FTHITERTERY - AENEFREE¥SREEY

WEEZ eSS rhEREs. w83 TEETERE

FRSE 3B aEas. B 219 BPRREFRsm
HERHsCTHEFE TS

SM3E11A1208 ] HWH1-48%
QSARFAIFER
B
No. MERE CAS RN R—
[2—EFOFY—N, N=ER(2—EFOFVIFL) —N-—AFAIS [FLBEUH
1 Y —1—=T72Z) LERMAEREL (C=10~20, EHE) TR EaFIA5 35-0 . 32208041 ¥ 1
Fig(C=16~18, EfEE) LD IR TILIE RIGER] DG :
HBEME
s N N—=IRUAFRLIFLY—N=7LF)L(C8~18, BIHAEL) T3 |31017-83-1, 68155-33-9, 71786-60-|  ,,
(MEHDFEHN1,000KEDELDIZERED, ) 2.61791-14-8, 26635-92-7. 61790-
82-7. 31727-16-9
3 FrYH L=2—FFyTa/\/7—F 113-24-6 45
4 4—R)JLAR)—)L 589-18-4 46
5 R (FXAFLY) 30525-89-4 47
6 FRIDL=[(FTFIILAXTI)AILRZILI AR R LR F—k 1847-58-1 48
7 N—IFILT7=> 103-69-5 49
8 T—AFIVADRA —1—F—)L 27458-94-2 50
9 a7, 7IILTER 107-20-0 51
10 1,2, 4—F)7YJ—IL MITI 5-5776(288-88-0) 52
11 EII:]%FEI—ILTOUILTV’W (A& :N—(ERBFAFIL)TIVIILT 924-42-5 53
12 a—eFO—w—(RT7A4ILAFI)R) (FFITFLY) 9004-99-3 54
13 a—eFO—w—(FLAAMILAFI)R)(AFFITFLY) 9004-96-0 55
14 3, 3 —FATTOE AU EE 111-17-1 56
15 2—AVITFIL—4—F*2FILAXTHY—4—F—)L MITI5-7058(63500-71-0) 57
16 1—Jro—2—JO/sx/—)L 5131-66-8 58
17 p—=kATz/—I)LF )DL 824-78-2 59
FThSFXR{[(2E) =3, 7—CAFILAHDR—2, 6 =T —1—A)L]
AXUIVTUFEFERD (T0%LLLE)ETSH,. TRSIREXI SV E(2E)
18 | =3, 7=UXAFIAIE—2, 6 =PI —1—F— )LD RIGERY (53 MITI2-4205 60
FHEERIZ(2E) =3, 7T—UAFILAOE—2, 6—I-1-()LEE
3DOULEELLDIZRS, )
19 IFLVER(CT7EMNTIR) MITI2-3577(10543-57-4) 61
20 [RyATYRYb—IL 115-77-5 62
4—(4—{[{[(2E) =3, 7=Vt FNAYE—2, 6 -T2 —1—4
WIAFLHER{I(IR, 28, 5R) —2—AYV'TAEJL—"5—AF LY
JAONFII]IAFTONIVINIAFUITIZIN) TR —2—F % FE
BaET B, (1R, 28, 5R) —2—4YJAOE L —5—AF)LoyO~AFx
21 Ho—1—F—)LE(2E) =3, 7—UAFILA IR -2, 6—OT—1 MITI3-4686 63
—F—IETESIRF OIS0 E4—(A—ERAFITIIN) T I —2
— AU DORISERY (FFHEEFIZ(IR, 28, 5R) —2—4(YTAEL
—5—AFILoAnTIIIERIFE— (@B —FFVITFIL) 7= ILE
XIEZ(2E)—3, 7—AFINADR—2, 6 - —1—A)ILEEZEE
3DULETLDIZRES, )
22 n—~J3ThY 629-78-7 64
[2— (DAAAFIL)AXITU 4, 4 —(Tany—2, 2—()L)
23 Jx/—)IVEHEEW]-4—tert—TFIL Iz /—)L-4, 4’ —(FO/\>— |MITIT-3448 65
2, 2—=SAIL)CT/—IILEMINY
24 2—TrSTUILAXISY 7320-37-8 70
25 2—RTIIINAFISY 3234-28-4 71
26 2—TUIAXISY 2855-19-8 72
27 3— (3, 4—ovaAa7x=)L) —1, 1—UAFILRE 330-54-1(IH=E5211) 73
28 |tet—FThHUFA—IL 25103-58—-6 74
29 N—(oaOnxtHy —1—AJ)LRILIT7ZI)L) TZILAZR 17796-82-6 75
30 DIFILAREY 25340-17-4 76
31 1TH—A>TY 95-13-6 79
32 N, N—OAF IR LTI 103-83-3 80
KATE QSARYZ XM eEHA1E#R (Verify QSAREIHE R #4) 82




No.1Z#ER T DME L LUK

CAS RN TR X5 16:1(A | 18:1(A | 18:2(A | 18:3(A
10 12 14 16 18 20 9) 9 | 912) |91215)
91995-81-2 E/IAXATIL 1-1 O O 1-2 1-3 1-4 1-5 1-6 O 1-7
AERRER(C=10~20, FEAFIC=16~1
8)&2, 2", 2" == )AMN) IR/ —ILD | o = ~ _ _ _ _ _ _
it
FJIZRXTIL 1-15 O O 1-16 1-17 1-18 1-19 1-20 O 1-21
157905-74-3 E/IAXTIL 1-2 1-3 1-6 O 1-7
JERRER(C=16~18, FEAFIC=18) &2
—EFAXY —N, N—EX(2—EFAFY | o _ _ _ _ _
IW=RILT7—FDIRXT)IL
FMJZRATIL 1-16 1-17 1-20 O 1-21
94095-35-9 E/IAXATIL 1-6
9-Octadecenoic acid (Z)-, reaction
products with triethanolamine, di—Me CIRTIL 1-13
sulfate—quaternized
FJTZRATIL 1-20
2—eRFAxXFT —N—AFJL—N, N—EX
32208-04-1 |[2— (RTFT7AASIAXTI)IFILITALT 1-10
SZOL=AFIL=R)LTF7—h

|[£QSART HIZ 1T o= REEE DA EHEETR L,

- 91995-81-2% 1B T DY E XMt D3CAS RNZHEN T HAMELEEL TS, EELTLAYEIC

DNWTCTRENEBTELT-.
157905-74-3% /7 A&
94095-35-9% &R T A ME
32208-04-1%tERk 9 M E

91995-81-2£94095-35-9% &R I W&
91995-81-2£32208-04-1%4EH T H5ME

1798




B FHREFME IR DQSART AIFER

) it/ B 1 fE(me/L)
AL L= g | BE| HBRER TIMES %4 ECOSAR 35 KATE <6
[2—EFAFLY—N, N—EX(2—ERAFVIFIL) —N—AFIIEY—1—-F7IZ) LERAMASHEL (C=10~20, BEHE) I EaMAEEL (C
=16~18. BEE) LD IR TFILIERIGER YD
1 BRETYME
CAS RN 91995-81-2, 157905-74-3. 94095-35-9. 32208-04-1
[2—EFAFY—N, N—ER(2—EFRFX>I | 4% | Al FAART G {H
9‘_)[;) —N—)‘_ﬂ'-)l/I'Sl.‘/—1 —73="7LC1085 reactive unspecified Esters O n+, N+
g/ TAT N AFLRNIT—H 1.91 <=210% ( 74 ~ 595) 177.65 20 (0.26~ 1600)
HIE A BE(minimum toxicity) |
COS_X ester unreactive
F%E: FEESER hFAUBrDHFE, 220 (26~ 1800)
S1% SR ERAFT
MW 318.47 Esters
IKARRE (mg/L) %1 77222.79 ERT—270 16.7 No applicable results
logP(Kow Win) %1 0.94
logBCFmaxtox %2 7.E-1 FREsE | 2 ERAART {5 A T] EFTA]
LUMO(eV) <3 -4.15E+0~-3.55E+0 reactive unspecified Esters O n+, N+
1.93 <=642* ( 196 ~ 2099) 413.77 4.2 (0.036~ 500)
FIEABE(minimum toxicity) [
COS_X ester unreactive
- 470 (60~ 3700)
____________ KF: FIETRE BRI E B AEEE )
CNO_X ester unreactive (Daphnid)
500 (53~ 4700)
XF: F7E A 8E (BB 72 4 @ A Ei B o))
2% R SRS T
Esters CNO_X ester unreactive (Daphnid)
ERT—270 384.01 50 (2.3~ 1100)
XF: F7E A 8E (8B 72 4 S 1 A #i B o))
EE |2 SRS T R SRS T
reactive unspecified Esters CO X ester unreactive (Alga)
a 1.92 <=923% ( 103 ~ 8310) 208.38 1800 (150~ 22000)
HaC — o | 7E A~ BE(minimum toxicity) P, XF: HITEAFEE (logP RUE 7 1EE
Fj1 & FREE B 4} )
aH . =% E ] SERAAT
Esters CO X ester unreactive (Alga)
0=C(OCC[N+](CXCCO0)CCO)CCCCCCCCC 0.5 37.83 490 (36~ 6700)

XF: $I 7 A~ g (BB 545 15 A 2R B 4} )
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) it/ i f(me/L)
LEHmE g | B HBEE TIMES 34 ECOSAR %5 KATE 36
[2—EFAFL—N, N—EXRQ2—-EFAXST | @35 | an R ERAT {EAT
FIL) —N—AFJLTHRY —1—FI=) LC16f5 , -
BEREE/ITRTIL AFILZILT7—k reactive unspecified Esters O n+, N+
1.91 <=1.0925% ( 0.392 ~ 3.048) 427 0.73 (0.0065~ 81)
$F A~ BE(minimum toxicity)
"""""" COSX ester unreactve
"% REEEHF HFA B DHFE, 5.0 (0.61~ 41)
(=4 SR ERAFT
MW 402.63 Esters
KBEEE(mg/L) X1 7252 AT —27%L 0.216 No applicable results
logP(Kow Win) %1 3.88
logBCFmaxtox X2 29E+0 FREdE | 2 ERAAT] 5] 55 FH 1]
LUMO(eV) *3 —-4.08E+0~-3.53E+0 reactive unspecified Esters O n+, N+
1.93 <=1.4306% ( 0.468 ~ 4.373) 1.26 0.14 (0.00092~ 23)
¥ %E A~ BE(minimum toxicity)
"""""" COSX ester unreactve
1-2 12 (1.5~ 89)
XF: $IE A BE (BB 77 #8158 R EE A 41 )
"""""" CNO_X ester unreactive (Daphnid)
12 (1.3~ 110)
XF: $IE T BE (8857 18158 R EE B 41 )
2% R ERAFT
Esters CNO_X ester unreactive (Daphnid)
ERT 7L 2.89 1.4 (0.084~ 22)
) XF: I E A BE (BB 5 #8158 R EE A 41 )
| A ERAFT SR ERAFT
reactive unspecified Esters CO X ester unreactive (Alga)
_ 1.92 <=4.91% (057 ~ 42.2) 2.29 94 (1.1~ 77)
e~ 1] 5 R BE(minimum toxicity) X HI TR BE (R4 48 1 E A B S
1 =1L A AT
Esters CO X ester unreactive (Alga)
0=C(OCC[N+](C)(CCO)CCO)CCCCCCCCCCCCCCC 0.5 1.08 2.2 (0.19~ 25)
XF: $IE T BE (BB 57 18158 R EE A 41 )
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) it/ i f(me/L)
LEHmE g | B HBEE TIMES 34 ECOSAR %5 KATE 36
[2—EFAFL—N, N—EXRQ2—-EFAXST | @35 | an R ERAT {EAT
FIL) —=N—AFJLTHRY —1—FI=) LC18f5 , -
BEREE/ITRTIL AFILZILT7—k reactive unspecified Esters O n+, N+
1.91 <=0.2039% ( 0.073 ~ 0.568) 1.22 0.24 (0.0017~ 32)
$F A~ BE(minimum toxicity)
"""""" COSX ester unreactve
"% REEEHF HFA B DHFE, 1.4 (0.16~ 12)
P+ HITE A fE (logPxE FAEEE 41)
(=4 SR ERAFT
MW 430.69 Esters
KiafERE(mg/L) %1  7.03 AT —27%L 0.050 No applicable results
logP(Kow Win) %1 4.87
logBCFmaxtox %2 3.62E+0 FREdE | 2 ERAAT] 5] 55 FH 1]
LUMO(eV) *3 -3.91E+0~-3.44E+0 reactive unspecified Esters O n+, N+
1.93 <=0.1973* ( 0.063 ~ 0.617) 1.87 0.046 (0.00024~ 9.1)
¥ %E A~ BE(minimum toxicity)
"""""" COSX ester unreactve
1-3 3.3 (0.39~ 28)
XF: $IE A BE (BB 77 #8158 R EE A 41 )
"""""" CNO_X ester unreactive (Daphnid)
3.4 (0.34~ 35)
XF: $IE T BE (8857 18158 R EE B 41 )
2% R ERAFT
Esters CNO_X ester unreactive (Daphnid)
ERT 7L 0.559 0.40 (0.022~ 7.2)
XF: #IE A e (Bl o5& 8 R 4Y)
B | A ERAFT SR ERAFT
reactive unspecified Esters CO X ester unreactive (Alga)
l-.__.': 1.92 <=0.85% ( 0.097 ~ 7.44) 0.504 1.6 (0.17~ 15)
l._f*i'L *%E A~ BE(minimum toxicity) XF: ¥ E A 8E (BB & &8 FHE B 5} )
: (=4 AT EAART
Esters CO X ester unreactive (Alga)
0=C(OCC[N+](C)CC0O)CCO)CCCCCCCCCCCCCCCCC 0.5 0.328 0.36 (0.028~ 4.7)

B

XF: FITE A He (H1 57 1815 8 F £E

51+)
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) it/ B B(me/L)
A=ty b= g | BlE| HREEER TIMES %4 ECOSAR 5 KATE 36
[2—EFOFS—N, N—EX(2—EFAXSI | a5 | 2l R AT AT
FIL) —N—AFIJLITRAY—1—FZI=r) LLC20H5 , .
BEEEE/IRATIL AFILRJLT7—k reactive unspecified Esters n+, N+
1.91 <=0.0392* ( 0.014 ~ 0.110) 0.347 0.077 (0.00045~ 13)
¥ F A~ BE(minimum toxicity) logP>5.0 X P: I 5E A 8E (logPE A &5 EH 4} )
"""""" COS.X ester unreactve
5% : REFEER, HFA R DHFB, 0.40 (0.041~ 3.8)
XP+: $ E T 8E (logP:E AR B 41 )
=214 SR SERAT
MW 458.74 Esters
KinfERE(mg/L) %1 0.68 AT —27%L 0.012 No applicable results
logP(Kow Win) %1 5.85
logBCFmaxtox X2 4.27E+0 Hoxds | 2% SERAT SEREAT SERAT
LUMO(eV) *<3 -411E+0~-3.51E+0 reactive unspecified Esters n+, N+
1.53 <=0.0306* ( 0.009 ~ 0.101) 0477 0.015 (0.000058~ 3.8)
¥ 5E A~ BE(minimum toxicity) logP>5.0 X P: #5E A 8E (logPE FH &5 EH 4} )
"""""" COS.X ester unreactve
0.95 (0.095~ 9.4)
PP+, XCF: #E T RE (logP R U E 7215
1-4 & E A ER B 4 )
............ X No_xesterunreact,ve([)aphmd)
0.96 (0.081~ 11)
PP+, XCF: #E T RE (logP R U E 7215
& @ A E B 41 )
=4k W FERAT
Esters CNO_X ester unreactive (Daphnid)
EAT—527%0 0.108 0.12 (0.0054~ 2.6)
XF: FIE A6 (B0 iEEE R EE St
EE | A SERATH ERT] SERAT
reactive unspecified Esters CO X ester unreactive (Alga)
1.92 <=0.15% ( 0.016 ~ 1.33) 0.110 0.27 (0.023~ 3.3)
HI F A~ BE(minimum toxicity) XP+, XF: FITE A EE (logP R UER 2 18
L & @ A ER B 51 )
~1 =4k W FERAT
' Esters CO X ester unreactive (Alga)
0.5 0.099 0.059 (0.0036~ 0.94)

O=C(OCC[N+](C)XCC0)CCO)CCCCCCCCCCCCCCCCCe
C

X P+, XF: FIEARRE (logP R UL 18
1& 1 FA &6 41 )

H
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=t/ =% E(mg/L)

=Lyl g | 1BIE | HBRiER TIMES 34 ECOSAR %5 KATE 36
[2—EFAFL—N, N—EX(2—EFRFXI I | &% |2k AT i proyp=
FIL) —N—AFJLIRZ —1—TFZ=) L : -
C16:1(ADREREEEE /TR T Il AFJLAL reactive unspecified Esters O n+, N+
J7—k 1.91 <=15931% ( 0571 ~ 4.449) 5.68 0.94 (0.0087~ 100)

$F A~ BE(minimum toxicity)

COS X ester unreactive

5% FEEEHR hFAUEH DHF B, 6.7 (0.82~ 54)
1214 SR SERAT
MW 400.62 Esters
KinfEE(mg/L) X1 113.92 =T —27%0 0.301 No applicable results
logP(Kow Win) %1 3.67
logBCFmaxtox X2 2.74E+0 FREdE | 2 ERAAT] 5] 55 FH 1]
LUMO(eV) *3 -4.13E+0~-3.59E+0 reactive unspecified Esters O n+, N+
1.53 <=2.2337% ( 0.732 ~ 6.820) 9.87 0.19 (0.0012~ 28)

¥ %E A~ BE(minimum toxicity)

COS X ester unreactive
15 (2.0~ 120)
X F: ¥IE A BE (BB & &3 FH & B 4Y )

CNO_X ester unreactive (Daphnid)

CH, 16 (1.8~ 140)
/‘/—/_/ F: $| T IS 8e (BB 5t E 1 A £ B 41 )
( =1t A AT
Esters CNO_X ester unreactive (Daphnid)
ST —37%L 417 1.8 (0.11~ 28)
XF: HE A6 (BB o7 1a & B A EE 51 )
=4 28 | an AR PR AR
g" reactive unspecified Esters CO_X ester unreactive (Alga)
O 1.52 <=7.28% (0.85 ~ 62.5) 3.22 14 (1.7~ 110)
] ¥ 7E A5 8E(minimum toxicity) XF: #IE A6 (Bl 7588 R EE B 4))
[E1E fE AT fERART
0=C(OCC[N+](C)(CCO)CCO)CCCCCCC/C=C¥CCCCCC Esters CO_X ester unreactive (Alga)
0.5 1.42 3.3 (0.29~ 37)
XF: $| 7 IS 8E (BB 51 E 1 A R B 41 )
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) it/ B B(me/L)
LEHmE g | B HBEE TIMES 34 ECOSAR %5 KATE 36
[2—EFEOFL—N, N—ER(2—-EFOFXLI | A5 | Al & AT sE AT £ ]
FIL) = N—AFILITZY—1 =TI L . .
C18:1(ANBSEEREE/ TR T)L AFJLZL reactive unspecified Esters O n+, N+
27—k 1.91 <=0.2860* ( 0.103 ~ 0.798) 1.62 0.31 (0.0024~ 40)
$F A~ BE(minimum toxicity)
"""""" COS.X ester unreactive
"% REEEHF HFA B DHFE, 1.9 (0.22~ 16)
P+ HITE A fE (logPxE FAEEE 41)
2% SR ERAFT
MW 428.67 Esters
KinfEE(mg/L) X1 11.04 =T —27%0L 0.070 No applicable results
logP(Kow Win) X1 4.65
logBCFmaxtox %2 3.46E+0 FREdE | 2 ERAAT] 5] 55 FH 1]
LUMO(eV) 3 -4.03E+0~-3.51E+0 reactive unspecified Esters O n+, N+
1.93 <=0.2993* ( 0.096 ~ 0.932) 2.54 0.060 (0.00032~ 11)
¥ %E A~ BE(minimum toxicity)
"""""" COS.X ester unreactive
1-6 4.4 (053~ 37)
XF: $IE A BE (BB 77 #8158 R EE A 41 )
"""""" CNO_X ester unreactive (Daphnid)
4.5 (0.46~ 45)
XF: IR B (O SRR EGESN)
| 15 fE R AR
f,y-/_/‘/‘/ Esters CNO_X ester unreactive (Daphnid)
KAT—FGL 0.809 0.53 (0.030~ 9.2)
XF: I E A BE (BB 57 #8158 R E B 41 )
B | A ERAFT SR ERAFT
= reactive unspecified Esters CO X ester unreactive (Alga)
R 1.52 <=1.26% (0.14 ~ 11) 0.709 2.4 (0.26~ 21)
vﬂé ¥ 7 A~ BE(minimum toxicity) XF: FIEARRE (B fEEE AR
(=4 R ERAFH
0=C(OCCIN+](C)(GCO)CCO)CCCCCCC/C=C¥CCCCCCCT Esters CO_X ester unreactive (Alga)
c 0.5 0.43 0.54 (0.043~ 6.8)

B

XF: FIE A He (Hh 57 1815 F £

54)
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) it/ B B(me/L)
LEHmE g | B HBEE TIMES 34 ECOSAR %5 KATE 36
[2—EFOFY—N, N—ER(2—EFRF I | A5 |2 & AT AT AT
FIL) —N—AFIJLITRY —1 =T L . .
C18:3(A9 12 15 EREBEE/ TR T )L AFJLR reactive unspecified Esters O n+, N+
IWI7—hk 1.91 <=0.6678* ( 0.240 ~ 1.858) 2.86 0.51 (0.0043~ 61)
$F A~ BE(minimum toxicity)
"""""" COS.X ester unreactive
"% REEEHF HFA B DHFE, 3.3 (0.40~ 28)
2% SR ERAFT
MW 424.64 Esters
IKiBFERE(mg/L) X1 27.25 =T —27%0L 0.135 No applicable results
logP(Kow Win) X1 4.22
logBCFmaxtox %2 3.15E+0 FREdE | 2 ERAAT] 5] 55 FH 1]
LUMO(eV) *3 -3.89E+0~-3.47E+0 reactive unspecified Esters O n+, N+
1.93 <=0.7705% ( 0.252 ~ 2.354) 4.69 0.10 (0.00060~ 17)
¥ %E A~ BE(minimum toxicity)
"""""" COS.X ester unreactive
1-7 7.7 (0.97~ 62)
XF: $IE A BE (BB 77 #8158 R EE A 41 )
"""""" CNO_X ester unreactive (Daphnid)
8.0 (0.85~ 75)
XF: FIEAEE (B s E R EHE St
2% R ERAFT
Esters CNO_X ester unreactive (Daphnid)
RAT—FGL 1.69 0.92 (0.056~ 15)
XF: I E A BE (BB 57 #8158 R E B 41 )
B | A ERAFT SR ERAFT
/__/'”' ] jh4f " reactive unspecified Esters CO X ester unreactive (Alga)
\H 1.92 <=2.77*% (0.32 ~ 23.9) 1.40 5.3 (0.62~ 44)
g : .H ¥ 7 A~ BE(minimum toxicity) XF: FIEARRE (B fEEE AR
S gt R SRR
0=C(OCCIN+](C)XCCO)CCO)CCCCCCC/C=CYC/C=CYC/ Esters CO_X ester unreactive (Alga)
C=C¥CC 0.5 0.74 1.2 (0.10~ 14)

