(eV)  1.37TE-1~2.11E-1 %4
ODDI X5
Qc X6

16/58 R—2
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" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR *& KATE %9
36 CASEE 123-72-8 fE R fE R fE A fE A
aldehydes OAldehydes (Mono) aldehydes
— Y 22.1 mg/L 17.2 mg/L 16.0 mg/L
n—JFILT7ILTER 13.4 mg/L Neutral Organic
@ 685 mg/L|
&3
\\\ AT AT AT
O Reactive unspecified OAldehydes (Mono) aldehydes
_ 707 mg/L. 50.0 mg/L] 17.5 mg/L|
_ . FERATEE(SEEIMENISR) Neutral Organic
= EEtEdHHT—5%4L 349 mg/L
NTE 7211 logP(KowWin) 0.816 %2 E%
xtK A AR (mg/L) logBCFmaxtox  6.09E-1 %3 i
[FAlE] 23850 X1 |LUMOC(eV) X4
0oDDI 289E-1~291E-1 %5
Qc X6
37 CASES 107-15-3 SR A A A
narcotic amines OAliphatic Amines primary amines aliphatic
S8 =- 3700 mg/L]| 2750 mg/L]| 2380 mg/L
TFLIY TRy 210 mg/L Neutral Organic
& 87700 mg/L
5
&5 NH2
[HfEEE(XIR2BELE
37 %21018
%
EE SRR s AT
Reactive unspecified OAliphatic Amines| primary amines aliphatic
_ 214000 mg/L| 215 mg/L 437 mg/L|
45 mg/L FERATEE (SEEMNMELNVISR) Neutral Organic P {5 F T e (logP 38 FH S5 B 1)
NH2 | 35700 mg/L
NFE 60.1 logP(KowWin) -1.618 X2 z%
5H
7K AR (me/L) logBCFmaxtox —1.21E+0 %3
[F1fE] 1000000 %1 | UMO(eV) X4
ODDI X5
Qc X6

17/58 R—
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" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR %8 KATE %9
38 CASEE 135-19-3 SR SR A A
phenols and anilines OPhenols amines aromatic or phenols4
— — 7.79 mg/L 7.50 mg/L 8.87 mg/L|
2= b= 4 mg/L Neutral Organic
@ 28.5 mg/L|
&3
38
o R AT e e
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;ff FAAS e (R A EE 4Y) Neutral Organic
17.2 mg/L]
&
NTE 14417 logP(KowWin) 2.689 %2 2%
KA R (me/L) logBCFmaxtox  2.01E+0 %3 )
[ AlfiE] 1512 X1 LUMO(eV) -3.44E-1~-344E-1 X4
ODDI X5
Qc X6
39 CASE= 71-41-0 &R =R AT AT
basesurface narcotics Neutral Organics Qalcohols aliphatic
— A — 689 mg/L 288 mg/L 585 mg/L
N g g g
1 vH/—= 472 mg/L Neutral Organics
£ 303 mg/L
5
&3%:
39
=R fERT fERT fERT
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
2
NFE 88.15 logP(KowWin) 1.332 %2 ;%
*H
7K AR (me/L) logBCFmaxtox  9.94E-1 %3
[FA1E] 20890 X1 |LUMO(eV) 3.49E+0~3 6E+0 X4
ODDI X5
Qc X6

18/58 R—T
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| E,‘i _E
" ftme g B BILE | |
ERSMHE TIMES X7 ECOSAR *& KATE %9
40 CASES 111-14-8 R AT ERAFE R
Reactive unspecified Neutral Organics—acid acids
—_A > _ 37.3 mg/L 348 mg/L 82.4 mg/L
n—~"T2 748 mg/L EATEE (SEMAMENYSR) SN A B PR E 5
il
e
&3
40
AW AT ERAT cd:: )
OH Reactive unspecified Neutral Organics—acid acids
_ _ 320 mg/L 208 mg/L 46.1 mg/L
72 mg/L ERTHE (SEEIELIFR) XN B EE RS
° z
NFE 130.19 logP(KowWin) 2.542 %2 &=
>4
KA R (me/L) logBCFmaxtox 1.9E+0 %3
[ AlfiE] 1955 X1 LUMO(eV)  1.02E+0~1.07E+0 K4
ODDI X5
Qc X6
4 -I CASES 24851-98-7 AW AW i) i)
este/rs OEste/rs esters aliphatic
— N — Ny — o 11.0 mg/L 8.16 L 8.88 mg/L
RN (2 RYFI =AY —YIARYTIT 19 me/L Neutrai Organic| 7B (REMERER DA E
T “ 24.8 mg/L BEZEL)
5
&%
41
AW RS i) i)
Reactive unspecified OEsters esters aliphatic
_ _ 20.0 mg/L 15.3 mg/L| 10.7 mg/L|
8.25 mg/L ERATEE SREHEIMELNVITR) Neutral Organic| Xf{EREE (FKE{EREZHEOELIE
= 15.4 mg/L EEZED)
NTE 226.32 logP(KowWin) 2.975 %2 E%
5H
17K B fE(mg/L) logBCFmaxtox  2.22E+0 33
[ RfE] 91.72 %1 |LUMO(eV)  6.75E-1~9.64E-1 4
ODDI X5
Qc X6

19/58 R—2
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S | E"i E
" fesmeE g S BiE | |
ERSMHE TIMES 7 ECOSAR %8 KATE 9
42 CASES 75-45-6 ERA R R AT
basesurface narcotics Neutral Organics halides3
>3 s 334 mg/L 699 mg/L 342 mg/L
oaa(Ca)LA[) A3y 777 me/L P {5 FA T e (logP 38 A #EE 51
il
%5
&3 Cl
42
AT R AT
F basesurface narcotics Neutral Organics halides3
550 mg/L 358 mg/L 161 mg/L|
_ . XD;fE A HE GE R EEE 5} P {3 AN BE (logP3E FAEEEA51)
F B EHEEHHT—21L
2FE 86.47 logP(KowWin) 0.894 2 f%
782
xtK A AR (mg/L) logBCFmaxtox  6.67E-1 %3
[FAIfE] 2748 %1 |LUMO(eV) -1.39E-1~-1.39E-1 X4
ODDI X5
Qc X6
43 CASES 577-11-7 R R e e
Reactive unspecified Esters—acid acids
+ S _o N = _ 0.0830 mg/L. 229 mg/L 0.693 mg/L
ANKIANTBD —2-TF)LAF2)LNalg Bme/l|  BRATRE(EEMAYENSSR) SXPAEFE (ogP B ABIEAD)| P, XFEERATRE (0P RUBAT S
& Neutral Organic| 1 FA £ BE A1)
= 0.0730 mg/L]
4] XP; 3 88 (logP3E A EEEA5})
&3%:
BEARNEINatE S .
a3 | BICREBLTHR YL‘Q
; BT AT BERT AT
Reactive unspecified Esters—acid acids
_ 0.0404 mg/L. 3.07 mg/L 24.3 mg/L
19 mg/L {ERATRE (EREEAMELNVITR) XP;EFATEE (logPBEAERESN)| XP, XFEATHE (ogPRUE N #EE
Neutral Organic 1 FR & B A1)
i 0.0600 me/L|
SFE 42258 logP(KowWin) 6.095 %2 & P {1 TS BE (logP5E FREGEE 1)
78
17K B fE(mg/L) logBCFmaxtox  4.39E+0 %3
[FAlfE] 0.001227 1 | UMO(eV) —1.42E+0~-8.48E-1 4
ODDI X5
Qc X6

20/58 R—
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" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR *& KATE %9
44 CAS#ES 2530-83-8 R SRR AT ERRH
Reactive unspecified Epoxides, mono epoxides(ClogP)
— — (kI S, 0 = 43300 mg/L 923 mg/L 31.7 mg/L
5 2 {[3—(FUARFZ UL TORFLIAFILIAF 55 mg/L ERATEE ((SEMEAENISR) O Alkoxy Silanes| P, 3F:{# FI7REE (logP & U 565 \1%13
oV - 101 mg/L 2 FH &
i Neutral Organic
£ 80600 mg/L
&3
\
44 0
~_l
I R R L] R
/ NG Reactive unspecified Epoxides, mono epoxides(ClogP)
100000 mg/L]| 5970 mg/L 95.9 mg/L
473 mg/L ERTEE SEEMEIMELNISR) O Alkoxy Silanes| P, 3F;{# FA T RE (logP R U "*ﬁ;_
31.0 mg/L i FR G B )
Bi Neutral Organic
SFE 236.34 logP(KowWin) -0.915 32 = 35000 mg/L
782
$tKAAE(mg/L) logBCFmaxtox —6.83E-1 %3
[FAlE] 170000 %1 LUMO(eV) 0.68E-1~1.38E+0 X4
ODDI X5
Qc X6
45 CASEE 9003-13-8 g R R R
basesurface narcotics Neutral Organics Qalcohols aliphatic
—1 09— ; — 2710 mg/L]| 1880 mg/L] 3520 mg/L
Eoly[oxy(methyl 1,2—ethanediyl)], .alpha. 50 me/L Neutral Orgarics
utyl-.omega.—hydroxy— ﬁ 1770 me/L
5
&3%:
n=1&LTFE
45
0 R wERFE R BERAE
basesurface narcotlcs Neutral Organics alcohols aliphatic
0 mg/L| 936 mg/L 600 mg/L
95 mg/L XD;fE AT EE (Eﬁﬁﬁﬁ@%) P, XF.{5 F RN RE(logP5E PR E5 6 41 FR
of BERZHF DN EEEZSD)
Bi Neutral Organi?s
ATE . logP(KowWi 567 % = : _ 248'mg/L
ATE 11818 logP(KowWin)  0.567 X2 5 KPP BE (logP B BB A1)
7K AR (me/L) logBCFmaxtox  4.23E-1 %3
[ RfE] 64470 1 | UMO(eV) 2.64E+0~3E+0 X4
ODDI X5
Qc X6

21/58 R—%
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. e ) St
= ERIFEMHE TIMES X7 ECOSAR *& KATE %9
46 CASES 18479-58-8 AW cd:: ) AT
basesurface narcotics Neutral Organics alcohols aliphatic
2, 6—UAFI =T —FITV—2—F—)LE2, 6— 888 me/L BRGNS e D A
P e ety It ey s sy . L KRBRE R AEREROHH
A= #ﬂ] = O Neutral Organics
% 8.82 mg/L|
&3
—DAFI—T—FY
46| T—2—A—nELTF | o
el =
/ L] SR A A
basesurface narcotics Neutral Organics alcohols allphatlc
5.61 mg/L 4.02 mg/L]
38 mg/L XD;ff At (R A EE 4} ) X {5 A ._n(lﬁﬁ?r”f’ﬁﬁﬁ’é?-*f?‘é‘ﬂ \$§
BEET)
E?L O Neutral Organics
AFE 156.27 logP(KowWin) 3.467 %2 = 4.07 mg/L.
>4
KA R (me/L) logBCFmaxtox  2.59E+0 %3
[ RfE] 2522 X1 | UMO(eV)  1.29E+0~147E+0 X4
ODDI X5
Qc X6
49 CASES 68130-43-8 RS RS fERTA
Reactive unspecified Neutral Organics acids
| = —Q~ — — 0.275 mg/L 0.272 mg/L| 194m /L
FRITL=TLF)I(C=8~18) =RLT7—h ) ~ R RE (AR A IELN D5 R) KPR (osP B RIRE| XP. XFEATAE (s BY rsm%
“ {EBEHET—5HL PG 5
5
&%
BEXRYE (INaIEFZH
49 ERICHEL. C=18LLTF
Al
RS RS RS
Reactive unspemﬂed Neutral Organics acids
‘ 0.138 mg/L 0.211 mg/L] 2 mg/L|
_ X ERATH (1=.§E1ifs\1&u77z) XP;ERATEE (logPBEAEEESL)| XP, XFHERT ‘a“é(logP&U MN%J_
= = EEEH LT 2L 3 FH # B
NFE 350.56 logP(KowWin) 5.368 %2 z%
w7k AR (me/L) logBCFmaxtox  3.97E+0 %3 a
[FAE] 0.16 1 | UMO(eV) —6.07E-1~-5.17E-1 ¥4
ODDI X5
Qc X6

22/58 R— 29



" e 3] EitiE
= ERSMHE TIMES X7 ECOSAR *& KATE %9
50 CASEZ 109-83-1 A A A A
narcotic amines OAliphatic Amines secondary or tertiary amines
— = — 2260 mg/L 1680 mg/L 2180 mg/L|
2—(AFNTR/) I’Sl/ ug 100 mg/L Neutral Organic
£ 41300 mg/L|
&3
FTIUHE
50 e [\|
“~ AW AT cd:: ) cd:: )
OH Reactive unspecified OAliphatic Amines secondary or tertiary amines
_ 89500 mg/L. 139 mg/L| 67.3 mg/L
33 mg/L ERTEE SEEMEIMELVISR) Neutral Organic| Xf.EFEE (REHMERERDHNE
EFI 17500 mg/L BEEEL)
NTE 75.11 logP(KowWin) ~1.146 %2 E%
xtK A AR (mg/L) logBCFmaxtox —8.55E-1 %3 i
[FH1fE] 1000000 %1 | UMO(eV) X4
ODDI X5
Qc X6
52 CASES 25322-69-4 AW AW i) i)
basesurface narcotics Neutral Organics Qalcohols aliphatic
—1 09— ; — 24500 mg/L, 26700 mg/L| 45400 mg/L]|
Poly[oxy(methyl—1,2—ethanediyl)], .alpha. > 100 me/L Neutral Orgarics
hydro—.omega.—hydroxy- ﬁ 22000 meg/L|
5
&%
n=4&LTF A
52 ‘&
7/\ A FERATH AT FERATH
7/\3& basesurface narcotics Neutral Organics alcohols aliphatic
aH 41100 mg/L 12200 mg/L 4900 mg/L
105.8 mg/L XD A AE GEFREE ) XP, XffE A RE(logP i FAHE B 4} ik
BERZH DN EEEZSD)
Bi Neutral Organijs
Nz . logP(K ; -0. X X . ‘2110mgL
ATE 25034 logP(Kowlin)  -0.352 2 5 SKCPf3E PR BE (logP B G 71)
17K B fE(mg/L) logBCFmaxtox —2.63E-1 %3
[FA1E] 47100 %1 LUMOC(eV) 1.99E+0~267E+0 %4
ODDI X5
Qc X6

23/58 R—Y
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" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR %8 KATE %9
53 CASEZ 78-83-1 SR SR A A
basesurface narcotics Neutral Organics Qalcohols aliphatic
Yl — 1680 mg/L 779 mg/L 1490 mg/L
1J7%/—b 1330 mg/L Neutral Organics
& 756 mg/L
ﬁ%% OH
53
AW cd:: ) cd:: ) cd:: )
basesurface narcotics Neutral Organics alcohols aliphatic
1620 mg/L 395 mg/L 281 mg/L
1100 mg/L P, {3 FAT A (logPi FE G ER 5} R
= BERZH DM IBEEED)
ey O Neutral Organics
SFE 74.12 logP(KowWin) 0.767 %2 &= 115 mg/L
xtK A AR (mg/L) logBCFmaxtox  5.73E-1 %3 i
[FAlE] 97120 %1 LUMO(eV) 3 5E+0~357E+0 X4
ODDI X5
Qc X6
54 CASES 79-14-1 AT R e R
Reactive unspecified Neutral Organics—acid conjugated systems1
> $ 16400 mg/L 355000 mg/L] 20.8 mg/L
[ B D317 > 56 mg/L AT EE (SEMEMENYSR) NS E R EEE S
il
5
&3%:
OH O
54 /
LG BERFA gERA T
Reactive unspecified Neutral Organics—acid conjugated systems1
OH _ 41300 mg/L 152000 me/L] 147 mg/L]
> 32 mg/L ERTHE EFEEMMELNISR) XN B S E RS
&
NFE 76.05 logP(KowWin) -1.067 %2 Eé
78
7K AR (me/L) logBCFmaxtox —7.96E-1 %3
[ RfE] 1000000 1 LUMO(eV)  6.78E-1~7.22E~1 4
ODDI X5
Qc X6