B

XF: FIE A He (Hh 57 1815 F £

54)
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=%/ =% E(mg/L)

t2mE g | B | HEREER TIMES 34 ECOSAR 35 KATE 36
[2—EFOFS—N, N—EX(2—EFAXSI | a5 | 2 R AT AT
FIL) —=N—AFIJLITRY—1—F==r7 LLC108E , .
BEEES T AT IL AFILRILTF7—h reactive unspecified Esters n+, N+
1.91 <=0.0768* ( 0.028 ~ 0.214) 0.598 0.13 (0.00081~ 20)
¥ F A~ BE(minimum toxicity) logP>5.0 X P: I 5E A 8E (logPE A &5 EH 4} )
"""""" COS.X ester unreactive
% FEEER hFAETDHF B, 0.69 (0.074~ 6.4)
X P+ FI|E A 8E (logPiE FAEE E 41 )
1214 SR ERAFT
MW 472.72 Esters
KBFEE(mg/L) X1 117 AT —27%L 0.022 No applicable results
logP(Kow Win) X1 547
loes BCFmaxtox 22 4.04E+0 B4R | 2% S AT S AT S AT
LUMO(eV) x3 -3.97E+0~-3.54E+0 reactive unspecified Esters n+, N+
1.93 <=0.0640% ( 0.020 ~ 0.206) 0.858 0.024 (0.00011~ 5.6)
¥ 5E A~ BE(minimum toxicity) logP>5.0 X P: #5E A 8E (logPE FH &5 EH 4} )

COS X ester unreactive
1.6 (0.17~ 15)
XP+, XF: ¥|EAEE (logP B UER 18

CNO _X ester unreactive (Daphnid)

1.7 (0.15~ 19)
2P+, XF: $|E A BE (logP R UER 315
1& 1@ FH 6 B 4t )

(3 {fERT ERART
Esters CNO_X ester unreactive (Daphnid)
EAT—R27L 0.217 0.20 (0.010~ 4.1)

XP+, XF: FIEARERE (logP R UER 218
| Y& 36 A &0 4 )

Y
B
m

= A & ARl AT

sl : reactive unspecified Esters CO X ester unreactive (Alga)
1.52 <=0.31% ( 0.034 ~ 2.74) 0.211 0.57 (0.053~ 6.2)

HF A BE(minimum toxicity) X P+, XF: #IJIHEZ:ﬁE“OgP&U%LBﬁJ\*%
A& 1 FR &6 B 51 )

1
Il,_—-‘

[E 1% fE AT fERART
0=C(OCC[N+](C)XCCO)CCOC(CCCCCCCCC)=0)CCCCCE Esters CO_X ester unreactive (Alga)

cce 05 0.167 0.13 (0.0086~ 1.8)
KPP+, XF: FIFEFEE (logP R UER 18
1& & FA R B A} )
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) Y &t fE(me/L)
A=ty b= g | BlE| HREEER TIMES %4 ECOSAR 5 KATE 36
[2—EFOFS—N, N—EX(2—EFAXSI | a5 | 2l R BT AT
FIL) —N—AFIJLTRAY—1—FI=) LLC16H5 , .
BEEES T AT IL AFILRILTF7—h reactive unspecified Esters n+, N+
1.91 <=72.1861% ( 25.780 ~ 202.129) 0.00029 0.00014 (1.5E-7~ 0.13)
HI| T ASEE(minimum toxicity) XlogP>5.0, IKBFEEHBTEELGL XP: ¥ 7 AS8E (logP&E A Ea 5 41 )
"""""" COS.X ester unreactve
5% : REFEER, HFA R DHFB, 0.00031 (1.2E-5~ 0.0081)
XP+: $ E T 8E (logP:E AR B 41 )
2% SR SERAT
MW 641.04 Esters
KiBEEE(mg/L) %1 8.7831E-07 EllT—57L 3.1E-6 No applicable results
logP(Kow Win) 31 11.36 *logP>8.0, KiBfEEHE T ELL
loe BCFmaxtox 22 1.45E+0 Hoxds | 2% SERAT STl SERAT]
LUMO(eV) x3 -3.88E+0~-3.47E+0 reactive unspecified Esters n+, N+
1.93 <=159.0372%* ( 51.731 ~ 488.935) 0.00022 2.4E-5 (1.2E-8~ 0.049)
HI|E A~ 8E(minimum toxicity) XlogP>5.0, IKBFEEHB TEELGL X P: ¥I| FE A~ 8E (logP & FAEE F 4} )
"""""" COS.X ester unreactve
0.00083 (2.2E-5~ 0.031)
XP+, XF: F|TE A EE (logP R U2 18
1 R sEmwAN)
CNO_X ester unreactive (Daphnid)
0.0008 (1.6E-5~ 0.040)
P+, XF: ¥ E A EE (logP R U ER 5718
& @ A E B 41 )
2% W FERAT
Esters CNO_X ester unreactive (Daphnid)
EllT—57L 1.0E+5 0.00013 (6.6E-7~ 0.024)
*logP>8.0, KiBEEBE TEELL 2P+, X¢F: FE T RE (logP R U HE 718
1 E FA R 4))
EE | A SRS T R FERAT
reactive unspecified Esters CO _X ester unreactive (Alga)
1.92 <=7.4E-6* ( 5.1E-7 ~ 0.00011) 2.2E-5 1.3E-5 (9.7E-8~ 0.0017)
r_;-’:LJ HI| 7 A~ 5E(minimum toxicity) XlogP>6.4, IKBFEEHTEELGL XP+, XF: FIEAEE (logP R UER T 18
1 E FA £ 4} )
r,fﬁ Bt R AT
Esters CO_X ester unreactive (Alga)
0=C(OCGIN+](C)CCO)CCOC(CCCCCCCCCCCCCCE)=0) 0.5 0.00012 2.2E-6 (1.8E-8~ 0.00026)

CCCCCCCCCCCCCCC

XlogP>8.0, IKIAFREETRELIL

XP, XF: ¥IFEARERE (logP R U ER 78
Y& 36 A &0 B 4 )
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) At/ B fE(me/L)
A=ty =y g | B | HEREER TIMES 4 ECOSAR %5 KATE 36
[2—EFOFS—N, N—EX(2—EFAXSI | a5 | 2l R BT AT
FIL) =N—AFJLTHY —1—FI=) LC18f5 , -
BEEES T AT IL AFILRILTF7—h reactive unspecified Esters n+, N+
1.91 <=2964* ( 1040 ~ 8452) 2.3E-5 1.4E-5 (7.6E-9~ 0.026)
CAS RN 32208-04-1 3 FE A BE(minimum toxicity) logP>5.0, KiBEE B THEELL PXP: I 7E A AE (logPiE FA 26 B 51 )
"""""" COS X ester unreactive
2.3E-5 (5.6E-7~ 0.00096)
5% FmEEEl hFA D DHF B, XP+: ¥ E A BE (logP#E FA £ B 41 )
(=4 AT ERAART
Esters
MW 697.15 KAT—527%0 1.6E-7 No applicable results
IKBEMEE(mg/L) %1 7.8347E-09 *logP>8.0, IKFEREB TR ELL
logP(Kow Win) 31 13.32 HaiE | 2% SERARTI {5 A AT SERAFTI
logBCFmaxtox %2 -1.76E-2 reactive unspecified Esters n+, N+
LUMO(eV) %3 -4E+0~-3.52E+0 1.53 <=11638% ( 3360 ~ 40298) 1.4E-5 2.4E-6 (4.8E-10~ 0.012)
HI| E A~ BE(minimum toxicity) XlogP>5.0, KinfEEE TEELL X P: ¥I| A~ 8E (logP & FAEE F 4} )
"""""" COS X ester unreactive
6.5E-5 (9.5E-7~ 0.0044)
XP+, XF: ¥ E A EE (logP R U ER 5718
1 N wEmEEy
CNO _X ester unreactive (Daphnid)
6.2E-5 (6.5E-7~ 0.0059)
P+, XF: FIE A EE (logP R UL 5718
1 1 P R B A )
2% AT ERAART
Esters CNO_X ester unreactive (Daphnid)
3.7E-7 1.1E-5 (2.1E-8~ 0.0053)
ERT—H7%L XlogP>8.0, IKBFEEE T ETL KPP+, XF: FIFEFEE (logP R UER 18
1 1 FH €6 41 )
B | A ERAH AT AT
reactive unspecified Esters CO X ester unreactive (Alga)
1.52 <=2.1E-7 (£1.1E-8) 1.0E-6 3.6E-07 (9.9E-10~0.00013)
,—*'T ¥ E A~ BE(minimum toxicity) XlogP>6.4, KinfEEHE TEELL P+, XF: FITE A RE (logP RUEN 218
1 3@ FH £ 41 )
2% EAT ERAART
Esters CO_X ester unreactive (Alga)
0.5 1.0E-5 5.5E-8 (1.9E-10~1.6E-5)

0=C(OCC[N+](C)(CCO)Cccoc(ccecececececececececececececee)
=0)CCCCcCcccceeeecececee

XlogP>8.0, IKiafREB TEELL

XP, XF: ¥IFEARERE (logP R U BB 18
Y& 36 A &0 4 )
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) it/ i f(me/L)
A=ty b= g | BlE| HREEER TIMES %4 ECOSAR 5 KATE 36
[2—EFOFS—N, N—EX(2—EFAXSI | a5 | 2l R BT AT
FIL) —N—AFJLTRAY —1—FZI=r) LLC20H5 , .
BEEES T AT IL AFILRILTF7—h reactive unspecified Esters n+, N+
1.91 <=1.2E+5% ( 41248 ~ 3.5E+5) 1.8E-6 1.4E-6 (3.6E-10~ 0.0054)
¥ E A He(minimum toxicity) XlogP>5.0, KiBMEEHE TR ELZL XP: ¥ TE A8 (logPE FAEE4Y)
"""""" COS.X ester unreactve
5% : REFEER, HFA R DHFB, 1.7E-6 (2.6E-8~ 0.00012)
XP: $I E A~ 8E (logPaiE FAEE B 4})
2% SR SERAT
MW 7153.25 Esters
KiBEEE (mg/L) %1 6.943E-11 EiBT—57L 8.1E-9 No applicable results
logP(Kow Win) %1 15.29 *logP>8.0, KiBfEEHE T ELL
loe BCFmaxtox  2¢2 -1.48E+0 Hoxds | 2% SERAT STl SERAT]
LUMO(eV) x3 -412E+0~-3.7E+0 reactive unspecified Esters n+, N+
1.53 <=8.5E+5% (2.0E+5 ~3.6E+6) 8.8E-7 2.3E-7 (1.8E-11~ 0.0029)
HI|E A~ 8E(minimum toxicity) XlogP>5.0, IKBFEEHB TEELGL X P: ¥I|TE A BE (logPE FAEE B4} )
"""""" COS.X ester unreactve
5.0E-6 (4.0E-8~ 0.00063)
XP, XF: $ITE T e (logP R UER 7218
1 R sEmEEN)
CNO _X ester unreactive (Daphnid)
4.7E-6 (2.6E-8~ 0.00087)
XP, XF: $ITE e (logP R UER 7218
& @ A E R 41 )
2% W FERAT
Esters CNO_X ester unreactive (Daphnid)
EllT—57L 1.3E-8 8.9E-7 (6.6E-10~ 0.0012)
*logP>8.0, KIBMEEHE TEELL P, XF: ¥ EAEE (logP RV ER 7215
1& iE P ER E AY)
EE | A SRS T R FERAT
reactive unspecified Esters CO X ester unreactive (Alga)
1.92 <=5.9E-9 (£2.4E-10) 4 5E-8 9.8E-9 (9.8E-12~ 9.9E-6)
*“'ll_. HI| 7 A~ 8E(minimum toxicity) XlogP>6.4, IKBFEEHTEELGL XP+, XF: FIEAEE (logP RUER &
& & FAER B 4} )
2% R AT
Esters CO_X ester unreactive (Alga)
0.9 8.7TE-7 1.4E-9 (1.9E-12~ 1.0E-6)

O=C(OCCI[N+](C)cco)ccoc(cececeeeeeeceeceecececee
CC)=0)CCCCcccccceceeeeeece

XlogP>8.0, IKiafREB TEELL

XP, XF: ¥IFEARERE (logP R VBB 18
1e 36 A &3 B 4 )
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) it/ i f(me/L)
A=ty =y g | 1BIE | HARER TIMES 4 ECOSAR %5 KATE 36
[2—EFOFSY—N, N—EX(2—EFBFLI | A%F | A & AT AT AT
FIL) —=N—AFIJLITZ—1 =TI LA . "
C16:1(AQIEREEES T AT IL AF LA LT 7— reactive unspecified Esters n+, N+
~ 1.91 <=32.3660%* ( 11.588 ~ 90.397) 0.00052 0.00023 (2.9E-7~ 0.18)
¥ FE A EE(minimum toxicity) XlogP>5.0, KZMEEB TR ELL XP: ¥ 7E T 8E (logP i FAEEE 41 )
"""""" COSX ester unreactve
% FEEER hFAETDHF B, 0.00055 (2.3E-5~ 0.013)
X P+ FI|E A 8E (logPiE FAEE E 41 )
1214 SR ERAFT
MW 637.01 Esters
KBEE(mg/L) X1 2.1751E-06 EflT—37%4L 6.0E-6 No applicable results
logP(Kow Win) ~ 3¢1  10.93 logP>8.0, KRR B TR ELL
logBCFmaxtox X2 1.77E+0 Hoxds | 2% SERAT STl SERAT]
LUMO(eV) *3 —-3.86E+0~-3.45E+0 reactive unspecified Esters n+, N+
1.93 <=62.8611% ( 20.718 ~ 190.733) 0.00042 41E-5 (2.4E-8~ 0.068)
¥ E A~ BE(minimum toxicity) XlogP>5.0, KinfEEE TEELL X P: ¥I| FE A~ 8E (logP & FAEE F 4} )
"""""" COSX ester unreactve
0.0015 (4.3E-5~ 0.049)
XP+, XF: ¥ E A EE (logP R UER 5718
1 T L R sEmEEN)
CNO_X ester unreactive (Daphnid)
0.0014 (3.2E-5~ 0.063)
P+, XF: FIE A EE (logP R UER 5718
FIJJ i PR B A1)
2% SR ERAFT
Esters CNO_X ester unreactive (Daphnid)
EAT 7L 2.2E-5 0.00022 (1.4E-6~ 0.034)
*logP>8.0, IKZEREB TR ELZL P+, XF: ¥ TE A EE (logP R UER 5718
S EHAEE)
| HE | Al BEAFRA i P BEAFA
reactive unspecified Esters CO X ester unreactive (Alga)
1.92 <=1.6E-5% ( 1.2E-6 ~ 0.00023) 4.3E-5 2.9E-5 (2.7E-7~ 0.0030)
HI| 7 A~ 8E(minimum toxicity) XlogP>6.4, KinfEEHETEELGL P+, XF: FI|TE A RE (logP R UEN 218
& i FER E AY)
2% =R ERAFT
Esters CO X ester unreactive (Alga)
0=C(OCCIN+](CXCCO)CCOC(GCCCCCC/C=C¥CCCCCE) 0.5 0.0002 4.9E-06 (4.8E-8~ 0.00050)

=0)CCCCCCC/C=C¥CCCCCC

XlogP>8.0, IKIAFREETRELIL

XP, XF: ¥IFEARERE (logP R U BB #E
1e5 36 A &3 B 4 )
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=g/ &% E(mg/L)
A=ty =y = | HEBREER TIMES 4 ECOSAR %5 KATE 36
[2—EFAFL—N, N—EX(2—EFOFI T U AT i P
FIL) —=N—AFIJLITZ—1 =TI LA . "
C18:1(AQIEREEES T AT IL AF LA ILT7— reactive unspecified Esters n+, N+
~ 1.91 <=1309% ( 461 ~ 3716) 0.00040 2.3E-5 (1.5E-8~ 0.037)
¥ FE A He(minimum toxicity) *logP>5.0, KiBfEEHE T ELL XP: I A 8E (logPE A E 1)
"""""" COSX ester unreactve
% FEEER hFA T DHFE, 41E-5 (1.1E-6~ 0.0015)
P+ HIE A fE (logPxE FAEEE 41 )
2% SR ERAFT
MW 693.12 Esters
IKBERE (mg/L) X1 1.9412E-08 EAT 7L 3.1E-7 No applicable results
logP(Kow Win) 31 12.89 logP>8.0, KRR B TR ELL
logBCFmaxtox %2 3.03E-1 2% {EHAT {5 FHA] {E AT
LUMO(eV) *3 -4.02E+0~-3.52E+0 reactive unspecified Esters n+, N+
1.93 <=4557%* ( 1357 ~ 15295) 2.6E-5 4.0E-6 (9.8E-10~ 0.016)
HI| E A~ BE(minimum toxicity) XlogP>5.0, KinfEEE TEELL X P: ¥I|FE A~ 8E (logP & FA EE F 4} )
"""""" COSX ester unreactve
0.00011 (1.9E-6~ 0.0068)
P+, XF: $|E A HE (logP R U ER 15
1& i PR AY)
............ R No_xesterunreact,ve([)aphmd)
0.00011 (1.3E-6~ 0.0090)
2P+, XF: FIE A EE (logP R UMER 5718
1& 3@ A 6 B 4t )
2% SR ERAFT
Esters CNO_X ester unreactive (Daphnid)
EAT L 7.8E-7 1.9E-5 (4.6E-8~ 0.0075)
*logP>8.0, IKZERE B TR ELL P+, XF: ¥ E A EE (logP R UER 5718
1& E A ER B 51 )
*’”‘E EE | A ERAT SR ERAT
I:’.' reactive unspecified Esters CO X ester unreactive (Alga)
1.52 <=4.6E-7 (*2.6E-8) 2.0E-6 7.9E-7 (2.7E-9~ 0.00023)
HI| 7 A~ 8E(minimum toxicity) XlogP>6.4, KinfEEHETEELGL P+, XF: FI|TEFRE (logP RUEN 218
& i FER E AY)
el =4 i AT AR
Esters CO_X ester unreactive (Alga)
0.5 1.7E-5 1.2E-7 (5.2E-10~ 3.0E-5)

O=C(OCC[N+](C)(CCO)CccOoc(ccecececet/c=c¥cccececece

CC)=0)CCCCCCC/C=C¥Ccccceceecee

XlogP>8.0, IKiafREB TEELL

XP, XF: ¥IFEARERE (logP R VBB 18
1e 36 A &3 B 4 )
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) it/ i f(me/L)
A=ty =y g | 1BIE | HARER TIMES 4 ECOSAR %5 KATE 36
[2—EFOFSY—N, N—EX(2—EFBFLI | A%F | A & AT AT AT
FIL) —=N—AFIJLTZ—1 =TI LA . "
C18:3(A9 12 15)EREES TRATIL AFILZL reactive unspecified Esters n+, N+
27—k 1.91 <=250.1242%* ( 88.650 ~ 705.718) 0.00013 6.5E-5 (5.7E-8~ 0.075)
¥ FE A He(minimum toxicity) *logP>5.0, KiBfEEHE T ELL XP: I A 8E (logPE A E 1)
"""""" COSX ester unreactve
% FEEER hFA T DHFE, 0.00013 (4.3E-6~ 0.0040)
P+ HIE A fE (logPxE FAEEE 41)
2% SR ERAFT
MW 685.05 Esters
IKBRE (mg/L) X1 1.1916E-07 EflT—37%4L 1.2E-6 No applicable results
logP(Kow Win) 31 12.03 logP>8.0, KiBFEEB TR ELL
loes BCFmaxtox %2 9.45E-1 Hoxds | 2% SERAT STl SERAT]
LUMO(eV) *3 -4.09E+0~-3.66E+0 reactive unspecified Esters n+, N+
1.93 <=690% ( 216 ~ 2208) 9.0E-5 1.1E-5 (4.1E-9~ 0.031)
HI| E A~ BE(minimum toxicity) XlogP>5.0, KinfEEE TEELL X P: ¥I|FE A~ 8E (logP & FA EE F 4} )
"""""" COSX ester unreactve
0.00036 (7.7E-6~ 0.017)
P+, XF: $|E A HE (logP R U ER 15
8 N I sEmEEN)
CNO _X ester unreactive (Daphnid)
0.00035 (5.6E-6~ 0.022)
2P+, XF: FIE A EE (logP R UMER 5718
1& 3@ A 6 B 4t )
2% SR ERAFT
Esters CNO_X ester unreactive (Daphnid)
EAT 7L 3.4E-6 5.6E-5 (2.1E-7~ 0.015)
*logP>8.0, IKZERE B TR ELL P+, XF: ¥ E A EE (logP R UER 5718
1& E A ER B 51 )
B |2 SERAT SR ERAT
reactive unspecified Esters CO X ester unreactive (Alga)
1.92 <=2.3E-6* (= 1.4E-7) 1.8E-6 3.9E-6 (2.1E-8~ 0.00073)
ﬂ HI| 7 A~ 8E(minimum toxicity) XlogP>6.4, KinfEEHETEELGL P+, XF: FI|TE A RE (logP R UEN 218
r 2y 3 i3 A BB
w' | 2% =R ERAFT
Esters CO X ester unreactive (Alga)
0.5 2.2E-5 6.4E-7 (3.9E-9~ 0.00010)

O=C(OCC[N+](C)(CCO)CCOC(CCCCCCC/C=C¥C/C=C¥C

/C=C¥CC)=0)CCCCCCC/C=C¥C/C=C¥C/C=C¥CC

XlogP>8.0, IKiafREB TEELL

XP, XF: ¥IFEARERE (logP R U BB 18
Y& 36 A &0 B 4 )
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) it/ i f(me/L)
A=ty =y g | B | HEREER TIMES 4 ECOSAR %5 KATE 36
[2—EFOFS—N, N—EX(2—EFAXSI | a5 | 2l R BT AT
FIL) —N—AFJLTHY—1—FI=) LC10f5 , -
BEEERUTRATIL AFILRILTF7—h reactive unspecified Esters n+, N+
1.91 <=11.2665% ( 4.036 ~ 31.450) 0.0010 0.00043 (6.6E-7~ 0.28)
¥ FE A EE(minimum toxicity) XlogP>5.0, KZMEEB TR ELL XP: ¥ 7E T 8E (logP i FAEEE 41 )
"""""" COSX ester unreactve
% FEEER hFAETDHF B, 0.0011 (5.2E-5~ 0.024)
X P+ FI|E A 8E (logPiE FAEE E 41 )
1214 SR ERAFT
MW 626.97 Esters
IKBRRE (mg/L) X1 7.1685E-06 ERT—527%0 1.3E-5 No applicable results
logP(Kow Win) %1 104 logP>8.0, KRR B TR ELL
loes BCFmaxtox 22 2.16E+0 BH$E | 2% S AT {55 FH\] S AT
LUMO(eV) *3 -3.97E+0~-3.52E+0 reactive unspecified Esters n+, N+
1.93 <=19.1676* ( 6.332 ~ 58.021) 0.00088 7.6E-5 (5.7E-8~ 0.10)
¥ E A~ BE(minimum toxicity) XlogP>5.0, KinfEEE TEELL X P: ¥I| FE A~ 8E (logP & FAEE F 4} )
"""""" COSX ester unreactve
0.0029 (0.00010~ 0.084)
XP+, XF: ¥ E A EE (logP R UER 5718
1 e R sEmEEN)
CNO_X ester unreactive (Daphnid)
0.0029 (7.6E-5~ 0.11)
P+, XF: FIE A EE (logP R UER 5718
1& 3@ A 6 B 4t )
2% SR ERAFT
Esters CNO_X ester unreactive (Daphnid)
KT —H7L 5.4E-5 0.00043 (3.5E-6~ 0.053)
*logP>8.0, IKZEREB TR ELZL P+, XF: ¥ TE A EE (logP R UER 5718
{ﬂrrfJ S EABE)
o BE | At BERR R BERATR
| II,_-’\L reactive unspecified Esters CO X ester unreactive (Alga)
| 1.92 <=4.3E-5% ( 3.3E-6 ~ 0.00056) 9.9E-5 7.6E-5 (9.2E-7~ 0.0062)
/—/_/J‘)L | ¥ & A~ BE(minimum toxicity) XlogP>6.4, IKAfEEHETEELL XP+, XF: ¥IEAEE (logP R UER 7 #8
& i FER E AY)
2% =R ERAFT
Esters CO X ester unreactive (Alga)
0.5 0.00039 1.3E-5 (1.6E-7~ 0.0011)