24/58 R—%
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" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR %8 KATE %9
55 CASEE 111-27-3 fE R fE R fE A fE A
basesurface narcotics Neutral Organics Qalcohols aliphatic
YN — 315 mg/L 121 mg/L 258 mg/L
1 #-‘j-/ w 97.2 mg/L Neutral Organics
£ 137 mg/L|
&3
55
X R R R R
OH basesurface narcotics Neutral Organics Qalcohols aliphatic
226 mg/L 67.6 mg/L] 82.2 mg/L
201 mg/L Neutral Organics
32.0 mg/L
5
NTE 102.18 logP(KowWin) 1.823 %2 2%
KA R (me/L) logBCFmaxtox  1.36E+0 %3 )
[FH1fE] 6885 X1 LUMO(eV) 34TE+0~3.6E+0 X4
ODDI X5
Qc X6
56 CASE= 121-33-5 EAa Lk BRI BRI
aldehydes OAldehydes (Mono) aldehydes
,{:U) 31.6 mg/L 27.2 mg/L 25.9 mg/L
57 mg/L Phenols
% 138 mg/L|
P Neutral Organic
b 882 mg/L]
&3%:
56
=R RS i) RS
Reactive unspecified Aldehydes (Mono) aldehydes
_ _ 619 mg/L 70.3 mg/L . 215 mg/L
36.79 mg/L {ERATRE (EREMEAMELNVISR) O Phenols| F;ff FAAS&E (Bf 5248158 FASEEE 41 )
27.3 mg/L]
Bi Neutral Organic
NFE 152.15 logP(KowWin) 1.055 32 = 459 mg/L|
78
7K AR (me/L) logBCFmaxtox  7.87E-1 %3
[F1fE] 6875 X1 LUMO(eV) X4
ODDI 291E-1~2.96E-1 %5
Qc X6
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" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR %8 KATE %9
57 CASEE 124-09-4 L] L] A A
narcotic amines OAliphatic Amines primary amines aliphatic
S o5 362 mg/L 273 mg/L 326 mg/L
NFYAFLLDTIY 70.7 mg/L Neutral Organic
£ 2920 mg/L
ﬁ%% NH2
[BfEEE(XIR2EELE
57 =:1019
TIVHE
) AR G o
Reactive unspecified OAliphatic Amines primary amines aliphatic
6010 mg/L| 26.8 mg/L] 39.2 mg/L
272 mg/L ERTEE SEEMEIMELNVISR) Neutral Organic
NH2 1420 mg/L
5
NTE 116.21 logP(KowWin) 0.346 %2 2%
782
$tKAAE(mg/L) logBCFmaxtox  2.58E-1 %3
[FAlE] 534300 X1 |LUMO(eV) X4
ODDI X5
Qc X6
58 CASEE 137-16-6 L] SEAFA A fE AR
Reactive unspecified OAmides -acid amides or imides
—_ NS 3.47 mg/L 25.6 mg/L 3.14 mg/L
N—Zoa4)LYIILaUNalg 107 mg/L FRATEE (EEEIMELISR) Neutral Organic| F;{& FAABE (B 48iE 8 FA#EE 51 )
% 2.90 mg/L]
5
&3%:
BENZME INaIEZH
sg | BICHREBELTH 3
\ oH
\ AT SR R SR
T Reactive unspecified OAmides —acid amides or imides
I\ _ _2.06 mg/L 10.7 mg/L 0.959 mg/L
29.7 mg/L ERATEE SREHEIMELNVITR) Neutral Organic| 3XF:{E A7 & (Ep 0 #&:&E R EE B 41)
2.00 mg/L]
&
NFE 271.4 logP(KowWin) 4.1 %2 &
78
7K AR (me/L) logBCFmaxtox  3.06E+0 3
[FA1E] 5.659 X1 LUMO(eV) 5.56E-1~9.36E-1 4
ODDI X5
Qc X6
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" e 3] EitiE
= ERIFEMHE TIMES X7 ECOSAR *& KATE %9
59 CASES 1338-41-6 =R =R SERAFA SERAFR
esters Esters esters aliphatic
. /g = — 0.288 mg/L 0.232 mg/L] 0.134 mg/L]|
IVEIVRIFTITAIT — > 137 mg/L KPR BE (logP B BRI 3P, K8 FITR B logP B FIRLE L A
“ Neutral Organic B ERZFOBIBEEZET)
= 0.0740 mg/L]
% P {E F T 8E (logP 3 FA g5 B 4} )
&3
59 i
ERE fERA T fERA T fERA T
Reactive unspecified Esters esters aliphatic
_ 0.0745 mg/L. 0.311 mg/L] 0.144 mg/L]|
>27.8 mg/L ERATEE (SEMHEIELITR) XP;fEFATEE (logP@E FREEEASY)| %P, Xf{E A BE(logPitE FHEEEH S}
Neutral Organic| BERZHE OB EEEZED)
i _ 0.0610 mg/L
NFE 430.63 logP(KowWin) 6.1 %2 % P, FA AN BE (logP 3B FAEE B 4})
KA (me/L) logBCFmaxtox  4.39E+0 %3 )
[ R11E] 0.01218 31 | UMO(eV)  8.53E-1~148E+0 4
ODDI X5
Qc X6
60 CASES 2867-47-2 AW RS i) RS
Reactive unspecified OAliphatic Amines methacrylates
— 35 = — 15— 559 mg/L 143 mg/L| 56.2 mg/L
2— (N, N=UAFILTI/)ITFIL=24391)5—F 19.1 mg/L ERATEE ((SREEIELNVITR) Methﬁ;{ylat}ei XF {5 AT RE (B2 48E i FR #E E ) )
m
§'\ Neutral Orgagnic
% 1080 mg/L|
&%
[HfEEE(XIR2BELE
60 =:1051 \ o
2— (SAFLTINIFIL N0
=X39)T—hELTFR / — wEEa SRR fEm @R
759;5 Reactive unspecified OAliphatic Amines| methacrylates
_ _ 879 mg/L 15.1 mg/L 153 mg/L|
33 mg/L ERTRE (SEEMIMELVISR) Meth1a1c4rylat?6 XF {5 TR (BP0 48 & FR & ) )
m
Bi Neutral Orgagnic
NFE 157.21 logP(KowWin) 0972 2 = 559 mg/L|
5H
7K AR (me/L) logBCFmaxtox  7.25E-1 %3
[Fil1E] 106100 %1 | UMO(eV) 1.08E-2~5.16E-1 4
ODDI X5
Qc X6
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" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR *& KATE %9
61 CASEEZ 89-78-1 A A A A
basesurface narcotics Neutral Organics Qalcohols aliphatic
24.1 mg/L 7.38 mg/L 18.5 mg/L
Menthol 17.6 mg/L Neutral Organics
£ 10.4 mg/L
&3
OH
61
AW AT cd:: ) cd:: )
basesurface narcotics Neutral Organics alcohols aliphatic
11.4 mg/L 4.76 mg/L] 12.8 mg/L|
71 mg/L XD;fE A &E GE R E B ) XEERBEE (REMEREZE DA D1E
BEET)
Si O Neutral Organics
SFE 156.27 logP(KowWin) 3.381 %2 = 4.64 mg/L
KA R (me/L) logBCFmaxtox  2.52E+0 %3 )
[ R11E] 4345 ¥1  |LUMO(eV) 3.28E+0~3.46E+0 X4
ODDI X5
Qc X6
62 CASEE 121-44-8 fERT fEF =T =T
narcotic amines OAliphatic Amines secondary or tertiary amines
1 =* 53.5 mg/L 40.7 mg/L| 425 mg/L
FITFILTIY 24 mg/L Neutral Organic
% 228 mg/L
5
&3%:
PRTR:4
5981 K
TIVHE e L AT L AT
Reactive unspecified OAliphatic Amines| secondary or tertiary amines
_ _ 375 mg/L 458 mg/L 40.2 mg/L
34 mg/L ERATEE (SREEHIMELNVI T R) Neutral Organic XP; {5 FA A 8E (logPsE A 25 EH 41)
124 mg/L
&
NFE 101.19 logP(KowWin) 1.512 %2 &
78
7K AR (me/L) logBCFmaxtox  1.13E+0 %3
[F1fE] 68260 ¥1 | UMO(eV) X4
ODDI X5
Qc X6
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" T ) e
bl RAFME TIMES X7 ECOSAR *8 KATE *®
63 CASES 97-86-9 R ERAE R R
. _ Reactive unspecified OMethacrylates| methacrylates
AVITFIL=2371)5—F 79 AL A (BRI AEL D) Neutral Orgeads]  S¢FAER B (REHMEREH SR
“ 28.9 mg/L EBEED)
%5
#5:
=
63
g
3 ERT AT fERT fERT
Reactive unspecified OMethacrylates| methacrylates
19.1 mg/L 6.96 mg/L] 19.7 mg/L|
23 mg/L ERATEE (SEMHEIELITR) Neutral Organic| XfERABE (REMERZH DL E
Eﬁ 17.5 mg/L EBEED)
NTE 142.2 logP(KowWin) 2.675 %2 f%
KA R (me/L) logBCFmaxtox 2.E+0 %3 =
[FAlE] 438.6 %1 |LUMO(eV) -1.94E-1~4.12E-1 X4
ODDI X5
Qc X6
64 CAS%ES 108-91-8 =R i) 4] 4]
narcotic amines OAliphatic Amines primary amines aliphatic
:/OD,\#:/)L?E’ > 100 mg/L I Neutrgﬁgrzagrﬁl; R
@ 175 mg/L
3]
&5
BiEEF =X IH2EELE
64| 511083 NH2
TIVHE
fEF BERTH =T =T
Reactive unspecified OAliphatic Amines primary amines aliphatic
330 mg/L 3.80 mg/L] 4.49 mg/L
36.3 mg/L FERATHE (SEHEIMELYFR) Neutral Organic
95.9 mg/L|
i
ATE 99.18 logP(KowWin) 1.631 %2 &
57K AR (me/L) logBCFmaxtox  1.22E+0 %3 =
[ 18] 63960 31 | UMO(eV) x4
ODDI X5
Qc X6
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" e 3] EitiE
= ERIFEMHE TIMES X7 ECOSAR *& KATE %9
65 CASES 144-62-7 &R SRR SRR SRR
Reactive unspecified Neutral Organics conjugated systems|
g _ 51200 mg/L 168000 mg/L} 56.1 mg/L
27 mg/L ERTRE EREEIMELIFR) XN B S E R S XP;{E F A e (logP3E FH g5 EH %)
£
&3 o)
65 OH /
\/\ R AT AT AT
/ OH Reactive unspecified Neutral Organics conjugated systems1
_ 174000 mg/L| 67500 mg/L| 696 mg/L
15 mg/L ERATHE (SEEIELIFR) XNBEBEREESN XP, XfEATH (IogPiEFﬁ%EIEI%,Iﬁ
o] m EER é DEREEEED)
NTE 90.04 logP(KowWin) -1.737 %2 E%
782
KA R (me/L) logBCFmaxtox  —1.3E+0 %3
[ R11E] 1000000 %1 | UMO(eV) 3.18E-3~7.16E-2 *4
ODDI X5
Qc X6
66 CASES 112-59-4 R 4z AR
basesurface narcotics Neutral Organics Qalcohols aliphatic
2—[2—(AFHY—1—A)LAFI)IT+F]TA 971 mg/L 701 mg/L 1410 mg/L
J—)L _ . N Neutral Organics
& EEtEdHHT—5%4L 732 mg/L
5
&%
66 K
N L R R R
* basesurface narcotlcs Neutral Organics alcohols aliphatic
mg/L 372 mg/L 343 mg/L
370 mg/L XD;fE AT RE (ﬁﬁﬁﬁlﬂ%) XEEREE (REHMERAER D "’f%
Bi O NeutraILOrgaamcs
NFE 190.29 logP(KowWin) 1.274 %2 & 137 mg/L
78
7K AR (me/L) logBCFmaxtox  9.51E-1 %3
[FAE] 5602 %1 | UMO(eV)  2.22E+0~2.76E+0 %4
ODDI X5
Qc X6
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" e 3] EitiE
= ERIFEMHE TIMES X7 ECOSAR *& KATE %9
67 CASES 149-57-5 T EATT AT AT
Reactive unspecified Neutral Organics—acid acids
— . 19.3 mg/L 163 mg/L]| 45.3 mg/L
2-IFIAFHLE 180 mg/l|  ERTREEEEAENISR) SN B R R A1
il
%5
&3
[BfEEE(XIR2EELE o
OH
AT AT AT R
Reactive unspecified Neutral Organics—acid acids
_ _ 146 mg/L 101 mg/L| 41.2 mg/L
106 mg/L ERTHE (SEEIELIFR) XN B EE RS
5
NTE 144.22 logP(KowWin) 2.96 %2 225
782
KA R (me/L) logBCFmaxtox  2.21E+0 %3
[ R11E] 1111 %1 L uMO(eV) 1.08E+0~1.13E+0 4
ODDI X5
Qc X6
68 CASES 104-68-7 R =R LG LG
basesurface narcotics Neutral Organics ethers with aromatic
>3 S, 79— - —= 935 mg/L 1700 mg/L] 1020 mg/L,|
YIFLYTIA—NE/TTZNI=T I 432 mg/L P FIT B2 (logP 38 FRHEEESY)
& Neutral Organics
%E‘ 1660 mg/L|
&%
0oH
68 \;\3
_¥D
=R RS i) RS
basesurface narcotics Neutral Organics ethers with aromatic
1480 mg/L 865 mg/L 37.1 mg/L
906 mg/L XD;fE AT #E GE R E ) XP, XFE AT (ogP RUE N #EE
i R B Y)
Ei Neutral Organi?s
nNrz= ; X 258 mg/L
ATE 18222 logP(KowWin)  0.626 X2 5 PG R AE (3D S PR 1)
7K AR (me/L) logBCFmaxtox  6.16E-1 %3
[ AIfE] 34260 X1 | UMO(eV)  2.31E-1~6.13E-1 X4
ODDI X5
Qc X6
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" e 3] EitiE
= ERIFEMHE TIMES X7 ECOSAR *& KATE %9
69 CASES 1300-72-7 R AT ERFHE AT
Reactive unspecified Neutral Organics—acid acids
| =33 Iy, 7 — 3260 mg/L 111000 mg/L 9400 mg/L|
FRIDL=DAF AN ELRNASF —h samel|  EATEECEEEAENIR) SN AR BRI | P, XFEATR (0P R UM A
£ T AR EEEY)
&3
BEXNZYEEINEZA
6o | BEIZREL.
Benzenesulfonic acid, 2,4—
dimethyl-&LTF A = R AR AR AR
\\ Reactive unspecified Neutral Organics—acid acids
S _ 7890 mg/L. 51900 mg/L 250 mg/L
/ \\ > 318.24 mg/L AR BE (SERMEAMEL IS R) NS ERIEEN | XP, XFERATEE (0P RUEMAMEE
OH o} m & FRER B
NTE 186.23 logP(KowWin) -0.07 %2 f%
>4
KA R (me/L) logBCFmaxtox —5.25E-2 %3
[FAIfE] 58940 %1 | UMO(eV) -8.46E-1~-7.39E—-1 X4
ODDI X5
Qc X6
71 CASES 91031-48-0 AT e e
esters Esters esters aliphatic
: _ _ 162 mg/L| 0.000132 mg/L| 0.0000251 mg/L|
Fatty acids, C16-18, 2-ethylhexyl esters . \ P PR B (logP S AR ES B A1) P FRBE (logP B FA 4B ER A1)
“ EfEMHD I T—2%L Neutral Organic
=R 7.87e-7 mg/L]
# . 5
4] XP;fE T8 (logP3E FA#EEA 51)
&%
C=18&LTFAl
71
RS RS RS
9‘( Reactive unspecified Esters esters aliphatic
° _ _ 618 mg/L 0.0000984 mg/L] 0.0000217 mg/L|
_ X {ERATRE (EREMEAMELNVISR) 3P {5 T RE (logP5E FA £5 BH 4}) P FA T R (logP5E FA 25 BH 41)
EREEHEIT—2%L Neutral Organic
i 0.00000108 mg/L
NFE 396.7 logP(KowWin) 11.595 %2 & P FATSBE (logPiE A EERE 5V
E:
7K AR (me/L) logBCFmaxtox  1.27E+0 %3
[FAfE] 00000004022 1  |UMO(eV)  1.17E+0~1.22E+0 X4
ODDI X5
Qc X6
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" fme 3 St
= ERSMHE TIMES %7 ECOSAR *& KATE %9
792 CASEE 75-50-3 SR SR A A
narcotic amines OAliphatic Amines secondary or tertiary amines
1 =» 294 mg/L 221 mg/L 260 mg/L
RIAFILTIY > 100 mg/L Neutral Organic
@ 2800 mg/L
&3
T3U4E
72
N AW AT cd:: ) cd:: )
\ Reactive unspecified OAliphatic Amines secondary or tertiary amines
_ 5720 mg/L. 20.9 mg/L] 36.9 mg/L
28 mg/L ERTEE SEEMEIMELNVISR) Neutral Organic| Xf.EFEE (REHMERAERDHNE
EFI 1330 mg/L BEEEL)
NTE 59.11 logP(KowWin) 0.039 %2 f%
782
xtK A AR (mg/L) logBCFmaxtox  2.88E-2 %3
[FAlE] 1000000 %1 | UMO(eV) X4
ODDI X5
Qc X6
73 CASES 693-23-2 R ERF R
Reactive unspecified Neutral Organics—acid acids
Fi’ﬁ):ﬁl&b _ _ 18.6 mg/L 167 mg/L 50.5 mg/L
_ . ERTEE (EREEIELIFR) XN B IS E R s
. BB 5T — 5L
5
B35 B
\ oH
73
wERFE wERFE R
Reactive unspecified Neutral Organics—acid acids
_ _ 137 mg/L . 106 mg/L]| 59.0 mg/L|
1 _ . {ERATRE (EREEAMELNVITR) SN A& 8 AR #E B o)
= EEEH LT 2L
NTE 230.31 logP(KowWin) 3.174 %2 E%
78
17K B fE(mg/L) logBCFmaxtox  2.37E+0 %3
[FA1E] 146.4 %1 | UMO(eV) 8.21E-1~1.08E+0 %4
ODDI X5
Qc X6
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" fme 3] EitiE
= ERIFEMHE TIMES %7 ECOSAR *& KATE %9
74 CASES 75-75-2 AT FERFH ERAFT
Reactive unspecified Neutral Organics—acid acids
. ke 136000 mg/L| 6800000 mg/L] 234000 mg/L|
IRV B ] * AT (EEMEAELN SR SNAEBFEEIN | XP, XF R (ogP RUBA M
& EEEHLIT 2L T FAEEE S}
&3 0O
74 \ / /
S S— OH R SRR SRR SRR
/ Reactive unspecified Neutral Organics—acid acids
_ 620000 mg/L 2580000 mg/L 421 mg/L
> 100 mg/L ERATHE (SEEIELIFR) XN G EREE S XP, XFEATHE (logP R U B N 1R IE
O & BTG
ATE 96.1 logP(KowWin) -2.382 %2 E%
782
KA R (me/L) logBCFmaxtox —1.78E+0 %3
[FAIfE] 1000000 1 | UMO(eV) -7.08E-1~-7.08E-1 4
ODDI X5
Qc X6
7 5 CASEE 142-91-6 fEF fEF BERTHE BERTHE
esters Esters esters aliphatic
\ o1, = = _ 0.749 mg/L 0.0100 mg/L] 0.00386 mg/L
AVITRELN=AFHTH/T—h > 10000 mg/L P15 FA A~ BE (logP 8 FA S5 B 41) P FA AN BE (logP & FASEEE 41)
& Neutral Organic
= 0.000724 mg/L]|
4] XP;fE AT 8E (logPE FA EEEA51)
&3%:
75
AT T T BT
Reactive unspecified Esters esters aliphatic
o= _ 0.300 mg/L 0.0110 mg/L] 0.00381 mg/L|
/L\ > 0.54 mg/L ERTHE EFEEMMELVISR) XPERATRE (ogP B AEESY)| P, XFEATEE (logP R UE A HRIE
. e s
o . .0 mg
SFE 298.51 logP(KowWin) 8.157 %2 z% P {1 TS BE (logP5E FAEGEESY)
78
7K AR (me/L) logBCFmaxtox  3.82E+0 %3
[FAlfE] 0.001354 %1 LUMO(eV) 1.93E+0~128E+0 ¥4
ODDI X5
Qc X6
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" fme 3 St
= ERSMHE TIMES %7 ECOSAR *& KATE %9
76 CASEE 298-12-4 ERAT SRR R ERART
Reactive unspecified OAldehydes (Mono) conjugated systems1
7'}7_"3—\':/)1/@&5 15100 mg/L 256 mg/L 30.6 mg/L
> 100 mg/L {ERATRE (SEMEIELNVISR) Neutral Organic P {5 FA A BE (logP 3 FA i BH 41)
& 69200 mg/L]
w5 /O
76 /
OH /. AW AT cd:: ) ERAT
\ Reactive unspecified OAldehydes (Mono) conjugated systems|
54200 mg/L, 2250 mg/L] 287 mg/L
51 mg/L ERTEE SEEMEIMELVISR) Neutral Organic| P, %F; ﬁFﬁTﬁb(logP&U‘gﬂ \*ﬁL
o] m 28700 mg/L] i FR G B 1)
2FE 74.04 logP(KowWin) -1.403 2 f%
782
7K AR (me/L) logBCFmaxtox —1.05E+0 %3
[FAl{E] 1000000 %1 LUMO(eV) -9.51E-1~-8.44E—1 X4
ODDI X5
Qc X6
77 CASES 532-32-1 LG EART ERAA EAT
Reactive unspecified Neutral Organics—acid acids
1 =R N )T — 62.8 mg/L 1300 mg/L 237 mg/L
FHIDL=A2TT—h wamgl|  EATAE(EEEAELNSSR) SN R R A1
il
5
&3%:
BERRME SN |
77 BICRELFA
/ AT ERRA ERRA R
Reactive unspecified Neutral Organics—acid acids
0 _ _ 83.6 mg/L 730 mg/L 60.8 mg/L|
< 650 mg/L {ERATRE (EREEAMELNVITR) SN A& 8 AR #E B o)
5
NTE 122.12 logP(KowWin) 1.874 %2 5”:;
78
7K AR (me/L) logBCFmaxtox 1.4E+0 %3
[FAE] 2493 %1 | UMO(eV) -5.66E-1~-3.01E-1 %4
ODDI X5
Qc X6
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" e 3] EitiE
= ERIFEMHE TIMES X7 ECOSAR *& KATE %9
78 CASEE 657-84-1 R AR @ERAFA @ERAFA
Reactive unspecncled Neutral Organics—acid acids
— . A I 0 mg/L| 317000 mg/L} 21800 mg/L
PR IL R EF T L iomet| AT GEEEAENISR) SN TR %P, X FITRAE (osP R DS 8
£ 1 F & B AV
&3
BEXNZYEEINEZA
1o | BIZREBLTH
/ AT AT AT AT
// Reactive unspecified Neutral Organics—acid acids
_ 23600 mg/L. 142000 mg/L 306 mg/L
> 1000 mg/L ERATEE (SEMEIELITR) XNAEEEREB S XP, XFERATH u(logP&g "*ﬁ;r)
5
NTE 172.2 logP(KowWin) -0.618 %2 225
782
xtK A AR (mg/L) logBCFmaxtox —4.61E-1 %3
[FAIfE] 202300 X1 | UMO(eV) -8.77E-1~-8.07E-1 4
ODDI X5
Qc X6
79 CASES 37971-36-1 R AT ERF ERF
Reactive unspecified Neutral Organics—acid phosphates
— HREx —3—kzk S, = _ 62600 mg/L. 4290000 mg/L 685000 mg/L|
3= ANARFY —3—RAR/ANFHY B 1002 mg/l|  EATEE(EEEAENISR) ANBERRIEN | P, XFERATR (o RUB SR
ﬁ S RO BN
P Neutral Organics
% 294000 mg/L
XP, XF:{E FATEE (logP R UE MﬁﬁL
B35 g Y
OH
79
V BT AT BERT AT
ox OF/ \m_ Reactive unspecified Neutral Organics—acid phosphates
_ 205000 mg/L| 1740000 mg/L 10600 mg/L
\ 265 mg/L AT (EHEHAEL IS R) HNEERIEN| XP. 5P EARE (0P RU AN E
Bi Neutral Organics
NFE 270.13 logP(KowWin) -1.659 %2 X 16400 mg/L
7 _ 5 P, XF AT (logp&uﬁrs \ffﬁm
17K B fE(mg/L) logBCFmaxtox —1.01E+0 %3 i
[FBliE] 1000000 1 | UMO(eV)  —45E-1~2.11E-1 4
ODDI X5
Qc X6
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" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR %8 KATE %9
80 CASEE 108-42-9 AT AT R R
phenols and anilines OAnilines (Unhindered) amines aromatic or phenols3
— =1 47.5 mg/L 28.5 mg/L] 7.55 mg/L
m—Yaa7 =2 8.79 mg/L Neutral Organic
£ 187 mg/L|
%5
#5: Cl
[BfEEE(XIR2EELE
80 =405
[A3EALES 18
TIVE R ERFH R R
NH2 phenols and anilin/es OAhnilines (Unhindered) amines aromatic or phenols3
20.9 mg/L 0.918 mg/L 1.14 mg/L|
0.493 mg/L XD;{# FAA g (B S E 41 ) Neutral Organic
| 103 mg/L|
NTE 12757 logP(KowWin) 1.72 %2 E%
KA R (me/L) logBCFmaxtox  1.28E+0 %3 )
[ AlfiE] 2331 %1 | UMO(eV)  2.64E-1~264E-1 X4
ODDI X5
Qc X6
81 CASEE 52645-53—-1 fERT ERATE =T
Reactive unspecified Esters
3—Tx/F IRV =3—(2, 2—T/AOE=Z)L) N . 0.0350 me/L
R hs “{s = 0.00252 mg/L HERATRE (SREIEAMENISR) P {3 FAASBE (logP3E FAEEEA51)
—2, 2= UAFLSHATANVANKRF LSRG | : “Vinyl/Allyl Halides QSAREFILAL
ZRI)LARN)Y) = 0.000882 mg/L|
£ XP;{# T HE (logP5E A &R 1)
O Pyrethroids
& 0.000354 mg/L|
e =N Neutral Organic
[B3EEELE S 40 0.00400 mg/L
81 . O P AT RE (logP & R EEEE 41)
=R AT fERT
Reactive unspecified Esters
_ 0.0712 mg/L 0.0410 mg/L
0.00032 mg/L {ERATRE (EREEAMELNVITR) XP;{# A HE (logP5E FAEEEASY) .
| Vinylé;(’-)\g\{loléialidii QSARETILEL
= 5 mg,
NFE 391.3 logP(KowWin) 7.427 %2 z% XP;1§%$E&(IoggJEF)m%§F7z)
. 78 yrethroids
R KB #E(mg/L) logBCFmaxtox  4.28E+0 %3 0.000220 mg/L|
3 X1 - {~ 1 % Neutral Organic
[FA1E] 0.009747 LUMO(eV) 1.54E-1~1.61E-1 >:<4 0.00400 mg/L
oDDI X5 P FAARE (logP B FAEE B 4})
Qc X6
37/58 R—<
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" fme 3 St
= ERSMHE TIMES %7 ECOSAR *& KATE %9
82 CASEE 110-86-1 L] L] A A
basesurface narcotics Neutral Organics hydrocarbons aromatic
I 406 mg/L| 770 mg/L 210 mg/L
ey > 100 mg/L
il
%5
&3
[BfEEE(XIR2EELE
82 =:1095
AW AT cd:: ) cd:: )
basesurface narcotics Neutral Organics hydrocarbons aromatic
657 mg/L 391 mg/L 69.1 mg/L
180 mg/L XD;fE A e (G FR#EEE 4} )
5
NFE 79.1 logP(KowWin) 0.804 2 &=
xtK A AR (mg/L) logBCFmaxtox 6.E-1 %3 i
[FAlE] 729800 %1 LUMO(eV) 1.39E-1~139E-1 ¥4
ODDI X5
Qc X6
83 CASES 96-96-8 =R i) 4] 4]
phenols and anilines OAnilines (Unhindered) amines aromatic or phenols3
—) —_p =T =, 18.2 mg/L 20.4 mg/L 8.51 mg/L
2 kB p=T=v 41 mg/L Neutral Organic
@ 112 mg/L
5
&3%:
T8
83
AW RS i) i)
phenols and anilines OAhnilines (Unhindered) amines aromatic or phenols3
N 11.8 mg/L 1.20 mg/L 1.50 mg/L
O/\\ 44 mg/L XD;ff A gk GE A EEFE4Y) Neutral Organic
0 64.5 mg/L]
z
NTE 168.15 logP(KowWin) 2.099 %2 =
78
7K AR (me/L) logBCFmaxtox  1.57E+0 3
[ Alfi] 1383 %1 | UMO(eV) -8.89E-1~-8.79E-1 4
ODDI X5
Qc X6
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" e 3] =iEE
= ERSMHE TIMES %7 ECOSAR *& KATE %9
84 CASEE 131-57-7 SR A A A
phenols and anilines OPhenols amines aromatic or phenols4
(2—EROFXY —4—ARX20x2)L) (T2 )L) AR 2.72 mg/L 2.75 mg/L 3.51 mg/L
e 3.8 mg/L Neutral Organic
~ & 8.01 mg/L]
15
&3
IA3EEL&ES:107 —o0
84 O OH
) AR G o
/ 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;ff FAAS e (R A EE 4Y) Neutral Organic
5.24 mg/L]
5
SFE 228.25 logP(KowWin) 3.525 %2 &=
782
7K B R (me/L) logBCFmaxtox  2.63E+0 %3
[FH1fE] 68.56 %1 |LUMO(eV) -5.73E-1~-3.9E-1 ¥4
ODDI X5
Qc X6
8 5 CASES 924-88-9 fERT a0 a0
esters OEsters esters aliphatic
Butanedioic acid, 1,4-bis(1-methylethyl) ester 30.1 mg/L N 20.1 mg/L 25.5 mg/L|
_ . eutral Organic
& EEtEdHHT—5%4L 105 mg/L
5
&3%: )\
85 [
’ fEFIA AR A AT
& Reactive unspecified OEsters esters aliphatic
_ _90.2 mg/L 40.7 mg/L . 31.7 mg/L|
)\ > 100 mg/L HERATEE (SEEAMENISR) Neutral Organic| XF;{# FAASBE (B 548 & 8 FAEEE 1)
60.8 mg/L]
&
NFE 202.25 logP(KowWin) 2.222 X2 &
78
17K B fE(mg/L) logBCFmaxtox  1.66E+0 33
[ Alfi] 539.2 X1 | UMO(eV)  6.58E-1~1.15E+0 4
ODDI X5
Qc X6
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" fme 3 St
= ERSMHE TIMES %7 ECOSAR *& KATE %9
86 CASEE 111-13-7 R R R A
basesurface narcotics Neutral Organics Oketones
— . 63.0 mg/L 66.8 mg/L] 63.8 mg/L|
2—AHR/ 36 mg/L Neutral Organics
£ 79.8 mg/L
&3
86
AT cd:: ) cd:: )
basesurface narcotics Neutral Organics Neutral Organics
60.7 mg/L 38.7 mg/L] 22.1 mg/L
) ~ 3D {5 PR 7 B G PR G S1)
0 = EEEH LT 2L
NFE 128.22 logP(KowWin) 2.22 %2 z%
KA R (me/L) logBCFmaxtox  1.66E+0 %3 i
[ R11E] 884.2 %1 | UMO(eV) 8.69E-1~9.15E-1 X4
ODDI X5
Qc X6
87 CASES 138-86-3 g AT EAT EAT
basesurface narcotics Neutral Organics Ohydrocabons aliphatic
JERY (d-YERY) 0.585 mg/L 0.323 mg/L] 0.591 mg/L
1.1 mg/L Neutral Organics
% 0.561 mg/L
5
&3%:
87
// \\ A R 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;ff A gk GE A EFE4Y) Neutral Organics
0.454 mg/L
z
NFE 136.24 logP(KowWin) 4.827 %2 ;%
78
7K AR (me/L) logBCFmaxtox  3.59E+0 3
[ RfE] 4581 X1 | UMO(eV)  1.16E+0~1.28E+0 X4
ODDI X5
Qc X6
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" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR *& KATE %9
88 CASES 142-62-1 A AT BERATHE R
Reactive unspecified Neutral Organics—acid acids
N 83.7 mg/L 858 mg/L 167 mg/L|
NFHUE emel|  EATEUEEEAENSSR) SN R R A1
il
%5
&3
88
AT ERAT cd:: )
Reactive unspecified Neutral Organics—acid acids
OH _ _ 826 mg/L 490 mg/L| 52.8 mg/L
N\ ) ~ TR EE (BRI ACE N5 R) SN A R R
0 = EEEH LT 2L
NTE 116.16 logP(KowWin) 2.051 %2 f%
782
KA R (me/L) logBCFmaxtox  1.53E+0 %3
[ R11E] 5898 X1 LUMO(eV) 1.03E+0~1.07E+0 4
ODDI X5
Qc X6
89 CASES 4189-44-0 AW RS i) RS
Reactive unspecified OAliphatic Amines Unclassified
- 172000 mg/L]| 23400 mg/L 90400 mg/L]|
“BEFARF > 100 mg/L FRATEE (EEEIMELISR) Neutral Organic EFRTEE (FREMEAMELVISR)
& 1320000 mg/L
5
&3%: o)
89 NH2 /
S
EE SRR s AT
// 0 Reactive unspecified OAliphatic Amines| UncIassnfled
974000 mg/L| 1620 mg/L| 0 mg/L|
81 mg/L FERTHE (SEHEIMELITR) Neutral Organic FERATHE (1:.?5'[575\15:“’777\)
@ 486000 mg/L]
DFE 108.12 logP(KowWin) —-2.644 %2 E%
78
7K AR (me/L) logBCFmaxtox —1.97E+0 %3
[Fil1E] 1000000 31 |LUMO(eV) —1.59E+0~—1.56E+0 ¥4
ODDI X5
Qc X6
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" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR *& KATE %9
90 CASES 88-44-8 R AT A AT
Reactive unspecified OAnilines (Unhindered)-acid amines aromatic or phenolsb
—S ) —5 — I, 40 . 57400 mg/L, 77300 mg/L 12400 mg/L
2=T2/ =B AFIAVHEI RN ER > 10 mg/L {ERATRE (SEMEIELNVISR) Neutral Organic| 3P, 3F;{# FATEE (logP R U BB e 15
2 230000 mg/L| 1 F & B AV
"5 OH
FIUE o~/
90 \S\
\o
AW AT cd:: ) ERAT
NH2 Reactive unspecified OAnilines (Unhindered)-acid amines aromatic or phenolsb
201000 mg/L 14.5 mg/L 217 mg/L
21 mg/L ERTEE SEEMEIMELNISR) Neutral Organic| P, F;{& FAFEE (logP R UE D 1EE
B 94200 mg/L] i FR 6 B 1)
NTE 187.21 logP(KowWin) ~1.535 %2 E%
KA R (me/L) logBCFmaxtox —1.15E+0 %3 =
[FAIfE] 10380 %1 | UMO(eV) -5.67E-1~-5.54E-1 %4
ODDI X5
Qc X6
91 CASES 89-05-4 LG EATA AT AT
Reactive unspecified Neutral Organics—acid acids
— RN, BN RS S 1790 mg/L 96000 mg/L| 8880 mg/L
1.2, 4, 5—AVEVTHINILRLE > 100 mg/L AT (EREEAYEL S5 R) N A B R E 5P FA T BE (logP il R BB 5
4
5
&3%:
91
=R AT ERTT fERT
Reactive unspecified Neutral Organics—acid acids
_ 4910 mg/L 46000 mg/L 306 mg/L
63 mg/L {ERATRE (EREMEAMELNVITR) XN B S E RS
&
NFE 254.15 logP(KowWin) 0.149 %2 &
78
7K AR (me/L) logBCFmaxtox  1.11E-1 %3
[ AIE) 16750 X1 | UMO(eV) -2.03E+0~-1.92E+0 4
ODDI X5
Qc X6
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" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR *& KATE %9
92 CASES 92-70-6 R AT A AT
Reactive unspecified OPhenols—acid Unclassified
—FK N 4.48 mg/L 27.2 mg/L 451 mg/L|
B—ErFOFLFTLIEE 68 me/L ERTEE (SEMAENSSR) Neutral Organic B (SEBHEMELV IS R)
£8 8.19 mg/L|
&3
OH
92
O/
AW AT cd:: ) ERAT
Reactive unspecified OPhenols-acid Unclassified
_ 410 mg/L 15.4 mg/L] _ 249 mg/L
o5 33 mg/L ERTRE SEEMEIMELNVISR) Neutral Organic ERATEESEMEIMELISR)
5.30 mg/L
5
NFE 188.18 logP(KowWin) 3.421 %2 &=
782
KA R (me/L) logBCFmaxtox  2.55E+0 %3
[FAlE] 4741 %1 LUMO(eV) -9.83E-1~-942E-1 ¥4
ODDI X5
Qc X6
93 CASES 108-83-8 R =R LG LG
basesurface narcotics Neutral Organics Oketones
—5 —_A— . 37.3 mg/L 36.4 mg/L 37.4 mg/L
2, 6—2AF)L—4 ’\709// 30 mg/L Neutral Organics
£ 45.6 mg/L
5
&3%:
o)
93 \\
AW RS i) i)
basesurface narcotics Neutral Organics Neutral Organics
32.3 mg/L 21.7 mg/L] 14.5 mg/L
37.2 mg/L XD;ff A 8E GE FA#EER V)
5
DFE 142.24 logP(KowWin) 2.565 %2 E’é
78
17K B fE(mg/L) logBCFmaxtox  1.91E+0 %3
[FA1E] 528.8 %1 LUMO(eV)  9.06E-1~9.52E-1 ¥4
ODDI X5
Qc X6
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" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR *& KATE %9
94 CASEE 108-99-6 A A A A
basesurface narcotics Neutral Organics hydrocarbons aromatic
3_)(9:}“:"[):/‘\/ 171 mg/L 292 mg/L 111 mg/L|
144 mg/L
il
%5
&3
94
AW AT cd:: ) cd:: )
basesurface narcotics Neutral Organics hydrocarbons aromatic
237 mg/L| 156 mg/L| 37.5 mg/L
34 mg/L XD;ff A8t (R A EE4Y)
5
NFE 93.13 logP(KowWin) 1.352 %2 &=
KA R (me/L) logBCFmaxtox  1.01E+0 %3 )
[FAlE] 230300 X1 | UMO(eV) 1.33E-1~133E-1 ¥4
ODDI X5
Qc X6
95 CASEE 111-44-4 R L] A R
basesurface narcotics OHalo Ethers Unclassified
v 33 ) —— 249 mg/L 149 mg/L| 85.3 mg/L
2, 2" —oy00IFILI—TIL 600 mg/L Neutral Organic R B (ISREHEAMEL\ IS R)
% 294 mg/L
5
&%
95 Cl x
0O
S— TCE RAR A RAR
Cl basesurface narcotics Neutral Organic Unclassified
287 mg/L| 160 mg/L] _ _ 240 mg/L
410 mg/L XD;fE AT #E GE R E ) FERATHE FFEHEMELNISR)
5
DFE 143.01 logP(KowWin) 1.557 X2 E’é
78
17K B fE(mg/L) logBCFmaxtox  1.16E+0 33
[ RfE] 6435 %1 | UMO(eV) 9.2E-1~1.4E+0 X4
ODDI X5
Qc X6
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" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR *& KATE %9
96 CASES 112-24-3 e R AT ERFE
narcotic amines OAliphatic Amines primary amines aliphatic
S,k SsS 43000 mg/L 31700 mg/L 23100 mg/L|
FIZFLUTHEIEY 570 mg/L me Neutral Orgagnic XP, XFERATEE (ogP R UERS \Tﬁgla
1790000 mg/L] 2 A &
&3 =
[BfEEE(XIR2EELE
96 5:982
TIVHE '
‘ AT AT R AT
. Reactive unspecified OAliphatic Amines primary amines aliphatic
3990000 mg/L]| 2200 mg/L] 5310 mg/L|
/ 31.1 mg/L ERTEE SEEMEIMELNVISR) Neutral Organic| P, 3%F:{#FRTHE (logP R U A*ﬁL
661000 mg/L} i FR G B )
NFE 146.24 logP(KowWin) —2.646 X2
KA R (me/L) logBCFmaxtox —1.97E+0 %3
[ RI1E] 1000000 1 | UMO(eV)
ODDI
Qc
97 CASES 6289-46-9 AW RS i) fERTA
Reactive unspecified OEsters esters aliphatic
N — —_23 YN S, — 166000 mg/L]| 6520 mg/L]| 19400 mg/L
5;:/7{3);: 2_’_5|~ PARVLIANFHL 1, 4 > 500 mg/L FERTEE (SFEMEAMELVITR) Neutral Organic| P, 3Xf.{s FA A~ RE(logP>E F & B 41 R
™7 718000 mg/L| B ERERD %ﬁ%m&at)
&3%:
N\, “
97
7 =
0 =R AT i) RS
\\ Reactive unspecified OEsters esters aliphatic
5 660000 mg/L 20800 mg/L] 28500 mg/L|
5 > 100 mg/L ERATEE (SHEMEIMELNVISR) Neutral Organic| P, ->:<f;ﬁ)¥l T8 (logpﬁﬁaﬁ‘ﬁlﬂ% R
282000 mg/L| BMERERDMABELEED)
NFE 228.2 logP(KowWin) -1.99 %2
7K AR (me/L) logBCFmaxtox —1.48E+0 %3
ODDI
Qc