0O=C(OCC[N+](C)(ccoc(cceceeecee)=0)ccoc(ceece
CCCC)=0)CCcCccccccee

XlogP>8.0, IKIAFREETRELIL

XP, XF: ¥IFEARERE (logP R U BB #E
1e5 36 A &3 B 4 )
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) it/ i f(me/L)
A=ty b= g | BlE| HREEER TIMES %4 ECOSAR 5 KATE 36
[2—EFOFS—N, N—EX(2—EFAXSI | a5 | 2l R BT AT
FIL) —N—AFIJLTRAY—1—FI=) LLC16H5 , .
BEEERUTRATIL AFILRILTF7—h reactive unspecified Esters n+, N+
1.91 <=2 4E+8%* (7.6E+7 ~7.7E+8) 1.E-8 1.4E-8 (7.5E-13~0.00025)
¥ E A He(minimum toxicity) XlogP>5.0, KiBMEEHE TR ELZL XP: ¥ TE A8 (logPE FAEE4Y)
"""""" COS.X ester unreactve
5% : REFEER, HFA R DHFB, 9.4E-09 (5.0E-11~ 1.7E-6)
XP: |7 A HE (logP & AR B 4} )
2% SR SERAT
MW 879.45 Esters
IKBREE (mg/L) X1 41219E-15 ERT—527%0 2E-11 No applicable results
logP(Kow Win) 31 19.24 *logP>8.0, KiBfEEHE T ELL
loe BCFmaxtox 22 -4.43E+0 Hoxds | 2% SERAT STl SERAT]
LUMO(eV) *3 -4.03E+0~-3.6E+0 reactive unspecified Esters n+, N+
1.53 <=5.1E+8% ( 7.4 E+8~ 3.6E+10) 3.3E-9 2.1E-9 (2.3E-14~0.00019)
HI|E A~ 8E(minimum toxicity) XlogP>5.0, IKBFEEHB TEELGL X P: ¥I|FE A~ 8E (logP & FA EE F 4} )
"""""" COS.X ester unreactve
3.0E-8 (6.6E-11~1.3E-5)
XP, XF: $ITE T e (logP R UER 7218
1 R sEmEEs)
CNO _X ester unreactive (Daphnid)
2.7E-8 (3.7E-11~1.9E-5)
XP, XF: $ITE e (logP R UER 7218
& @ A E R 41 )
2% W FERAT
Esters CNO_X ester unreactive (Daphnid)
EAT—527%0 1.6E-11 6.0E-9 (5.6E-13~6.5E-5)
*logP>8.0, KIBMEEHE TEELL P, XF: ¥ EAEE (logP RV ER 7215
1& iE P ER E AY)
H EE | A SRS T R FERAT
— T reactive unspecified Esters CO X ester unreactive (Alga)
1.92 <=4.5E-12 (*9.8E-14) 9.2E-11 7.1E-12 (8.6E-16~ 6.0E-8)
HI| 7 A~ 8E(minimum toxicity) XlogP>6.4, IKBFEEHTEELGL XP+, XF: FIEAEE (logP R UER 18
& & FAER B 4} )
2% R AT
Esters CO X ester unreactive (Alga)
0.9 6.3E-9 8.4E-13 (1.8E-16~ 3.9E-9)

0=C(OCC[N+](C)(ccoc(cceceeeeeeeeeeee)=0)cco
C(CCCCCCCCCCCCCCl)=0)cccececcecececcceecee

XlogP>8.0, IKiafREB TEELL

XP, XF: ¥IFEARERE (logP R U BB 18
Y& 36 A &0 B 4 )
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=%/ =% E(mg/L)

i LEHmE g | B HBEE TIMES 34 ECOSAR %5 KATE 36
[2—EFOFS—N, N—EX(2—EFAXSI | a5 | 2l R BT AT
FIL) —N—AFJLTHY —1—FI=) LC18f5 , -
BEEERUTRATIL AFILRILTF7—h reactive unspecified Esters n+, N+
1.91 <=7.2E+10% (2.1E+10 ~2.5E+11) 2.1E-10 4.3E-10 (7.0E-15~2.6E-5)
¥ FE A EE(minimum toxicity) XlogP>5.0, KZMEEB TR ELL XP: ¥ 7E T 8E (logP i FAEEE 41 )
"""""" COS.X ester unreactive
w5 REEEHF hFA B DHF A, 1.9E-10 (4.6E-13~ 7.7E-8)
XP: I E A 8E (logPE FA R B 4})
2% SR ERAFT
MW 963.61 Esters
KiBEEE(mg/L) 1 3.35E-18 SRl T—42%4L 2.3E-13 No applicable results
logP(Kow Win) 31 22.19 logP>8.0, KiBFEEB TR ELL
loe BCFmaxtox  2¢2 -6.63E+0 Hoxds | 2% SERAT STl SERAT]
LUMO(eV) x3 -3.84E+0~-3.5E+0 reactive unspecified Esters n+, N+
1.93 <=3.4E+12* (3.2E+11 ~3.6E+13) 2.E-11 6.2E-11 (1.5E-16~2.7E-5)
HI| E A~ BE(minimum toxicity) XlogP>5.0, KinfEEE TEELL XP: ¥ 7E A~ 8E (logP3#E FA £5 B 41 )
"""""" COS.X ester unreactive
6.3E-10 (5.3E-13~ 7.4E-7)
P, XF: FIE A EE (logP R VB 57318
1 T e N eEmEEN

CNO _X ester unreactive (Daphnid)
5.6E-10 (2.7E-13~ 1.1E-6)
XP, XF: FIFEAEE (logP RUERT 8

1& 3@ A 6 B 4t )
2% SR ERAFT
Esters CNO_X ester unreactive (Daphnid)
KT —H7L 1.E-13 1.4E-10 (2.7E-15~ 7.4E-6)
*logP>8.0, IKZERE B TR ELL XP, XF: $ITE 7 8E (logP R U ER 5715
1& E A ER B 51 )
B |2 SERAT SR ERAT
,—*'f reactive unspecified Esters CO X ester unreactive (Alga)
1.92 <=2.1E-14 (*=2.8E-16) 8.7E-13 3.2E-14 (7.8E-19~ 1.3E-9)
A_/_/_/_H_; HI| 7 A~ 8E(minimum toxicity) XlogP>6.4, KinfEEHETEELGL P+, XF: FI|TE A RE (logP R UEN 218
& i FER E AY)
2% =R ERAFT
Esters CO X ester unreactive (Alga)
O=C(OCC[N+](C)XCCOC(CCCCCCCCCCCCCCCCC)=0)C 05 1.6E-10 3.3E-15 (1.7E-19~6.4E-11)
COC(CCCCCCCCCceeeecee)=0)ceceeeceeceececcec
CCCC XlogP>8.0, IKBFEEBE T ELGL XKP, XF: $IEEE (logP R UV ERT 18
& @ A ER B 51 )
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=i/ = £ E(mg/L)
A=ty =y = | HEBREER TIMES 4 ECOSAR %5 KATE 36
[2—EFBFL—N, N—EX(2—EFAx{I T 2 i & BT & BT & BT
FIL) —N—AFIJLITRY —1—FZ=r7 LC2085 , -
BEEERUTRATIL AFILRILTF7—h reactive unspecified Esters n+, N+
1.91 <=1.8E+13% (4.8E+12~6.8E+13) 4.3E-12 1.3E-11 (6.3E-17~ 2.8E-6)
¥ FE A EE(minimum toxicity) XlogP>5.0, KZMEEB TR ELL XP: ¥ 7E T 8E (logP i FAEEE 41 )
"""""" COS.X ester unreactive
% FEEER hFAETDHF B, 3.7E-12 (4.0E-15~ 3.4E-9)
XP: #| 7 I~ HE (logPiE FAZE 41 )
(=4 AT ERAH
MW 1047.717 Esters
KBEMEE(me/L) X1 2.71E-21 KT —H7L 2.5E-15 No applicable results
logP(Kow Win) 31 25.13 logP>8.0, KRR B TR ELL
logBCFmaxtox %2 -8.83E+0 2% {EHAT {5 FHA] {E AT
LUMO(eV) *3 -4.02E+0~-3.58E+0 reactive unspecified Esters n+, N+
1.53 <=2.1E+15% (1.0E+11~1.2E+14) 7.6E-13 1.8E-12 (9.0E-19~ 3.7E-6)
HI| E A~ BE(minimum toxicity) XlogP>5.0, KinfEEE TEELL X P: ¥I|FE A~ 8E (logP & FA EE F 4} )
"""""" COS.X ester unreactive
1.3E-11 (4.2E-15~ 4.1E-8)
P, XF: FIE A EE (logP R VB 57318
& & A ER B 51 )
............ C No_xesterunreact,ve(Daphn,d)
1.1E-11 (1.9E-15~ 6.8E-8)
XP, XF: FIFEAEE (logP R VB 5318
1& 18 P £ B 41 )
2% AT ERAFH
Esters CNO_X ester unreactive (Daphnid)
KT —H27L 6.7E-16 3.3E-12 (1.3E-17~ 8.6E-7)
*logP>8.0, IKZERE B TR ELL XP, XF: $ITE 7 8E (logP R U ER 5715
Iﬂﬁf#fﬁ i 8 P B
) w8 | Ak R FERT R
~1 reactive unspecified Esters CO _X ester unreactive (Alga)
AH_/_/_/—’_/_/J 1.52 <=9.5E-17 (£7.5E-19) 2.59E-15 1.4E-16 (6.9E-22~29E-11)
HI| 7 A~ 8E(minimum toxicity) XlogP>6.4, KinfEEHETEELGL P+, XF: FI|TE A RE (logP R UEN 218
1& @ A ER B 51 )
2% EAT ERAART
Esters CO X ester unreactive (Alga)
O=C(OCC[N+](C)XCCOC(CCCCCCCCCCCCCCCCCCl)= 05 3.9E-12 1.3E-17 (1.6E-22~1.0E-12)

0)CCOC(CCcceeeeeeeeeeeceeer)=o)cecceececececece
CCCCCCCCCC

XlogP>8.0, IKiafREB TEELL

XP, XF: ¥IFEARERE (logP R U BB 18
Y& 36 A &0 B 4 )
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=%/ = £ E(mg/L)
A=ty =y = | HEBREER TIMES 4 ECOSAR %5 KATE 36
[2—EFAFL—N, N—EX(2—EFOFI T U AT i P
FIL) —=N—AFIJLTF—1-FIZI) LA . "
C16:1(AQIEREEE R TR )L AF JLRJL reactive unspecified Esters n+, N+
27—k 1.91 <=1.6E+8%* (5.4E+7~4.9E+8) 2.4E-8 3.0E-8 (2.1E-12~0.00042)
¥ FE A EE(minimum toxicity) XlogP>5.0, KZMEEB TR ELL XP: ¥ 7E T 8E (logP i FAEEE 41 )
"""""" COS X ester unreactive
w5 REEEHF hFA B DHF A, 2.2E-8 (1.4E-10~ 3.5E-6)
XP: #| 7 I~ HE (logPiE FAZE 41 )
(=4 AT ERAART
MW 873.4 Esters
KB E(mg/L) 1 1.6105E-14 EAT 7L 5.5E-11 No applicable results
logP(Kow Win) ~ 3¢1  18.59 logP>8.0, KRR B TR ELL
logBCFmaxtox %2 -3.95E+0 2% {EHAT {5 FHA] {E AT
LUMO(eV) 3 -2.07E+0~-1.54E+0 reactive unspecified Esters n+, N+
1.53 <=2.1E+9%* (3.8E+8~1.2E+10) 8.4E-9 4.6E-9 (7.0E-14~0.00031)
HI| E A~ BE(minimum toxicity) XlogP>5.0, KinfEEE TEELL X P: ¥I|FE A~ 8E (logP & FA EE F 4} )
"""""" COS X ester unreactive
7.0E-8 (1.9E-10~2.5E-5)
P, XF: FIE A EE (logP R VB 57318
1 3 FH €6 B 41 )
............ C No_xesterunreact,ve(Daphmd)
6.4E-8 (1.1E-10~3.7E-5)
XP, XF: FIFEAEE (logP R VB 5318
1 1 P R B A )
e aE WA EAT
Esters CNO_X ester unreactive (Daphnid)
EAT 7L 4.8E-11 1.4E-8 (1.8E-12~0.00011)
*logP>8.0, IKZERE B TR ELL XP, XF: $ITE 7 8E (logP R U ER 5715
.:? & FAER B AY)
A gt HE | A AT f FA B AT
5' reactive unspecified Esters CO X ester unreactive (Alga)
1.52 <=1.5E-11 (£3.6E-13) 2.6E-10 2.4E-11 (4.0E-15~ 1.4E-7)
HI| 7 A~ 8E(minimum toxicity) XlogP>6.4, KinfEEHETEELGL P+, XF: FI|TE A RE (logP R UEN 218
1& @ A ER B 51 )
2% EAT ERAART
Esters CO X ester unreactive (Alga)
O=C(OCC[N+](C)(CCOC(CCCCCCC/C=C¥CCCCCC)=0)C 05 1.4E-8 29E-12 (8.4E-16~ 9.9E-9)

COC(CCCCCCC/C=C¥CCCCCC)=0)ccceece/c=cxcce

CCCC

XlogP>8.0, IKiafREB TEELL

XP, XF: ¥IFEARERE (logP R U BB 18
Y& 36 A &0 B 4 )
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=%/ =% E(mg/L)

i LEHmE g | B HBEE TIMES 34 ECOSAR %5 KATE 36
[2—EFOFSY—N, N—EX(2—EFBFLI | A%F | A & AT AT AT
FIL) —=N—AFIJLTF—1-FIZI) LA . "
C18:1(AIEREEER TR )L AF JLZJL reactive unspecified Esters n+, N+
27—k 1.91 <=2.0E+10%* (6.1E+9~6.9E+10) 9.0E-10 9.3E-10 (2.0E-14~4.4E-5)
¥ FE A EE(minimum toxicity) XlogP>5.0, KZMEEB TR ELL XP: ¥ 7E T 8E (logP i FAEEE 41 )
"""""" COS.X ester unreactive
% FEEER hFAETDHF B, 45E-10 (1.3E-12~ 1.5E-7)
XP: I E A 8E (logPE FA R B 4})
2% SR ERAFT
MW 957.56 Esters
KiBFEE(mg/L) X1 1.31E-17 =T —37%0L 6.2E-13 No applicable results
logP(Kow Win) 31 21.54 logP>8.0, KRR B TR ELL
loe BCFmaxtox  2¢2 —6.15E+0 Hoxds | 2% SERAT STl SERAT]
LUMO(eV) *3 -3.95E+0~-3.58E+0 reactive unspecified Esters n+, N+
1.93 <=8.2E+11%* (8.5E+10~8.0E+12) 1.3E-10 1.4E-10 (4.5E-16~4.1E-5)
HI| E A~ BE(minimum toxicity) XlogP>5.0, KinfEEE TEELL XP: ¥ 7E A~ 8E (logP3#E FA £5 B 41 )
"""""" COS.X ester unreactive
1.5E-09 (1.6E-12~ 1.4E-6)
P, XF: F|TEFBE (logP R UEN 218
ool SEMEEY)

CNO _X ester unreactive (Daphnid)
1.3E-09 (8.1E-13~ 2.2E-6)
XP, XF: FIFEAEE (logP RUERT 8

1& 3@ A 6 B 4t )
2% SR ERAFT
Esters CNO_X ester unreactive (Daphnid)
EAT 7L 3.2E-13 3.3E-10 (8.9E-15~1.2E-5)
*logP>8.0, IKZERE B TR ELL XP, XF: $ITE 7 8E (logP R U ER 5715
1& E A ER B 51 )
R wE | At ERAR R ERAR
ﬂ,- reactive unspecified Esters CO X ester unreactive (Alga)
1.92 <=6.8E-14 (£ 1E-15) 24E-12 1.1E-13 (3.6E-18~ 3.1E-9)
HI| 7 A~ 8E(minimum toxicity) XlogP>6.4, KinfEEHETEELGL P+, XF: FI|TE A RE (logP R UEN 218
& i FER E AY)
/_/__/_/_‘ 2% =R ERAFT
Esters CO X ester unreactive (Alga)
O=C(OCC[N+](CXCCOC(CCCCCCC/C=C¥CCCCCCCC)= 05 3.6E-10 1.1E-14 (8.0E-19~1.6E-10)
0O)CCOC(CCCCCCC/C=C¥CCCCCCCC)=0)CCCCCCC/C .
=C¥CCCCCCCC XlogP>8.0, KiBMEEHE TEELL XP, XF: # EAEE (logP RV ER 7215
& @ A ER B 51 )
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=g/ &% E(mg/L)
A=ty =y = | HEBREER TIMES 4 ECOSAR %5 KATE 36
[2—EFAFL—N, N—EX(2—EFOFI T U AT i P
FIL) —=N—AFIJLITZ—1-FIZ) LA . "
C18:3(A9 12 15)EREEE R TR TIL AF LA L reactive unspecified Esters n+, N+
27—k 1.91 <=1.8E+9%* ( 5.7TE+8~5.9E+9) 2.8E-9 4.4E-9 (1.6E-13~0.00012)
¥ FE A EE(minimum toxicity) XlogP>5.0, KZMEEB TR ELL XP: ¥ 7E T 8E (logP i FAEEE 41 )
"""""" COSX ester unreactve
% FEEER hFAETDHF B, 2.5E-9 (1.0E-11~ 6.2E-7)
XP: F|7E A 8E (logPiE FAEE E 41 )
2% SR ERAFT
MW 945.47 Esters
KinfEE (mg/L) %1 2.00E-16 =T —27%0L 4 5E-12 No applicable results
logP(Kow Win) 31 20.25 logP>8.0, KiBFEEB TR ELL
logBCFmaxtox %2 -5.19E+0 2% {EHAT {5 FHA] {E AT
LUMO(eV) x3 -3.9E+0~-3.47E+0 reactive unspecified Esters n+, N+
1.93 <=5.1E+10% (6.4E+9~4.1E+11) 8.2E-10 6.5E-10 (4.2E-15~ 0.00010)
HI| E A~ BE(minimum toxicity) XlogP>5.0, KinfEEE TEELL X P: ¥I|FE A~ 8E (logP & FA EE F 4} )
"""""" COSX ester unreactve
8.2E-9 (1.3E-11~ 5.1E-6)
P, XF: FIE A EE (logP R VB 57318
1 i FE E AY)
............ R No_xesterunreact,ve(Daphn,d)
7.4E-9 (7.2E-12~ 7.7E-6)
P, XF: FITE A HE (logP R U ER 5318
1& 3@ A 6 B 4t )
2% SR ERAFT
Esters CNO_X ester unreactive (Daphnid)
EAT L 2.9E-12 1.7E-9 (9.4E-14~3.2E-5)
XlogP>6.4, IKFEREB TR ELZL XP, XF: FIFE A BE (logP R VOB 5318
1& E A ER B 51 )
ﬂ %8 | A AR A AR
—~ e i i reactive unspecified Esters CO X ester unreactive (Alga)
gvff/““ g 152 (=7.4E-13 (+1.4E-14) 1.9E-11 12E-12 (81E-17~ 1.7E-8)
¥ E A~ BE(minimum toxicity) XlogP>8.0, KinfEEHE TEELL P+, XF: FI|TE A RE (logP R UEN 218
& i FER E AY)
7 B @R EAFT
Esters CO X ester unreactive (Alga)
O=C(OCC[N+](C)(CCOC(CCCCCCC/C=C¥C/C=C¥C/C=C 05 1.9E-9 1.3E-13 (1.7E-17~ 1.0E-9)

¥CC)=0)CCOC(CCCCCCC/C=C¥C/C=C¥C/C=C¥CC)=0)
CCCCCCC/C=C¥C/C=C¥C/C=C¥CC

XlogP>8.0, IKiafREB TEELL

XP, XF: ¥IFEARERE (logP R U BB 18
Y& 36 A &0 B 4 )
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No.1 [2—EFAF*L—N, N—EX(2—EFAXLIFIL) —N—AFIJILITH —1—

SO LLEAMAEEE(C=10~20, B

BRI aFNEHEE (C=16~18,. EHEE) LD IR TFIVIE RIGERY] DIEHFAE45) KATEFHR
*f KB - LA - B X R AR

£

VAR

16407 7/ TATN

B
1.E+05

1.E+03
1.E+01
1.E-01
1.E-03
1.E-05

1.6-07 /

hUTZFL
HORRRE

1.E-09

1.E-11

96h LC50, AAFRE / mg/L

1.E-13

1.E-15

1.E-17

1.E-19

1.E-21

=
=}

o WMEHFRE/ XTI
—E/IRTIL
BIFNRERFER Y T R T LA A
—o—FMIPERPER b ) T R T ILFIFBARA]
—— R RERRMEERE/ T XTI
AOBFREEMPEE Y T X T L
HARELIRMBENSEE Y T X T L

YU ZXTILEME

S

't

B AE AT ER
16:1,18:1,18:3
e

SrzT N / TRTIVENEE \'.'
BRI O

CIZRTFILEMME

14 16 18 20 22
PIBRER =K

o BAMPERFEEE / TR T ILH|BARA]
O EIMBERFEE/ TR T
TEIMPERSEE Y T R 7 LR AA]
O TESMBERFEE b ) T XTIV BATA]
- KEABETBRMERERE/ T XTI
NOBRRRERERMEERY T XTI
MBRERELMERE MY T XTI

23798

7R

1.E+07 [ B/ TRATI
MBRRE \

1.E+05

1.E+03

1.E+01 _
TR

NI

1.E-03
1.E-05

1.E-07

/

T XFIL
KBRE

1.E-09

1.E-11

48h EC50, X AFRE /mg/L

1.E-13
1.E-15
1.E-17
1.E-19

1.E-21

o FMPEHBE/ TATIL
—F/IRTIL
BIFIAERFEE Y T X 5 LA T
—o— MR RAEE b ) T X TR AR
— AT, T XTI
NCRRREEIMEE Y T XTI
NAMRERMAERB Y TR T

ma

,
SaUS

't

TESFNAEBIER
16:1, 18:1, 18:3

<\

3 ) £/ IRTILEME
LEOLKERE @)

YIXTINENE

YT XFILEME

14 16 18 20 22
e AT BR IR R

o FFIfERFEEE / T X T IILHAT

O TEIFMBERFEEE / TR T
REIFFERAEL > — X T ILF) FBANR]

O TEIMBRRFER b ) T X7 LRI BARTA]

- NBBERLMEREBE/ XTI
AOBRRRER MR Y T X T L
AOBRFRER PR Y T X T L



No.2Z &R T 2MEH FUHIRL

71 _ 182 | 18:3
No. CAS RN B 8 10 | 12| 14| 16| 18| 20 (1A8';) (A9, | (A9, EOSHA |EOSHB
12) |12, 15)
5 N, N=ORUAFLIFL—N—F)LF/)L(C8~18, EHE)
TIV(BE S FEHI,000KBNDEDIZES, )

o Poly(oxy—1,2—ethanediyl), &, o’'-[(dodecylimino)di-2,1-
2a |31017-83-1 ethanediyl]bis( w—hydroxy)- O X Y
2b |68155-33-9 |FILFIL(C=14~18)FIVDIrX L™ O O O X y
2c  |71786-60-2 |2, 2" —(FILFIL(C=12~18)12/) T3 /—)L @) @) O @) 1 1
2d  [61791-14-8 [AOA—TFILFILTIVDILFTIIEY O O © O @) @) A @) @) X y

oo |0, @ —[(FDEATINAZ/)OIFLUIER [w—EFOFY
2 [26635-92-7 | el tas L] @) x y
2f  |61790-82-7 |KFALEETILFILTIVDILXIIEY O O © X y

il Poly(oxy—1,2—ethanediyl), o, o'—[(octylimino)di-2,1-
2g (3172771679 ethanediyl]bis[ wW—hydroxy— O x Y