45/58 R—

45



" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR *& KATE %9
98 CASE S 79-09-4 AT AT R R
Reactive unspecified Neutral Organics—acid acids
L P 855 mg/L| 11500 mg/L 1260 mg/L
TREAVE simgl|  ERTREGEEEAENISR) SN 38 IR B Y
il
%5
&3
O
98 /
AT AT AT R
Reactive unspecified Neutral Organics—acid acids
OH _ 1280 mg/L. 5740 mg/L]| 71.5 mg/L
22.7 mg/L ERATEE (SEMEIELITR) XN B EE RSN
5
NTE 74.08 logP(KowWin) 0.578 %2 225
782
xtK A AR (mg/L) logBCFmaxtox  4.31E-1 %3
[FAIfE] 173600 %1 | UMO(eV) 1.05E+0~1.1E+0 %4
ODDI X5
Qc X6
99 CASES 87-69-4 AT AR AT AT
Reactive unspecified Neutral Organics—acid conjugated systems1
/EEE§ _ 21200 mg/L. 612000 mg/L] 37.9 mg/L
> 100 mg/L FERTEE (SFEMEAMELVITR) SN A& B R #E B A
il
5
&3%:
OH
O
99 OH //
/ / AT ERTT ERTT L]
OH Reactive unspecified Neutral Organics—acid conjugated systems1
o _ 58900 mg/L 263000 mg/L] 254 mg/L
oH 93.313 me/L R EE (EEMAELN IS R) SN 3 FR S A
&
NFE 150.09 logP(KowWin) -1.002 %2 Eg
78
7K AR (me/L) logBCFmaxtox —7.47E-1 %3
[FAlfE] 1000000 1 LUMO(eV) -2.91E-2~346E-1 ¥4
ODDI X5
Qc X6
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" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR *& KATE %9
1 00 CASES 111-30-8 AW AW cd:: ) cd:: )
aldehydes OAldehydes (Poly) aldehydes
i Y 103 mg/L 11.2 mg/U 68.1 mg/L|
7 MIGUI/?)I/TI:I\ 8.8 mg/L Neutral Organic
& 7500 mg/L]
&3
[BfEEE(XIR2EELE
100 | =:1033 o—
M R AT A A
© Reactive unspecified OAldehydes (Poly) aldehydes
7770 mg/L 16.4 mg/L 83.8 mg/L
8.7 mg/L ERTEE SEEMEIMELNVISR) Neutral Organic
3480 mg/L
5
NFE 100.12 logP(KowWin) -0.182 %2 &=
>4
$tKAAE(mg/L) logBCFmaxtox —1.36E-1 %3
[FH1fE] 167200 %1 LUMO(eV) X4
0oDDI 2 82E-1~289E-1 %5
Qc X6
1 01 CASES 028-96—-1 AW AT ) )
Reactive unspecified Neutral Organics alcohols aliphatic
s— 23— A S e — S — _ 165 mg/L. 185 mg/L| 386 mg/L
cis—3—AFtr—1-A—) BImgl|  ERTREGEREEAIENSR) X RBE (REHERES S
£ BEET)
s O Neutral Organics
b 202 mg/L
&3%:
101 _\
R AT A A
OH Reactive unspecified Neutral Organics alcohols aliphatic
_ _ 185 mg/L 101 mg/L 111 mg/L
_ X ERTRE EFEEMMELNISR) XEERBE (REMERZH DML E
= EEEH LT 2L BEED)
iy O Neutral Organics
NFE 100.16 logP(KowWin) 1,608 32 = 43.5 mg/L.
5H
7K AR (me/L) logBCFmaxtox 1.2E+0 %3
[ RfE] 16000 %1 | UMO(eV)  1.02E+0~1.31E+0 4
ODDI X5
Qc X6
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" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR *& KATE %9
102 CASEE 108-20-3 AT AT R R
basesurface narcotics Neutral Organics Qethers aliphatic
. o —— 217 mg/L 107 mg/L 254 mg/L
1 Jjol:l ELI—=TIL 786 mg/L Neutral Organics
£ 121 mg/L|
&3
102
0O
AW AT cd:: ) ERAT
basesurface narcotics Neutral Organics Neutral Organics
168 mg/L 59.9 mg/L] 29.2 mg/L
190 mg/L XD;fE A &E GE R E B S) XFEATEE BB EEREEN)
5
NTE 102.18 logP(KowWin) 1.884 %2 2%
KA R (me/L) logBCFmaxtox  1.41E+0 %3 )
[ RfE] 5800 X1  LUMO(eV)  2.85E+0~2.91E+0 4
ODDI X5
Qc X6
103 CASES 109-87-5 R =R LG LG
basesurface narcotics Neutral Organics Qethers aliphatic
>3 N . 6760 mg/L| 5850 mg/L 6490 mg/L
DAFLAGY 6990 mg/L Neutral Organics
£ 4950 mg/L|
5
&3%:
103 — O
= . AT SR R SR
basesurface narcotics Neutral Organics Neutral Organics
10100 mg/L 2710 mg/L 505 mg/L
> 1200 mg/L XD;fE AT e GE R E S XP, XFEATEE (loePR U D 181E
| i R E B
NFE 76.1 logP(KowWin) -0.195 2 z%
78
7K AR (me/L) logBCFmaxtox —1.45E-1 %3
[FA1E] 132900 %1 |LUMO(eV) 2.46E+0~2.97E+0 X4
ODDI X5
Qc X6
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. e ) =iEE
= ERIFEMHE TIMES X7 ECOSAR *& KATE %9
1 04 CASES 22984-54-9 ERT AT AT AT
Reactive unspeciﬁ?d Neutral Organics Unclassified
I T N 2, _ _ 132 mg/L 0.0000229 mg/ 000114 mg/L
AFNRNRAXFNAFNTEAF L L) T S120me/l| TR EREEAENSSR) | P, XN FE (0P B LS 38 Pl R (BRI Y55
£ #aES})
&3
104 \(
/ A AR AR AR
‘_q_/\ -—‘*—-ﬁk Reactive unspecified Neutral Organics Unclassified
i \ _ 922 mg/L 0.0000268 mg/L] 0.000638 mg/L]|
> 120 mg/L ERATEE SEMEIMELITR) | %P, XN;ERATEE (logP R U 15 A ERTEE SFEMEAELVITR)
= #iFRS})
NTE 301.46 logP(KowWin) 9.833 %2 f%
KA (me/L) logBCFmaxtox  2.59E+0 %3 =
ODDI X5
Qc X6
1 05 CASES 08-86—2 AW fERT ) )
basesurface narcoti}:s Neutral Organics Oketones
N 98.4 mg/L 194 mg/L| 164 mg/L
TrcoxT/2 155 mg/L me Neutral Orgr:rﬁcs
4 214 mg/L
5
&%
105
// LG BT LG LG
basesurface narcotlcs Neutral Organics Neutral Organics
O mg/L 107 mg/L| 47.2 mg/L|
528 mg/L XD;fE AT &g (ﬁﬁﬁ%‘ﬁl&l%)
5
NTE 120.15 logP(KowWin) 1.674 %2 i%
78
7K AR (me/L) logBCFmaxtox  1.25E+0 %3
[FAE] 4484 %1 | UMO(eV) -3.54E-1~137E-1 X4
ODDI X5
Qc X6
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" fme 3 St
= ERSMHE TIMES %7 ECOSAR %8 KATE %9
106 CASES 102-01-2 CTL] AT pr =
Reactive unspecified OAmides amides or imides
=S 549 mg/L 271 mg/L 315 mg/L
T EEEET =k 207 mgl|  ERTREUEREEAENSSR) Neutral Organic| 3¢F48 M (REHERIEH DB A
“ 1130 me/L BEBEED)
&3
106 /
o/ N
// AW AT cd:: ) ERAT
0 Reactive unspecified OAmides amides or imides
877 mg/L| 472 mg/L 215 mg/L
116 mg/L ERATEE (SEMEIELITR) Neutral Organic| P, F;{E FAFREE (logP R U E D 1EE
Eﬁ 587 mg/L i FR G B 1)
NTE 1772 logP(KowWin) 1.008 %2 f%
782
xtK A AR (mg/L) logBCFmaxtox  7.52E-1 %3
[ R11E] 7832 %1 LUMO(eV)  -1.6E-1~1.63E-1 X4
ODDI X5
Qc X6
1 07 CASES 616—45-5 i) AW =R =R
basesurface narcotics OAmides amides or imides
—F Ol R 6380 mg/L]| 1150 mg/L 1310 mg/L|
2—eRyky 6782 mg/L Neutral Organic
@ 8430 mg/L
5
&3%: 0
107 //
EE SR s AT
N basesurface narcotics OAmides amides or imides
11400 mg/L 3700 mg/L 1260 mg/L
> 500 mg/L XD;ff A gk GE A EE4Y) Neutral Organic P {E F T e (logP3E FH S5 B 1)
| 3870 mg/L|
=N
NTE 85.11 logP(KowWin) -0.317 %2 =
78
7K AR (me/L) logBCFmaxtox —2.37E-1 %3
[ RfE] 679700 1 | UMO(eV)  1.51E+0~151E+0 4
ODDI X5
Qc X6
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" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR *& KATE %9
108 CASES 687-47-8 A A PLE) GRA
Reactive unspeC|ﬂed OEsters conjugated systems1
ELEJ&‘.I;_)[/ 0 mg/L| 297 mg/L 9 mg/L|
320 mg/L EATH (1:1*5'[‘_*-.75‘15‘.[:‘771) Neutral Organic| F;{# B4 8E (E14 \*ﬁmﬁﬁﬁfﬁ@%)
£ 8860 mg/L
&3
OH
108 \
© R ERFH =R ERFH
\\ Reactive unspecified OEsters conjugated systems1
_ 9020 mg/L. 781 mg/L 9 mg/L|
683 mg/L ERTEE SEEMEIMELNVISR) Neutral Organic| 3F;{# FAASRE (¥4 \Ea_;fﬁﬁﬁflﬂﬂ)
4110 mg/L
5
NFE 118.13 logP(KowWin) -0.183 %2 &=
782
$tKAAE(mg/L) logBCFmaxtox —1.37E-1 %3
[ R11E] 472800 X1 LUMOC(eV) 47E-1~1.17E+0 %4
ODDI X5
Qc X6
1 -I 0 CASES 661-19-8 fERT fERT FERTH FERTH
basesurface narcotics Neutral Organics alcohols aliphatic
1—Kay/—)L 33.3 mg/L 0.0000339 mg/L] 0.000164 mg/L]|
> 1000 mg/L P15 FA A~ BE (logP 8 FA S5 EE 41) 3P FA AN BE (logP & R SEEE 41)
& Neutral Organics
i 0.000118 mg/L]|
3] XP;{E A fE (logP3E FH g5 EH %)
&3%:
110
RS RS RS
basesurface narcotlcs Neutral Organics alcohols aliphatic
mg/L 0.0000391 mg/L] 0.00260 mg/L
_ X XD;fE AT RE (ﬁﬁﬁgﬁlﬂ%) XP;{# A HE (logP5E AR EEEASY) XP; {8 T HE (logP5E AR EEEHSY)
EEEHD T 4L Neutral Organics
i _ . 0.000704 me/L
N¥E 326.61 logP(KowWin) 9.681 %2 = P AT BE (logPSB AR R S1)
78
7K AR (me/L) logBCFmaxtox 2.7E+0 %3
[Fil1E] 0.0001496 1 LUMO(eV) 3.36E+0~3.53E+0 X4
ODDI X5
Qc X6
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" fme 3] EitiE
= ERIFEMHE TIMES %7 ECOSAR *& KATE %9
111 CASES 127-08-2 ERA AT ERFE AT
Reactive unspeC|ﬂed Neutral Organics—acid acids
I — — 0 mg/L| 25800 mg/L| 2330 mg/L
AT L=T12—t sonTmgl|  EATRECEREAELISL) SN RO B Y P FATRBE (logP B A T A1)
£
&3 0
BEXNEYMEIKIEZH
111 BRICRELFA
A AR AR R
OH Reactive unspecified Neutral Organics—acid acids
_ 2960 mg/L. 12300 mg/L] 74.5 mg/L
> 919 mg/L ERTHE (SEEIELIFR) SN A& i R #E B o)
5
NFE 60.05 logP(KowWin) 0.087 2 &=
782
KA R (me/L) logBCFmaxtox  6.48E-2 %3
[ R11E] 475900 X1 LUMOC(eV) 1.02E+0~1.02E+0 4
ODDI X5
Qc X6
1 -I 2 CASES 75-65-0 AW fERT ) )
basesurface narcotics Neutral Organics Qalcohols aliphatic
2_)(3:)1/7°E|/{~/_2_7J-_)L(%|J%:tert_j“a'_)l/ 1760 mg/L 842 mg/L 1600 mg_/L
—JL) > 120 mg/L Neutral Organics
7)1/:1 L & 812 mg/L
5
f#%: OH
[HfEEE(XIR2BELE
112 =703
AW RS i) i)
basesurface narcotlcs Neutral Organics alcohols aliphatic
0 mg/L| 425 mg/L 296 mg/L
> 110 mg/L XD AT EE (Eﬁﬁﬁﬁ@%) ¥P;{f FA T BE (logP3@ FAEEEE 41)
O Neutral Organics
Si 121 mg/L]
NFE 74.12 logP(KowWin) 0.73 %2 ZE
57K AR (me/L) logBCFmaxtox  5.45E-1 %3 B
[Fil1E] 217500 %1 | UMO(eV) 344E+0~3 44E+) K4
ODDI X5
Qc X6
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" fme 3] EitiE
= ERIFEMHE TIMES %7 ECOSAR *& KATE %9
1 1 3 CASES 541-02-6 i) AT ERAE ERAE
Reactive unspeC|ﬂed Neutral Organics UncIaSS|f|ed
R 2 mg/L 0.00143 mg/L| 00371 mg/L,
/2\""/2’;'“!;13#35 8 8 10, 10=FhAF )70 > 0016 me/L BT (RHE B A9 5 R) P {8 FA B (logPiB FIABERS1) BT (R AR SR)
£
&3
\
113 —7 N,
: \
AN AT AT AT
7 . /D Reactive unspecified Neutral Organics Unclassified
/ D——as; _ _0.139 mg/L 0.00140 mg/L _ 0.0105 mg/L
/\\ _ . ERTHE (SEEIELIFR) P {3 F T~ e (logP3E FA E5 B 4% ) FERATEE SFEMEAELVITR)
= EEEH LT 2L
NTE 370.78 logP(KowWin) 7.933 %2 E%
782
KA R (me/L) logBCFmaxtox  4.19E+0 %3
[ R11E] 0.01419 %1 LUMO(eV) 1.57E+0~1.7E+0 *4
ODDI X5
Qc X6
11 4 CASEE 25498-49-1 AW =R =R
basesurface narcotics Neutral Organics alcohols allphatlc
2—{2—[2—AFL GFIL) TFFT](AFIL)TH 15900 me/L. 16100 me/L —
. f A ﬁ \
= O Neutral Organlcs
4] 13600 mg/L,
&3%: o
114
~, _)\ TLE] AR A AR
5 basesurface narcotics Neutral Organics alcohols aliphatic
25200 mg/L 7470 mg/L 240 mg/L
> 10000 mg/L XD;ff AT 8E B FA#EER 54 ) XP, XF; ﬁFﬁTﬁE(IogP&Jg‘ rsgﬁ}’fﬁa_
Ei Neutral Orgam?s
= ; - X 1390 L
DPFE 206.28 logP(KowWin) 0.203 ?.(2 55 T (IogPZ‘LU*ﬂ \?ﬁm
17K B fE(mg/L) logBCFmaxtox -1.51E-1 %3 LS
[Fil1E] 195800 %1 | UMO(eV) 2.09E+0~2.68E+0 %4
ODDI X5
Qc X6

53/58 R—
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" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR *& KATE %9
11 5 CASES 34590-94-8 =R =R 2] 2]
basesurface narcotics Neutral Organics aIcohoIs allphatlc
— — N N X ) — 17300 mg/L 15600 mg/L
}L(XIiZ) [2—ARFS (AFIL)TRFT1TA/ S G0 mL S ‘s’(ﬁiﬁ’%’ﬂﬁéﬁ’);ﬂﬁ%
i Ol
= o
1~2-AF-2-AF)LT
115 I~=\'—°/)—2—7°El/\°/—)lz<’:b
TFAl
’ A AR R AR
basesurface narcotics Neutral Organics alcohols aliphatic
0 27000 mg/L, 7120 mg/L 2870 mg/L]|
/ 1919 mg/L XD;fE A &E GE R E B ) XP, XF; EFﬁTﬁ“(IogP&U"‘B Vfﬁa_
Si Neutral Organlcs
nze ; _ X 1240 mg/L
TR 148.2 logP(KowWin) 0:346 ?'<2 1] NP, XF;fE AT EE (|ogPZ’lU""‘B§N§JE
xtK A AR (mg/L) logBCFmaxtox —2.58E-1 %3 FAERE4})
[FH1fE] 493600 X1 |LUMO(eV) 2 43E+0~3.02E+0 X4
ODDI X5
Qc X6
116 CASES 107-41-5 =R i) 4] 4]
basesurface narcotics Neutral Organics Qalcohols aliphatic
— — ALY - AP, 3190 mg/L]| 1830 mg/L] 3430 mg/L
2—AFN—2, 4 NBTF—I 8690 mg/L Neutral Organics
A 1730 mg/L
5
"5 Ol
116
EE SR s AT
basesurface narcotlcs Neutral Organics alcohols allphatlc
0 mg/L| 911 mg/L 589 mg/L
3200 mg/L XD AT RE (ﬁﬁﬁﬁ%‘ﬁ@l%) P FA AN BE (logP3E FAEEEH 4Y)
OH Neutral Organics
Bi . 243 mg/L
NFE 118.18 logP(KowWin) 0.58 %2 & P {5 FATBE (logP i G 5Y)
78
7K AR (me/L) logBCFmaxtox  4.33E-1 %3
[FA1E] 32560 X1 |LUMO(eV) 3.09E+0~3.29E+0 X4
ODDI X5
Qc X6
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" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR %8 KATE %9
1 1 7 CASES 128-44-9 i) AT ) )
Reactive unspeC|f|ed OThiazolones (Iso—) amides or imides
: : d g/L| 1.33 mg/L 808 mg/L
Saccharin, sodium deriv. 18300 mg/L MR A (R AU 9 %) At i
4 704 mg/lL
¢ megls
&3 0
BEXNZYEEINEZA “
o N O
117 EEICREBLFR E‘\/'
N AR R AR
Reactive unspecified OThiazolones (Iso—) amides or imides
\ _ 2250 mg/L. 1.76 mg/L 638 mg/L
_ R fEATRE SFEMHEAMELYTR) Amides| P, 3¢F;{E T EE (logP R U “*ﬁ;_
0 EEtEdHHT—5%4L 1580 mg/L W R 6 Y
Bi Neutral Organic
STE 183.18 logP(KowWin) 0.449 %2 = 1830 mg/L
782
$tKAAE(mg/L) logBCFmaxtox  3.35E-1 %3
[FH1fE] 789.2 X1 LUMO(eV) -1.29E+0~-120E+0 ¥4
ODDI X5
Qc X6
-I 20 CASEE 112-27-6 fEF fEF =T BERTHE
basesurface narcotics Neutral Organics alcohols aliphatic
| S, ) q— 205000 mg/L]| 287000 mg/L 422000 mg/L
|“ )Ia: l//o ):l )[/ 69800 mg/L XP,EFﬁ*ﬁE(IogPi@ﬁ%’ﬁlﬁl%)
# Neutral Organics
= 194000 mg/L
£ XP;{FE A fE (logP3E FH E5E %)
B35
120 .-J/
’ / R AT AT AT
basesurface narcotics Neutral Organics alcohols aliphatic
508000 mg/L 115000 mg/L 22800 mg/L|
39459 mg/L XD AT e G FREGBE V) P, XF.45 A7 BE(logP i AR 55 BE 4} R
of BERZEF MO BEEET)
Bi Neutral Organijs
nNrz= ; _ i 10400 mg/L
nFE 150.18 logP(KowWin) 1.748 ?.(2 ¥5 P FI TR BE (logP B A B AL
7K AR (me/L) logBCFmaxtox  —1.3E+0 %3
[FA1E] 1000000 %1 | UMO(eV) 2.04E+0~2.7E+0 %4
ODDI X5
Qc X6

55/58 R—

55



" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR *& KATE %9
121 CASEE 143-22-6 AT AT R R
basesurface narcotics Neutral Organics Qalcohols aliphatic
F[JIQ:[/DQ“U:_)L:E/j‘a'_)ljl_j—_}[/ 10300 mg/L 10200 mg/L 18100 mg/L]|
2400 mg/L Neutral Organics
£ 8900 mg/L
&3
121 //
/ AW AT cd:: ) ERAT
a basesurface narcotics Neutral Organics alcohols aliphatic
15500 mg/L 4830 mg/L]| 2340 mg/L]|
/ 2210 mg/L X0 T A GERSEESY) P, X A AR RElogP i FRL BB 51 R
al = BERZHF OB EEZSD)
o Neutral Organi?E
NFE 206.2 logP(KowWi 0.018 3% ) o 292 meg
ATR 0628 logP(Kowin) 08 2 5 P P Bt (logPS B R 71)
$tKAAE(mg/L) logBCFmaxtox  1.33E-2 %3
[FH1fE] 126900 %1 | UMO(eV) 2 04E+0~2.73E+0 X4
ODDI X5
Qc X6
122 CASES 629-11-8 =R AR AR
basesurface narcotics Neutral Organics Qalcohols aliphatic
— S, OS5 2420 mg/L]| 1250 mg/L] 2390 mg/L
1.6 NFHIT— _ X Neutral Organics
& EEtEdHHT—5%4L 1210 mg/L
5
& o
122
=R fERT fERT fERT
basesurface narcotics Neutral Organics alcohols aliphatic
2420 mg/L 633 mg/L 449 mg/L
> 500 mg/L ¥P;{3 AT BE (logPi FASEEH 1)
o# O Neutral Organics
Bi 184 mg/L]
NFE 118.18 logP(KowWin) 0.765 2 &
78
KB (mg/L) logBCFmaxtox  5.71E-1 %3
[ RfE] 22650 X1 | UMO(eV)  3.25E+0~3.59E+0 X4
ODDI X5
Qc X6
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" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR *& KATE %9
1 23 CASES 646-06-0 =R =R 2] 2]
basesurface narcotics Neutral Organics Qethers aliphatic
—3 Y2 8000 mg/L 7190 mg/L| 7650 mg/L|
1.3 /7"-;‘—\— b > 95.4 mg/L Neutral Organics
£ 5980 mg/L
&3
[BfEEE(XIR2EELE
123 =:1094
O
AT R AT
basesurface narcotics Neutral Organics Neutral Organics
O 12400 mg/L 3300 mg/L] 583 mg/L
_ . XD;fE A &E GE R E B ) XP;f# AT #E (logPE FAFEEASY)
= EEEH LT 2L
NTE 74.08 logP(KowWin) -0.307 %2 E%
782
xtK A AR (mg/L) logBCFmaxtox —2.29E-1 %3
[ R11E] 276900 %1 LUMO(eV) 242E+0~2.42E+0 X4
ODDI X5
Qc X6
124 CASES 1115-20-4 =R i) 4] 4]
esters OEsters esters aliphatic
3—ERAXY —2, 2—UAFILTOENL=3—EFA (98 /L 960 me/Ll e (mrEn 154 me/L
o2 2l SXFLFOEAF—F . > 1039.9 mg/L Neutqa1I600r§agn/|E Xf,ﬁﬁﬁgﬂ.u(ﬁiﬁﬂ’ﬁﬁﬁ’&ﬁé%lgéﬁ
5
& o
124
=R AT fERT fERT
Reactive unspecified OEsters esters aliphatic
_ 1040 mg/L 220 mg/L 201 mg/L
559.6 mg/L {ERATRE (EREMEAMELNVITR) Neutral Organic| XfERAEE (FREMEREHE MM E
oH = 604 mg/L EEED)
NTE 204.27 logP(KowWin) 1.065 32 E%
78
17K B fE(mg/L) logBCFmaxtox  7.95E-1 %3
[FA1E] 5120 %1 LUMO(eV)  4.25E-1~1.21E+0 ¥4
ODDI X5
Qc X6
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" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR %8 KATE %9
127 CASEE 60-29-7 L] L] A A
basesurface narcotics Neutral Organics Qethers aliphatic
3 —= 795 mg/L 435 mg/L| 762 mg/L
YIFII—TI 2560 mg/L Neutral Organics
& 440 mg/L|
&3
127 _\
O . AW cd:: ) cd:: ) cd:: )
basesurface narcotics Neutral Organics Neutral Organics
766 mg/L 226 mg/L 74.9 mg/L
1378.63 mg/L
5
NTE 74.12 logP(KowWin) 1.049 2 2%
782
xtK A AR (mg/L) logBCFmaxtox  7.83E-1 %3
[ RfE] 23240 X1 LUMO(eV)  2.98E+0~3.13E+0 X4
ODDI X5
Qc X6

FRMEDER

QSARVZABHEZEDIGE L. FTRDIEEFETEHICESTARR

(OMfFER)ERALVBCENEE

Ly,

- KP,XF XD XNERREOAE NI ZADFAIFER
SXF (ERABRINEVIIADTFRAERKATEDA)
cEYRESNITADFAIFER
-Neutral Organics75 A LISk F Al R
- FRBALY NS ISR F AR

Fr-. FRABROEBEEMNMEVLUTOISRIEFERFATEL
*TIMES : Reactive Unspecified

*KATE : Unclassified

31 Wskowwin v1.42[Z&kYEH

%2 KowWin v1.68IZ &Y EH

¥3~7 TIMES v2.27.15 [CKYEH. BFETRARA2k: Pimephales Promelas 96h LC50. FE3%$8T > K7KA > k: Daphnia Magna 48h EC50.
EFLFHERIVTFT—DERIFITHY . MOPAC (AM1 PRECISE ) IZ&YHEAT,
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 v1.11[C kY B H. AEETURRA b Fish 96h LC50. FGREET U R7RA 2 b Daphnid 48h LC50. logP I&KowWin3% 2% {f .
FRTDOYIFAIZE LV Thaseline toxicity& L TNeutral organic 7 A IZHEASIN-FERLFT RSN S,

%9 KATE on PAS IC&YEH. BFETURKRA Uk Fish 96h LC50. A% 2ET 2 R7R4 > b: Daphnid 48h EC50.logPIdKowWin32% & .

XP: TG DlogPh ., FEIMENDTEINZISANDSENEDlogPEESHIONANTEY. ARXDEDERSN THD, <FERAFT>

3D: Out of Domain (TIMES) <{#ERF7] >

N: Not Related to an Existing ECOSAR Class Definition (ECOSAR) < f# FiF 7l > )

XF: FRAMBOEBHEEISONT, FAMENDFEIN 5D T AR UNeutralOrganics 75 R (REHMERA THIEERPTRAISR) DS R
MEDBAEEESITEFTNGELED, BRXOBRALEENTHH, (KATE)<FEARE > o

Xf FAMBEOBABECOVT, FANENIESNLISADSBYEICEENL VRS BEEE DN, BRI BEEIT
NeutralOrganics 72 R (BT IEMEFA DA THEENGAEIND) DEEYEDHAMEEREICEFNL-OH., FHIHER