LBl O:BaneLTEENSLD
O: AN ELTHERLZEENDLD
AR ELTEENDED%KR)
HIERERES2021)BRAHMIEDOREIAEEFARL http://www.oil-kensa.or jp/pdf/2021F pdf

HrE%Rert HIEDISIAEEFARER https://www.kaneda.co.jp/jigyou/oils_composition.html

H B

BTHABEMIASH FLHIEEEFARLER bhttps://www.live-science.com/honkan/soap/
soapchemistry03.html

Acme—Hardesty Hydrogenated Talolow Fatty Acid(HTFA) https://www.acme—
hardesty.com/product/hydrogenated—tallow—fatty—acid—htfa/

. DRFHIZDOULVTEOHABDHAEHEH(1,1)(4,4)(8,8) DM EIZDLVNTQSART A
x11o1=

DR FREITDOVTEOHABD A B HEMN NDYMEIZ DOV TASART RZEIT o1
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) it/ % M f(me/L)
Ry g | BE | HRER TIMES %4 ECOSAR %5 KATE %6
N, N=OHRUAFDIFLY—N—FIILFIL(C8~18, BFHE) 73 (HTY T FEI,000KEDLDIZRS, )
9 BHRETME
CAS RN 31017-83-1, 68155-33-9, 71786-60-2, 61791-14-8,
26635-92-7, 61790-82-7, 31727-16-9
N, N—ZSRYAXSITFLY—N—C8FIY R |2 el cdzE) s ]
Narcotic amines Aliphatic Amines CNO_X amine unreactive NH, N< aliphatic
0.28 60.4149 ( 18.906 ~ 193.062) 46.04 120 (20~ 650)
w%&: FREFEMEHR, (EOIHAEOFHB)(1,1)
=43 SR ERAH
Aliphatic Amines
MW 217.35 =T —27%L 2.74 No applicable results
KiafEE(mg/L) %1 8055.28
logP(Kow Win) %1 1.9353 Hase | 2% AT {s ] ERATH
logBCFmaxtox %2 1.44 reactive unspecified Aliphatic Amines
LUMO(eV) X3 2.38~2.67 EBlT—27EL <=283 ( 107 ~ 750) 5.45 No applicable results
$F A BE(minimum toxicity)
2% R EAT
2—1 Aliphatic Amines CN_X amine unreactive NH, N<
0.1 0.44 1.5 (0.087 ~ 26)
EE | A SR SR ERAFT
Narcotic Amines Aliphatic Amines
CHa 0.107 215 (2.96 ~ 156) 4.56 No applicable results
o 2% SR SR
(_ Aliphatic Amines O CN_X amine unreactive NH, N<
/_/” 0.00916 151 20 (0.035 ~ 110)
0 (OSSOSO
CNO_X amine unreactive NH, N< aliphatic
CCCCCCCCN(CCOXCCO) 4.9 (0.29 ~ 83)
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=t/ =% E(mg/L)

t2mE g | BE| HBRER TIMES 34 ECOSAR 35 KATE 36
N, N—CRUAFSTFLL—N—C8FIV R | A ERAA &R {5 ARl
Narcotic amines Aliphatic Amines CNO_X amine unreactive NH, N< aliphatic
0.28 1635 ( 512 ~ 5218) 1231.54 1800 (320~ 10000)
fm% . FEEMHRl. (EOIHAEOLHB):(4,4) >XD: ¥ A~ 5 (i HEEE 5}
=4 A ERATH
Aliphatic Amines
MW 481.68 AT —27%L 131.49 No applicable results
IKBMEE(mg/L) X1 5412.92
logP(Kow Win) 31 0.2889 FAEkEE | 2% AT 2wl AT
logBCFmaxtox X2 2.16E-1 reactive unspecified Aliphatic Amines
LUMO(eV) X3 1.87~2.39 RAT 3L <=19206 ( 7038 ~ 52405) 120.32 No applicable results

¥ E A~ 8E(minimum toxicity)

= EF ] EF ]
Aliphatic Amines CN_X amine unreactive NH, N<
0.1 8.15 30 (1.5~ 580)
E=E | A SERAART EFT] ERAAT]
Narcotic Amines Aliphatic Amines
0.107 173 ( 24.2 ~ 1240) 147.16 No applicable results
X% D: ¥I|E A~ g€ (:E FH ERE 5} )
T L R k)
/_,a‘f-: Aliphatic Amines O CN_X amine unreactive NH, N<
o 0.00916 42.32 78 (1.2~ 5000)
.),_r’
A
~T
CNO_X amine unreactive NH, N< aliphatic
CCCCCCCCN(CCOCCOCCOCCO)CCOCCOCCOCCO) 120 (6.5~ 2400)
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=%/ = E(mg/L)
A=ty b= g | BlE| HREEER TIMES %4 ECOSAR 5 KATE 36
N, N—=SRYAFSITFLY—N—C8F7IY R | A AT Al {5 F Al
Narcotic amines Aliphatic Amines CNO_X amine unreactive NH, N< aliphatic
0.28 79638 ( 24365 ~2.6E+5) 59041.68 42000 (7000~ 2.6E+5)
% : FREEMEH. (EOIHAEOTHEB)(88) XD: FIE A 6E GEREHES) IKBFEEBETEEGL IKIBREE R
2% EAT ERAART
Aliphatic Amines
MW 834.11 EiBlT—27EL 13722.65 No applicable results
IKBERE (mg/L) X1 1909.48
logP(Kow Win) 31 -1.9063 FAEkEE | 2% AT 2wl AT
logBCFmaxtox %2 -1.42 reactive unspecified Aliphatic Amines
LUMO(eV) X3 1.72~2.00 EAT—527%0 <=3.7E+6% (1.1E+6~1.2E+7) 4468.8 No applicable results
¥ 7 A~ Be(minimum toxicity) KiBEEBTEELGL
(=4 AT EAART
Aliphatic Amines CN_X amine unreactive NH, N<
0.1 236.04 930 (32~ 27000)
KBMREETEELGL XP: FI|7E T HE (logP 3 F 855 41)
R | A ERAFH AT ERAFH
Narcotic Amines Aliphatic Amines
e ~ 0.107 1680 ( 181 ~ 15600) 9055.86 No applicable results
P D: $I7E T A GEFIFEE 1) KEREBTEELL
G gt BRI B AR
N ~ _i Aliphatic Amines CN_X amine unreactive NH, N<
= 0.00916 2166.91 6500 (64~ 650000)
CCCCCCCCN(CCOCCOCCOCCOCCOCCOCCOCCO)CE ZSEEIETERG 2 2 T XP*”E;FﬁE('OgP’EFH%ﬁ*%) ____________________________
0CCOCCOCCOCCOCCOCCOCCO) CNO_X amine unreactive NH, N< aliphatic
5400 (140~ 210000)
3P: ¥ E A BE (logP i F £ B 41 )
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=t/ =% E(mg/L)
82t 1= g | BE| HBRER TIMES 34 ECOSAR X5 KATE 36
N, N=JRUAFSITFLU—N—CI1273Y | A% |2k ERAA {8 Al {5 ARl
Narcotic amines Aliphatic Amines CNO_X amine unreactive NH, N< aliphatic
0.28 3.8471 ( 1.176 ~ 12.584) 297 14 (2.3~ 89)
fm% . FmEEMHRl. (EOFHAEOEHB)(1,1) >XD: ¥ A~ 5 (i HEEE 5}
=4 A ERATH
Aliphatic Amines
MW 273.46 =T —27%L 0.088 No applicable results
KBEE(mg/L) X1 83.127
logP(Kow Win) 31 3.8879 = FERAT E AT FERAT
logBCFmaxtox %2 291 reactive unspecified Aliphatic Amines
LUMO(eV) X3 2.36~2.67 RAT 3L <=5.1240 ( 1.797 ~ 14.611) 0.441 No applicable results
HF A BE(minimum toxicity)
. =4k s Rl s Rl
Aliphatic Amines CN_X amine unreactive NH, N<
0.1 0.045 0.14 (0.0077~ 2.7)
oHs SRR R AT sE AT ERAART
reactive unspecified Aliphatic Amines
(_ or 0.107 <=3.24 ( 0.38 ~ 27.9) 0.235 No applicable results
(_/” HF A BE(minimum toxicity)
o =1 fE R R AT
CCCCCCCCCCCCN(CCOo)CCo) Aliphatic Amines CN_X amine unreactive NH, N<
0.00916 0.092 0.079 (0.0013~ 4.8)
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=t/ =% E(mg/L)

(=27 k= W | B | AR TIMES %4 ECOSAR %5 KATE %6
N, N—SHRUZAFLITFLY—N—CI1273 mE |2 AT =R ERw
Narcotic amines Aliphatic Amines CNO_X amine unreactive NH, N< aliphatic
0.28 92.1885 ( 28.785 ~ 295.245) 70.42 200 (34~ 1100)
5. REmEMEA, (EOTHAEOLHB):(4,4) XD: ¥ E A~ g (E A # B 4t KBEEBTEERGL KBFEE R
2% R ERAT
Aliphatic Amines
MW 537.78 ERT—37%L 3.75 No applicable results
KBFRE(mg/L) 1 4957
logP(Kow Win) 31 2.2533 FARkER | 2% AT 2wl AT
logBCFmaxtox X2 1.68 reactive unspecified Aliphatic Amines
LUMO(eV) X3 1.85~229 AT —27%EL <=307 (115 ~ 812) 8.65 No applicable results

¥ E A~ 8E(minimum toxicity)

=4k s Rl s Rl
Aliphatic Amines CN_X amine unreactive NH, N<
0.1 0.731 2.5 (0.14~ 43)
R A% =4 T sE AT SERAAT]
reactive unspecified Aliphatic Amines
0.107 <=135(15.7 ~ 1170) 3.75 No applicable results
HF A BE(minimum toxicity)
ij 2 =% s Rl s Rl
;——““.:J_.: L Aliphatic Amines O CN X amine unreactive NH, N<
2 0.00916 2.28 2.8 (0.050~ 150)

CCCCCCCCCCCCN(CCOCCOCCOCCO)CCOCCOCCOC CNO_X amine unreactive NH, N< aliphatic

GO) 7.7 (0.44~ 130)
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=t/ =% E(mg/L)

itE & | EE| HBRER TIMES 34 ECOSAR 35 KATE 36

N, N—CRYA XS ITFLY—N—C12F73Y BE | A =R FHEIET =R
Narcotic amines CNO_X amine unreactive NH, N< aliphatic
0.28 4292 (1343 ~ 13712) 4400 (790~ 24000)
EE: FEEMEH., (EOFHAEOEEB)(88) XD: ¥ A BE (G A #ESY) IKiAfEERE
=4 FHEET & RAH

MW =T —27%L No applicable results
KBERE(mg/L) %1 16.72
logP(Kow Win) 31 0.06 AafE | & AL FRAET SERA T
logBCFmaxtox %2 4.33E-2 reactive unspecified
LUMO(eV) X3 1.70~2.02 ERlT—2750 <=55915 ( 20231 ~ 1.5E+6) No applicable results

¥ E A~ 8E(minimum toxicity)

=% FiRET 5 A\
CN_X amine unreactive NH, N<

0.1 74 (3.7~ 1500)
IKIBHEEE
B | Ak ERAT FRIET ERAFT
reactive unspecified
o 0.107 <=13200 ( 1400 ~ 1.2E+5) No applicable results
e ~ $F A BE(minimum toxicity)
el i PHET R
s ~ % O CN_X amine unreactive NH, N<
= 0.00916 220 (3.3~ 14000)

CCCCCCCCCCCCN(ccoccoccoccoccoccoccoce ANy Y

0)(CCOCCOCccOoccocecocecoccecocecco : : : :
X ) CNO_X amine unreactive NH, N< aliphatic

320 (16~ 6500)
KiAEEE B
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=t/ =% E(mg/L)

It YE g | BE| ABRER TIMES 34 ECOSAR %5 KATE 36

N, N—SHRYAFSIFLY—N—Cl1473Y mEE | A ERAFT =T ERAFT
Narcotic amines Aliphatic Amines CNO_X amine unreactive NH, N< aliphatic
0.28 0.9724 ( 0.291 ~ 3.244) 0.740 4.8 (0.71~ 33)
B%&: FE/E4EH., (EOHAEOSEB)(1,1) XD: ¥I7E A 8e (E A# R4 XP: ¥ E ABE (logPaiE FAE5 B 41 )
[E 1% fE R fE AR
Aliphatic Amines

MW 301.52 AT —27%L 0.016 No applicable results
KBERE (mg/L) %1 8.3009
logP(Kow Win) 1  4.8819 FAEkEE | 2% AT 2wl AT

logBCFmaxtox %2 3.63 reactive unspecified Aliphatic Amines

LUMO(eV) X3 237~266 =8T—2%0 <=0.6982 ( 0228 ~ 2.143) 0.123 No applicable results

¥ E A~ 8E(minimum toxicity)

2—1

CCCCCCCCCCCCCCN(CCcOo)CCco)

=4 s Rl AT
Aliphatic Amines CN_X amine unreactive NH, N<
0.1 0.014 0.043 (0.0020~ 0.93)
XP+: $ FE A 8E (logPiE FER B 41)
R | Ak AT sE AT ERAART
reactive unspecified Aliphatic Amines
0.107 <=0.58 ( 0.066 ~ 5.06) 0.052 No applicable results
HF A BE(minimum toxicity)
=% s Rl E AT
Aliphatic Amines CN_X amine unreactive NH, N<
0.00916 0.022 0.015 (0.00022~ 1.1)

X P+: ¥I| T ASEE (logPiE FH £ B 4} )

CNO_X amine unreactive NH, N< aliphatic
0.090 (0.0025~ 3.2)
XP: ¥ E AHE (logP i RS E 41)
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=%/ =% E(mg/L)

82t 1= g | BlE| REBER TIMES 34 ECOSAR X5 KATE 36
N, N=JHRUAFLIFLY—N—CI673> | A |2k ERAFA ERAFTI &R
Narcotic amines Aliphatic Amines CNO_X amine unreactive NH, N< aliphatic
0.28 0.2854 ( 0.084 ~ 0.973) 0.183 1.6
fm% . FmEEMHRl. (EOFHAEOEHB)(1,1) >XD: ¥ 7E A~ 6 (E FHEEFE 1) XlogP>5.0 DXP: | E A~ 8E (logPaE FAEE 4}
=4 A ERATH
Aliphatic Amines
MW 329.57 RAT—FGL 0.0027 No applicable results
KBMEEmeg/L) X1 082173
logP(Kow Win) 31 5.8641 FRaRdE | B ERAFH ERAH ERAFH
logBCFmaxtox %2 4.28 reactive unspecified Aliphatic Amines
LUMO(eV) X3 2.42~3.00 RAT 3L <=0.1195 ( 0.036 ~ 0.399) 0.034 No applicable results
#%E A~BE(minimum toxicity) ¢logP>5.0
=4k s Rl AT
Aliphatic Amines CN_X amine unreactive NH, N<
0.1 0.0044 0.013 (0.00050~ 0.33)
XP+: $ FE A 8E (logPiE FER B 41)
R | Ak =4 T sE AT SERAAT]
reactive unspecified Aliphatic Amines
0.107 <=0.1 (0.011 ~ 0.93) 0.012 No applicable results
HF A BE(minimum toxicity)
=% s Rl E AT
Aliphatic Amines CN_X amine unreactive NH, N<
0.00916 0.0053 0.0029 (3.4E-5~ 0.25)

X P+: ¥I| T ASEE (logPiE FH £ B 4} )

CNO_X amine unreactive NH, N< aliphatic

CCCCCCCCCCCCCCCCN(CCO)CCO) 0.023 (0.00041~ 1.3)

PXP: F|E A fE (logPiE FH 25 51)
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=t/ =% E(mg/L)

82t 1= g | BE| HBRER TIMES 34 ECOSAR X5 KATE 36
N, N—=URUAFSIFLU—N—CI673> | A% |2k ERAA {8 Al {5 ARl
Narcotic amines Aliphatic Amines CNO_X amine unreactive NH, N< aliphatic
0.28 5.1656 ( 1.570 ~ 16.996) 3.98 21
F%: SmEEHH. (EOIHAEOFHB)(4.4) >XD: $| E 6k (E FHEEFE 5Y) IKBRREBTRELL KBREERE
=% A ERATH
Aliphatic Amines
MW 593.89 =T —27%L 0.106 No applicable results
IKBEE(mg/L) X1 0.449
logP(Kow Win) 1 4.2177 FAEkEE | 2% AT 2wl AT
logBCFmaxtox %2 3.14 reactive unspecified Aliphatic Amines
LUMO(eV) X3 1.92~2.39 RAT 3L <=5.0027 ( 1.734 ~ 14.433) 0.614 No applicable results
$%E A~BE(minimum toxicity) KBEEEETEELRL
=4k s Rl s Rl
Aliphatic Amines CN_X amine unreactive NH, N<
0.1 0.065 0.20 (0.010~ 4.0)
EE | R AT AT ERAART
reactive unspecified Aliphatic Amines
f.—rfuh} 0.107 <=3.9 (0.45 ~ 33.7) 0.304 No applicable results
:a—':_rf_. 5,_\} ¥ E A~ 8E(minimum toxicity)
| =% E AT s Rl
CCCCCCCCCCCCCCCCN(CCOCCOCCOCCO)CCOCCO Aliphatic Amines CN_X amine unreactive NH, N<
eeoceo) 0.00916 0.122 0.096 (0.0015~ 6.1)
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) it/ % M f(me/L)
82t 1= g | BE| HBRER TIMES 34 ECOSAR X5 KATE 36
N, N—=URUAFSIFLU—N—CI673> | A% |2k ERAA {8 Al {5 ARl
Narcotic amines Aliphatic Amines CNO_X amine unreactive NH, N< aliphatic
0.28 230.3854 ( 72.056 ~ 736.618) 175.69 450 (80~ 2600)
g% : SmEEHH. (EOIHAEOFHB)(88) >XD: $| E 6k (E FHEEFE 5Y) IKBRREBTRELL KBREERE
=% A ERATH
Aliphatic Amines
MW 946.32 RAT—FGL 10.15 No applicable results
IKBAEE (mg/L) X1 0.14575 IKBREBTEEGL
logP(Kow Win) 31 2.0225 FARkEE | 2% AT 2wl AT
logBCFmaxtox X2 1.51 reactive unspecified Aliphatic Amines
LUMO(eV) X3 1.73~2.06 RAT 3L <=862 ( 326 ~ 2274) 21.0 No applicable results
*%E A~BE(minimum toxicity) KBEEEETEELGL
=4k s Rl s Rl
2-10 Aliphatic Amines CN_X amine unreactive NH, N<
0.1 1.73 5.9 (0.34~ 100)
IKBEREBTEEGL IKBREEE
R | A% AT sE AT ERAART
reactive unspecified Aliphatic Amines
o -~ 0.107 <=366 ( 42.1 ~ 3180) 17.24 No applicable results
o ~ HF A BE(minimum toxicity) IKBREERBTEELL
e s R R
i “ Aliphatic Amines O CN X amine unreactive NH, N<
i 0.00916 9.73 7.3 (0.13~ 400)
CCCCCCCCCCceccceeN(ccoccoccoccoccoccecoc 7K,§ﬂ€§ﬁf%§%f‘b ____________ 7 Kﬁéﬁ@}%ﬁ ____________________________________________________________________________________________________
COCCOo)(ccoccoccoccoccoccocecocco) CNO_X amine unreactive NH, N< aliphatic
19 (1.1~ 320)
KRR E
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, At/ % M f(me/L)
82t 1= = | HBRER TIMES 34 ECOSAR X5 KATE 36
N, N=ZOHRUA XL ITFLU—N—CI18T73Y = & A4 T] SERAAT] SERAAT]
Narcotic amines Aliphatic Amines CNO_X amine unreactive NH, N< aliphatic
0.28 0.1983 ( 0.058 ~ 0.682) 0.045 0.55 (0.066~ 4.7)
fm% . FmEEMHRl. (EOFHAEOEHB)(1,1) >XD: ¥ 7E A~ 6 (E FHEEFE 1) XlogP>5.0 PXP: I E A~ fE (logPiE FFEE 4}
=4 A ERATH
Aliphatic Amines
MW 357.63 =T —27%L 0.00047 No applicable results
IKBEMEE(mg/L) %1 0.080756
logP(Kow Win) 31 6.8463 2% ERAFT ERAFT ERAFT
logBCFmaxtox %2 4.50 reactive unspecified Aliphatic Amines
LUMO(eV) X3 2.42~2.71 RAT—2EL <=0.0689 ( 0.020 ~ 0.237) 0.0094 No applicable results
#%E A~BE(minimum toxicity) ¢logP>5.0
=4k s Rl AT
2-11 Aliphatic Amines CN_X amine unreactive NH, N<
0.1 0.0013 0.0038 (0.00012~ 0.12)
XP+: $ FE A 8E (logPiE FER B 41)
R | Ak =4 T SE AT SERAA T
reactive unspecified Aliphatic Amines
0.107 <=0.018 ( 0.0019 ~ 0.17) 0.0025 No applicable results
#%E A~BE(minimum toxicity) logP>6.4
i =4k s Rl E AT
Aliphatic Amines CN_X amine unreactive NH, N<
0.00916 0.0013 0.00057 (5.1E-6~ 0.063)

CCCCCCCCCCCCCCCCCCN(CCco)CcCo)

X P+: ¥I| T ASEE (logPiE FH £ B 4} )

CNO_X amine unreactive NH, N< aliphatic
0.0059 (6.4E-5~ 0.54)
XP: ¥ E AHE (logP i RS E 41)
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) At/ 1 fE(me/L)
82t 1= g | BlE| REBER TIMES 34 ECOSAR X5 KATE 36
N, N—=DRYAFLIFLU—N—-CI8T7I> | A | 2k AT &R & AT
Narcotic amines Aliphatic Amines CNO_X amine unreactive NH, N< aliphatic
0.28 1.2667 ( 0.377 ~ 4.257) 0.944 6.8 (0.97~ 48)
fm% . FEEMHRl. (EOIHAEOSHB):(4,4) >XD: ¥ 7E A~ 6 (E FHEEFE 1) XlogP>5.0 DXP: | E A~ 8E (logPaE FAEE 4}
=4 EAT ERAAT
Aliphatic Amines
MW 621.95 =T —27%L 0.018 No applicable results
IKBEMEE(ng/L) 1 0.042585
logP(Kow Win) 1 51999 FAEkEE | 2% AT ERAT ERAT
logBCFmaxtox %2 3.86 reactive unspecified Aliphatic Amines
LUMO(eV) X3 1.82~228 RAT 3L <=0.6497 ( 0.209 ~ 2.019) 0.163 No applicable results
#%E A~BE(minimum toxicity) ¢logP>5.0
=4k E AT ERAAT]
2—-12 Aliphatic Amines CN_X amine unreactive NH, N<
0.1 0.019 0.058 (0.0026~ 1.3)
XP+: $ FE A 8E (logPiE FER B 41)
R | Ak AT AT ERAART
reactive unspecified Aliphatic Amines
0.107 <=0.66 ( 0.074 ~ 5.85) 0.065 No applicable results
HI| T A~ 8E(minimum toxicity) KinfEEBTEZELL
=% E AT E AT
Aliphatic Amines CN_X amine unreactive NH, N<
~7 0.00916 0.028 0.018 (0.00024~ 1.3)
s . XP+ FITETR8E (logP3E A FEEESN)
CCCCCCCCCCCCCCCCCCN(CCOCCOCCOCCO)CCOC SR amiing Wieseline M, NS el
COCCOCCO) 0.12 (0.0028~ 4.8)
XP: $| 7 A 8E (logP 3 F £ 4} )
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, 2t/ 1 fE(me/L)
L E g | 1B | SRR TIMES %4 ECOSAR 5 KATE 6
N, N—URUAFLIFLY—N—-CI8F7IY B | A =TT &AW £ AT
Narcotic amines Aliphatic Amines CNO_X amine unreactive NH, N< aliphatic
0.28 53.3193 ( 16.522 ~ 172.070) 40.94 140 (25~ 860)
B%: FEEMEHF. (EOLHAEOTHB):(8,8) XD: ¥I|%E 4 8e (E AZEE 4T KiBBEBTEEGL IKBERE B
2% R ERAT
Aliphatic Amines
MW 974.38 =T —27%L 1.67 No applicable results
KiafEE(mg/L) %1 0.013591 IKBREBTEEGL
logP(Kow Win) 31 3.0047 FARkEE | 2% AT 2wl AT
logBCFmaxtox %2 224 reactive unspecified Aliphatic Amines
LUMO(eV) X3 1.72~2.00 EBT—37%L <=106.2810 ( 39.423 ~ 286.521) 5.48 No applicable results
HI 7 A~ Be(minimum toxicity) KBEEEBTEEGL
2% W W
2-13 Aliphatic Amines CN_X amine unreactive NH, N<
0.1 0.505 1.7 (0.094~ 29)
KBBREBTEZERL IKBHEEE R
i | A% SRS ERT SRS T
reactive unspecified Aliphatic Amines
o 0.107 <=60.8 ( 7.1 ~ 522) 3.59 No applicable results
vl 1 3 7F BE(minimum toxicity) KEREBTEEHEL
-
. i 1214 W W
i - Aliphatic Amines O CN X amine unreactive NH, N<
el 0.00916 1.3 1.3 (0.024~ 75)
KiBEEBTEEGL IKIBHEEE
CCCCCCCCCCCCCCCCCCN(CCOCCOCCOCCOCCOCE CNO_X amine unreactive NH, N< aliphatic
0CCOCCO)CCOCCOCCOCCOCCOCCOCCOCCO) 46 (0.24~ 90)
IKiBREEE
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) oy, B 1EfE(me/L)
82t 1= g | BlE| REBER TIMES 34 ECOSAR X5 KATE 36
N, N—ORUAFSITFL—N—C18:1 RE | 2K &R fE A & AT
(AT Narcotic amines Aliphatic Amines CNO_X amine unreactive NH, N< aliphatic
0.28 0.1907 ( 0.055 ~ 0.656) 0.062 0.71
2XD: FI7E A Ae (& Rz 5t XlogP>5.0 PXP: # T A HE (logP @ F #E B 51)
fe%. HREEMEH, (EOSHAEOEB)(1.1) =3 {5 A EAA T
Aliphatic Amines
=T —27%L 0.00070 No applicable results
MW 355.61
KIBMRE(mg/L) X1 0.12677 Rk | S & AA T ERAA T ERAA T
logP(Kow Win) %1 6.6313 reactive unspecified Aliphatic Amines
logBCFmaxtox %2 4.51 =T —27%L <=0.0462 ( 0.014 ~ 0.154) 0.013 No applicable results
LUMO(eV) %3 1.11~1.37 ¥ E A BE(minimum toxicity) XlogP>5.0
(=4 E AT ERAAT]
2—-14 Aliphatic Amines CN_X amine unreactive NH, N<
0.1 0.0018 0.0050 (0.00017~ 0.15)
P+ HlE T 8E (logPE FA £ B 4})
R | A AT ERAART ERAART
Narcotic Amines Aliphatic Amines
. 0.107 0.88*% ( 0.05 ~ 15.7) 0.0036 No applicable results
,ﬂjﬂ >XD: #3E A e (i A 51) PlogP>6.4
(=4 E AT E AT
Aliphatic Amines CN_X amine unreactive NH, N<
. 0.00916 0.0018 0.00082 (7.9E-6~ 0.086)
g““) XP+: ¥ E A BE (logPaiE FH £ B 41 )
e e R GNO_X amine unreactive NH, N< aliphatic
CCCCCCCC¥C=C/ccceceeeeNccojceo) 0.0080 (9.8E-5~ 0.66)
XP: $| 7 A 8E (logP 3 F £ 4} )
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) it/ B B(me/L)
82t 1= g | BlE| REBER TIMES 34 ECOSAR X5 KATE 36
N, N—URUAFLITFL2—N—C18:1 R5E | 2K ERA T {5 FARI & AA T
(AT Narcotic amines Aliphatic Amines CNO_X amine unreactive NH, N< aliphatic
0.28 1.7197 ( 0.514 ~ 5.751) 1.30 8.8
XD: FIEA e GEREHES) KiBBEBTEEGL XP: | 7E 1 HE (logPyE FH SR 51)
fe%:. HREEMEH, (EOIHAEOEB)(44) (=3 {5 A EAA T
Aliphatic Amines
AT —27%L 0.026 No applicable results
MW 619.93
KIBME(me/L) %1 0.06701 AR | 2 & AT {5 FA\I EAA T
logP(Kow Win) %1 49849 reactive unspecified Aliphatic Amines
logBCFmaxtox %2 3.70 =T —42%40L <=0.8332 ( 0.277 ~ 2.508) 0.220 No applicable results
LUMO(eV) %3 1.11~1.38 ¥ 7E A~ BE(minimum toxicity) KBEEEETEELRL
2% AT ERAH
2-15 Aliphatic Amines CN_X amine unreactive NH, N<
0.1 0.025 0.077 (0.0035~ 1.7)
X P+: FI 7 A He (logPaiE AR #4 B 41 )
B | Ak ERAT SR ERAFT
Narcotic Amines Aliphatic Amines
0.107 5.6 (0.48 ~ 65.5) 0.091 No applicable results
- ~ XD: ¥ E A de (E A #E B 4t ) KBEEBTEZELGL
s _ gt A G PR AT
_|I"n—_""__|l"_r:} Aliphatic Amines CN_X amine unreactive NH, N<
M 0.00916 0.039 0.026 (0.00037~ 1.9)
<P+ #I E A 8e (logP:&E FH SR 51)
CCCCCCCC¥C=C/CCCCCCCCN(CCOCCOCCOCCO)CE RO emine niesiiie R, NS el
06e0CCOCCO) 0.16 (0.0042~ 5.9)
3P H5E A HE (logP ¥ FH &1 FH 4% )
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) it/ % M f(me/L)
82t 1= g | BE| HBRER TIMES 34 ECOSAR X5 KATE 36
N, N—URYAFLITFL2—N—C18:1 R5E | 2K ERAA {8 Al {2 A
(A=Y Narcotic amines Aliphatic Amines CNO_X amine unreactive NH, N< aliphatic
0.28 73.7668 ( 22.916 ~ 237.455) 56.96 190 (32~ 1100)
>XD: $| E A6k (E FHEEFE 51 ) IKBREBTREEGL KERRERE
fe%. HREEMEH, (EOIHAEOFEB)(8:8) (=3 {5 A EAA T
Aliphatic Amines
=T —27%L 2.49 No applicable results
MW 972.36 KBfEEBTREGL
IKIBMRE(mg/L) %1 0021411 R | S & AA T {8 A=l ERAAT
logP(Kow Win) 1 2.7897 reactive unspecified Aliphatic Amines
logBCFmaxtox %2 2.08 RAT—2EL <=147.4788 ( 55.266 ~ 393.552) 7.39 No applicable results
LUMO(eV) X3 1.21~1.34 ¥ 7 A~ ge(minimum toxicity) KiBBEBTEEGL
j 81t BT B
2-16 g Aliphatic Amines CN_X amine unreactive NH, N<
%} 0.1 0.664 2.2 (0.13~ 38)
¢ IKBEREBTEEGL IKBREEE
;} WE | AN EAT A EAT
“E, Narcotic Amines Aliphatic Amines
Cz\:;nt} 0.107 49.2 ( 6.24 ~ 388) 5.08 No applicable results
E XD: $IE A6 (GEHEHESY) IKBEEBETEGL
’ (=4 E AT s Rl
i Aliphatic Amines O CN X amine unreactive NH, N<
¢ 0.00916 1.80 1.9 (0.035~ 110)
i KERREBTRENLL KRR
CCCCCCCC¥C=C/CCCCCCCCN(CCOCCOCCOCCOCCO CNO_X amine unreactive NH, N< aliphatic
CCOCCOCcOo)ccoccoccoccoccoccoccoceco) 6.3 (0.34~ 120)
KBRRE R
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) o0, B PEfE(me/L)
82t 1= g | BlE| REBER TIMES 34 ECOSAR X5 KATE 36
N, N=ORUAFSITFL—N—C182 RE | 3K ERAFA ERAFTI &R
(A9 12) 7= Narcotic amines Aliphatic Amines CNO_X amine unreactive NH, N< aliphatic
0.28 0.1987 ( 0.058 ~ 0.683) 0.085 0.91 (0.11~ 7.3)
2XD: FI7E A Ae (& Rz 5t XlogP>5.0 PXP: ¥ 7E A 6E (logPaE FASEEH 5Y)
fe%. HREEMEH, (EOSHAEOEB)(1.1) =3 {5 A EAA T
Aliphatic Amines
AT —27%L 0.0010 No applicable results
MW 353.59
IKIBRRE (mg/L) %1 0.19899 Rk | S & AA T ERAA T ERAA T
logP(Kow Win) X1 6.4163 reactive unspecified Aliphatic Amines
logBCFmaxtox X2 449 =T —42%40L <=0.0490 ( 0.015 ~ 0.162) 0.017 No applicable results
LUMO(eV) %3 1.10~1.28 ¥ E A BE(minimum toxicity) XlogP>5.0
(=4 E AT ERAAT]
2-17 Aliphatic Amines CN_X amine unreactive NH, N<
0.1 0.0023 0.0066 (0.00023~ 0.19)
P+ HlE T 8E (logPE FA £ B 4})
N w8 | A G R GRAR R
( Narcotic Amines Aliphatic Amines
H} 0.107 1.04 (0.062 ~ 17.4) 0.0051 No applicable results
- XD: $IE e CERSEN) XlogP>6.4
(=4 E AT ERAART
Aliphatic Amines CN_X amine unreactive NH, N<
B Iﬂcm 0.00916 0.0024 0.0012 (1.2E-5~ 0.12)
<P+ #I E A 8e (logP:&E FH SR 51)
0COCC/C=CHG/G-CYOCCoCCoONCCOXceY) | | | GNO_X amine unreactive NH, N< aliphatic
0.011 (0.00015~ 0.81)
3P: ¥ E A BE (logP i F £ B 41 )
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) oy, B PEfE(me/L)
82t 1= g | BlE| REBER TIMES 34 ECOSAR X5 KATE 36
N, N=SRUFFLITFLY—N—C18:2 R |2 e A {5 A e A
(A912) 7= Narcotic amines Aliphatic Amines CNO_X amine unreactive NH, N< aliphatic
0.28 2.3508 ( 0.706 ~ 7.824) 1.80 11 (1.7~ 76)
>XD: $| E 6k (E FHEEFE 5Y) IKBREBTREEGL >XP: ¥ E I~ g (logPaiE A 2R B 51)
fe%:. HREEMEH, (EOIHAEOEB)(44) (=3 {5 A EAA T
Aliphatic Amines
ST —27%L 0.039 No applicable results
MW 617.92
KB E(mg/L) X1 0.10544 AR | 2 & AT {5 FA\I EAA T
logP(Kow Win) =<1 4.7699 reactive unspecified Aliphatic Amines
logBCFmaxtox %2 3.55 SRl T—42%4L <=1.2908 ( 0.436 ~ 3.820) 0.296 No applicable results
LUMO(eV) %3 1.08~1.33 ¥ 7E A4S gE(minimum toxicity) KiafEEHE TEELGL
=4k E AT ERAAT]
2-18 Aliphatic Amines CN_X amine unreactive NH, N<
0.1 0.033 0.10 (0.0048~ 2.2)
XP+: HlE T 8E (logPE FA £ B 4})
R | A AT AT ERAART
| Narcotic Amines Aliphatic Amines
/-/_/‘h j 0.107 6.61 ( 0.59 ~ 73.6) 0.129 No applicable results
é ¢ XD: ¥ E T HE GE AR KEMREBTHELL
j}—i g1 g BT
h?__i Aliphatic Amines CN_X amine unreactive NH, N<
h‘*—H 0.00916 0.054 0.038 (0.00055~ 2.6)
s P+ ¥ T EE (logP5B FEEFASY)
CCCCG/C=C¥C/C=C¥CCCCCCCCN(CCOCCOCCOCCO) SNCLA EllS PN A5 NS ElIS e
CCOCCOCCO0CCO) 0.22 (0.0063~ 7.4)
3P: ¥ E A BE (logP i F £ B 41 )
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=t/ =% E(mg/L)
82t 1= = | HBRER TIMES 34 ECOSAR X5 KATE 36
N, N—=JRUAFLIFLY—N—C18:2 2 ERAA {8 Al {5 ARl
(A9 12) 7= Narcotic amines Aliphatic Amines CNO_X amine unreactive NH, N< aliphatic
0.28 102.06 ( 31.777 ~ 327.791) 18.14 240 (42~ 1400)
>XD: H|7E I~ 8e (iE FHEEE 51) IKBRREBTRELZL KERRERE
fe%. HREEMEH, (EOIHAEOFEB)(8:8) (=3 {5 A EAA T
Aliphatic Amines
=T —27%L 3.71 No applicable results
MW 970.34
IKIBRRE (mg/L) %1 0.033731 Rk & AA T {8 A=l ERAAT
logP(Kow Win) <1 25747 reactive unspecified Aliphatic Amines
logBCFmaxtox 32 1.92 RAT—2EL <=225.9920 ( 85.116 ~ 600.035) 9.96 No applicable results
LUMO(eV) %3 1.08~1.24 | % A BE(minimum toxicity) KBRREETEELGL
; L R R
} Aliphatic Amines CN_X amine unreactive NH, N<
;:_:- 0.1 0.873 2.9 (0.17~ 51)
: KRR
; B | A AR R AT
;E' Narcotic Amines Aliphatic Amines
Tj 0.107 58.1 ( 7.55 ~ 446) 7.20 No applicable results
: XD: $I%E 7 B GERIREEASN) KBRERTHELL
£ =% s Rl s Rl
::' Aliphatic Amines O CN X amine unreactive NH, N<
4 0.00916 2.91 2.8 (0.051~ 160)

0)

CCCCC/C=C¥C/C=C¥CCCCCccceN(ccoccocecocceo
CCOCCOCCOCCO)CCOCCOCCOCCOCCOCCOccoce

KRR ERE

CNO_X amine unreactive NH, N< aliphatic
8.6 (0.48~ 160)

KSR EAE
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96h LC50, K ARRE / mg/L
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=%/ =% E(mg/L)
82t 1= = | HBRER TIMES 34 ECOSAR X5 KATE 36
TR L=2—AFU70O/x Yk & AT {5 A e A
J7—k reactive unspecified Neutral Organics
CAS RN 113-24-6 RAT 3L <=17459.0215 ( 6305 ~ 48343) 59171.71 No applicable results
HF A BE(minimum toxicity)
=4k EAT ERAAT
BEZ . EIEVEEELTTEA Neutral Organics
4062.66 No applicable results
MW 88.063 Rk & AA T {8 A=l ERAAT
IKBEREE (mg/L) %1  1.0E+6 reactive unspecified Neutral Organics
logP(Kow Win) X1 —1.2432 >100 <=54136.5820 ( 16924 ~ 1.7E+5) 24903.57 No applicable results
logBCFmaxtox 2 -9.27E-01 ¥ 5 A~ BE(minimum toxicity)
LUMO(eV) %3 -3.03E-1~-2.93E-2 =t s A Al AT
Neutral Organics
FAT—3%40 1055.41 No applicable results
R | Ak AT AT ERAART
reactive unspecified Neutral Organics
>3.02 <=14600 ( 1430 ~ 1.5E+5) 5378.23 No applicable results
o CHs ¥ %E A~BE(minimum toxicity)
O‘Z—J\\O i A ERFT
Neutral Organics
OC(=0)C(=0)C 1.9 12297 No applicable results
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=t/ =% E(mg/L)

82t 1= g | BlE| REBER TIMES 34 ECOSAR X5 KATE 36
4—RY VAR —)L R |2 & AT {2 =] {2 AT
CAS RN 589-18-4 Baseline narcotics Benzyl Alcohols CO _X alcohol unreactive Fish
RAT—HEL 151.7339 ( 56.065 ~ 410.648) 86.81 480 (59~ 3800)
OnarCOtlcgroup(FIShaCUte) ................................................
{55 - 290 (43~ 1900)
=4k SERAAT & R
Benzyl Alcohols narcotic group (Fish chronic)
MW 12217 RAT 3L 7.03 46 (0.28~ 74)
IKBREE(mg/L) X1 7710 XA FAEICACREAWLTIERLT:
logP(Kow Win) 31 158 RICKYEH
logBCFmaxtox X2 1.21 FREsE | 2 ERAARTA 5] SEFTA]
LUMO(eV) %3 4.09E-1~453E-1 Baseline narcotics Benzyl Alcohols CO_X alcohol unreactive
>100 186.1627 ( 69.868 ~ 496.027) 66.64 130 (3.3~ 4900)

X% D: ¥ TEAgE (7#E A £ F 44)

CO _X alcohol unreactive (w/o EO)
(daphnid)
120 (7.6~ 1800)

O narcotic group (Daphnid acute)
49 (7.1~ 340)

(=4 ERAART EAT
Benzyl Alcohols CO_X alcohol unreactive (w/o EQO)
(daphnid)
RAT 3L 9.98 7.0 (0.33~ 150)
XA FAEICACRERLTHERLT:
HICKYEH
B | Ak AT EAT E AT
>100 Baseline narcotics Benzyl Alcohols O CO_X alcohol unreactive C—-OH w/o
(acid, EO)
99.2 (11.3 ~ 872) 24.78 290 (10~ 7900)
0 XD: $IE AL GEFFES)
oy narcotic group (Alga acute)
300 (33~ 2800)
o &% E AT E AT
Benzyl Alcohols CO_X alcohol unreactive C—-OH w/o
OCc(ccc(c1)C)et (acid, EO)
22 11.2 42 (0.95~ 1800)
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=t/ = E(mg/L)

ILEYME g | BlE| HEsR TIMES %4 ECOSAR 5 KATE 36
R (FFAFLY) RE 2 ERAFH =T ERAFH
CAS RN 30525-89—4 reactive unspecified Neutral Organics CO_X ether unreactive
39.8 <=2.6E+7* ( 9.2E+6~7.5E+7) 5.5E+7 3.2E+7 (1.7E+6~ 6.1E+8)
| A~ AE(minimum toxicity) KegEecggas | XP: FIEAHE (logPEAZEESY)
EE - EEESOYEIZDINTT A CO_X alcohol unreactive Fish

1.3E+8 (1.1E+7~ 1.6E+9)
XP: ¥ 7E A~ BE (logPJE FA &5 B 51 )

MW 258.22 narcotic group (Fish acute)
KinfEE(mg/L) 1 1000000 6.4E+7 (8.1E+6~ 5.1E+8)
logP(Kow Win) X1 -4.03 X P: ¥ E A~ 8E (logP#E A &6 FH 41 )
logBCFmaxtox %2 -3.E+0 S5 S FAA] S RAA A
LUMO(eV) x3 2.12E+0 ~2.56E+0 Neutral Organics narcotic group (Fish chronic)
ERlT—2750 2 8E+6 1.0E+5 (640~ 1.6E+7)
KinfEEHETEELGL XP: #I|5E T RE (logPE A& B 4})
HszsE | 2% EARAT 5 A\l EARAT
reactive unspecified Neutral Organics CO_X ether unreactive
ERlT—2750 <=1.2E+8% ( 3.1E+7~4.9E+8) 1.8E+7 4.1E+7 (210000~ 8.1E+9)
#1 %E A~ BE(minimum toxicity) KBEEEETEELDL XP: ¥ A 5E (logPE FHEn F 41)

CO_X alcohol unreactive
9.5E+6 (24000~ 3.8E+9)
____________ XP: FIEAHE (logP B FH2EBESY)
CO_X alcohol unreactive (w/o EO)
(daphnid) 3.2E+6 (44000~ 2.3E+8)

XP: ¥ 7E A~ 8E (logPJE FA &5 B 51 )

narcotic group (Daphnid acute)
9.4E+5 (81000~ 1.1E+7)

XP: FI 7€ A~ 6E (logP & A 8 FH 51)

(4K R R
Neutral Organics CO_X ether unreactive
AT —27EL0 3.7E+5 8.5E+6 (17000~ 4.2E+9)

____________ XP: FIEAHE (logPE HEERSY)

CO_X alcohol unreactive (w/o EQ)
(daphnid) 24000 (440~ 1.3E+6)

PXP: $I 7 A~ e (logPsiE FH #5 5 51)

= | A SEARAT EFT] SERAAT
reactive unspecified Neutral Organics CO_X ether unreactive excl HRAC (Alga)
ERT—273L <=7.5E+6% ( 5.7E+6 ~ 1.0E+8) 1.3E+6 2.2E+7 (450000~ 1.1E+9)
¥ 7 A~ EE(minimum toxicity) KinfEEHB TEERL XP: HI|7E A 8E (logPE FA SR B 4} )

CO_X alcohol unreactive C—OH w/o
(acid, EO) 25E+9 (2.3E+6~ 2.7E+12)
____________ XP: ¥IFE A BE (logPE FHERRHSY)

narcotic group (Alga acute)
1.9E+8 (6.1E+6~ 6.2E+9)
XP: FIFE A EE (logPE FAER B 4Y)

el ERT ERF

Neutral Organics CO_X ether unreactive excl HRAC (Alga)
ERIT—H7%L 101167.8 1.7E+5 (5900~ 5.2E+6)

____________ XP: FIERE (logPEFHEREMN)

HO(CH20)nH CO X alcohol unreactive C—OH w/o
OCOCOCOCOCOCOCOCOo (acid, EO) 9.9E+7 (1.6E+5~ 6.3E+10)