DFERIZEVWTIEEAEEICOVT BETIVENDHD, KATEFERZE>

58/58 R—

58



QSARTHIFE R (F 4 — 2B %) ]
EEFECHIIBEEHER 2BFENE

ERE26511 /8288
Bfa—25E

" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR %8 KATE %9
1 CASE = ERT ERT fERT cd:: )
phenols and anilines OPhenols amines aromatic or phenols4
2, 6—CAFNI/—IL(RI&2, 6—FL/—)L) 1.4 me/L 7:33 me/L L) AT
6.7mg/L Neutral Organic
@ 28.6 mg/L]|
ﬁ%% OH
[B3EEELES:15
1
cd:: ) cd:: ) cd:: )
phenols and anilines OPhenols amines aromatic or phenols4
7.62 mg/L 2.89 mg/L] 3.59 mg/L
_ X Neutral Organic
@ EfEMHD I T—2%L 17.2 mg/L
NTE 12217 logP(KowWin) 2.607 %2 E%
782
KA R (me/L) logBCFmaxtox  1.95E+0 %3
ODDI X5
Qc X6
2 CASES R R fE R R
phenols and anilines OPhenols amines aromatic or phenols4
J=J)LIx/—)L 0.0977 mg/L| 0.0360 mg/L| 0.0570 mg/L|
0.24mg/L Neutral Organic XP;{E AT BE (logPiE FAEE R 4})
& 9.0470 mg/L|
;:E XP;{# A HE (logP5E AR EEEASY)
&3:
|[B3EEEL & S:38
2| Phenol, 4-nonyl-¢LTF
Al
AW ERAT cd:: ) ERAT
phenols and anilines OPhenols amines aromatic or phenols4
0.359 mg/L 0.0630 mg/L] 0.133 mg/L]|
O 0.059mg/L XD;f FAA 8E (E F#EER 1) Neutral Organic P {5 FAASRE (logP3E FAEEE 4})
o 0.0390 mg/L]
i P FI T 82 (IogPE R 25 1)
PFE 220.36 logP(KowWin) 5.989 X2 &=
782
7K AR (me/L) logBCFmaxtox  4.34E+0 %3
[ R11E] 1.57 %1 LUMO(eV) 421E-1~457E-1 X4
ODDI X5
Qc X6
1/45 R—2
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" fme 3 St
= ERSMHE TIMES %7 ECOSAR *& KATE %9
3 CASE = AW R cd:: ) ERAT
Reactive unspecified Haloacetamides halides1
—3 —__3 K 480 mg/L 25.9 mg/L 6.35 mg/L
2,2—270%—2—V7/7ENSF 0.55me/L AT (EEMAENSSR) O Halo Nitriles| F:f3 FI 7R B (843 # P BB 51 )
@ 1.57 mg/L
i Neutral Organic
b4 1550 mg/L]
&3 N
BaEELES 183 Y A
3 Br
or AT AT R AT
NH2 Reactive unspecified Haloacetamides halides1
\ _ 908 mg/L. 49.2 mg/L] 3.34 mg/L
0.9mg/L ERTEE SFEMEAMELVITR) O Halo Nitriles| 3P, XF;fE AT HE (logP B U AR 815
0 0.813 mg/L| i FR G B V)
Bi Neutral Organic
AFE 241.87 logP(KowWin) 1.007 32 = 803 me/L
$tKAAE(mg/L) logBCFmaxtox  7.51E-1 %3 i
[ R11E] 2841 %1 LUMO(eV) -1.22E+0~~-1.09E+0 4
ODDI X5
Qc X6
4 CASE = =R =R fERT fERT
basesurface narcotics Neutral Organics Ohydrocabons aliphatic
N N . 11.7 mg/L 2.99 mg/L 3.63 mg/L
AFILoanidy 2.1mg/L Neutral Organics
£ 4.35 mg/L
5
&3%:
[B3ELELES:213
4
=R AT fERT fERT
basesurface narcotics Neutral Organics Ohydrocabons aliphatic
4.94 mg/L 1.97 mg/L 1.20 mg/L
0.33mg/L X D;fs A sE (E A EEE 41 ) Neutral Organics
212 mg/L
5
NFE 98.19 logP(KowWin) 3.593 X2 &
78
7K AR (me/L) logBCFmaxtox  2.68E+0 3
[ RfE] 284 X1 | UMO(eV)  3.61E+0~36TE+0 X4
ODDI X5
Qc X6
2/45 R—
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" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR %8 KATE %9
5 CASES R AT R EERA
Reactive unspecified Neutral Organics Unclassified
S _3 N S ) =5 AV 0.113 mg/L 0.0430 mg/L] 0.0604 mg/L
f:',f/t A4 A=Y IANFLLY) =TAIYT 1.2mg/L ERTEE (SEEAMENSSR) | XP, XN;ﬁﬁ%Z‘ﬁE(IogP&Uﬁiﬁliﬂﬁgﬁg fEFATEE (S AMEL Y5 R)
2 ¥
¥
&3
A3 AL &EFF:232
5 h\'.&\l
AR AR AR
s Reactive unspecified Neutral Organics Unclassified
_ 0.0405 mg/L. 0.0360 mg/L]| _ 0.0883 mg/L
_ N ERATEE (SEMEIMELITR) | %P, XN;ERATEE (logP R U 151 A FERATEE SFEMEAELVITR)
= EEEH LT 2L #iFRS})
NTE 262.35 logP(KowWin) 6.115 %2 f%
*H
KA R (me/L) logBCFmaxtox 4.4E+0 X3
[FAIfE] 0.1211 X1 LUMOC(eV) 4.86E-1~6.99E-1 4
ODDI X5
Qc X6
6 CASE = fEF ERTT RS
basesurface narcotics Neutral Organics hydrocabons aliphatic
[“7_'j3 —1—I> 0.106 mg/L 0.0290 mg/L] 0.0804 mg/L
_ R P {3 AN BE (logP3E FAEEBA51) P {3 A E (logP3E FAEEH51)
& EfEMHD I T—2%L Neutral Organics
= 0.0600 mg/L
3] XP;{E A fE (logP3E FH E5EH %)
&3%:
IB3EELEFS:268
6
AR AR AR
basesurface narcotics Neutral Organics hydrocabons aliphatic
0.0333 mg/L 0.0240 mg/L] 0.115 mg/L]|
Vi AL XD A AE GEFREE ) P AT HE (logPiE FAEEEA 51 XP;1§Fﬁ$ﬁE(I§gPiEFO%El§|%)
ELEl — 373 eutral Organics
i T _ . 00820 ma/L
NFE 168.33 logP(KowWin) 6.098 32 & XP;fiE AT HE (logPE G 51)
*H
7K AR (me/L) logBCFmaxtox  4.39E+0 %3
[FRE] 0.1127 ¥1  LUMO(eV) 1.35E+0~14E+0 X4
ODDI X5
Qc X6
3/45 R—
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" fme 3 St
= ERSMHE TIMES %7 ECOSAR %8 KATE %9
7 CASES A L] R ERRT
narcotic amines OAliphatic Amines secondary or tertiary amines
—38 AXx =- 1.26 mg/L 0.971 mg/L| 0.806 mg/L|
N. N T2 IANnFULTRY 12mg/L Neutral Organic| P, 3f;{# i A~ 8E(logP i FA 25 B 41 fk
2 1.12 mg/L B ERZFOMIBEEZET)
&3
[BfEEE(XIR2EELE
7| 5:1084 |[HIERALES:
275 N
TIVHE R e e e
Reactive unspecified OAliphatic Amines| secondary or tertiary amines
_ _ 1.49 mg/L 0.152 mg/L 30.0 mg/L
8mg/L ERATEE (SEMHEIELITR) Neutral Organic| P, 3f:.{8 F A~ BE(logP > FA £ F 4}, #f
Eﬁ 0.788 mg/L| BERZRFOMO/BEEZET)
NTE 181.32 logP(KowWin) 4.367 %2 f%
782
KA R (me/L) logBCFmaxtox  3.25E+0 %3
[FAlE] 103.1 X1 LUMO(eV) X4
ODDI X5
Qc X6
8 CASE= 78-69-3 EAa EAa BRI BRI
basesurface narcotics Neutral Organics Qalcohols aliphatic
3 7_:/“)(9:)1/7]—99’_3_7}-_“/ 16.6 mg/L 4.73 mg/L| 12.1 mg/L]|
! 8.9mg/L Neutral Organics
A 6.88 mg/L|
5
&3%:
BRATREREES2-217
OH
8
=R AT fERT fERT
basesurface narcotics Neutral Organics alcohols aliphatic
7.29 mg/L 3.11 mg/L 9.36 mg/L
14.2mg/L XD;ff A 8E GE FA#EER V) XAERBRE (REMERZR DA D
| BEED)
iy O Neutral Organics
NFE 158.29 logP(KowWin) 3.603 32 = 3.36 mg/L
78
7K AR (me/L) logBCFmaxtox  2.69E+0 3
[ Alfi] 188.9 1 | UMO(eV)  3.35E+0~3.47E+0 K4
ODDI X5
Qc X6
4/45 R—2
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" fme 3 St
= ERSMHE TIMES %7 ECOSAR *& KATE %9
9 CASEE 65-85-0 R AR AR s
Reactive unspecified Neutral Organics—acid acids
f \\éﬁﬁ _ _ 628 mg/L 1300 mg/L] 237 mg/L
© 44.6mg/L ERTRE EREEIELIFR) XN B IS E R S
il
%5
&3
BERAREEESI-1397 | 5y
9
/ A ERARE ERARE A
Reactive unspecified Neutral Organics—acid acids
(o) _ _ 83.6 mg/L 730 mg/L 60.8 mg/L
> 100mg/L ERTHE (SEEIELIFR) XN B EE RS
5
NFE 122.12 logP(KowWin) 1.874 %2 &=
KA R (me/L) logBCFmaxtox 1.4E+0 %3 i
[ R11E] 2493 X1 LUMO(eV) -5.66E-1~-3.01E-1 X4
ODDI X5
Qc X6
1 0 CASES fERT fERT ) =T
basesurface narcotics Neutral Organics Ohydrocabons aliphatic
5-13’-[}7_-*/t¢/7|:|[2 2. 1]/\j°$(_2_1~/ 427 mg/L 3.10 mg/L 3.86 mg/L
Tmg/L Neutral Organics
£ 4.55 mg/L
5
&3%:
BHEEE (A2 R AL E /
10 =710
IH3EELES 79 %
=R AT fERT fERT
basesurface narcotics Neutral Organics Ohydrocabons aliphatic
2.63 mg/L 2.06 mg/L] 1.34 mg/L
3.3mg/L XD;ff A gk GE FAEE ) Neutral Organics
™~ 4 229 me/L
NTE 1202 logP(KowWin) 3.674 %2 E%
78
7K AR (me/L) logBCFmaxtox  2.74E+0 3
[ RfE] 15.91 %1 LUMO(eV)  1.1E+0~1.11E+0 34
ODDI X5
Qc X6
5/45 R—
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" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR *& KATE %9
1 ‘I CASES AW AW fERA T ERFA
phenols and anilines Phenols, Poly amines aromatic or phenols2(ClogP)
— 0.134 mg/L 0.0230 mg/L] 3.62 mg/L|
22 4‘3 D 717/*7)71/“% 4,4’ —(FRv-2, 9.19mg/L P FITBE (logP S FA GBI 51) P FIT B (logPSB FAREE 51)
@ Neutral Organic
o 0.00900 mg/L|
4] XP;{# T HE (logP5E AR EEEASY)
&3
[A3EELES:10
11
AT AT AT AT
phenols and anilines Phenols, Poly amines aromatic or phenols2(ClogP)
0.592 mg/L 0.0230 mg/L]| 7.86 mg/L
7.87mg/L XD;fE A &E GE R E B S) P {5 F A~ HE (logPiE FA E5 B %) XP;{# AT #E (logP@E FAFEEA4Y)
Neutral Organic
i 0.00900 me/L]
NFE 543.88 logP(KowWin) 7.203 %2 &= P fs F A BE (logP3E F B 51)
KA (me/L) logBCFmaxtox  4.39E+0 %3 =
[ R11E] 0.001002 %1 | UMO(eV) -4.83E-1~-4.28E-1 ¥4
ODDI X5
Qc X6
12 CASEE 111-41-1 R R R R
narcotic amines OAliphatic Amines primary amines aliphatic
. > 13900 mg/L 10300 mg/L 8170 mg/L
i?:—)lé7\'7/1/91/51/)17|/)/(g“% N-(2=72/TF 640mg/L Neutral Organic| P, 3F;{# A # (|0gPZ‘LU*I3 \$§JE
= - 435000 mg/| i EE
5
&3%:
BHRAREEES2-304
| 73oE o
xN
3 EE SRR s AT
OH Reactive unspecified OAliphatic Amines| primary amines aliphatic
958000 mg/L| 759 mg/L 1680 mg/L
22mg/L ERATRE (SEMEIELNVITR) Neutral Organic| 3P, 3F:{f FH T HE (logP & U Ei 7248 :&
EFI 169000 mg/L] 1 F & )
DFE 104.15 logP(KowWin) -2.126 %2 E’g
78
7K AR (me/L) logBCFmaxtox —1.59E+0 %3
[Fil1E] 1000000 %1 | UMO(eV) X4
ODDI X5
Qc X6
6/45 R—
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" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR *& KATE %9
1 3 CASEE 141-78-6 fE R fE R fE A fE A
esters QOEsters esters aliphatic
125 mg/L 54.3 mg/L] 90.7 mg/L|
E’FE’&\'I?‘)L > 75.6mg/L Neutral Organic
& 758 mg/L|
&3
BRATREEES2-726
13
0]
/ AW AT cd:: ) cd:: )
Reactive unspecified OEsters esters aliphatic
\ _ 835 mg/L 127 mg/L 119 mg/L]
2500mg/L ERTEE SEEMEIELVISR) Neutral Organic
0 388 mg/L
5
SFE 88.11 logP(KowWin) 0.864 X2 &=
xtK A AR (mg/L) logBCFmaxtox  6.45E-1 %3 i
[FH1fE] 29930 X1 LUMOC(eV) 1.13E+0~1.15E+0 %4
ODDI X5
Qc X6
14 CASES 75-18-3 A R =R FERART
basesurface narcotics Neutral Organics sulfides
vy [ 360 mg/L 477 mg/L| 469 mg/L|
RILDAFIL 213me/L XP;{# AT HE (logP@E FA#EE 4})
il
5
&3%:
Eiﬁﬁﬁ%fig%12‘466 ] S
14 \
=R RS A
basesurface narcotics Neutral Organics
497 mg/L| 245 mg/L|
29mg/L XD;fE AT #E GE R E ) .
= QSARETILHL
NFE 62.13 logP(KowWin) 0.919 X2 z%
78
7K AR (me/L) logBCFmaxtox  6.86E-1 %3
[FA1E] 22490 %1 | UMO(eV)  9.34E-1~9.34E-1 X4
ODDI X5
Qc X6
7/45 R—
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" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR *& KATE %9
15 CASEE 122-99-6 R R R R
basesurface narcotics Neutral Organics ethers with aromatic
S, A0 — — —— Lo_ 422 mg/L| 730 mg/L 446 mg/L
fzkzg R/ TEENETT L(Bl%:2-0x 344me/L PR B (oA
v ) & O Neutral Organics
%ﬁ 743 mg/L
w5 o
BIRAREEES3-558
15
AW AT cd:: ) ERAT
basesurface narcotics Neutral Organics ethers with aromatic
619 mg/L 381 mg/L 20.6 mg/L
488mg/L XD;fE A &E GE R E B S) XP, XF; ﬁFﬁTﬁb(logP&g "*ﬁ;r)
Ei Neutral Organics
nze . X 129 mg/L|
ATE 13817 logP(KowWin) 11 %2 5 X G R AE (DA B AR A1)
$tKAAE(mg/L) logBCFmaxtox  8.21E-1 %3
[ R11E] 28180 X1 LUMOC(eV) 2.19E-1~4.48E-1 X4
ODDI X5
Qc X6
16 CASES 124-04-9 R R e e
Reactive unspecified Neutral Organics—acid acids
795)@&: _ 2900 mg/L. 46900 mg/L] 4470 mg/L
> 100mg/L FERTEE (SFEMEAMELITR) N8 15 B A #E B 41 3P FA AN BE (logP & FASEEE 41)
4
5
1’%% 0
A RBEE S 2858 N\
16
LG BERFA gERA T
Reactive unspemﬂed Neutral Organics—acid acids
o 0 mg/L| 22600 mg/ L 169 mg/L
\ 85.7mg/L {EATH (1.:.?5'[’.%#‘1&“777\) XN B S E RS
G z
NFE 146.14 logP(KowWin) 0.228 %2 &
78
7K AR (me/L) logBCFmaxtox 1.7E-1 %3
ODDI X5
Qc X6

8/45 N— 66



" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR *& KATE %9
1 7 CASE= ERT ERT fERT cd:: )
phenols and anilines Anilines (Unhindered) amines aromatic or phenols4
—7= — 543 mg/L 260 mg/L 386 mg/L
m—7F73/7x/—)L 121mg/L Phenols
£ 409 mg/L
= O Phenol Amines|
b4 22.3 mg/L
Neutral Organic
5% OH 3380 mg/L
[BfEEE(XIR2EELE
17| 5903 IBIEBELES:
11
TIVH R ERFH R R
NH2 phenols and anilines OAhnilines (Unhindered) amines aromatic or phenols1
106 mg/L 0.811 mg/L 0.721 mg/L]
0.447mg/L XD A e G FR#EEE 5} ) Phenols
56.4 mg/L
Si Phenol Amines
nNFE 109.13 logP(KowWin) 0.245 %2 E_é 1.21 mg/L
- | Neutral Organic
7K B R (me/L) logBCFmaxtox  1.83E-1 %3 1630 mg/L]
[FAlE] 72470 %1 LUMO(eV) 5.93E-1~523E-1 X4
ODDI X5
Qc X6
1 8 CASES fERT fERT ) =T
basesurface narcotics Neutral Organics Qethers with aromatic
@ — [ (1 ’ 1 ! 3’ 03 _%FE}?)qu—)b) 7101)1/] . 3mg/L A A NeutraIZ%Eg:ﬁéI;
w—EerFBFIRY (T#t/I?bZ) (AR (FF 411 mg/L
IFLY)=AIFILITZLI—TIL) f%
72
&3%:
[H3EELE S 42
18 n=1 tL‘C%;ﬂ“
i, GG BT L] BT
O basesurface narcotics Neutral Organics ethers with aromatic
20.0 mg/L 18.8 mg/L 6.95 mg/L|
14mg/L XD;fE AT #E GE R E S XF;{E AT Ak (B )48 & FA #E ER ) )
Neutral Organics
& 183 mg/L
STE 616.84 logP(KowWin) 3.381 %2 = X {5 A BE (BB 53 #8558 R SR B 51)
w7k AR (me/L) logBCFmaxtox  2.52E+0 %3 =
[ RfE] 05225 %1 | UMO(eV)  1.96E-1~56E-1 %4
ODDI X5
Qc X6
9/45 R—
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" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR *& KATE %9
19 CAS%S 110-25-8 SR 4R A SRR
Reactive unspecified OAmides -acid amides or imides
N S, 0.124 mg/L 0.371 mg/L]| 0.0480 mg/L
ALAANHFNALY > 0.43mg/L {ERATEE (SEMEIELNVITR) Neutral Organic| P, XF:ﬁFﬁxﬁE(logP&Uﬁﬂﬁ*ﬁiﬁ
“ 0.0130 mg/L T FAEEEE S}
’%‘E XP;{# A HE (logP5E AR EEEASY)
&3
19
AW AT cd:: ) ERAT
Reactive unspecified OAmides -acid amides or imides
a _ 0.0420 mg/L. 0.0440 mg/L 0.00720 mg/L
F Ty 0.43mg/L ERTEE SEEMEIMELNVISR) Neutral Organic| P, XF;{& FAFEE (logP R U B 1EE
0.0120 me/L i FR G B 1)
i P FA T 82 (logPE FA 25 1)
PTE 353.55 logP(KowWin) 6.831 %2 &=
KA R (me/L) logBCFmaxtox 4.5E+0 X3 )
ODDI X5
Qc X6
20 CASES 109-66-0 R =R LG LG
basesurface narcotics Neutral Organics Ohydrocabons aliphatic
— R, 40.9 mg/L 11.4 mg/L] 10.6 mg/L|
n—RV%y 4.26mg/L Neutral Organics
£ 14.8 mg/L|
5
&3%:
20
basesurface narcotics Neutral Organics Ohydrocabons aliphatic
21.1 mg/L 6.97 mg/L 2.20 mg/L
2.7mg/L Neutral Organics
5.18 mg/L
&
NFE 72.15 logP(KowWin) 2.797 X2 &
78
7K AR (me/L) logBCFmaxtox  2.09E+0 3
[F:Al1E] 49.76 X1 LUMO(eV)  3.77E+0~3.85E+0 4
ODDI X5
Qc X6

10/45 R—2
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" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR *& KATE %9
21 CASE®S 111-71-7 R A R R
aldehydes OAldehydes (Mono) aldehydes
F — 6.11 mg/L 4.60 mg/L 4.88 mg/L
/\75’#— ug 12mg/L me Neutral Orrgnagnic me
£8 51.5 mg/L]
&3
21
) AR G o
Reactive unspecified OAldehydes (Mono) aldehydes
46.5 mg/L 6.43 mg/L] 447 mg/L
// 4.13mg/L FERATEE(SEEIMENISR) Neutral Organic
0 30.1 mg/L
5
NTE 114.19 logP(KowWin) 2.29 %2 2%
>4
KA R (me/L) logBCFmaxtox  1.71E+0 %3
[FAlE] 1167 X1 LUMO(eV) X4
0oDDI 288E-1~29E-1 %5
Qc X6
22 CASES 68584-22-5 AW RS i) RS
Reactive unspecified Neutral Organics—acid acids
~ I, 4 A< _ _ 3.64 mg/L 59.0 mg/L 22.9 mg/L
TIFIL(CT0~16)NUEL ALKV B smg/l|  EETRGEEEAENSSR) X GRR AE (3D IS IR A1)
il
5
&3%:
C=16&LTFAl
22
Q. EE SRR s AT
J“; Reactive unspecified Neutral Organics—acid acids
_ 294 mg/L 39.6 mg/L] 55.4 mg/L|
29mg/L {ERATRE (EREEAMELNVITR) XF AR (BB S E A EN)
5
DFE 298.44 logP(KowWin) 3.802 %2 E’é
5H
7K AR (me/L) logBCFmaxtox  2.84E+0 3
[FA1E] 7.098 %1 |LUMO(eV) -8.73E-1~-8.24E-1 4
ODDI X5
Qc X6

11/45 R—2
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" fme 3 =iEE
= ERSMHE TIMES %7 ECOSAR *& KATE %9
23 CASES 106-24-1 R AT R SR
a,b—unsaturated alcohols OVinyl/Allyl Alcohols conjugated systems2
FSZA—)L 0.331 mg/L 1.80 mg/L 1.31 mg/L|
22mg/L XD;fsE A g (E FAEE 41 ) Neutral Organic| F;{ A EE (Ef 5> 18:&8E A g4} )
£8 6.06 mg/L]
&3
o
23 T
AW AT cd:: ) ERAT
Reactive unspecified OVinyl/Allyl Alcohols conjugated systems2
_ _ 486 mg/L 0.283 mg/L 2.87 mg/L
10.8mg/L ERTHE (SEEIELIFR) Neutral Organic| XF:fE AL (RB5 18158 FREEE )
3.94 mg/L]
5
NFE 154.25 logP(KowWin) 347 %2 &=
782
7K B R (me/L) logBCFmaxtox  2.59E+0 %3
[FH1fE] 255.8 %1 L UMO(eV) X4
ODDI X5
Qc 1.38E-2 X6
24 CASES 151-21-3 AW ERFH =R ERFH
Reactive unspecified Neutral Organics acids
1 =K=H, —1 — — — 47.5 mg/L 91.5 mg/L] 206 mg/L
FHIDL=FTHY =1 =4 =RNT7—F omg/l|  EETEUEREAELSSR) S G FRF AE (3D IS PR 1)
4
5
&3%:
BEXRYE (INaIEFZH
24 BICRELFA
EE SRR s AT
Reactive unspecified Neutral Organics acids
. _ _ 549 mg/L 54.0 mg/L] 100 mg/L|
S 7.8mg/L AT A (EREHEAMEL Y5 R) R {58 AT B (BB 4 #6538 A B B 5Y)
&
NFE 266.4 logP(KowWin) 2.422 %2 &
78
7K AR (me/L) logBCFmaxtox  1.81E+0 %3
[ R11E] 163.7 %1 | UMO(eV) —6.42E-1~-5.46E-1 ¥4
ODDI X5
Qc X6

12/45 R—2
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" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR *& KATE %9
25 CASEE 109-89-7 SR SR A A
narcotic amines OAliphatic Amines secondary or tertiary amines
N)A =- 113 mg/L 85.1 mg/L] 94.1 mg/L|
v IFIVTIY > 100mg/L Neutral Organic
£ 704 mg/L
&3
T3U4E
25 _\
N “, AW AT cd:: ) cd:: )
Reactive unspecified OAliphatic Amines secondary or tertiary amines
_ _ 1350 mg/L. 8.83 mg/L| 36.0 mg/L
56mg/L ERTEE SEEMEIMELNVISR) Neutral Organic
358 mg/L
5
NTE 73.14 logP(KowWin) 0.81 %2 2%
xtK A AR (mg/L) logBCFmaxtox  6.04E-1 %3 i
[FAlE] 436900 X1 |LUMO(eV) X4
ODDI X5
Qc X6
26 CASEE 1477-55-0 fERT fEF =T =T
narcotic amines OAliphatic Amines primary amines aliphatic
S0 DN ~a 575 mg/L 433 mg/L| 501 mg/L
AZFILITTIY 87.6mg/L Neutral Organic
% 5180 mg/L
5
ﬁ%% NH2
T8
26
=R AT fERT fERT
Reactive unspecified OAliphatic Amines primary amines aliphatic
_ 4890 mg/L. 41.6 mg/L 62.8 mg/L
" 15.2me/L (R A (ERBHEAYEL Y5 R) Neutral Organic
2480 mg/L]
z
NTE 136.2 logP(KowWin) 0.146 32 =
78
7K AR (me/L) logBCFmaxtox  1.09E-1 %3
[F1fE] 664200 X1 | UMO(eV) X4
ODDI X5
Qc X6

13/45 R—2
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" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR *& KATE %9
27 CASEE 2216-51-5 fE R fE R fE A fE A
basesurface narcotics Neutral Organics Qalcohols aliphatic
(1R, 2S, 5R) —2—AYFOE L —5—AF )L o0 — 24.1 me/L 7.38 me/L Noutral ST/
AFXHY—1—F—) & ' 10.4 mg/L
S
&3
OH
27
AW AT cd:: ) cd:: )
basesurface narcotics Neutral Organics alcohols aliphatic
11.4 mg/L 4.76 mg/L] 12.8 mg/L|
26.6mg/L XD;fE A &E GE R E B ) XEERBEE (REMEREZE DA D1E
= BEET)
ey O Neutral Organics
SFE 156.27 logP(KowWin) 3.381 %2 = 4.64 mg/L.
KA R (me/L) logBCFmaxtox  2.52E+0 %3 i
[ R11E] 4345 %1 |LUMO(eV) 3.28E+0~3.46E+0 X4
ODDI X5
Qc X6
28 CASE= 75-29-6 EAa EAa BRI BRI
basesurface narcotics Neutral Organics halides3
— o 73.9 mg/L 65.2 mg/L 42.6 mg/L
2—4yo07o/y 05.0ma/L
il
5
&3%: Cl
28
=R AT fERT fERT
basesurface narcotics Neutral Organics halides3
69.6 mg/L 37.0 mg/L 18.0 mg/L|
103mg/L XD;ff A 8E GE FA#EER V)
&
NFE 78.54 logP(KowWin) 1.995 %2 &
78
7K AR (me/L) logBCFmaxtox  1.49E+0 3
[ Alfi] 3138 %1 |LUMO(eV)  1.41E+0~1.41E+0 X4
ODDI X5
Qc X6