XP: $I 7 A~ Be (logP @ FA 8 41)
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=t/ =% E(mg/L)
82t 1= =E| HEBER TIMES 34 ECOSAR X5 KATE 36
FTRIDL=[(FTIIAFI)AILKRZIL] Rk & AT {5 A {5 FART
AR X)Lk F—k reactive unspecified Esters CNOS X acid general
CAS RN 1847-58-1 4.2 <=0.4808 ( 0.176 ~ 1.312) 9.41 8.7 (0.54~ 140)
¥ 5E A~ BE(minimum toxicity) KiBfREHBTEELGL KinfEE
E5&: BRELTTA =4k A ERATH
Esters
RAT 3L 0.392 QSARZ AL
MW 308.43 KBfEEBTREGL
IKIBRE (mg/L) %1 0.075885 Rk & AA T {5 FA\I ERAAT
logP(Kow Win) X1 481 reactive unspecified Esters
logBCFmaxtox %2 3.58E+0 5.9 <=0.3140 ( 0.107 ~ 0.926) 14.48 No applicable results
LUMO(eV) 3  -1.32E+0~-9.E-1 1 E 7~ fe(minimum toxicity) IKBRREBTEERL
=% s Rl AT
Esters
FAT—2%40 4.41 No applicable results
IKEREBTEEGL
ﬁ B | A AR ) SRR
B reactive unspecified Esters
6.8 <=0.67 ( 0.077 ~ 5.9) 3.95 QSARR 7L
. I 7 A~ BE(minimum toxicity) IKBREBTRERL
0%, tg 1 g pre—
o0 Esters
CCCCCCCCCCCCOC(=0)CS(0)(=0)=0 0.86 2.92 No applicable results
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=t/ =% E(mg/L)
82t 1= g | BE| HBRER TIMES 34 ECOSAR X5 KATE 36
N—IFILT=)> 258 | 2K {5 Al {8 Al {2 A
CAS RN 103-69-5 Baseline narcotics Neutral Organics CN_X amine unreactive NH, N< aromatic
80.4 60.0941 ( 22.227 ~ 162.474) 71.51 53 (8.2~ 350)
o OCNOS_XammeseCahphatlcoraromatlc .......
w/0o n
29 (4.2~ 200)
MW 121.18
KIBEE(me/L) X1 2410 (=4 {5 FA\I & AA T
logP(Kow Win) X1  2.11 Neutral Organics
logBCFmaxtox %2 1.58 =T —27%0L 711 No applicable results
LUMO(eV) <3 4.17E-1~7.06E-1
%8 | 2% EAARHA s Rl {8 ]
Baseline narcotics Neutral Organics O CN_X amine unreactive NH, N< aromatic
4.34 64.0307 ( 24.130 ~ 169.913) 41.21 43 (1.6~ 11)
XD: $|E A6 (GE FHEEHE5Y)
"""""" GNOS X amine sec, aliphatic or aromatic
w/0 n S(Daphnid)
5.6 (0.26~ 120)
=4 s Rl s Rl
Neutral Organics CN_X amine unreactive NH, N<
0.54 4.19 0.67 (0.039~ 12)
B R £ ] AT ERAA T
Baseline narcotics Neutral Organics
33.2 39.5 (4.55 ~ 343) 32.63 No applicable results
CHa
\NH
@ i@ BT R
Neutral Organics CN_X amine unreactive NH, N<
N(c(cccc1)e1)CC 3.55 8.83 0.80 (0.014~ 44)
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2/ =1 1E(mg/L)
e g | RE | HBER TIMES 34 ECOSAR 35 KATE %6
T—AFIADA—1—F—)L RE | 2K =T AT sE AT
CAS RN 27458-94-2 Baseline narcotics Neutral Organics primary alcohol SCAS
11 30.5713 ( 11.181 ~ 83.587) 9.45 15 (1.5 ~ 160)
== CO_X alcohol unreactive Fish
18 (2.2 ~ 140)
MW 144.26 QO narcotic group (Fish acute)
IKARRE (mg/L) %1 461 12 (1.7 ~ 76)
logP(Kow Win) %1 3.223
logBCFmaxtox %2 2.40E+0 214 {5 FRA] {5 A T]
LUMO(eV) x3 3.34E+0~3.55E+0 Neutral Organics narcotic group (Fish chronic)
EBT—527%L 1.06 0.36 (0.030 ~ 4.2)
A R ERT] T
Baseline narcotics Neutral Organics CO_X alcohol unreactive
9 15.0095 ( 5.340 ~ 42.185) 6.01 7.0 (0.23 ~ 210)
CO _X alcohol unreactive (w/o EQO)
(daphnid)
8.7 (0.63 ~ 120)
O narcotic group (Daphnid acute)
4.1 (0.61 ~ 27)
=4k R W
Neutral Organics CO _X alcohol unreactive (w/o EQO)
(daphnid)
ERT—37L 0.8 0.95 (0.044 ~ 21)
EE | A R ERw R
Baseline narcotics Neutral Organics primary alcohol SCAS
11 6.01 (0.7 ~ 51.5) 114 4.9 (0.23 ~ 100)
KiagE#BETc2gE |
O CO_X alcohol unreactive C—OH w/o
CHa (acid, EO)
CH- 3.9(0.20 ~ 77)
narcotic group (Alga acute)
88 (1.1 ~ 72)
OH
1214 ERT R
Neutral Organics CO_X alcohol unreactive C—OH w/o
CC(C)CCCCCCOo (acid, EO)
3.4 2.4 0.83 (0.021 ~ 33)
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=%/ = E(mg/L)
82t 1= g | BE| HBRER TIMES 34 ECOSAR X5 KATE 36
o7 Er7IILTER B |2 & AT {5 A {2 A ]
CAS RN 107-20-0 reactive unspecified Aldehydes (Mono) CNO _X aldehyde aliphatic general
RAT—FL <=1738 ( 637~4737) 39.15 25 (4.2~ 150)
| 5E A~ BE(minimum toxicity) X HIEBE (MBMERZF DN 1E
= EZET)
=% AT ERAART
Aldehydes (Mono)
MW 78.5 FAT—3%4L 14.38 No applicable results
KBMEE(mg/L) X1 180634.31
logP(Kow Win) 31  0.0881 HRE | 2% ERAA s Fw] {5 Al
logBCFmaxtox %2 6.57E-2 reactive unspecified Aldehydes (Mono) CNO_X aldehyde normal
LUMO(eV) X3 4.18E-1~4.81E-1 RAT 3L <=3294 (1166 ~ 93038) 42.86 32 (1.8~ 570)
¥ 7 A~ BE(minimum toxicity) Xf: HIEBE (MBEREZF DN 1E
EZZ0)
=3k AT ERATH
Aldehydes (Mono)
2.9 0.33 No applicable results
R | Ak & AT AT ERAART
reactive unspecified Aldehydes (Mono)
=T —27%L <=1100 ( 117 ~ 10300) 20.37 No applicable results
/O H| 7E ASBE(minimum toxicity)
— Bt G SRR
Cl Aldehydes (Mono)
O=CCCl ST —27%L 5.92 No applicable results
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, At/ B fE(me/L)
LEME g | B | HEBER TIMES ¢4 ECOSAR %5 KATE 346
1,2, 4—KJ7J—IL RE A & AR AT SERAAT
CAS RN 288-88-0 reactive unspecified Triazoles (Non—Fused) Cnos_X unreactive excl. HC
MITI 5-5776 498 <=7919 ( 2887 ~ 21724) 1636.06 17000 (1300~ 2.2E+5)
FIEARE(minimum toxicity) | KP: FIETRE (logPEAEHESY)
CNOS_X basic aromatic n unreactive,
H& - excl. triazine
7100 (410~ 1.2E+5)
____________ KP: FIETHE (logPi B HEERSY)
MW 69.066 Cnos_X reactive fish, excl. n,cC=C
IKIBERE (mg/L) %1 99586 7800 (23~ 2.6E+6)
logP(Kow Win) 1 -0.58 X P: ¥ITEAEE (logPE FH £ B 41 )
loe BCFmaxtox X2 -5.68E-1 =l 3z SRAA T
LUMO(eV) %3 5.41E-1~541E-1 Triazoles (Non—Fused) Cnos_X w/o n+ unreactive (Fish chronic)
EBT—37%L 1.91 74 (1.6~ 3400)
><P XF: H|TE A RE (logP R UEN 718
1 & F &6 5} )
Hse%E | B SRR EFT] SRR
reactive unspecified Triazoles (Non—Fused) Cnos_X unreactive excl. HC
>98.1 <=18746 ( 6279 ~ 55972) 379.04 2600 (390~ 18000)
I E A gE(minimum toxieity) | | XP: FIE e (logPuE FAZEEHSY)
CNOS _X aromatic n unreactive (daphnid)
0 2200 (180~ 27000)
XP: ¥ 7E A~ BE (logP 3 FA &1 B 1)
=214 ERT SERAT
Triazoles (Non—Fused) Cnos_X unreactive excl. HC
EBT—57EL 57.07 100 (3.0~ 3300)
XP, XF: ¥|TEAEE (logP R UER 8
____________ eEAeEEYy) oo
CNOS X basic aromatic n unreactive
270 (2.6~ 29000)
XKP, XF: $¥IE T EE (logP R UER 718
____________ eEmeEs) 0
CNOS X aromatic n unreactive (daphnid)
170 (2.1~ 13000)
><P XKF: I E A EE (logP U ER 7318
& & F &6 5} )
| A SERAT ERT SERA T
reactive unspecified Triazoles (Non—Fused) Cos_X excl. HC, pyridine (Alga, Daphnid)
NH 14 <=4690 ( 474 ~ 46400) 32.46 86000 (5.3~ 1.4E+9)
[\ F| 7E A~ Be(minimum toxicity) X P: ¥ E A~ 8E (logPaiE FH £ B 41 )
NN B R TR
Triazoles (Non—Fused)
C1 = NC = NNf1 3.1 447 No applicable results
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=t/ =% E(mg/L)

L2 MmE g | RIE | HEBRKEE TIMES ¢4 ECOSAR 35 KATE 36
N—AFA—LTIYILTIAR R |2 ERA T {5 FARI & AA T
(Al - N—(EFOXIAFIL) T ILTER] reactive unspecified Acrylamides

CAS RN 924-42-5 356 <=66347 (23860~ 1.8E+5) 326 No applicable results

HF A BE(minimum toxicity)

(=4 EAT ERAFH
= Acrylamides
T —27%L 18.27 No applicable results
MW 101.11 HRaRsE | S & AA T {8 A=l ERAAT
IKBEREE (mg/L) 21 1000000 reactive unspecified Acrylamides CNO_X amide unreactive (Daphnid)
logP(Kow Win) %1 -1.8063 RAT—REL <=2.3E+5 (68653~ 7.6E+5) 784 2.7E+5 (220~ 3.5E+8)
logBCFmaxtox %2 —1.35E+0 HF A~ BE(minimum toxicity) P, Xf: ¥ E A gE (logPE B &1 [F 4},
LUMO(eV) %3 3.30E-2~6.46E-1 HE{ERZRDOETEEEZST)
2% AT ERAFH
Acrylamides CNO_X amide unreactive (Daphnid)
RAT—REL 2.69 400 (3.6 ~ 45000)

H

X P, Xf: ¥ TE A BE (logPaiE A &6 F 4},

MEHMERZHE DB EEZE V)

i | A% SERAT ERw FERAT
reactive unspecified Acrylamides
O //CHE 28T — 470 <=47800 ( 4460 ~ 5.1E+5) 0.976 No applicable results
% HF A BE(minimum toxicity)
DXI-TNH (=2 k {5 A= & AR
Acrylamides
0=C(NCO)C=C FzAT—27%0 0.22 No applicable results
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=t/ =% E(mg/L)

82t 1= g | BlE| REBER TIMES 34 ECOSAR 35 KATE 36
o —EFA—w—(RT7ASILAEF) RE | A =TT AT £ AT
RY(AFITFLY) Esters Esters O primary alcohol SCAS
CAS RN 9004-99-3 RAT—FEL 1.7321* ( 0.500 ~ 6.002) 1.48 1.9 (0.16~ 23)
XD: FIEA e GEREHES) XlogP>b 0B AEE B TR ELL) IKIBREEE
............ C OS_XeSterunreaCtlve
&% EOBMIDMEIZDOLTFAE 1.7 (0.19~ 15)
<P+ $I| 7 I 8E (logPiE FHEE B 1)
2% AT ERAART
MW 680.95 Esters
KBMEE(mg/L) X1 0.00722959 RAT—FGL 0.059 No applicable results
logP(Kow Win) %1 5.06 KBEEERETEELDL
logBCFmaxtox %2 3.76E+0 REdE | 2 E AT 5] 5 A T]
LUMO(eV) 3 1.01E+0 ~1.26E+0 reactive unspecified Esters O COS X ester unreactive
RAT 5740 <=0.7597* ( 0.251 ~ 2.297) 2.22 4.0 (0.46~ 35)
HF A BE(minimum toxicity) XlogP>5.0Ga R B T EL) KintEE

CNO _X ester unreactive (Daphnid)

4.1 (0.40~ 43)

KBEE R
=4k ERw ERw
Esters CNO_X ester unreactive (Daphnid)
EiBT—527L '0.630 0.49 (0.026~ 9.2)
KBEEBTEZELGL IKBFEE R
EE | A SERAT R ERw
Baseline narcotics Esters QO primary alcohol SCAS
>100 0.93% (0.11 ~ 8.24) 0.582 0.11 (0.0031~ 3.9)
XD: I E A 5E (& A& E 5T KRB TEELGL KBEEE R
"""""" CO.X ester unreactive (Alga)
JJJI/ %w_% 1.8 (0.18~ 17)
H:C D‘“D—DMD KBEEE R
ton g1 SR SR
CCCCCCCCCCCCCCCCCC(0CCOCCOCCOCCOCCOCT Esters CO_X ester unreactive (Alga)
06C0CCOCC00 =R T—A%L 0.403 0.39 (0.029~ 5.3)
KinfEEHBTEELGL KBEE R
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" 2/ =1 1E(mg/L)
t2HmE g | RE | HBER TIMES 34 ECOSAR %5 KATE %6
o —EFO—w—(FLAAILAF) BE | 2% SERA T 2w T
RY(AFITFLY) Esters Esters O primary alcohol SCAS
CAS RN 9004-96-0 ERT—%7GL 2.3371% ( 0.684 ~ 7.986) 1.97 2.9 (0.25~ 34)
XD: FI%E T Ae (B AR5 KefgEdcwEaL | K
COS_X ester unreactive
55 EOBIDMEIZTDOLTT A 2.3 (0.26~ 20)
XP+: ¥ FE IS 8E (logPE FA &6 F 5})
1214 R SRS T
Esters
=T —27%L 0.082 No applicable results
MW 678.93 KiafEEBRTEELGL
KiBEEE (mg/L) %1 0011373 Ha%E | A% & AT AT AT
logP(Kow Win) 1 485 reactive unspecified Esters O COS X ester unreactive
logBCFmaxtox %2 3.61E+0 >100 <=1.1779 ( 0.396 ~ 3.501) 3.03 5.4 (0.63~ 46)
LUMO(eV) %3 9.91E-1 ~1.25E+0 H|E A~ 8E(minimum toxicity) Ke@gEwT=E4%L | Ke@gges
CNO_X ester unreactive (Daphnid)
13 5.5 (0.54~ 56)
KnEEE R
1214 ERT ERw
Esters CNO_X ester unreactive (Daphnid)
ERT—37L 0.912 0.65 (0.036~ 12)
KBFEEBTEZEGL IKBREE R
EE | A SERA T ERw R
Baseline narcotics Esters QO primary alcohol SCAS
>3.02 1.39(0.16 ~ 12.2) 0.820 0.21 (0.0067~ 6.3)
ﬂ XD: ¥ E A~ fe (E A #n B 41 ) Kis@gEwT=E%L | Kisgegdeg
_ CO_X ester unreactive (Alga)
L 2.6 (0.28~ 24)
T IKBHEE R
= =1 f&E AT fE AT
CCCCCCCC/C=C/CCCCCCCC(OCCOCCOCCOCCOCCOo Esters CO_X ester unreactive (Alga)
CCOCCOCCOCC0)=0 1.9 0.530 0.59 (0.045~ 7.6)

KERERTHELL

KRR
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) it/ % M f(me/L)
82t 1= = | HBRER TIMES 34 ECOSAR X5 KATE 36
3, 3 —FATTOEF U Rk ERA T {5 FARI & AA T
CAS RN 111-17-1 reactive unspecified Neutral Organics CNOS X acid general
>99.1 <=5042 (1841~13808) 1.3E+5 3500 (210~ 60000)
¥ E A~ BE(minimum toxicity) KinfEEBETEELGL XP+: | 7E IS 5E (logPaE A &R B 4})
55 =% A ERATH
Neutral Organics
=T —27%L 10173.47 No applicable results
MW 178.2
IKIBRRE (mg/L) X1 176641.42 Rk & AA T {8 A=l ERAAT
logP(Kow Win) =<1 -0.18 reactive unspecified Neutral Organics
logBCFmaxtox %2 -1.32E-1 73.1 <=11319 ( 3874 ~ 33071) 61268.96 No applicable results
LUMO(eV) 3  -1.79E-1~2.53E-1 1 E 7 fe(minimum toxicity) IKBREBTEERL
14 =4 s Rl AT
Neutral Organics
9.81 3415.32 No applicable results
R | Ak AT sE AT ERAART
0 reactive unspecified Neutral Organics
OH 50.1 <=4090 ( 429 ~ 38900) 19882.01 No applicable results
o g $F A BE(minimum toxicity)
M g1 SR B R
OH Neutral Organics
0=C(CCSCCC(0)=0)0 30 3328.05 No applicable results
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2/ HHE(mg/L)
b4 E BE | HBHEER TIMES 34 ECOSAR 35 KATE %6
2—AJTFIL—4—AFIILA XY 2% =T AT sE AT
—4—F—)L Baseline narcotics Neutral Organics CO_X ether unreactive
CAS RN 63500-71-0 350 209.4998 ( 77.148 ~ 568.906) 10t 110 (8.5~ 1300)
MITI5-7058 CO_X alcohol unreactive Fish
__________________________________________________________________ 200 (25~ 1600)
= QO narcotic group (Fish acute)
120 (19~ 820)
=4k T T
MW 172.27 Neutral Organics narcotic group (Fish chronic)
IKIAEE (mg/L) X1 2773.44 ERT—27L 10.1 2.5 (0.18~ 35)
logP(Kow Win) 31 2.1605 Uk =TT & W] & AT
logBCFmaxtox X2 1.61 Baseline narcotics Neutral Organics CO_X ether unreactive
LUMO(eV) X3 2.76~3.11 >320 152.4355 ( 57.091 ~ 407.010) 58.52 44 (3.3~ 580)
XD HEREECERSERY 0 |
CO_X alcohol unreactive
______________________________________________________________________ 61 (18~ 2100)
CO_X alcohol unreactive (w/o EO)
(daphnid)
______________________________________________________________________ 62(43~ 900)
O narcotic group (Daphnid acute)
27 (4.0~ 180)
1214 ERT ERT
Neutral Organics O CO_X ether unreactive
EBT—3%L 5.95 0.92 (0.017~ 50)
CO_X alcohol unreactive (w/o EO)
(daphnid)
4.6 (0.22~ 98)
= | 2% FERAT R ERw
Baseline narcotics Neutral Organics O CO_X ether unreactive excl HRAC (Alga)
>100 51.6 ( 5.95 ~ 447) 46.35 71 (12~ 410)
xD: HIEFee&ERA&HHASY
CO _X alcohol unreactive C—OH w/o
(acid, EO)
______________________________________________________________________ 34 36~ 1900)
narcotic group (Alga acute)
CH, 120 (13~ 990)
=4 ERT ERT
CH, Neutral Organics O CO_X ether unreactive excl HRAC (Alga)
g OH >=100 12.54 6.2 (0.67~ 58)
CH,
CO_X alcohol unreactive C—OH w/o
CC(C)CC10CCC(C)O)CT (acid, EO)

14 (0.34~ 560)
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) At/ B fE(me/L)
82t 1= = | HBRER TIMES 34 ECOSAR X5 KATE 36
1—=JhrF—2—-TJO//—)L Rk ERA T {8 Al {2 A
CAS RN 5131-66—8 Baseline narcotics Neutral Organics CO_X ether unreactive
148 1389 ( 511~3771) 887 830 (65 ~ 10000)
XD: FIE A 6e GEREHES)
o OCO_Xa|COho||essunreactlve(EO ..........................
mitigated)
600 (78 ~ 4500)
MW 132.2
KIBFEE(mg/L) X1 42101 = {5 A= &R
logP(Kow Win) %1 0.9842 Neutral Organics
logBCFmaxtox %2 7.34E-1 AT —27%L 117.66 No applicable results
LUMO(eV) <3 2.64E+0~3.13E+0
= SR AT ERFH
16 Baseline narcotics Neutral Organics CO_X ether unreactive
>100 1438 ( 539~3834) 459 430 (24 ~ 7600)
XD: $|E A6 (GEFHEEHE5Y) <P+ $ 7 IS8 (logPiE FHEEF 5})
=i {5 ] {5 A |l
Neutral Organics CO_X ether unreactive
RAT—2EL 34.46 14 (0.25 ~ 780)
R | Ak & A |] s Rl ERAAT]
f/GH3 Baseline narcotics Neutral Organics CO X ether unreactive excl HRAC (Alga)
OH O >1000 351 ( 39.1 ~ 3160) 232 560 (76 ~ 4100)
653‘/ XD: $E A6k (GE FHEEFE 5Y) <P+ $ITE A8 (logPE FHEEF 5})
=1k s ] s A Al
CC(COCCCC)0 Neutral Organics CO_X ether unreactive excl HRAC (Alga)
960 49.28 31 (3.1 ~ 310)
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=t/ =% E(mg/L)
82t 1= g | BE| HBRER TIMES 34 ECOSAR X5 KATE 36
p—=rATz/—ILFFII L 258 | 2K {5 Al {8 Al {5 ARl
CAS RN 824-78-2 Phenols and anilines Phenols CNO_X nitro mono unreactive
3.8 18.8304 ( 7.379 ~ 48.056) 21.92 34 (7.7~ 150)
F%5: BR&LTTM =4k A ERATH
Phenols
0.643 2.15 No applicable results
MW 138.1
KBMEEme/L) X1 11600 AR | 2 {5 ARl {5 FA\I {2 A
logP(Kow Win) <1 1.91 Phenols and anilines Phenols CNO_X nitro mono unreactive (Daphnid)
logBCFmaxtox %2 1.42E+0 4.7 11.3511 ( 3.998 ~ 32.230) 9.11 22 (5.9~ 82)
LUMO(eV) >3 —-1.06E+0~-1.06E+0
=% s Rl AT
Phenols
1.3 0.981 No applicable results
R | Ak =4 T sE AT SERAAT]
D:r:fD Baseline narcotics Phenols
0.25 66.5 ( 7.63 ~ 580) 1.92 No applicable results
Q >XD: #IE A~ e (E AR 5Y)
0. 81t BT A
Nat Phenols CNO_X nitro mono unreactive
[0]c1ccc(ec)N(=0)=0 10 3.99 2.6 (0.095~ 69)
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=/ =% E(mg/L)

(A== 1B | HEgEER TIMES ¢4 ECOSAR %5 KATE 6
TRSFR{[(2E) =3, 7—UAF = ERAT AT PRI AE
IWAHIR—2, 6—DT—1—A reactive unspecified Alkoxy Silanes
WIAFDISUET RS (70% >0.07 <=1.7E+5% ( 62376 ~ 4.7E+5) 1.4E-6
LLE)ET B FRSIREL LS ¥I| 7€ A~ HE(minimum toxicity) XlogP>5. 00K B E B T EaL)

E(2E)—3, 7= AFILAHE— =43 ERAFH F R EE
2, 6—VIV—1—F—ILDR Alkoxy Silanes
R (D FEEFRIC(2E) —3 ERlT—2750 2.4E-09
T—OAFIA YR —2, 6—DTY XlogP>8.0 UKBRE B THETL)
-1-AJLEE3DULETELD XA AEICACRERWTERLT-
IZBR%. ) HICKVEH
MITI_2-4205 Uk = AR AT F RIASHE
reactive unspecified Alkoxy Silanes
B&: ERDIZTOVNTTFE >0.027 <=4 5E+5% (1 5E+5~1.4E+6) 0.141
| 7E A~ BE(minimum toxicity) XlogP>5. 00K AEEB T EEL)
MW 641.05 S1% SERAT ¥ A RE
IKBERE (mg/L) %1 3.7079E-11 Alkoxy Silanes
logP(Kow Win) 31 17.48 ERlT—2750 3.E-8
logBCFmaxtox %2 -8.81E-1 XlogP>8.0 K AREB THELL)
LUMO(eV) 3 6.87E-1 ~9.87E-1 XAMFAMEICACREAWLTERLT-
HICKYVEH
jeu 3L AT A F AT 6
| e epeetTs Alkoxy Silanes
>0.0049 <=2.2E-8 (+1E-9) 0.204
\=<_\=< ¥ FF A~ BE(minimum toxicity) KlogP>6. 40K BEEB TR ELL)
B S1% EAT F RIS RE
C/C(CC/C=C(C)/C)=C¥COISil(0C/C=C(C)/CC/C=C(C)/ Alkoxy Silanes
C)(OC/C=C(C)/CC/C=C(C)/C)OC/C=C(C)/CC/C=C(C)/C 5=0.0049 0026

XlogP>8.0 JKBARERE TR ELL)