14/45 R—2
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" fme 3 St
= ERSMHE TIMES %7 ECOSAR *& KATE %9
29 CASEE 78-70-6 L] L] A A
basesurface narcotics OVinyl/Allyl Alcohols conjugated systems2
3, 7—UXAFI—1, 6—F V30T —3—F—)L 9.15 mg/L 1.86 me/L| 141 mg/L
! ! 28.8mg/L Neutral Organic
@ 7.28 mg/L
&3
29
OH
AW AT cd:: ) cd:: )
m— basesurface narcotics OVinyl/Allyl Alcohols conjugated systems2
6.19 mg/L 0.290 mg/L 3.07 mg/L
36.7mg/L 3D;fsE F A~ RE GE FH S5 51 ) Neutral Organic
@ 4.70 mg/L|
n
NTE 154.25 logP(KowWin) 3.381 %2 =
KA R (me/L) logBCFmaxtox  2.52E+0 %3 i
[FH1fE] 683.7 %1 LUMO(eV) 1.01E+0~122E+0 ¥4
ODDI X5
Qc X6
30 CASES 8000-41-7 AW fERT ) )
basesurface narcotics Neutral Organics alcohols aliphatic
=] O 10.4 mg/L 8.07 mg/L 20.1 mg/L
FILERF—IL 70me/L XF AR E (REHERE OB
£ BEET)
= O Neutral Organics
b 11.3 mg/L
&3%:
30 OH
AW RS fERT fERT
basesurface narcotics Neutral Organics alcohols aliphatic
X 7.06 mg/L 5.18 mg/L] 13.6 mg/L
73mg/L XD;fE AT #E GE R E S XEERBE (REMERZHOHNLE
BEED)
Bi O Neutral Organics
NFE 154.25 logP(KowWin) 3.332 %2 = 4.93 mg/L.
78
7K AR (me/L) logBCFmaxtox  2.49E+0 3
[ Alfi] 371.7 %1 LUMO(eV)  1.11E+0~1.29E+0 %4
ODDI X5
Qc X6

15/45 R—
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" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR %8 KATE %9
31 CAs#E= 139-33-3 R SRR AT ERRH
Reactive unspecified OAliphatic Amines—acid Unclassified
S OS5, 0T — I 9720000 mg/L 3960000 mg/L 1980000 mg/L]|
TFLLOTIVERBR =TT L omg/L| R EEEAENTR) Neutral Organic|  GRFITRAE(EREIEAELNS5R)
& 4.37e+7 mg/L
ﬁ%% 0
Y% OH |
3 | BEMGMAENELS | o
BICRELT A d
— i R AR R AR
=~ Reactive unspecified OAliphatic Amines—acid Unclassified
5.83e+7 mg/L 239000 mg/L} _ 78700 mg/L|
or 140mg/L ERATEE (SEMHEIELITR) Neutral Organic ERATEE SEMEIMELISR)
OH ) 1.45e+7 mg/L
5
NFE 292.25 logP(KowWin) -3.857 X2 &=
782
KA R (me/L) logBCFmaxtox —2.88E+0 %3
[ R11E] 228200 %1 LUMO(eV) 2.25E-1~7.62E-1 %4
ODDI X5
Qc X6
3 2 CASES 108-59-8 fERT AT ) FERTH
Reactive unspecified OEsters esters aliphatic
. 3 3830 mg/L]| 292 mg/L 591 mg/L
TAVEEDAFIL 21mg/L ERATEE ((SREHEIELVITR) Neutral Organic P {5 FA A BE (logP 3 FA £ BH 41)
. 8110 mg/L
5
&5 /
0
32
X T LL AT T LE AT
Reactive unspecified OEsters esters aliphatic
/O _ 7800 mg/L 759 mg/L 806 mg/L
\\ > 1000mg/L FERTRE (BREMAMELISR) Neutral Organic XP; i F AN 8E (logP3E FAEEEH 4Y)
o = 3800 mg/L]|
NTE 132.12 logP(KowWin) -0.086 32 E%
78
7K AR (me/L) logBCFmaxtox —6.44E-2 %3
[Fil1E] 99510 X1 LUMO(eV) 2.83E-1~7.43E-1 X4
ODDI X5
Qc X6

16/45 R—
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" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR *& KATE %9
33 CASEZ 115-95-7 R gERFT R R
Reactive unspecified Esters conjugated systems2
I 1 1.58 mg/L 1.06 mg/L]| 0.775 mg/L|
BrERU L 11mg/L EFATEE (SFEMEIMELVITR) O Vinyl/Allyl Esters
& 0572 mg/L
oS Neutral Organic
;;E 1.16 mg/L
#5: ||
33 4<
AW AT cd:: ) cd:: )
/ Reactive unspecified OEsters conjugated systems2
0.840 mg/L 1.71 mg/L 1.86 mg/L|
6.2mg/L ERTRE SEEMEIMELNVISR) Vinyl/Allyl Esters
2.00 mg/L
Bi Neutral Organic
STE 196.29 logP(KowWin) 4.387 %2 = 0.820 mg/L
KA R (me/L) logBCFmaxtox  3.27E+0 %3 )
[FAlE] 20.12 %1 | UMO(eV) 721E-1~121E+0 X4
ODDI X5
Qc X6
34 CASES 140-11-4 AW AW i) RS
esters OEsters esters aromatic
05 L, — — 21.2 mg/L 18.0 mg/L] 18.5 mg/L|
RUDI=F52—F 4mg/L Neutral Organic| >F;{& FAFBE (B 2 48iE 8 FA#EE 51 )
% 104 mg/L|
5
&3%:
34
EE SRR s AT
Reactive unspecified OEsters esters aromatic
_ _ 7717 mg/L 37.1 mg/L 43.5 mg/L
17mg/L {FERTEE (SEEEMNMELNVITR) Neutral Organic| F:{f A RE (E8 52 48:& & &5 F 4} )
59.7 mg/L]
5
NFE 150.18 logP(KowWin) 2.081 X2 &
78
7K AR (me/L) logBCFmaxtox  1.55E+0 3
[ Alfi] 1605 %1 | UMO(eV)  6.29E-2~3.75E-1 4
ODDI X5
Qc X6

17/45 R—2
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" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR *& KATE %9
35 CASES 78-51-3 R AT R R
Reactive unspecified Esters esters phosphate
1]~ [ P ) N _ 355 mg/L 14.0 mg/L 4.64 mg/L|
JVBR) —n=ThEV T 2imgl| BRI GEREAELNSSR) © B e )
4 3.88 mg/L
i Neutral Organic
b4 41.8 mg/L
&3
ﬁR‘: -
Ty
35 § \'313
/ T
l AT AT R AT
Reactive unspecified Esters esters phosphate
_ _ 30.2 mg/L 26.1 mg/L] 0.0279 mg/L
33mg/L ERTRE SEEMEIMELNVISR) O Esters (phosphate) P {E A e (logP3E FH E5 B %)
0.00700 mg/L
Si Neutral Organic
STE 398.48 logP(KowWin) 2.995 %2 = 26.0 mg/L|
KA R (me/L) logBCFmaxtox  2.23E+0 %3 )
[FH1fE] 1.963 %1 L UMO(eV)  2.58E-1~1.04E+0 X4
ODDI X5
Qc X6
36 CASEE 104-76-7 fERT fEF =T =T
basesurface narcotics Neutral Organics Qalcohols aliphatic
— ~ S e — A — 70.4 mg/L 23.6 mg/L 55.2 mg/L
2-IFIAFYL—1—F—) 28.2mg/L Neutral Organics
A 30.3 mg/L|
5
&3%:
36
=R fERT fERT fERT
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]|
z
NTE 130.23 logP(KowWin) 2.732 %2 =
78
7K AR (me/L) logBCFmaxtox  2.04E+0 3
[F:Al1E] 1379 %1 | UMO(eV) 3.37E+0~3.5E+0 *4
ODDI X5
Qc X6

18/45 R—2
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" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR *& KATE %9
37 CASES 105-59-9 SR R R @ERAFA
narcotic amines OAliphatic Amines secondary or tertiary amines
— 3 — =° 6160 mg/L| 4580 mg/L] 6100 mg/L
N—AFILDTH/ =TIy 1170mg/L Neutral Organic XP;{E AT BE (logP3iE FAEEEH 4})
& 137000 mg/L
%% on
37 N
AW AT cd:: ) ERAT
Reactive unspecified OAliphatic Amines| secondary or tertiary amines
_ 268000 mg/L 363 mg/L 119 mg/L|
230mg/L ERTEE SEEMEIMELNISR) Neutral Organic| P, ;{5 F A~ AE(logPiiE FR #E BH 4 ik
oH m 56200 mg/L BERZRFOMO/BEEZET)
NTE 119.16 logP(KowWin) -1.502 %2 f%
782
KA R (me/L) logBCFmaxtox —1.12E+0 %3
[FH1fE] 1000000 %1 | UMO(eV) X4
ODDI X5
Qc X6
28 CASES 25265-71-8 Lkl A A
basesurface narcotics Neutral Organics Qalcohols aliphatic
:/“j’l:l E’byg"l):_}b 27100 mg/L, 25800 mg/L| 42700 mg/L]|
_ N Neutral Organics
& EEtEdHHT—5%4L 20500 mg/L
5
&3%:
38
0] OH
OH =R AT fERT ERTT
basesurface narcotics Neutral Organics alcohols aliphatic
46000 mg/L 11500 mg/L 4000 mg/L]|
> 109mg/L XD;fE AT e GE R E S P, XF.{5 F RN RE(logP5E PR E5 5 41 FR
BEREFOMABEEET)
Bi Neutral Organijs
Nz ) logP(K ; -0. X X . 1740 mg/L]|
ATE 13418 logP(KowWin) 0,639 X2 5 KPP BE (logP B BOE 70
7K AR (me/L) logBCFmaxtox —4.77E-1 %3
[FA1E] 310700 %1 LUMO(eV) 2.43E+0~3.15E+0 %4
ODDI X5
Qc X6

19/45 R—2
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" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR *& KATE %9
39 CAS#E= 5333-42-6 e AT FERRH
basesurface narcotics Neutral Organics alcohols aliphatic
— S, 1 — S, — 4.20 mg/L 0.000275 mg/L| 0.00119 mg/L
2=AVIY =1 ANRTHAY =1 =F =) ] * KPR (ogPBRMEN)|  KPAEFITEE (ogPBFIRES
& E5EMEHD T 2L Neutral Organics
= 0.000821 mg/L
£ P {5 FA T BE (logP58 F BB EE S1)
&3
39
AR AR AR
basesurface narcotics Neutral Organics alcohols aliphatic
1.37 mg/L 0.000288 mg/L| 0.0112 mg/L
_ ) XD;fE A e (G FR#EEE 4} ) P A~ RE (logP 3 R EEEE 41) P FA AN RE (logP5E FAEEEH 41)
EfEMHD I T—2%L Neutral Organics
5,3,, . . 0.00318 mg/L
NTE 20856  logP(KowWin) 8.625 %2 = P AT BE (logPSE FIEEA S1)
782
KA R (me/L) logBCFmaxtox  3.48E+0 %3
[FAIfE] 0.001745 %1 | UMO(eV) 3.31E+0~3.44E+0 X4
ODDI X5
Qc X6
40 CASEE 108-31-6 R AT ERF R
Reactive unspecified Neutral Organics acrylates
4 N 52.3 mg/L 177 mg/L| 1.35 mg/L|
MKILAE mg/l|  ERTEEEEEAENSSR) SNSRI | XF T (A M E AR
4
5
&3%:
BiEE 4B 25 E LB ~—
40 =:1053
HHRAREEES - —
1101 - AW RS RS ERTT
\ Reactive unspecified Neutral Organics acrylates
© o _ 884 mg/L 972 mg/L| 2.84 mg/L
84mg/L {ERATRE (EREEAMELNVITR) XNBEEAEEN XFERATE @S EEEREEN)
&
NFE 98.06 logP(KowWin) 1.619 %2 &
78
7K AR (me/L) logBCFmaxtox  1.21E+0 %3
[FAlfE] 4912 %1 | UMO(eV) -1.62E+0~-1.62E+0 4
ODDI X5
Qc X6

20/45 R—2

78




" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR *& KATE %9
4 -I CASEE 100-51-6 fE R fE R fE A fE A
basesurface narcotics OBenzyl Alcohols Qalcohols aliphatic
I8 — 350 mg/L 214 mg/L 1190 mg/L
NI TILa—I 460mg/L Neutral Organic Neutral Organics
@ 601 mg/L| 609 mg/L|
&3
BN REEES3-1011
OH
41
AW AT cd:: ) cd:: )
basesurface narcotics OBenzyl Alcohols alcohols aliphatic
515 mg/L 158 mg/L| 260 mg/L
55mg/L XD;{f FAA 5E (E F#EER 1) Neutral Organic P AT BE (logPiE A #G BH 4})
313 mg/L Neutral Organics
B?L 105 mg/L]|
NTE 108.14 logP(KowWin) 1.076 %2 2%
$tKAAE(mg/L) logBCFmaxtox  8.02E-1 %3 i
[FH1fE] 41050 %1 LUMO(eV) 25{E-1~3.16E-1 X4
ODDI X5
Qc X6
42 CASES 461-58-5 fERT AT ) FERTH
Reactive unspecified OAliphatic Amines nitriles aliphatic
258 S SRR .33 7= _ 20500 mg/L. 2230 mg/L] 13700 mg/L
DVTUOTIRGNE DT ITT=0Y) > 100mg/L BT (IEREHEATELV S5 R) Neutral Organic| P, XF /& F7EE (logP R USRS 1 &
. 58000 mg/L] 3 FH 5 BE 1)
P Neutral Organics
L] 42100 mg/L
XP, XF AT EE (logP R U BB 48 1E
e N EREEN)
BRATERES:2-1694 //
42
N
// EE SRR s AT
NH2 Reactive unspecified OAliphatic Amines| Neutral Organics
_ 59600 mg/L 182 mg/L| 2780 mg/L|
\ > 1000mg/L ERATEE (SREEHIMELNVITR) Neutral Organic| P, 3XF;{# FATEE (logP R U BB 15 1E
NH2 m 24400 mg/L] 1 FAEEE 51
NFE 84.08 logP(KowWin) -1.256 X2 z%
78
7K AR (me/L) logBCFmaxtox —9.37E-1 %3
[ RfE] 1000000 %1 LUMO(eV) ~ 1.33E-1~1.33E-1 4
ODDI X5
Qc X6

21/45 R—%
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. ] EiHE
" o o — il | |
ERSMHE TIMES 7 ECOSAR %8 KATE 9
43 CAS#ES 108-80-5 e SRR AT ERFE
Reactive unspecified OTriazines, Aromatic Unclassified
YN YN — 64.6 mg/L 72.0 mg/L 39.0 mg/L
AV TRINERNE AT X—IVE) > 100mg/L FERATHE SEEMMELIFR) Neutra1|1C7)rgan/iE FERATEE SEEENMENVISTR)
# e
&3 )
EHRAREEES5-1037 \\
43
N
N /\
AW AT cd:: ) ERAT
\\ ":::'O Reactive unspecified QOTriazines, Aromatic Unclassified
/ 80.5 mg/L 347 mg/L 12.7 mg/L|
/ N 1000mg/L ERATEE (SEMHEIELITR) Neutral Organic ERATEESEMEIMELISR)
0 66.1 mg/L
H
NTE 129.08 logP(KowWin) 1.952 %2 f%
782
KA R (me/L) logBCFmaxtox  1.46E+0 %3
[ R11E] 1994 %1 | UMO(eV) -2.83E-1~-2.83E-1 X4
ODDI X5
Qc X6
4 4 CASES 80-62—6 AW AT ) )
Reactive unspecified OMethacrylates methacrylates
1 204 mg/L| 59.1 mg/L 25.5 mg/L|
ABZDV) JVEEATFIL 130me/L EFATEE (SEMAMELITR) Neutral Organic| Xf.{fBEE (FEMERZEDHMHHE
ﬁ. 368 mg/L EBExzEL)
5
&3%:
[BIEEF-(XIH2EEELE \
44 F 1048 EHAREBEE
5:2-1036
=R AT fERT fERT
o \ Reactive unspecified OMethacrylates| methacrylates
/ 293 mg/L 45.0 mg/L 68.7 mg/L
\ 69mg/L ERATEE SEMEIELVITR) Neutral Organic
(@] 196 mg/L|
&
ATE 100.12 logP(KowWin) 1.275 X2 &
78
7K AR (me/L) logBCFmaxtox  9.51E-1 %3
[ AIfE] 7747 X1 LUMO(eV)  3.22E-2~558E-1 ¥4
ODDI X5
Qc X6

22/45 R—
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# LM ) Sit{E
s ERSMHE TIMES %7 ECOSAR %8 KATE %9
45 CASES 108-78-1 ERA AT A AT
Reactive unspecified Anilines (amino—meta) amines aromatic or phenols3
AS3Y _ _ 7140 mg/L 2680 mg/L] 17.8 mg/L
= > 3000mg/L ERAAEE (SREMEIMELNVISR) O Melamines| 3P, XF;fE FAFRE (logP R VMR 2 18 1
“ 391 mg/L 1 F & B AV
- Neutral Organic
3] 14300 mg/L|
&% NH2
BN RBEE S 5-1024
45
AW AT cd:: ) cd:: )
NH2 Reactive unspecified OAnilines (amino—meta) amines aromatic or phenols5
15100 mg/L. 6.23 mg/L] 50.2 mg/L
200mg/L ERATEE (SEMEIELITR) Melamines
NH2 144 mg/L]|
Ei Neutral Organic
nNFE 126.12 logP(KowWin) -0.382 2 E,é 6500 mg/L]
*xt7KiBEfE(me/L) logBCFmaxtox —2.85E-1 33 )
[FAlE] 1000000 %1 | UMO(eV) 556E-1~556E-1 X4
ODDI X5
Qc X6
46 CASES 110-97-4 AT R =/ =R
narcotic amines OAliphatic Amines secondary or tertiary amines
S A ) — =- 2670 mg/L]| 1990 mg/L] 2520 mg/L
/’r jjol:l NI—I sz 1466mg/L Neutral Organic
A 42100 mg/L
5
&3%:
BIRAREEES2-309
46| 7SUE
N OH
OH =R AT fERT fERT
Reactive unspecified OAliphatic Amines secondary or tertiary amines
_ 82400 mg/L 170 mg/L| 110 mg/L.
277.7mg/L ERTHE EFEEMMELNISR) Neutral Organic| XfERBE (REMERER DN E
EFI 18300 mg/L BEBEEV)
=N
NTE 133.19 logP(KowWin) -0.878 %2 =
78
17K B fE(mg/L) logBCFmaxtox —6.55E-1 %3
[F1fE] 1000000 %1 | UMO(eV) X4
ODDI X5
Qc X6

23/45 R—Y
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" fme 3] EitiE
= ERIFEMHE TIMES %7 ECOSAR *& KATE %9
47 CASEE 85-44-9 R AR fEARA fEARA
Reactive unspecified Neutral Organics esters aromatic
ﬂ7}<7’5¢)bﬁ§ _ _36.4 mg/L 106 mg/L]| 18.5 mg/L|
m > 99mg/L ERTRE EREEIELIFR) XNIBEEREEN XEERATEE B o B EEREEN)
£
&3 )
B RIB2EELE \
47| BN ERATRES o
5:3-1344
% AW AT ERAT cd:: )
€ Reactive unspecified Neutral Organics esters aromatic
_ _ 527 mg/L 60.3 mg/L 43.4 mg/L
T1mg/L ERTHE (SEEIELIFR) XN B EE RSN
&
NTE 148.12 logP(KowWin) 2.069 %2 225
782
KA R (me/L) logBCFmaxtox  1.54E+0 %3
[ R11E] 3326 X1 LUMO(eV) -1.46E+0~-1.46E+0 X4
ODDI X5
Qc X6
48 CASES 110-85-0 AW fERT ) )
narcotic amines OAliphatic Amines secondary or tertiary amines
C SIS 1530 mg/L 1140 mg/L 1440 mg/L|
EANTVY > 100mg/L Neutral Organic
. 23100 mg/L
5
% N
[BIEEF-(XIH2EEELE
48 FA48ERATEEES:
5-953
TIVHE A e A A
Reactive unspecified OAliphatic Amines secondary or tertiary amines
49700 mg/L 98.3 mg/L 69.4 mg/L
106mg/L ERATEE (SREEHIMELNVITR) Neutral Organic
N & 10100 mg/L]
NTE 86.14 logP(KowWin) -0.799 %2 E%
78
7K AR (me/L) logBCFmaxtox —5.96E-1 %3
[Fil1E] 1000000 %1 | UMO(eV) X4
ODDI X5
Qc X6

24/45 R—

82




" fme 3 EitiE
= ERSMHE TIMES %7 ECOSAR %8 KATE %9
49 CASES 111-40-0 ERA A A AT
narcotic amines OAliphatic Amines primary amines aliphatic
oS N =- — —7= — 13900 mg/L 10300 mg/L 8160 mg/L|
/Iail.él:/;t J:‘T\:JQ(EIJ% N—(2—=73/IFI) 322mg/L Neutral Organic| 3P, XF:{EFTEE (logP R VB 218G
1,2 DUTIY) “ 436000 mg/L| ¥ A EE B A1)
15
&3
[BfEEE(XIR2EELE
49 SINERLATEEES: NH2
2-159 TN
TIVE S—~ k] ERFT L] ERFT
NH2 Reactive unspecified OAliphatic Amines primary amines aliphatic
1000000 mg/L 758 mg/L 1680 mg/L
16mg/L ERATEE (SEMEIELITR) Neutral Organic| P, XF;{E FAFEE (logP R U B 1EE
EFI 169000 mg/] i FR G B )
NTE 103.17 logP(KowWin) -2.132 %2 f%
782
KA R (me/L) logBCFmaxtox —1.59E+0 %3
[FAlE] 1000000 %1 | UMO(eV) X4
ODDI X5
Qc X6
50 CASES 106-22-9 =R AR AR
basesurface narcotics Neutral Organics alcohols aliphatic
—35 —A—T) —1 —H— 6.85 mg/L 5.15 mg/L 13.2 mg/L]|
8, T=UAFNAIZ—6—Ty—1—F—)b i ~ X PR (BRI OB e
& EEEH LT 2L EZET)
s O Neutral Organics
b 7.45 mg/L
&3%:
50
OH
AW RS i) i)
H‘\‘"“( basesurface narcotics Neutral Organics alcohols aliphatic
4.37 mg/L 3.38 mg/L] 9.92 mg/L
17.48mg/L XD;ff A 8E GE FA#EER V) XEERBE (REMERZHOHNLE
BEED)
Bi O Neutral Organics
NFE 156.27 logP(KowWin) 3.555 %2 = 3.57 mg/L.
78
7K AR (me/L) logBCFmaxtox  2.65E+0 3
[ Alfi] 1055 %1 | UMO(eV)  1.07E+0~1.39E+0 K4
ODDI X5
Qc X6