60 / 98




) oy, B 1EfE(me/L)
82t 1= =E | HEBRER TIMES 34 ECOSAR X5 KATE 36
IFLVER(CT7EMNTER) = & AT AT ERAART
CAS RN 10543-57-4 reactive unspecified Imides
MIT1_2-3577 >140 <=3.9E+5 (1.4E+5 ~1.1E+6) 381.26 QSARR 7L
HF A BE(minimum toxicity)
=4k EAT ERAAT
= Imides
=T —27%L 3003.98 No applicable results
MW 228.25 SRk ERAT {8 A=l SERAT
IKBERE (mg/L) %1 157396.47 reactive unspecified Imides
logP(Kow Win) 21 -2.36 >1000 <=1.6E+6%* (4.6E+5~5.8E+6) 2732.53 QSARZ 7L
logBCFmaxtox %2 -1.76E+0 $%E A~ BE(minimum toxicity)
P LUMO(eV) %3 -1.25E-1~4.77E-1 =t {5 A ERAAFTI
Imides
500 3913.97 QSARR 7L
R | A ERAFH AT ERAFH
HEE—{D CH. reactive unspecified Imides
Nﬂ >1000 <=3.0E+5 (26700~ 3.4E+6) 40.71 QSARI 7L
O N/J © $F A BE(minimum toxicity)
CH, %GHE =% AT i AR
O Imides
CC(=0)N(CCN(C(C)=0)C(C)=0)C(C)=0 655 0.591 QSARZ 7L
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" 2/ =1 1E(mg/L)
e g | RE | HKBRER TIMES 34 ECOSAR 35 KATE %6
NUBTYR) =L BE | A AT eI AT
Baseline narcotics Neutral Organics primary alcohol SCAS
CAS RN 115-77-5 >100 2 5E+5 (90473 ~ 6.9E+5) 2.7TE+5 2.7E+5 (23000 ~ 3.2E+6)
XD: FI%E A Ae (E AR5 KefgEETRZESL | XKP: FIETHE (logP B HEERSY)
CO_X alcohol unreactive Fish
S 6.1E+5 (65000 ~ 5.7E+6)
............ KP: $IETHRE (logPBAHEERESY)
narcotic group (Fish acute)
MW 136.15 3.2E+5 (45000 ~ 2.3E+6)
IKiBFRE(mg/L) X1 75562.56 XP: HI E T 5E (logPaE FA SR 51)
logP(Kow Win) 1 —-1.77 =4 S RAT] SRAAT
logBCFmaxtox X2 -1.32E+0 Neutral Organics narcotic group (Fish chronic)
LUMO(eV) X3 2.65E+0~2.91E+0 EBT—37%L 17525.82 1300 (23 ~ 71000)
X P: ¥I| FE A~ 8E (logP & FAEE F 4} )
HsgsE | 2% SERAT T SERAT
Baseline narcotics Neutral Organics CO_X alcohol unreactive
>1000 5.6E+5 (1.8E+5~1.8E+6) 1.1E+5 74000 (570 ~ 9.6E+6)
XD: ¥ E A~ fe (E £ 41 ) Ke@gERBT=E%L | XKP: $IFEAEE (logPE FHERESL)
CO _X alcohol unreactive (w/o EQO)
(daphnid)
37000 (1100 ~ 1.2E+6)
____________ KP: FIETRE (logPEAKLHES)
20 narcotic group (Daphnid acute)
13000 (1400 ~ 1.1E+5)
XP: | E A EE (logPxiE A £1 B 4} )
2% R ERAH
Neutral Organics CO_X alcohol unreactive (w/o EQO)
(daphnid)
1000 4014.24 650 (20 ~ 21000)
XP: ¥I|7E A BE (logP & A & B 4% )
i | A% FERAT ERw FERAT
Baseline narcotics Neutral Organics primary alcohol SCAS
>1000 59800 ( 5600 ~ 6.4E+5) 19161.61 9.1E+6 (4800 ~ 1.7E+10)
N D b Y 2 L KP: FIEBE (logPEASESY)
CO_X alcohol unreactive C—OH w/o
(acid, EO)
2. 9E+6 (15000 ~ 5.6E+8)
____________ KP: FIEEE (logPEAHESY)
HO narcotic group (Alga acute)
OH 6.4E+5 (37000 ~ 1.1E+7)
XP: # 7E A 8E (logPE A i B 4} )
OH 2% ERw FERAT
OH Neutral Organics CO_X alcohol unreactive C—-OH w/o
(acid, EO)
OCC(CO)(CO)CO >=1000 2312.8 1.9E+5 (1200 ~ 3.2E+7)

XP: |7 A RE (logP & F i B 4} )
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" =/ = E(mg/L)

A==tk =M% | HAEREER TIMES 34 ECOSAR 5 KATE 36
4—(4—{[{[(2E) =3, 7= AF LAY = SERAART ERT] pig: BN
R—2 6—I—1—AIL]IAFUIER reactive unspecified Alkoxy Silanes
[[(1R, 2S, 5R) —2—4YV'7OE L — >0.16 <=1731% ( 638~4701) 1.6E-5
5—AFILoANFTUIL]IA T D)IL] | F A~ BE(minimum toxicity) XlogP>5.00KAEEHBTHELZL)
AXx1T7zoI) TRV —2—FFFHH
&9 5. (1R, 2S, 5R)—2—4Y7OE L 2% SRR pig: BN
—5—AF)LooantHo —1—F—)L & Alkoxy Silanes
(2E) =8, 7=V AF LA DR —2, 6—2 ERT—327%L 45E-8
IV—1—F—)LETRSIRFI I XlogP>8.0 IKBEEHE THELL)
4—(4—EFOFLToI)L)THEY—2—F XA AMEICACRZ ALV THERLT-
CDORIER (D FEEPRICAIR, 2S, KICKYUEE
5R) —2—4AYJAOEJJL—5—AF)L
OONEDNWER(FA—(B—FFVYTF 2t SRR EFT] pig: BN
IV ITTZILEXIF(2E) —3, 7—AF)L reactive unspecified Alkoxy Silanes
A0R3—2, 6—VI —1—AI)LEEEE >0.26 <=2627* (966 ~ 7148) 0.321
3DULECHEDICES. ) ¥ TE A~ BE(minimum toxicity) XlogP>5.00K B EE T2 E L)

N MITI_3-4686
& ERDIZOLTTHE 114 SRR pig: BN
MW 655.04 Alkoxy Silanes
KBFRE(mg/L) %1 2.7714E-09 EHT—37L 3.8E-7
logP(Kow Win) 31 15.18 XlogP>8.0 JKBAEEHE THELL)
logBCFmaxtox 2 8.36E-1 XAaMFAEICACREALNTHERLT-
LUMO(eV) X3 -3.33E-2 ~3.44E-1 KICKUEH
o R | A AT A F R
Hal reactive unspecified Alkoxy Silanes
O >0.022 <=1.6E-6 (= 1E-7) 0.305
o3 ¥ 7E A~ BE(minimum toxicity) XlogP>6.40K BB T2 E 4L )
1214 T pidiEN:
Alkoxy Silanes
>=0.022 0.061

CC(C)C1CCc(C)CcC10[Sil(oc/c=C(C)/CC/C=C(C)/C)XO
C1CC(C)CCC1C(C)C)0c1cec(CCC(C)=0)ccl

HlogP>8.0 JKAFREBTEELL)
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=%/ =% E(mg/L)

fbEE g | BE | HBR#ER TIMES 4 ECOSAR 35 KATE 36
nN—~JAThY BE | 2% SRS SRS T SERAT
CAS RN 629-78-7 Baseline narcotics Neutral Organics C_X HC aliphatic w/o X
ElT—37L 4.0822 ( 1.478 ~ 11.274) 0.00019 0.00046 (1.7E-5~ 0.012)
XD: FIE A 6E EREHES) XlogP>s0 | XP: ¥ITEANHE (logP B FHEREHSY)
e narcotic group (Fish acute)

0.00024 (3.3E-5~ 0.0018)
XP: ¥l E A HE (logPE FAEEH 51)

MW 240.48 12 prp— T
KiBfEE (mg/L) %1 0.00034315 Neutral Organics C_ X HC w/ w/o X (unreactive)

logP(Kow Win) 31 8.6901 EAT 5270 3.9E-5 9.9E-5 (1.7E-6~ 0.0056)
logBCFmaxtox %2 3.43E+0 logP>8.0 XP: FIE A BE (logPaE FH # F 4} )
LUMO(eV) X3 348E+0~367E+0 | | | | 2 Gnos_X w/o n+ unreactive (Fish chronic)

8.1E-5 (1.5E-6~ 0.0043)
PXP: ¥l E A HE (logPaE FAZEEH 51)

narcotic group (Fish chronic)
7.2E-5 (2.1E-6~ 0.0025)

PXP: F|E A 8E (logP@E A 25 51)

PERE | At L LB SR
Baseline narcotics Neutral Organics C_X aliphatic w/o X
RAT—FGL 1.3239 ( 0426 ~ 4.117) 0.0002 0.00024 (6.2E-6~ 0.0094)
XD: ¥l E A 8E (E AR SY) logP>5.0 XP: #7E A~ 8E (logPiE FAZEE 4Y)

narcotic group (Daphnid acute)
0.00094 (0.00011~ 0.0080)

XP: F| 7E A 8E (logP@E A 25 51)

s CLER) AR
Neutral Organics
ERT—R7%L 0.00011 No applicable results
¢logP>8.0
EE | A SERAT SR ERAT
CH: Baseline narcotics Neutral Organics narcotic group (Alga acute)
ERT—270 0.00039 ( 3.5E-5 ~ 0.0043) 0.002 6.6E-5 (4.0E-6~ 0.0011)
XD: I A 5E (& A& E 5T XlogP>6. 40K AR EHB THELZL) XP: I E A 8E (logPxE FA R B 4} )
1214 SR ERAFT
CHa Neutral Organics
CCCCCCCCCCCCCCCCe =R TF—A2EL 0.002 No applicable results

*logP>8. 00K BMEE B THELL)
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, At/ % M f(me/L)
LEHmE g | B HBEE TIMES 34 ECOSAR %5 KATE 36
[2—(VBAAFIVAFIS4, 4 —(TAN—2, 2—DA)) T /—)VERBEY] - 4—tert—TFILTx/—)L+4, 4’ —(TO/IRV—2, 2—
23 |DAI) T/ —ILER Y
MITI_7-3448
FGTA fE | A AT AT AT
reactive unspecified Epoxides, Mono CO X alcohol less unreactive (EO
mitigated)
F%E: EHEOFHICAVLh-EE 068 >0.9 <=25.2148 ( 9.323 ~ 68.195) 9.11 28 (2.6~ 310)
IESRTDIEDIRRGT ¥I| 7E ASBE(minimum toxicity) F: $| 7 IS EE (BB 5 1 E 1 A 5 B 41 )
[m/z 358.41 DM SiEEZHE A 214 {5 FRA] ERAT]
Epoxides, Mono
AT —27%L 0.011 No applicable results
MW 398.43
KBRREmeg/L) X1 12.64 HadE | 3% SERAFT fERA A SERAFT
logP(Kow Win) X1 3.09 reactive unspecified Epoxides, Mono
logBCFmaxtox X2 231E+0 >0.57 <=21.3228 ( 7911 ~ 57.474) 15.23 No applicable results
yq_q [FUMOEV) X3 1.23E-1~4.99E-1 | 7 A~ BE(minimum toxicity) KBREBTHERL
R AT AR

CC(C1=CC=C(0CC(0)CO)C=C1)(C)C2=CC=C(OCC30C3)

C=C2

EAT—270

Epoxides, Mono

1.46
XRAMFANEIZACRERALTIERLT-
RICEYEH

No applicable results

Wi
b
4

At SRR AT ERAR
reactive unspecified Epoxides, Mono
>0.93 <=19.1 ( 2.23 ~ 164) 12.85 No applicable results
HI| 7 A~ 5E(minimum toxicity) KinfEEHETEELGL
g% sE AT AT
Epoxides, Mono
>=0.93 12.41 No applicable results
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, At/ % M f(me/L)
82t 1= g | BlE| REBER TIMES 34 ECOSAR X5 KATE 36
R 7B B | Ak & AT AT AT
Baseline narcotics Neutral Organics primary alcohol SCAS
>0.9 0.1727% ( 0.063 ~ 0.474) 0.079 0.17 (0.012~ 2.3)
#%: sEOREHICAVLLN-EEFEER XD: $IE A6 (GE A HESY) XlogP>b. 0(KBEE B TR EZL) P+ HlE A 8E (logP & AR B 41 )
SEADSEDIKS. ||| CO X ether unreactive
'm/z 508.5 1 EDIFEHM oiEEEHA 0.12 (0.0082~ 1.7)
P+ I TE T BE (logP i FAER B S} )
............ C O_Xa|coho||essunreact,ve(Eo
MW 508.65 mitigated)
IKBAEE (mg/L) X1 0.0035573 0.11 (0.0042~ 3.2)
logP(Kow Win) %1 6.15 XP: ¥ TE B (logPiE FHER F 4Y)
logBCFmaxtox X2 4.41E+0 14 S FAT] SRAAT
LUMO(eV) 3 4.8E-3~4.65E-1 Neutral Organics
SRl T—427%4L 0.012 No applicable results
IKBRREBTRELL
%8 | 2% =4 T {5 ] SERAAT
. Baseline narcotics Neutral Organics CO_X ether unreactive
>0.57 0.0668* ( 0.021 ~ 0.215) 0.066 0.024 (0.0011~ 0.51)
>XD: F7E A~ 6 (i R 5} XlogP>5. 00K AR B TRHEIZL) P+ FI|E FRE (logP i FA &R B S} )
= E AT E AT
Neutral Organics CO_X ether unreactive
RAT 3L 0.019 0.00011 (5.4E-7~ 0.024)
IKBEREBTREEGL
R RN ERAAHA AR ERAAH
Baseline narcotics Neutral Organics primary alcohol SCAS
>0.93 0.093* ( 0.01 ~ 0.86) 0.239 0.0036 (0.000041~ 0.31)
>XD: #|7E I~ 8e GiE A EEE 51 ) IKBEREBTEEGL X P+: ¥ E T 8E (logPE FAZEE 4Y)
"""""" CO X ether unreactive excl HRAC (Alga)
0.079 (0.0083~ 0.75)
<P+ HIE A de (logPxi&E SR 51 )
= s ] SERAAT]
CC(C)(C)C1=CC=C(0CC(0)COC2=CC=C(C(C3=CC=C(OC Neutral Organics CO_X ether unreactive excl HRAC (Alga)
C(0)00)6=C3)(0)0)6=02)C=C >=0.93 0.147 0.033 (0.0023~ 0.45)
KBMREBTREGL XP: H T T HE (logP @ FA SR B 1)
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" 2/ =1 1E(mg/L)
(A=27k= g | BlE| HEsR TIMES 4 ECOSAR %5 KATE 6
A 5C BmE | 2% SRS T SERAT
Baseline narcotics Benzyl Alcohols
>0.9 1.5416% ( 0.566 ~ 4.195) 0.00044 0.0017 (9.5E-5~ 0.031)
#%E: SHOFEHICAVLLN-EER§E% XD: ¥ E A~ de (E £ 41 ) XlogP>5. 00K A EE B TR ELL) P+ HI|7E IS gE (logPaiE A £0 B 4})
SEADILOIKES. ||| CO.X alcohol less unreactive (EO
[m/z 64251 DIERM SIEIEZ HER mitigated)
0.0019 (3.0E-5~ 0.12)
> P: ¥ 7E A~ 8E (logPaiE A £ B 4} )
MW 642.82 8% ERAFT ERAFT
IKARE (mg/L) X1 55732E-06 Benzyl Alcohols
logP(Kow Win) %1 8.41 >0.57 0.00016 No applicable results
logBCFmaxtox 32  3.64E+0 KlogP>8.0 KB ER THELL)
LUMO(eV) %3 6.27E-2~3.72E-1 MXAM T AEICACRERWLTERLT=
HICKYEH
Hsg%E | 2% SRS SR SRS
Baseline narcotics Benzyl Alcohols CO_X ether unreactive
i ERIT—H7%L 0.7913*% ( 0.268 ~ 2.339) 0.00058 0.00023 (3.9E-6~ 0.014)
XD: ¥l E A 8E (E AR 5Y) XlogP>5.00K BB T EEL) 3P+ ¥I|5E A HE (logP i FH E3 B 41 )
2% SRS T SRS T
Benzyl Alcohols CO_X ether unreactive
0 ERIT—H7%0 0.00049 4.8E-7 (5.7E-10~0.00041)
s XlogP>8.0 KA EB TR ELL)
X2 FRMEICACREZAWLTIERL = P+ ¥l E A 8E (logP & A B 41 )
= HICKYUEE
. = | A% FERAT W ERAT
| _@_]_ Baseline narcotics Benzyl Alcohols CO_X ether unreactive excl HRAC (Alga)
>0.93 0.0018* ( 0.00016 ~ 0.019) 0.0030 0.0011 (5.1E-5~ 0.025)
XD: ¥I|E F8e (E A FE YY) XlogP>6 40K BB THELL) X P+ HIE A BE (logP 3 FA &1 5 41 )
=4k W FERAT
CC(C1=CC=C(0CC(0)C0C2=CC=C(C(0)C)C)C=C2)C=C1) Benzyl Alcohols CO X ether unreactive excl HRAC (Alga)
(C)C3=CC=C(0CC(0)COC4=CC=C(C(C)(C)C)C=C4)C=C3 520.93 0.0083 0.0011 (46E-5~ 0.028)
XlogP>8.0 JKBEEHE TR ELL) SP+: HI|7E IS 8E (logPaiE FH £ 3 4% )
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, At/ % M f(me/L)
82t 1= g | BlE| REBER TIMES 34 ECOSAR X5 KATE 36
A 5D B | Ak & AT AT AT
Baseline narcotics Neutral Organics primary alcohol SCAS
>0.9 0.1810% ( 0.066 ~ 0.497) 0.023 0.053 (0.0036~ 0.79)
5% SHEOEHICAVLLN-EEFIEEX XD: $IE A6 (GE A HESY) XlogP>b. 0(KBEE B TR EZL) XP: I E A 8E (logPE AR B 4})
SEADSEDIKS. ||| CO X ether unreactive
'm/z 658.41 LD IFHMM oIEEEHA 0.037 (0.0024~ 0.57)
P+ I TE T BE (logP i FAER B S} )
............ C O_Xa|coho||essunreact,ve(Eo
MW 658.82 mitigated)
IKBAERE (mg/L) X1 9.0787E-5 0.038 (0.0011~ 1.3)
logP(Kow Win) %1 6.86 XP+: I TE A HE (logP 3@ FA#EE S} )
logBCFmaxtox %2 4.49E+0 14 S FAT] SRAAT
LUMO(eV) *3 4.67E-3~3.54E-1 Neutral Organics
SRl T—42%4L 0.0039 No applicable results
IKBRREBTRELL
%8 | 2% =4 T {5 ] SERAAT
234 Baseline narcotics Neutral Organics CO_X ether unreactive
>0.57 0.0677% ( 0.021 ~ 0.221) 0.021 0.0066 (0.00023~ 0.19)
>XD: F7E A~ 6 (i R 5} XlogP>5. 00K AR B TRHEIZL) P+ FI|E FRE (logP i FA &R B S} )
= E AT E AT
Neutral Organics CO_X ether unreactive
EHlT—27L0 0.0070 2.4E-5 (7.6E-8~ 0.0078)
| KERERTHELL XP+ #| T AE (logP B FIHEES1)
. % | A i PR T R AR
- Baseline narcotics Neutral Organics primary alcohol SCAS
= >0.93 0.032* ( 0.0033 ~ 0.31) 0.099 0.00058 (3.2E-6~ 0.10)
XD: $|E A6 (GEFHEEHESY) XlogP>6. 40K AR EE TR ETL) >XP: ¥ E T~ g (logPaE FAEE 51 )
o -C+C-~ CO X ether unreactive excl HRAC (Alga)
0.025 (0.0020~ 0.30)
<P+ HIE A de (logPxi&E SR 51 )
= s ] SERAAT]
CC(C1=CC=C(0CC(0)C0)C=C1)(C)C2=CC=C(OCC(0)CO Neutral Organics CO_X ether unreactive excl HRAC (Alga)
C3=CC=C(C(C4=CC=C(0CC(0)CC)C=C4)(C)C)C=C3)C=C2 5=0.93 0.070 0.013 (0.00083~ 0.22)
KBMREBTREGL XP: H T T HE (logP @ FA SR B 1)
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) it/ % M f(me/L)
82t 1= g | BlE| REBER TIMES 34 ECOSAR X5 KATE 36
A7 F B [ & AT AT AT
Baseline narcotics Neutral Organics CO_X ether unreactive
>0.9 46189* ( 16844 ~ 126657) 2.2E-8 6.6E-8 (1.6E-9~ 2.6E-6)
#%: sHEOREHICALLN-EEFEER XD: $IE A6 (GEFHEHESY) XlogP>b. 0(KBEE B TR EIZL) XP: I E A 8E (logPE A B 4} )
SEADSED 1S, ||| CO X alcohol less unreactive (EO
'm/z 926.6 1 & D[FE D SFEE 2 HEE mitigated)
9.9E-8 (1.8E-10~5.3E-5)
P: F| 7 A gE (logPiE FA R B 41 )
MW 925.2 =1k {5 ARl ERAAT
KinfEE(mg/L) X1  1.9703E-12 Neutral Organics
logP(Kow Win) X1 13.74 =T —27%L 7.7E-9 No applicable results
logBCFmaxtox 2 5.37E-3 XlogP>80 UKBRREHE TR ELL)
LUMOC(eV) %3 5.37E-3~3.82E-1 s | 2t ERAFA {8 Al &R
235 Baseline narcotics Neutral Organics CO_X ether unreactive
>0.57 108519% ( 36667 ~ 321174) 3.8E-8 3.4E-9 (2.8E-12~ 4.0E-6)
>XD: $|E gk (E FHEEFE 5Y) XlogP>5. 00K B EE TR EIEL) XK P: | T N HE (logP & AR B 41 )
o gy g BT AT
o Neutral Organics CO_X ether unreactive
RAT 3L 7.3E-8 9.7E-13 (2.4E-17~ 3.9E-8)
b A ) e XlogP>8.0 IKBEEHE THELL) XP: ¥l 7E A RE (logPiE FA £a B 41 )
@i R R & AT AT EAART
Baseline narcotics Neutral Organics CO_X ether unreactive excl HRAC (Alga)
»0.93 1.3E-7 (£6.5E-9) 2.4E-6 4.2E-8 (1.8E-10~ 1.0E-5)
XD: $IE A6 (GEFHEHESY) XlogP>6.4KBEE B TR EIZL) XP: $I E A~ 8E (logPaiE FAER B 4})
CC(C1=CC=C(0CC(0)COC2=CC=C(C(C)Cc)c3=Ccc=Cc(0C et EFHEI EFHZ:EI
C(COC4=CC=C(C(C)C)C)C=C4)0)C=C3)C=C2)C=C1)(C)C Neutral Organics CO_X ether unreactive excl HRAC (Alga)
5=CC=C(OCC(COCH=CC=C(C(C)(C)C)C=C6)0)C=C5
>=0.93 7.1E-6 3.4E-7 (2.5E-9~4.6E-5)

XlogP>8.0 JKBAfRERE TEELL)