25/45 R—
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" e 3] EitiE
= ERIFEMHE TIMES X7 ECOSAR *& KATE %9
51 CASES 124-63-0 ERA AT A AT
Reactive unspecified OAcid Halides halides1
> = IS 85.7 mg/L 16.1 mg/L 2.57 mg/L|
AR ILRZ)LoAaN)k 11me/L ERAREE (EEEAENTSR) Neutral Organic| 3XF:{ FI T AE (85> 48t 8 FH 8B 51 )
£ 423 mg/L|
&3 0O
S S — Cl AW AT cd:: ) ERAT
/ Reactive unspecified OAcid Halides halides1
_ 180 mg/L. 201 mg/L 1.51 mg/L
34mg/L ERTEE SEEMEIELVISR) Neutral Organic| P, %F; ﬁﬁﬁ;rﬁb(logp& EEE
O & 225 me/L] FIEES)
NTE 114.55 logP(KowWin) 1.273 %2 E%
782
$tKAAE(mg/L) logBCFmaxtox 9.5E-1 X3
[ R11E] 8591 X1 LUMO(eV) -2.36E+0~-2.36E+0 4
ODDI X5
Qc X6
59 CASEE 111-77-3 R L] A R
basesurface narcotics Neutral Organics alcohols aliphatic
— — : N — 62400 mg/L, 71000 mg/L 111000 mg/L
2= (@2—AFIIhFY) TR/ > 960mg/L XP, XFf5 FI TR B (logPii F E3 B 5} ik
£ i ’EFﬁ’éﬁ’D“Bﬁffﬁm’éat
= Neutral Organics
4] 52100 mg/L
P FA T RE (logP5E FA &5 BH 41)
&5 /
52 /
0 R wERFE R wERFE
basesurface narcotics Neutral Organics alcohols aliphatic
127000 mg/L 30100 mg/L 930 mg/L
> 930mg/L XD AT e G FREGBE V) XP, XF; ﬁFﬁTﬁE(IogP&ﬂg rsgﬁﬂﬁa_
Ei Neutral Orgam?s
= ; — X 0 L
nFE 120.15 logP(KowWin) 1.181 ?.<2 i e (|ogP&uﬁrs \%m
17K B fE(mg/L) logBCFmaxtox -8.81E-1 %3 LS
[Fil1E] 1000000 %1 LUMO(eV) 2 97E+0~2.77E+0 X4
ODDI X5
Qc X6

26/45 R—
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" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR %8 KATE %9
53 CASEE 102-76-1 L] L] A A
esters QOEsters esters aliphatic
» Ny - 486 mg/L| 264 mg/L 487 mg/L
7 Ut )r=r7ET—h 165.3mg/L me Neutral Orgagnic me
& 5290 mg/L
&3 :\
53 \ ::
V4 ¥( A AT A A
5 Reactive unspecified OEsters esters aliphatic
5120 mg/L| 653 mg/L 653 mg/L
/g 380mg/L ERTHE (SEEIELIFR) Neutral Organic
c) 2580 mg/L]|
5
NTE 218.21 logP(KowWin) 0.363 %2 2%
782
$tKAAE(mg/L) logBCFmaxtox  2.71E-1 %3
[FH1fE] 21520 %1 | UMO(eV)  4.68E-1~1.09E+0 X4
ODDI X5
Qc X6
54 CASES 140-01-2 AW RS i) RS
Reactive unspecified OAliphatic Amines—acid secondary or tertiary amines
RUBFRN)HL=2 2", 2", 2" {[(jj)l/-kj(—_ - 9.04e+7 mg/L| 2.60e+7 mg/.L b e 4570000\mg/L
Zl\iq_)l/) 42J] I:7\(I=)’-l/ I") )5S 7+ N 1115mg/L EATH (1n§ET§E7§‘1&L‘77Z) Ne51.11tr5e;I+C§r§agn/|E XP, XFFEHRTH (|ogP&U‘”‘B *ijf)
5
CEcE )
7\/ E frn
54 EBENZYEIINaIEIZH
BEICREBLFA )L
S EE SRR s AT
L \// Reactive unspecified OAliphatic Amines—acid| secondary or tertiary amines
S 7.40e+8 mg/L 1390000 mg/L 1120 mg/L
245mg/L ERATEE (SHEMEIMELNISR) Neutral Organic| 3P, 3F;f FATAE (logP R U R 18 1E
EFI 1.54e+8 mg/L 1 FR &G AV
NTE 393.35 logP(KowWin) -4.906 2 E%
78
17K B fE(mg/L) logBCFmaxtox —3.66E+0 33
[ Alfi] 443300 %1 | UMO(eV)  1.48E-1~6.86E-1 X4
ODDI X5
Qc X6

27/45 R—2
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" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR %8 KATE %9
55 CASEEZ 78-96-6 A A A A
narcotic amines OAliphatic Amines primary amines aliphatic
— ) —0 ) — 2430 mg/L]| 1810 mg/L 1680 mg/L|
1=73/=2 jﬂ/\/ ug 2520mg/L Neutral Organic
£ 45600 mg/L
i NH2
T3U4E
55
) AR G o
Reactive unspecified OAliphatic Amines primary amines aliphatic
104000 mg/L]| 149 mg/L| 282 mg/L
108.82mg/L FERATEE(SEEIMELNISR) Neutral Organic
OH @ 19300 mg/L
NTE 75.11 logP(KowWin) ~1.195 %2 E%
782
xtK A AR (mg/L) logBCFmaxtox —8.91E-1 %3
[ RI1E] 1000000 1 | UMO(eV) x4
ODDI X5
Qc X6
56 CASES 999-97-3 R AT ERF R
Reactive unspecified Neutral Organics Unclassified
IS, S | . — _ _ 56.8 mg/L 31.0 mg/L _ _ 155 mg/L
NSNSz gy A% 1.1.8.8.3 smg/l|  EATREGEREAMELSS2) SNBERRRES|  EATRECREEAENSSR)
4
5
&3%:
BN REEES2-2044
56
S m—N /
o BT AT BERT AT
/ \ Reactive unspecified Neutral Organics Unclassified
_ 419 mg/L . 22.2 mg/L| _ _ 6.39 mg/L
80mg/L ERTHE EFEEMMELVISR) XN B S E RS FERATHE FFEHEMELNISR)
&
SFE 161.4 logP(KowWin) 2.617 %2 &
78
7K AR (me/L) logBCFmaxtox  1.95E+0 %3
[FAE] 3923 %1 | UMO(eV)  1.84E+0~1.86E+0 %4
ODDI X5
Qc X6

28/45 R— 86



" fme 3 St
= ERSMHE TIMES %7 ECOSAR *& KATE %9
57 CASE = AW R ERAT ERAT
Reactive unspecified Esters phosphates
")/\JE&I‘UI‘U)D 0.0933 mg/L| 0.143 mg/L| 0.0693 mg/L|
0.84mg/L ERATEE (SFEMIMELVITR) XP;fE AT RE (logPBE FREEERSY)|  KP, 2XF,(8 R RE(logPsE AR F 4} R
& Esters (phosphate) BAERZF DN HEEEZSD)
i 0.241 mg/L] Neutral Organics
] XP:ff FATSBE (logPiE FEERE 5L 0.0819 me/L
Neutral Organic XP;f# AT HE (logP@E FAEEEASY)
#5: 0.0380 mg/L
BiEEE =LA EELE O P FITRBE (ogP A HEEISY)
57| S:1086|H3EBLES:
276 /
\/i\ A AR AR AR
Reactive unspecified Esters phosphates
_ 0.0370 mg/L. 0.187 mg/L] 0.337 mg/L|
0.25mg/L EATEE (BREEAMELISR) P {E AT BE (logPE FREGERSY)| P, Xf{E FAT At logPi FR#EH 5} R
& Esters (phosphate) BERZHE OB EEEZED)
s P AR (o B FEBERIN )| e tme .
NZE . X P o >Ee (o Ie) L m
FE 368.37 logP(KowWin) 6.343 ?.(2 55 E ﬁeutral Oraans XP;ﬁFﬁZ:ﬁE(IogPiEﬁi%ﬁlﬂgﬂ)
7K B R (me/L) logBCFmaxtox  4.47E+0 %3 . 0.0320 mg/L
[F 18] 0.2073 %1 LUMO(eV) -3.12E-1~-7.61E-2 ¥4 P {5 A RE (logP3l FR BB SH)
ODDI X5
Qc X6
59 CASE = fEF ERTT RS
narcotic amines Aliphatic Amines secondary or tertiary amines
R)AHFILTIY 21.1 mg/L 0.000221 mg/L}| 0.000114 mg/L]|
L _ . P T8 (logP B FR £5ER 41) XP; {5 FAT 8 (logP 38 FA #5ER 41)
“ EfEMHD I T—2%L Neutral Organic
= 0.00000917 mg/L
4] XP;fE T8 (logP3E FAEEEA 51
&%
[H3EELES:165
so| 7308
» R e e e
\ Reactive unspecified Aliphatic Amines secondary or tertiary amines
_ _ 58.0 mg/L 0.0000697 mg/L] 9.37 mg/L
0.026mg/L {ERATRE (EREEAMELNVITR) XP;{# A HE (logP5E AR EEEASY) XP; {8 T HE (logP5E AR EEEASY)
Neutral Organic
i _ 0.0000113 me/L]
NFE 353.68 logP(KowWin) 10.352 %2 & P FATSBE (logPiE A EERE 5
78
7K AR (me/L) logBCFmaxtox 2.2E+0 %3
[FAlfE] 0.00008659 %1 | UMO(eV) X4
ODDI X5
Qc X6

29/45 R—
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" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR *& KATE %9
60 CASES SR AR fE R
Reactive unspecified OThiocarbamate,Di(free acid) barbitals or thiols other
I — 35 3 N7 — 454 mg/L| 2.95 mg/L 3550 mg/L
FRIDL=N, N=DAFVIOFF AN —F 2.6mg/L {ERATHE (SEMEIMELNVITR) Neutral Organic| P, XF:ﬁFﬁxﬁE(logP&Uﬁﬂﬁ*ﬁiﬁ
“ 1490 meg/L 1 F & B AV
&3 S.
[A3EALES 172
60 EBENZYEIINAIETH
BHEEIZHEL A \
N /\ Pk EARE PLE]
SH Reactive unspecified OThiocarbamate,Di(free acid),
924 mg/L 0.510 mg/L
0.67mg/L ERTEE SEEMEIELVISR) Neutral Organic )
= 750 mg/L QSARETILHEL
NTE 121.22 logP(KowWin) 0.691 %2 E%
782
$tKAAE(mg/L) logBCFmaxtox  5.16E-1 %3
[FH1fE] 259900 %1 LUMO(eV) -1.12E+0~-445E-1 ¥4
ODDI X5
Qc X6
6 -I CASES fERT fERT ) =T
basesurface narcotics Neutral Organics amines aromatic or phenols5
N N_:/“}q_)b'?:l)) 54.5 mg/L 70.0 mg/L 25.2 mg/L
, 53.7mg/L
il
5
&3%:
[B3EEELE S 187
61| 73oE \
N
=R AT i) RS
/ basesurface narcotics Neutral Organics amines aromatic or phenols5
57.0 mg/L 40.4 mg/L 451 mg/L
5mg/L XD;fE AT #E GE R E S XF{E AT Bk (B ) 48 & FA#E ER ) )
5
NFE 121.18 logP(KowWin) 2.171 X2 &
78
7K AR (me/L) logBCFmaxtox  1.62E+0 3
[FA1E] 1058 %1 | UMO(eV)  4.34E-1~6.14E-1 ¥4
ODDI X5
Qc X6

30/45 R—%
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. e 3] EitiE
= ERSMHE TIMES X7 ECOSAR *& KATE %9
62 CASES LLLl EATT L]
Reactive unspecified Esters
RIVAR) (Bl 3—TT/FIRUDL=3—(2, 2 e : o 0.0350 me/L
o N AN J o 0.007mg/L ERATEE (SEMEAMELITR) XP;{# A BE (logPE FAEE B 5})
—2yaaE= L) —2, 2—2AF )L onTanssh “ me ¢ “Vinyl/Allyl Halides QSARETILEL
JLAREIS—R) ol 0.000882 mg/L]|
L] XP:f FI T BE (logP3iE F BB 51)
O Pyrethroids
& ’\?.O(EOSISS mg/]
. = eutral Organi
[B3EEELEF S 40 0.00400 ig/t
62 . XPf PR AE (logP3 A HEER51)
AT cd:: )
Reactive unspecified Esters
_ 0.0712 mg/L. 0.0410 mg/L
) \ & AR B (S REHEASEL N5 R) P43 FI TR B (logP 58 A B EEA) ‘
EEtEdHHT—5%4L Vinyl/Allyl Halides QSARETILHEL
i 0.00103 mg/L]
NFE 391.3 logP(KowWin) 7.427 %2 e P FA A BE (logP 8 FAEEEE 41)
. 1] O Pyrethroids
KB (meg/L) logBCFmaxtox  4.28E+0 %3 0.000220 mg/L
3 _ {~ 1% Neutral Organic
[ R11E] 0.009747 %1 | UMO(eV) 1.54E-1~1.61E-1 >:<4 0.00400 mg/L
oDDI X5 XP;{ERTHE (logPE FAEEE SV)
Qc X6
6 3 CASEE fERT ERATE =T BERTHE
Reactive unspecified Olmidazoles carbamates
I, 4785 | = AR N ASHN— |, — _ 182 mg/L. 15.3 mg/L] 2.43 mg/L
jl}};;t%ﬁ,//\j;(_}%l]\? AFIL=ARUJAZH)—)L—2 0.41mg/L FRATEE (EEEIMELISR) Carbamate Esters| XF{f AT &E (B2 #8158 AR S1)
% 56.4 mg/L]
P Neutral Organic
] 396 mg/L]
&%
3B ELE S 247
63
EE SRR s AT
Reactive unspecified Olmidazoles carbamates
_ 264 mg/L 3.49 mg/L] 0.167 mg/L,
0.35mg/L {ERATRE (EREMEAMELNVISR) CarbamitSeGEste/rE XF{E A g (S i8 & FAsEEE )
6 mg
Bi Neutral Organic
NFE 191.19 logP(KowWin) 1.553 32 = 216 mg/L|
5H
7K AR (me/L) logBCFmaxtox  1.16E+0 3
[FA1E] 2441 %1 LUMO(eV) -5.38E-1~-1.21E-1 ¥4
ODDI X5
Qc X6
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" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR *& KATE %9
65 CASE= ERT ERT cd:: ) cd:: )
basesurface narcotics Neutral Organics Ohydrocabons aliphatic
S =~ 5.08 mg/L 1.21 mg/L 1.79 mg/L
£ /7D [4' 4. O] Thy 0.37mg/L Neutral Organics
4 1.92 mg/L
&3
|R3EE L& F:237
65
AW AT cd:: ) cd:: )
basesurface narcotics Neutral Organics Ohydrocabons aliphatic
1.85 mg/L 0.841 mg/L 0.843 mg/L]|
0.23mg/L XD;ff At (R A EE 4} ) Neutral Organics
1.20 mg/L]|
5
NFE 138.26 logP(KowWin) 4.196 X2 &=
KA R (me/L) logBCFmaxtox  3.13E+0 %3 )
ODDI X5
Qc X6
66 CASES fERT AT ) =T
Reactive unspecified Neutral Organics conjugated systems1
—F= LIS _ _ 844 mg/L 158 mg/L| 0.949 mg/L]|
2—E=peyry 6.5me/L AT (ERIEAMEL 5 R)
il
5
&3%:
[BiEEE G A2 ELE | N
o6 | S4scEsEELES 128 |
{ R BERFA R R
) Reactive unspecified Neutral Organics conjugated systems1
_ 112 mg/L 87.6 mg/L] 0.662 mg/L|
9.5mg/L FERTRE (BREMAMELVISR)
z
DFE 105.14 logP(KowWin) 1.707 %2 I’é
78
7K AR (me/L) logBCFmaxtox  1.27E+0 %3
[F:Al1E] 5460 %1 |LUMO(eV) -2.57E-1~-177E-1 X4
ODDI X5
Qc X6
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" fme 3 St
= ERSMHE TIMES %7 ECOSAR *& KATE %9
67 CASES R R fER EERA
basesurface narcotics Neutral Organics hydrocarbons aromatic
SED LA 2.24 mg/L 2.60 mg/L] 4.31 mg/L
vEZALEY 4.16me/L {58 PR BE (854 #8358 R B BE4Y)
il
%5
&3
BB BLES 62 //
67
AW AT cd:: ) ERAT
basesurface narcotics Neutral Organics hydrocarbons aromatic
1.60 mg/L 1.74 mg/L 1.65 mg/L
1.87mg/L XD;fE A &E GE R E B ) XFEATEE BB EE R E )
5
NFE 130.19 logP(KowWin) 3.797 %2 &=
KA R (me/L) logBCFmaxtox  2.83E+0 %3 i
[ R11E] 525 %1 | UMO(eV) -7.56E-2~4.21E-1 X4
ODDI X5
Qc X6
6 8 CASES fERT fERT ) =T
basesurface narcotics Neutral Organics Ohydrocabons aliphatic
N . 12.3 mg/L 9.26 mg/L 9.10 mg/L
/7D’\:¥"t’/ 5.8mg/L Neutral Organics
A 12.3 mg/L
5
&3%:
[H3ELELE S8
68
=R AT fERT fERT
basesurface narcotics Neutral Organics Ohydrocabons aliphatic
8.93 mg/L 5.74 mg/L 2.07 mg/L|
2.1mg/L XD;ff A gk GE FAEE ) Neutral Organics
461 mg/L
z
NTE 82.15 logP(KowWin) 2.961 %2 =
78
7K AR (me/L) logBCFmaxtox  2.21E+0 %3
[ Alfi] 135.9 %1 | UMO(eV)  1.35E+0~1.35E+0 K4
ODDI X5
Qc X6
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" e 3] EitiE
= ERIFEMHE TIMES X7 ECOSAR *& KATE %9
69 CASEE 110-60-1 L] L] A A
narcotic amines OAliphatic Amines primary amines aliphatic
= kS S, O3S 1220 mg/L 914 mg/L 930 mg/L
ThIAFL TRy 730mg/L Neutral Organic
& 16900 mg/L
-k NH2
FTIUHE
69
AT cd:: ) cd:: )
Reactive unspecified OAliphatic Amines primary amines aliphatic
/38000 mg/L. 80.1 mg/L] 138 mg/L]
_ . ERATEE(SEEIMELISR) Neutral Organic
NH2 = EEtEdHHT—5%4L 7510 mg/L
NTE 88.15 logP(KowWin) -0.636 %2 f%
5t K B AR (me/L) logBCFmaxtox —4.75E-1 33 i
[ RI1E] 1000000 1 | UMO(eV) x4
ODDI X5
Qc X6
70 CASEE 57-13-6 L] A fE AR fE AR
basesurface narcotics Neutral Organics Unclassified
ﬁ% 47200 mg/L 76900 mg/L| _ _ 7680 mg/L
SN 17500mg/L XN B S E R s FERATRE (FREMELMELNISR)
il
5
% 0
BHRAREEES2-1732
70
R wERFE wERFE wERFE
NH2 basesurface narcotics Neutral Organics Unclassified
119000 mg/L 31500 mg/L] _ 702 mg/L
> 10000mg/L XD;ff A 8E (GE FA#EER V) SN A& 8 AR #E B o) FERATEE (FREMEIMENNISR)
NH2 .
xn
NFE 60.06 logP(KowWin) -1.555 %2 &
78
7K AR (me/L) logBCFmaxtox —1.16E+0 %3
ODDI X5
Qc X6
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" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR *& KATE %9
71 CASEE 64-17-5 R L] A A
basesurface narcotics Neutral Organics Qalcohols aliphatic
I42/)—)L 5890 mg/L 3170 mg/L 5520 mg/L|
> 100mg/L Neutral Organics
4 2700 mg/L
&3
BEHRAREEES2-202
71 \
O I_ AW cd:: ) cd:: ) ERAT
basesurface narcotics Neutral Organics alcohols aliphatic
7260 mg/L 1480 mg/L 661 mg/L
5463.9mg/L XP;fE FAARE (logPiE FAERE SV)
Neutral Organics
5?., . " . 282 mg/L
SFE 46.07 logP(KowWin) -0.141 %2 &= P {1 FA TS BE (logP5E FR G S1)
xtK A AR (mg/L) logBCFmaxtox —1.05E-1 %3 i
[FAlE] 792100 X1 | UMO(eV) 357E+0~357E+0 X4
ODDI X5
Qc X6
72 CASE= 111-46-6 R £ o) SERFA
basesurface narcotics Neutral Organics alcohols aliphatic
N S, A g— 101000 mg/L]| 115000 mg/L 174000 mg/L
/Ia"l//a J:| L 75200mg/L XP,EFﬁ’FﬁE(IogPi@Fﬁ%’EIﬂ%)
# Neutral Organics
= 80900 mg/L|
£ XP;{E A fE (logP3E FH E5EH %)
&3%:
BRATREEES2-415
72 OH
xo
3 EE SR s AT
OH basesurface narcotics Neutral Organics alcohols aliphatic
218000 mg/L 47300 mg/L 10800 mg/L
> 10000mg/L XD;fE AT E GE R E ) XP, XFfE A RE(logP i FAEE B 4} ik
= BERZEF MO BEEET)
+n, Neutrallls(s)(r)ganiﬁi
NFE . logP(KowWi -1.474 3¢ o . . me
nFE 106.12 ogP(KowWin) 1.474 ?(2 3 P T B (logP 3B B EGEEA1)
7K AR (me/L) logBCFmaxtox  —1.1E+0 %3
[ RfE] 1000000 X1 |UMO(eV)  2.39E+0~2.74E+0 34
ODDI X5
Qc X6
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" fme 3] EitiE
= ERIFEMHE TIMES %7 ECOSAR *& KATE %9
73 CASEE 121-91-5 ERTE R R
Reactive unspecified Neutral Organics—acid acids
\ _ 848 mg/L 2260 mg/L]| 393 mg/L
1V ) B T (ERERAYEL S5 R) SN A R B
“ BB HET— 5L
&3
BN REEES:3-1332 b
(0]
78 0= /
AW AT ERAT cd:: )
OH Reactive unspecified Neutral Organics—acid acids
_ 127 mg/L 1260 mg/L] 87.8 mg/L
> 952mg/L ERTHE (SEEIELYIFR) SN A& i R #E B o)
5
NFE 166.13 logP(KowWin) 1.756 %2 &=
KA (me/L) logBCFmaxtox  1.31E+0 %3 =
[ R11E] 2451 %1 LUMO(eV) -1.11E+0~-1.07E+0 X4
ODDI X5
Qc X6
74 CASES 96-31-1 R 4z AT
basesurface narcotics OSubstituted Ureas Unclassified
—35 11700 mg/L 3620 mg/L]| 2260 mg/L
1, 3—UAFILIRE ) ) Neutral Organic ERATEE SEMEIMELISR)
& EEtEdHHT—5%4L 16400 mg/L
5
&3%:
EHRATREEES2-1734 0 /
74 \\ N
r =R RS i) RS
N basesurface narcotics OSubstituted Ureas Unclassified
22900 mg/L 3360 mg/L] _ . 289 mg/L
/ > 500mg/L XD;ff A gk GE A EE4Y) Neutral Organic {EFATEE EREHEIMENNISR)
7320 mg/L
5
DFE 88.11 logP(KowWin) -0.623 X2 E’é
78
7K AR (me/L) logBCFmaxtox —4.65E-1 %3
ODDI X5
Qc X6

36/45 R—

94



" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR *& KATE %9
75 CAS%S 112-35-6 SR R A SRR
basesurface narcotics Neutral Organics alcohols aliphatic
I S, q— —F 130000 mg/L| 171000 mg/L 260000 mg/L|
MITFLLTIA—LB/AFILI—TI > 10000mg/L. P, XF.{5 F A RE(logP3E FR S5 6 41 R
& BAERZF DN HEEEZSD)
= Neutral Organics
b4 121000 mg/L
XP;f# AT HE (logPE FAEEEASY)
#5: ;
BRATREEEF2-442 o
79 ya
/ AT AT R AT
a basesurface narcotics Neutral Organics alcohols aliphatic
296000 mg/L 70600 mg/L 16200 mg/L
/ > 500me/L XD FITR B (ERRE 7 SXP, KFAERTRE (0gP R UM
T & FRER B })
Si Neutral Organi?Is_
nre i - R 7340 mg
ATE 164.2 logP(KowWin) 1436 ?'<2 8 XP, XF{EFATREE (logP R U A EE
7K AR (me/L) logBCFmaxtox —1.09E+0 %3 & B & FE )
[FH1fE] 1000000 %1 | UMO(eV) 2 04E+0~2.68E+0 X4
ODDI X5
Qc X6
76 CASES 112-34-5 g AT EAT wEAT
basesurface narcotics Neutral Organics Qalcohols aliphatic
— — N N — 5240 mg/L]| 4560 mg/L]| 8300 mg/L
2= (2-Th¥IbFI)TR/—I 1300mg/L Neutral Organics
£ 4130 mg/L|
5
&%
76 /
/ EE AT AT AT
o basesurface narcotics Neutral Organics alcohols aliphatic
7050 mg/L 2210 mg/L 1230 mg/L]|
/ 2850mg/L XD;fE AT #E GE R E ) P, XF{5 F RN RE(logP5E PR E5 5 41 FR
BERZH DN EEEZSD)
Bi Neutral Organi;s
nNrz= f 7R 516 mg/L
nFE 162.23 logP(KowWin) 0.292 ?.(2 ¥5 P IR BE (logP B BB S
7K AR (me/L) logBCFmaxtox  2.18E-1 %3
[ RfE] 71920 %1 | UMO(eV)  2.23E+0~2.73E+0 4
ODDI X5
Qc X6
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" e 3] EitiE
= ERIFEMHE TIMES X7 ECOSAR *& KATE %9
77 CASEE 107-98-2 R R A A
basesurface narcotics Neutral Organics alcohols allphatlc
— S,—o__FR N o 15800 mg/L 12700 mg/L 400 mg/L]|
1—AbFY—2-EFRFL TR 20800mg/L e %(EXEM’EEJ%?#’);MM%
£
= O Neutral Org
3] 0300 amr;"/;i
#5: /
77 o
AW AT cd:: ) ERAT
basesurface narcotics Neutral Organics alcohols aliphatic
24400 mg/L, 5740 mg/L 2150 mg/L
23300mg/L XD;fE A &E GE R E B ) XP, XFEATEE (logP RUH "*ﬁa_
OH & FRER B })
Ei Neutral Orgam?s
nze ; _ X 933 mg/L|
nF=E 90.12 logP(KowWin) 0.489 ?.(2 5 P, SXF-{E FITR8E (logP R UV 2D 5 \*ﬁla
xtK A AR (mg/L) logBCFmaxtox —3.65E-1 %3 & PR &R E 4Y)
[ R11E] 1000000 %1 | UMO(eV) 2.76E+0~3.17E+0 X4
ODDI X5
Qc X6
78 CASEE 112-92-5 R R ERFA R
basesurface narcotics Neutral Organics alcohols aliphatic
=hN ] —F— 0.797 mg/L 0.00163 mg/L| 0.00643 mg/L
AI3ThY—1=F = > 04mg/L XPAERTHR (oPBAREN)|  XPEATH (logP BRI
& Neutral Organics
= 0.00428 mg/L
3] XP;{E A fE (logP3E FH g5 EH %)
&%
HiEL&S:3967
78
R AT AT AT
= basesurface narcotlcs Neutral Organics alcohols aliphatic
3 mg/L 0.00157 mg/L| 0.0384 mg/L
_ X XD;fE AT RE (Eﬁﬁgﬁ@%) XP;{# T HE (logP5E AR EEEASY) XP; {8 T HE (logP5E FAEEEHSY)
EEEHD T 4L Neutral Organics
H 0.0114 mg/L
=n 5 g E &
SFE 2705 logP(KowWin) 7.716 %2 = XP;fE AT HE (logPE G 51)
78
7K AR (me/L) logBCFmaxtox  4.11E+0 %3
[Fil1E] 0.0151 %1 LUMO(eV) 3.37E+0~3.52E+0 X4
ODDI X5
Qc X6
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" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR *& KATE %9
7 9 CASES 107-88-0 fE R fE A fE A
basesurface narcotics Neutral Organics Qalcohols aliphatic
1 3_7“I5¢~/¢/“7J—_)|/ 13000 mg/L 8450 mg/L 14500 mg/L|
! _ N Neutral Organics
& EREEHHT —5LL 7050 mg/L|
"5 OH
79
AT R AT
basesurface narcotics Neutral Organics alcohols aliphatic
17800 mg/L 3880 mg/L]| 1610 mg/L
_ . XD;fE A &E GE R E B ) XP;{# AT HE (logP@E FAEEEASY)
OH EfEMHD I T—2%L Neutral Organics
Si . . 692 mg/L
SFE 90.12 logP(KowWin) -0.291 %2 &= P {1 FA TS BE (logP5E FREGE A1)
xtK A AR (mg/L) logBCFmaxtox —2.17E-1 %3 i
[ R11E] 220400 %1 | UMO(eV) 3.19E+0~3.34E+0 X4
ODDI X5
Qc X6
80 CAS#ES 71-23-8 wAa wAa AT AT
basesurface narcotics Neutral Organics Qalcohols aliphatic
— ) — 3100 mg/L]| 1500 mg/L] 2740 mg/L
1 jD/\/ w 4555mg/L Neutral Organics
A 1370 mg/L
5
&3%:
80
=R fERT fERT RS
basesurface narcotics Neutral Organics alcohols aliphatic
3310 mg/L| 730 mg/L 420 mg/L|
3025me/L P FA AN BE (logP3E FAEEEH 4Y)
OH Neutral Organics
Bi . . 175 mg/L|
NFE 60.1 logP(KowWin) 0.35 X2 zé P {3 FAASBE (logP3& FAEEA 51)
57K AR (me/L) logBCFmaxtox  2.61E—1 %3 B
[ RfE] 271500 1 | UMO(eV)  3.6E+0~3.63E+0 4
ODDI X5
Qc X6
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" e 3] EitiE
= ERIFEMHE TIMES X7 ECOSAR *& KATE %9
82 CASE= 2425-77-6 &R SRR ERR
basesurface narcotics Neutral Organics alcohols aliphatic
— > =h A — 0.255 mg/L 0.0130 mg/L] 0.0458 mg/L
2ANFYNT AT ] * SXCP 5 B B (logP T B E A1) SXCP B P B (logPTR R B E A1)
& E5EMEHD T 2L Neutral Organics
ol 0.0292 mg/L
4] P FA TR (logP5E FA 85 BH 41)
&3
82
AT AT AT AT
basesurface narcotics Neutral Organics alcohols aliphatic
o 0.0563 mg/L 0.0110 mg/L| 0.162 mg/L|
> 0.035mg/L XD;fE A &E GE R E B S) P {E F A~ HE (logP3E FA E5 B %) XP;{# AT HE (logPE FAEEEASY)
Neutral Organics
5,3., . . 0.0504 mg/L
SFE 242.45 logP(KowWin) 6.661 2 &= P {1 FA TS BE (logP5E FREEEE S1)
782
KA R (me/L) logBCFmaxtox  4.51E+0 %3
[ R11E] 0.1727 X1 LUMOC(eV) 3.31E+0~3.46E+0 X4
ODDI X5
Qc X6
83 CASES 126-30-7 AW fERT ) )
basesurface narcotics Neutral Organics Qalcohols aliphatic
—35 — — oy )OS — 6230 mg/L]| 3820 mg/L] 6860 mg/L
2, 2=24F)L—1,3 TR = 1000mg/L Neutral Organics
4 3400 mg/L
5
&%
83
EE SR s AT
OH basesurface narcotics Neutral Organics alcohols aliphatic
7560 mg/L 1830 mg/L 957 mg/L
> 1000mg/L XD fE AT e G FREGBE V) P {3 AN E (logP3E FASEEA 51)
OH Neutral Organics
Ei . . 402 mg/L|
NFE 104.15 logP(KowWin) 0.163 %2 & P {5 FATBE (logP i G 5Y)
78
7K AR (me/L) logBCFmaxtox  1.21E-1 %3
[ AIfE] 82530 X1 | UMO(eV)  3.11E+0~3.39E+0 X4
ODDI X5
Qc X6
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" fme 3 St
= ERSMHE TIMES %7 ECOSAR *& KATE %9
84 CASES 110-27-0 ERA A ERFHE AT
esters Esters esters aliphatic
\ o, = S _ 0.209 mg/L 0.0340 mg/L] 0.0160 mg/L
1VTREN=THSTH/T—h > 1000mg/L KPR (osPBRRE)|  KPAEFITEE (ogPiBFIRESD
& Neutral Organic
o 0.00500 mg/L|
e P FATREE (logP5E R EEE 51)
&3
84
AT AR AR AR
Reactive unspecified Esters esters aliphatic
=i _ 0.0501 mg/L. 0.0410 mg/L| 0.0164 mg/L
Py > 0.05mg/L FERTHE (SEEIELIFR) XP;fEFATEE (logP@E FAZEEASY)| %P, XF;E AT AE (logP R U SR "*ﬁL
Neutral Organic 1 FR # B A1)
i 0.00500 me/L
NFE 270.46 logP(KowWin) 7.175 %2 &= P {5 A BE (logP5E FAHI B 51)
KA (me/L) logBCFmaxtox  4.4E+0 %3 =
[FAlfE] 0.01354 %1 | UMO(eV)  1.22E+0~1.20E+0 4
ODDI X5
Qc X6
85 CASES 106-14-9 AT AR AR
Reactive unspe0|ﬂed Neutral Organics—acid alcohols aliphatic
—FKR N =71 mg/L 0.272 mg/L] 0.0936 mg/L
12-ERRFSRTTIVE ) ~ WA (R AE L 9% KPR (s X0, XFAATH (o AU TS
& BRI HHT 5L S s E 1)
o Neutral Organics
£ 0.0592 me/L
XP, XFEATEE (ogPR U2 1E1E
B35 i FHEaEE V)
85
R e e e
Reactive unspecified Neutral Organics—acid alcohols aliphatic
_ 0.0395 mg/L 0.232 mg/L| 0.291 mg/L
> 100mg/L ERTHE EFEEMMELVISR) XP. A RE (logPE FAZEE 5Y)| XP, XF; ﬁﬁﬁTﬁE(logP&é I%%Nﬁ;_
Ei Neutral Organics
= . g 0.0918 mg/L
DPFE 300.49 logP(KowWin) 6.406 ?.(2 55 S S (IogP&U-*B \?ﬁgm
7K AR (me/L) logBCFmaxtox  4.49E+0 3 & PR B A4
ODDI X5
Qc X6

41/45 R—

99




S | E"i E
" fesmeE g S BiE | |
ERSMHE TIMES 7 ECOSAR %8 KATE 9
86 CASES 110-05-4 ERA AT A AT
Reactive unspecified Neutral Organic Unclassified
Ry — 2 SR 12.8 mg/L 6.01 mg/L 3.35 mg/L
U—tert—IFILANNAFIR >teome/l| AR GEEEAENSTR) R (B AIEN S 5R)
il
%5
&3
86
N
o A AR R AR
Reactive unspecified OPeroxy Acids Unclassified
_ 7.02 mg/L 1.07 mg/L _ . 1.87 mg/L
> 73.1mg/L ERATEE (SEMHEIELITR) Neutral Organic ERATEESEMEIMELISR)
3.90 mg/L
5
NFE 146.23 logP(KowWin) 3.448 %2 &=
782
KA R (me/L) logBCFmaxtox  2.57E+0 %3
[ R11E] 89.51 %1 | UMO(eV) 2.24E+0~2.25E+0 X4
ODDI X5
Qc X6
87 CASEE 78-10-4 R AT A R
Reactive unspecified OAlkoxy Silanes Unclassified
=S S, 5 5900 mg/L| 33.0 mg/L 1710 mg/L
ThIITRFI IS > 245mg/L ERATEE ((SREHEHIELVITR) Neutral Organic EFRTEE (FREMEAMELVISR)
. 9930 mg/L}
5
&3%:
87 3)
—_l_.
] TS~— R AT /R AT
g Reactive unspecified OAlkoxy Silanes Unclassified
_ 10700 mg/L 19.7 mg/L _ _ 278 mg/L
( > 75mg/L FERTRE (BREMAMELVISR) Neutral Organic FERATEE (FREMEIMENNISR)
4700 mg/L|
&
NFE 208.33 logP(KowWin) 0.036 2 &
78
7K AR (me/L) logBCFmaxtox 2.7E-2 %3
[Fil1E] 36910 X1 |LUMO(eV) 7.73E-1~1.18E+0 *4
ODDI X5
Qc X6
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S | E"i E
" fesmeE g S BiE | |
ERSMHE TIMES 7 ECOSAR *8 KATE 9
88 CAS%ES 127-19-5 SR R A SRR
basesurface narcotics OAmides amides or imides
—35 NN 6530 mg/L]| 1560 mg/L 1760 mg/L
N, N=UAFILT7EFT7EF > 1500mg/L Neutral Organic P AT R (logP 3 FA #EER 41)
& 12200 mg/L
&3 o)
[BfEEE(XIR2EELE
88 5:1039 \
N AT AT R AT
basesurface narcotics OAmides amides or imides
13800 mg/L 5390 mg/L 1770 mg/L
> 1000mg/L XD;ff A e (R A EE4Y) Neutral Organic P {E F A fE (logP3E FH E5 B %)
5510 mg/L
5
NTE 87.12 logP(KowWin) -0.485 %2 225
782
xtK A AR (mg/L) logBCFmaxtox —3.62E-1 %3
[FAIfE] 574700 %1 LUMO(eV) 7.64E-1~1.44E+0 X4
ODDI X5
Qc X6
89 CASES 527-07-1 R R e e
Reactive unspecified Neutral Organics—acid conjugated systems1
I S — 148000 mg/L]| 4780000 mg/L 143 mg/L|
FHRIDL=D=TNaF—+ >10mgl|  GERTEEGEERAELNSTR) SN S R B A SXPE FATRBE (ogP R ABEISN)
4
5
&3%:
EE R ENaIE A »
89 BICRELFA o OH
J o R e e e
oH Reactive unspecified Neutral Organics—acid conjugated systems1
o _ 515000 mg/L| 1900000 mg/L} 1980 mg/L
> 1000mg/L {ERATRE (EREEAMELNVITR) XN B S E AR XP;f# T HE (logP5E AR EEEASY)
&
DFE 196.16 logP(KowWin) -1.866 %2 z’é
78
7K AR (me/L) logBCFmaxtox —1.39E+0 %3
[FAlfE] 1000000 %1 | UMO(eV) 1.07E-1~105E+0 ¥4
ODDI X5
Qc X6
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" e 3] EitiE
= ERIFEMHE TIMES X7 ECOSAR *& KATE %9
90 CASES 112-60-7 ERA A A AT
basesurface narcotics Neutral Organics alcohols aliphatic
- S S, - —33 K 417000 mg/L]| 654000 mg/L 937000 mg/L
%129/_[71-&/':1(17/ 2, 1=2ANFFL)] > 10000mg/L P i FA TR BE (logP8 PR B BE51)
v J @ Neutral Organics
= 426000 mg/L|
4] P FA T RE (logP5E FA #5 BH 41)
&3
90 :-ﬁxz
H:
T N—o R ERFE R ERFE
- basesurface narcotics Neutral Organics alcohols aliphatic
1140000 mg/L]| 256000 mg/L 44100 mg/L]
7746mg/L XD;fE A HE GE R EEE 5} XP, X {5 A A RE(logPiiE PR #E B 4} %
= BERZF DA ABEESD)
% 500 e
Nz H _ 3 mg
nF¥E 194.23 logP(KowWin) 2023 ?.(2 55 P FATRBE (logP B R RGBS
KA R (me/L) logBCFmaxtox —1.51E+0 %3
[ R11E] 1000000 %1 | UMO(eV) 1.89E+0~253E+0 4
ODDI X5
Qc X6
92 CASE= 27344-41-8 R ERAFA AT AT
Reactive unspecified Neutral Organics—acid acids
SHRIHL=2, 2 —(ETI=L—4, 4 =AY e 03 T/ UL X"/ L
2 A L s s . 74.8mg/L A (SRR AMEN S5 R) KNASEERRESN| %P, XF AT (ogP R %r%’%ﬁ
5
&% o
BENZYEIINaETH ;%
oo | BOEIZRELT R f
3 BT AT BERT AT
s | Reactive unspemﬂed Neutral Organics—acid acids
o 3 mg/L 11.4 mg/L] 4 mg/L|
20.9mg/L {EATH (1.:.?5'[“_{#\1&“777\) XN B EEAEESN XP, XFﬁﬁﬁTﬁE(logP&U MN%J_
m 3 FH # B
NFE 518.6 logP(KowWin) 4714 %2 z%
57K AR (me/L) logBCFmaxtox  3.51E+0 %3 B
[Fil1E] 0.05124 %1 LUMO(eV) -1.17E+0~-7.28E-1 ¥4
ODDI X5
Qc X6
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" fme 3] EitiE
= ERSMHE TIMES %7 ECOSAR %8 KATE %9
93 CASEE 504-29-0 L] AR A A
Reactive unspecified OAnilines (Unhindered) amines aromatic or phenols3
— 7= JFI1]0 875 mg/L| 142 mg/L| 9.13 mg/L
2=T7I/BUDY 11mg/L FATEE (EEMEMNMELNVISR) Neutral Organic
£ 1620 mg/L
&3
[BfEEE(XIR2EELE
93| BABEHRLATEEES: NH2
5-724
TIVH R ERFH R R
Reactive unspecified OAnilines (Unhindered) amines aromatic or phenols5
1480 mg/L 0.695 mg/L 16.1 mg/L|
35mg/L ERTEE SEEMEIMELNVISR) Neutral Organic
| 802 mg/L
NTE 94.12 logP(KowWin) 0.53 %2 E%
>4
xtK A AR (mg/L) logBCFmaxtox  3.95E-1 %3
[ R11E] 47270 %1 |UMO(eV)  3.22E-1~3.22E-1 X4
ODDI X5
Qc X6

FRMEDER

QSARVZABHEZEDIGE L. FTRDIEEFETEHICESTARR

(OHF ) ZALBDCENEELLY,

- KP,XF XD XNERREOAE NI ZADFAIFER
X (FEREENEVNISAD T HIFERKATEOH)

‘FYREENF=IZADF RIFER

Neutral Organics7 5 A LIS D FRAIEER
*FREN LY /NENISADFBIFER

F. FARBRROEEENMEVUT OISR EIERAFAELT:

*TIMES : Reactive Unspecified
*KATE : Unclassified

31 Wskowwin v1.42[Z&kYEH

%2 KowWin v1.68IZ &Y EH

¥3~7 TIMES v2.27.15 [CKYEH. BFETRARA2k: Pimephales Promelas 96h LC50. FE3%$8T > K7KA > k: Daphnia Magna 48h EC50.
EFLFHERIVTFT—DERIFITHY . MOPAC (AM1 PRECISE ) IZ&YHEAT,
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 v1.11[C kY B H. AEETURRA b Fish 96h LC50. FGREET U R7RA 2 b Daphnid 48h LC50. logP I&KowWin3% 2% {f .
FRTDOYIFAIZE LV Thaseline toxicity& L TNeutral organic 7 A IZHEASIN-FERLFT RSN S,

%9 KATE on PAS IC&YEH. BFETURKRA Uk Fish 96h LC50. A% 2ET 2 R7R4 > b: Daphnid 48h EC50.logPIdKowWin32% & .

XP: FHIMEDlogPh ., FAMEMNNEINDIISANDSEYPEDlogPEAIDANTEY., RIFKXD ARSI TH D, <EATTT>

3%D: Out of Domain (TIMES) <{ER A7 >

N: Not Related to an Existing ECOSAR Class Definition (ECOSAR) < f# FiF 7l > )

XF: TAMEOBABEISDOVT., FRAMEN S EINSHIF AR UNeutralOrganics V5 R (REMERA THEREHRATELISR) DS
MEDBAEEESITEFTNGELED, BRXOBRALEENTHH, (KATE)<FEARE > o

i FRMEDIMEECDOVT, FAMEN R ESNLISAOSEYBICEFENLVEIBEETF DA, B IEIE
NeutralOrganics 72 R (BT IEMEFA DA THEENGAEIND) DEEYEDHAMEEREICEFNL-OH., FHIHER

DERICBEVTIERBAEECONT BETIVLENHD, KATE<ERABE>
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