XP: ¥ E A 8E (logP 1 FAER F 4} )
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) it/ % M f(me/L)
L3mE g | B | HEBEER TIMES 34 ECOSAR 35 KATE %6
2—ThITVILFFISY 28 | Ak ERAA 5w SERAA
CAS RN 7320-37-8 reactive unspecified Epoxides,mono
=T —42%4L <=0.1915% ( 0.069 ~ 0.532) 0.061 No applicable results
HI| T A~ 5E(minimum toxicity) XlogP>5.0(AfEEHBE TR ELL)
5% =4k A ERATH
Epoxides,mono
RAT 3L 0.00040 No applicable results
MW 240.43
KIBREE(mg/L) 1 0.045351 HE | 2% &R ERA T =R A
logP(Kow Win) X1 6.7565 reactive unspecified Epoxides,mono
logBCFmaxtox %2 450 SRl T—2%40L <=0.0472 ( 0.014 ~ 0.164) 0.030 No applicable results
LUMO(eV) X3 2.62~268 I 7 A~ BE(minimum toxicity) XlogP>5.0
24 =4k SERAAT] SERAAT]
Epoxides,mono
RAT 3L 0.0027 QSARZ 7L
XAMFAEICACRER L TERLT-
RICKYEH
BE [ & AT ERAART AT
reactive unspecified Epoxides,mono
0.00221 <=0.014 ( 0.0015 ~ 0.14) 0.010 No applicable results
| ’:W ¥ 7E A~ Be(minimum toxicity) XlogP>6.4
a =% {s ] EATH
Epoxides,mono
0O(C1CCCCCCCCCCCCCCe)Ct 0.00143 0.034 No applicable results
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=t/ =% E(mg/L)
LM E B | HEBHE TIMES 34 ECOSAR 35 KATE 36
2—RTUNFHFISY =k & A4 |] E AT E AT
CAS RN 3234-28-4 reactive unspecified Epoxides,mono
RAT 5740 <=0.3404 ( 0.123 ~ 0.942) 0.185 No applicable results
= $F A~ BE(minimum toxicity) logP>5.0
=4k A ERATH
Epoxides,mono
MW 212.38 RAT 3L 0.00077 No applicable results
IKBREE (mg/L) X1 0.44232
logP(Kow Win) 31 57743 Rk &R ERA T =R A
logBCFmaxtox %2 4.23E+0 reactive unspecified Epoxides,mono
LUMO(eV) 3  2.61E+0~2.68E+0 RAT 2L <=0.0935 ( 0.028 ~ 0.312) 0.125 No applicable results
¥ 5 ASBE(minimum toxicity) logP>5.0
R AT ERAFT
Epoxides,mono
SRl T—427%4L 0.012 No applicable results
XAMFAEICACRER L TERLT-
RICKYEH
R | Al & A |] sE AT E AT
reactive unspecified Epoxides,mono
0.00236 <=0.078 ( 0.0086 ~ 0.7) 0.055 No applicable results
Hac/\\/\/\/\/\/\w HF A~ BE(minimum toxicity)
’ 181 R AT
Epoxides,mono
CCCCCCCCCCCcCC10Ct 0.00165 0.131 No applicable results

71/ 98




, Y 1 {E(me/L)
82t 1= g | BlE| REBER TIMES 34 ECOSAR X5 KATE 36
2—TIUNFHXIIY AR | B ERAT AT ERTT
CAS RN 2855-19-8 reactive unspecified Epoxides, Mono
AT —3%40 <=1.5642 ( 0.570 ~ 4.295) 0.552 No applicable results
$F A BE(minimum toxicity)
= 2% EAT ERAART
Epoxides, Mono
AT —27%L 0.0014 No applicable results
MW 184.32
KinfEE(mg/L) X1 424 HrdE | S ERAH AT ERAH
logP(Kow Win) X1 4.79 reactive unspecified Epoxides, Mono
logBCFmaxtox %2 3.57E+0 0.171 <=0.5515( 0.180 ~ 1.692) 0.519 No applicable results
26 LUMO(eV) 3 2.63E+0 ~2.69E+0 ¥ 5 ASBE(minimum toxicity)
s AT ERAFT
Epoxides, Mono
RAT—27GL 0.049 QSARZ 7L
XAMEFBEICACRERALTERLT:
RICKYEH
| A ERAT AT ERAAFA
reactive unspecified Epoxides, Mono
0.057 <=0.42 ( 0.048 ~ 3.65) 0.290 No applicable results
HJC/\/\N\//\W 2 F A BE(minimum toxicity)
D gt A EATRE
o(c1cceceecececceo)ct Epoxides, Mono
0.0042 0.497 No applicable results
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=t/ =% E(mg/L)
82t 1= g | BlE| REBER TIMES 34 ECOSAR X5 KATE 36
3—(3,4—>y0A7z=)L)—1, 1— R5E | 2K {5 AT {5 FARI {2 A
DAF LR Baseline narcotics Substitued Ureas O tentative CNOS X halogen, unreactive
CAS RN 330-54-1 14.2 27.0252 ( 9.974 ~ 73.224) 18.1 25 (3.9~ 160)
(IH=&211)
............ u reaunreactlve
11 (2.1~ 60)
CE PXP+: I 7E I~ HE (logP & F 2R B 4} )
=% s R AT
Substitued Ureas
MW 233.1 RAT—FGL 0.5 No applicable results
IKBEE(mg/L) X1 34057
logP(Kow Win) 31 26726 = ERAFT SR ERAFT
logBCFmaxtox %2 1.99E+0 Baseline narcotics Substitued Ureas
27 |LUMO(eV) <3 -551E-1~-1.09E-1 1.9 28.6163 ( 10.610 ~ 77.181) 0.22 No applicable results
XD: #|7E I~ 8E GE A ZEESY)
=4k & Rl ERAAT
Substitued Ureas
0.56 0.95 No applicable results
ch_ﬁFHE BE | At BT fE A BT
>:.:, Baseline narcotics Substitued Ureas
NH 0.025 27 (3.14 ~ 232) 0.177 No applicable results
O XD: #|7E I~ 8E GE A EEE YY)
=% s ] SERAAT]
7 . Substitued Ureas
CIC1=C(C=C(C=C1)NC(N(C)C)=0)CI AT —27%0L 0.07 No applicable results
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=%/ =% E(mg/L)
82t 1= = | HBRER TIMES 34 ECOSAR X5 KATE 36
tert— R TAUFA—IL 2t AT Al AT
CAS RN 25103-58-6 reactive unspecified Thiols and Mercaptans
0.377 <=0.1060 ( 0.039 ~ 0.291) 0.012 No applicable results
HF A BE(minimum toxicity)
= =% ERATH ERATH
Thiols and Mercaptans
RAT 3L 0.0022 QSARZ AL
202.40 XAMFRIEICACRE AL THERLT:
IKBFEE (me/L) X1 0.3407 RICKYEH
logP(Kow Win) 31  6.07 mAE | Al AT ERATH SEATH
logBCFmaxtox %2 4.38E+0 reactive unspecified Thiols and Mercaptans
LUMO(eV) %3 8.41E-1~9.4E-1 0.0746 <=0.0364 ( 0.011 ~ 0.118) 0.022 No applicable results
$F A~ BE(minimum toxicity) ¢logP>5.0
=% ERAAT] ERAAT]
Thiols and Mercaptans
0.0108 0.002 No applicable results
XA RMEICACRE AN THERLT-
KT KUEH
R R AT ERAAH EAAH
reactive unspecified Thiols and Mercaptans
oH o >4.14 <=0.043 ( 0.0047 ~ 0.39) 0.021 QSARZZIL
*F A~ BE(minimum toxicity) logP>2.9
CHy =4k {5 ] SERAA T
ot Thiols and Mercaptans
SC(CCC)CCCC)CCCC >=4.14 0.016 No applicable results
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A%/ HHE(mg/L)
ILFEME g | 1B | HEEgR TIMES %4 ECOSAR %5 KATE %6
N— (O~ FHL —1—AJLRIILTF7ZZIL) R | 2f ERAAT] AT AT
J32)LAZF Baseline narcotics Imides CNOS _X N—hetero unreactive (w/o
CAS RN 17796-82-6 amine, aldoxime, carbamate)
0.41 3.068 ( 1.129 ~ 8.339) 1.87 0.30 (0.00019~ 470)
XD: ¥IFEAgE GERAZEE ) ><P+ XF: FIEAREE (logP R UEN D8
= & A E B AY)
O Thiophthalimides
0.026
MW 261.34
KBFRE(mg/L) X1 220 12 B R
logP(Kow Win)  2¢1  3.76 Imides
logBCFmaxtox %2 2.8E+0 SRl T—427%4L 0.164 No applicable results
LUMO(eV) »%3 -116E+0 ~-113E+O | | | | T
QO Thiophthalimides
0.0065
Ak SRS T SRS
Baseline narcotics Imides CNOS_X N—-hetero unreactive (w/o
amine, aldoxime, carbamate)
>0.13 2.6264 ( 0.940 ~ 7.336) 1.73 0.31 (0.0012~ 84)
¥
Ay e TR P K HIETRE (0P RUBA W
O Thiophthalimides
0.543
114 T ERA T
QO Imides
>=0.14 0.306 No applicable results
Thiophthalimides
0.0077
MAMTEEICACREALTERLT-
‘U KYFEH
EE | 2 SRR EFT] SRR
Baseline narcotics Imides
24.8 403 (047 ~ 34.6) 0.274 No applicable results
XD: A e EAZEHESYY) 000
QO Thiophthalimides
O 0.265
/f
S L SR AT
\ O Imides CNOS_X N—-hetero unreactive (w/o
O 13 0.041 amine, aldoxime, carbamate)
0.0023 (7.4E-7~ 7.0)
_ _ XP, XF: I A EE (logP R U HEE
R O S L EFHEE 3 %)
Thiophthalimides
0.128

75/ 98




) it/ % M f(me/L)
t2mE g | B | HEREER TIMES 34 ECOSAR 35 KATE 36
o |[STFLAUAY 2034 %ﬁ'&
CAS RN 25340-17-4
1,2-DEB RE A SERFT {8 AT {8 Al
CAS RN 135-01-3 =g Baseline narcotics Neutral Organics C X aromatic w/o X, fused R=0
0.673| T—% 1.7991 ( 0.664 ~ 4.877) 1.05 2.6 (0.64 ~ 10)
sl >XD: ¥ E A~ 6 (& A 2R B 4} ) * 3.15 *45 (1.1 ~ 18)
G 25340 17—gr DR bk Onarcot'cgroup(ﬁshacute) ................................................
1.9 (0.28 ~ 12)
* 3.9 (0.58 ~ 26)
MW 134.22
KBMRE(mg/L) X1 711 =3k {5 Al {5 Al
logP(Kow Win) 1 4.0698 (¢t & 1E) Neutral Organics C X HC w/ w/o X (unreactive)
* 3.72 (RAfE) = | =5 0.19 0.087 (0.0066 ~ 1.1)
logBCFmaxtox 32 3.03E+0 T—3 | T—75 * 0.37 * 0.15 (0.011 ~ 2.0)
LUMO(eV) 3  5.37E-1~556E-1 I T R Cnos X w/o n+ unreactive (Fish chronic)
0.079 (0.0062 ~ 0.99)
* 0.14 (0.011 ~ 1.7)
O narcotic group (Fish chronic)
0.083 (0.0073 ~ 0.94)
* 0.15 (0.013 ~ 1.7)
30-1 HRsE | 2 ERAFH AT =R
== ) Baseline narcotics Neutral Organics C X aromatic w/o X, fused R=0
201 T—%4 1.0795 ( 0.384 ~ 3.032) 1.05 1.1 (0.32 ~ 3.8)
L >XD: ¥ E A~ 6E (& A 2R B 4} ) * 2.09 * 1.6 (047 ~ 5.8)
............ n arCOtICgroup(DaphmdaCUte)
0.95 (0.14 ~ 6.3)
*x 1.7 (0.26 ~ 11)
=4k sE AT {5 ]
S0 | SEA Neutral Organics C_X_ aromatic w/o X, fused R=0
T3 T4 0.17 0.15 (0.030 ~ 0.72)
Bl L ¥ 0.32 % 0.28 (0.058 ~ 1.4)
ot w8 | Ak AR R BT
== | Baseline narcotics Neutral Organics narcotic group (Alga acute)
CH4 1.21 7‘;—L’5t 1.16 (0.13 ~ 10) 1.72 1.2 (0.15 ~ 10)
< D: ¥ITE A RE GE AT 5Y) * 3.01 % 2.7 (0.33 ~ 22)
=3k AT AT
oeeloeecclGl £ Neutral Organics
0.547| T—74 0.69 No applicable results
L * 1.12
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, At/ % M f(me/L)
82t 1= g | BE| HBRER TIMES 34 ECOSAR X5 KATE 36
1,3-STFILRUEY 2 |2 &l 5w 5w

CAS RN 141-93-5 Baseline narcotics Neutral Organics C_X_ aromatic w/o X, fused R=0

0.673 415 1.7995 ( 0.664 ~ 4.878) 1.53 2.6 (0.64 ~ 10)
* 0.542 * 1.2 (0.29 ~ 4.7)
% 25340-17-4ch D& % £ 60-65% O narcotic group (Fish acute)
1.9 (0.28 ~ 12)
* 0.67 (0.10 ~ 4.4)
MW 134.22 =1k {8 Al {8 Al
IKBEEE(mg/L) %1 24 Neutral Organics C_ X HC w/ w/o X (unreactive)
logP(Kow Win) %1 4.0698(Gt & 1{E) =0 | = 0.187 0.087 (0.0066 ~ 1.1)

* 4.57(RAE) T3 | T—5 * 0.07 * 0.039 (0.0029 ~ 0.54)
ogBCFmaxtox 32  3.03E+0 (e I [ Cnos X w/o n+ unreactive (Fish chronic)
LUMO(eV) >3 5.38E-1~5.82E-1 0.079 (0.0062 ~ 0.99)

* 0.035 (0.0027 ~ 0.46)
O narcotic group (Fish chronic)
0.083 (0.0073 ~ 0.94)
* 0.036 (0.0031 ~ 0.42)
oo R | A AR A A
= Baseline narcotics Neutral Organics C_X aromatic w/o X, fused R=0
201 T—4 1.0796 ( 0.384 ~ 3.032) 1.05 1.1 (0.32 ~ 3.8)
L >XD: FI7E 4~ /e (& R #EE 5} ) * 0.390 * 0.61 (0.18 ~ 2.1)
O narcotic group (Daphnid acute)
0.95(0.14 ~ 6.3)
* 0.42 (0.064 ~ 2.8)
=4 s Rl s Rl
A | = Neutral Organics C_X_ aromatic w/o X, fused R=0
T—3| T4 0.174 0.15 (0.030 ~ 0.72)
L | Bl % 0.07 % 0.058 (0.012 ~ 0.29)
- %G | A AR EA A
O =35 Baseline narcotics Neutral Organics narcotic group (Alga acute)
L 1.21 7‘;;9 1.16 (0.13 ~ 10) 1.72 1.2 (0.15 ~ 10)
2XD: FI7E A e & A EEE 5t * 0.776 * 0.40 (0.047 ~ 3.3)
=4 {8 ] SERAA T
CCclcccc(CC)et =35 Neutral Organics
0.547| T—74 0.690 No applicable results
TL * 0.34
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, At/ % M f(me/L)
82t 1= g | BE| HBRER TIMES 34 ECOSAR X5 KATE 36
14~ TFIILRUEY 2 |2 ERAA 5w 5w
CAS RN 105-05-5 Baseline narcotics Neutral Organics C_X_ aromatic w/o X, fused R=0
0.673 1.8 1.7748 ( 0.655 ~ 4.811) 1.53 2.6 (0.64 ~ 10)
>XD: FI7E 4~ /e (& R #EFE 54 ) * 0.531 * 1.1 (0.28 ~ 4.7)
% 25340-17-4ch D& 27-30% O narcotic group (Fish acute)
1.9 (0.28 ~ 12)
* 0.65 (0.098 ~ 4.4)
MW 134.22 =1k {8 Al {8 Al
IKiBEEE(mg/L) X1 248 Neutral Organics C X HC w/ w/o X (unreactive)
logP(Kow Win) %1 4.0698(Gt & 1{E) =n | = 0.19 0.087 (0.0066 ~ 1.1)

* 4.58(RBIE) T3 | T—5 * 0.07 * 0.038 (0.0028 ~ 0.53)
0gBCFmaxtox 32  3.03E+0 e I R Cnos X w/o n+ unreactive (Fish chronic)
LUMO(eV) >3 5.05E-1~5.23E-1 0.079 (0.0062 ~ 0.99)

* 0.034 (0.0026 ~ 0.45)
O narcotic group (Fish chronic)
0.083 (0.0073 ~ 0.94)
* 0.036 (0.0031 ~ 0.41)
s R | A AR A A
Baseline narcotics Neutral Organics C_X aromatic w/o X, fused R=0
2.01 32 1.0703 ( 0.384 ~ 3.032) 1.05 1.1 (0.32 ~ 3.8)
>XD: FI7E 4~ e (& A #EE 54 ) * 0.383 *0.61 (0.17 ~ 2.1)
O narcotic group (Daphnid acute)
0.95(0.14 ~ 6.3)
* 0.42 (0.063 ~ 2.8)
= s Rl s Rl
A | = Neutral Organics C_X_ aromatic w/o X, fused R=0
T3 | T—5 0.17 0.15 (0.030 ~ 0.72)
HaC L | wL % 0.07 % 0.057 (0.011 ~ 0.28)
Q R A% & A |] & R s Al
Baseline narcotics Neutral Organics narcotic group (Alga acute)
ch, 1.21 1.9 1.16 (0.13 ~ 10) 1.72 1.2 (0.15 ~ 10)
>XD: FI7E A e (& Rz 5t ) * 0.764 * 0.39 (0.046 ~ 3.2)
=4 {8 ] SERAA T
CCclcec(CC)ecel = 35 Neutral Organics
0.547| T—74 0.69 No applicable results
Tl * 0.34
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) it/ % M f(me/L)
82t 1= =E | HEBRER TIMES 34 ECOSAR X5 KATE 36
TH=—A2TY Rk & ATl {s A & AT
CAS RN 95-13-6 Baseline narcotics Neutral Organics C_X aromatic HC wo X, R3=0
RAT 3L 5.8735 ( 2.171 ~ 15.890) 718 5.5 (1.9~ 15)
>XD: #|7E I~ 8E (E A EEE 1) XF: I E A ge (B 5 18 @ A EE i 41)
wE L narcotic group (Fish acute)
8.8 (1.3~ 58)
XF: HIE A5 (BB o7 18 & A EE 51 )
MW 116.16 =4k R SERAT
KiBfEE(mg/L) %1  389.15 Neutral Organics C X HC w/ w/o X (unreactive)
logP(Kow Win) %1 3.25 RAT 3L 0.804 0.28 (0.020~ 3.8)
logBCFmaxtox 32 2.43E+0 XF: F5E A~ 5E (R 7 faaE i A 2R B 41 )
LUMO(eV) X3 544E-2 ~544E-2 | | | | Cnos X w/o n+ unreactive (Fish chronic)
0.26 (0.020~ 3.3)
XF: FIE A5 (BB o7 teE 1 A #E B 51 )
"""""" narcotic group (Fish chronic)
0.28 (0.023~ 3.2)
31 XF: HIE A e (FR 57 1 E B R R 51 )
=i & AT AT ERAART
2.2| Baseline narcotics Neutral Organics narcotic group (Daphnid acute)
47963 ( 1.770 ~ 12.995) 4.57 3.1 (047~ 21)
XD: $IE A6 (GEHEHESY) XF: $|7E IS EE (BR 70 1 EqE A R B 41 )
=% {s ] EATH
Neutral Organics
FAT—3%40 0.615 No applicable results
B | Ak & A |] s R ERAAT]
Baseline narcotics Neutral Organics narcotic group (Alga acute)
Q 4.3 4.59 ( 0.54 ~ 39.3) 5.49 6.7 (0.82~ 54)
XD: ¥I|7E 4 8e (E AFERE 4T XF: $IE T BE (BB 57 18158 R EE A 41 )
= AT SERAAT]
c(c(C=C1)ccc2)(c2)CH Neutral Organics
1.3 1.86 No applicable results
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) oy, B 1EfE(me/L)
L¥HE =1t | AR TIMES 34 ECOSAR 35 KATE %6
N, N=DAFILRUDILTIY Rk {5 Al {8 Al {2 A
Narcotic amines Aliphatic Amines CN_X amine unreactive NH, N< aliphatic
CAS RN 103-83-3 24 50.0815 ( 15.688 ~ 159.879) 38.12 63 (4.7~ 840)
=4 EAT ERAAT
= Aliphatic Amines
=T —27%L 243 No applicable results
MW 135.21 Rk & AA T {5 FA\I {2 A
IKBEEE (mg/L) %1 12000 reactive unspecified Aliphatic Amines CN_X amine unreactive NH, N< aliphatic
logP(Kow Win)  2¢1  1.75 69 <=157.5979 ( 59.245 ~ 419.229) 4.41 43 (13~ 140)
logBCFmaxtox %2 1.3E+0 ¥ 5E A~ BE(minimum toxicity)
¥ LUMO(eV) %3 4.05E-1 ~6.18E-1 =t {8 A {8 A
Aliphatic Amines CN_X amine unreactive NH, N<
0.789 0.352 1.2 (0.069~ 21)
R | Ak AT AT ERAART
Narcotic Amines Aliphatic Amines
CT; 1.4 155(216 ~ 111) 3.86 No applicable results
chi, XD: ¥ RE (B R EEEES))
Q fi G R BRI
Aliphatic Amines CN_X amine unreactive NH, N<
CN(C)Cclcccccl 0.4 1.25 1.7 (0.030~ 95)

80 / 98




EFYE oF S

= {E(mg/L)

AVBRAG R

TIMES <4 ECOSAR X5 KATE X6

AEHEISIRHE
QSARVSRABEHMZENIZE(X. TRRIEFE TERHFICESE(OMHTER)
AVWTEHI. =L, KIBEEFRAENFoN T SI5E D AT
KX BEEIEADBHEEL. MAToNTULDIGE (L AEEHA
D BEEZE )
P, XF XD, XNEHIE RGN ENISADFAIFER
X (FIEBEONENISADFRIFERKATED )
KURESN=VSADFHIFER
Neutral Organics 75 A LLSL D FBIFER
KLY FRHEN /NSNS ADFRIFER
FAREROEEEDEVUTOISRAITHIEARGEELT=,
HEARREUSFEEDIELNVISR)
*KATE : Unclassified
$F A BE (minimum toxicity)
* TIMES : Reactive Unspecified
-ECOSAR:Baseline toxicity, Baseline toxicity(Acid)

minimum toxicity®D T BIME (. B4 IEMBEME{ERTT )L (TIMESTlXbasesurface
narcotics, ECOSARTIZNeutral Organics. NeutralOrganics (acid)) W QSARZ[Z LY

HHELEEDTHD, COEIVEFEIZHL
EEMEIZLDRAER T—ADNLGN=OFHATH S, (TIMESTILE
BHLTULS)

(X Baseline toxicity(acid) 72 ADFHANEITYE DA A M1LIZXKHE=EDFE DI
i% 7+, Baseline toxicity®D FBIfE RZ A EZRII0TKRLI-ETH D)

BENHINEIME., FHUEEZTHED
MHIEDHEXIEZ

ECOSARTIZEQSARK N EH DI KlogPIELXHBZ AIESTEAFIREE TEE L 1&L

TV . TEEEIZANERIET D,

31 KowWin v1.68IZkYEH
¢2~4 TIMES v2.30.1.11 [CRYEH. ALETFRA >k Pimephales promelas 96h LC50. BHERF¥ET > R7RA > Daphnia magna
48h EC50. EFATKRARA >k Algae Acute toxicity.

EFEFHERIDTAY—DERIEITII . MOPAC (AM1 PRECISE ) IZ&YE1T,

LUMO : the energy of the lowest unoccupied molecular orbita |

BCFmaxtox : the maximum bioconcentration factor
X5 ECOSAR v2.00[Z kY EH. faiEAE

T RARA2 b Fish 96h LC50. RERZE2 M T KARA > I: Daphnid 48h LC50. EEA

T RARA b Green Algae 96h EC50. AFEEBMEIRRAE : ChV. BERFEEMHIURKRA UM ChY. EEEBEIRKRAY
Ik : ChV. IogPliKomeX1§1§Fﬁ
= BPAN N A 1 = Lo \l o Ao — 2 |~ F: HN + EF -E Ay 4

—
T J A — - \J L/ o

X6 KATE2020 v2.0IZ otb),ét.'jj BES |$1/|~7|-«r/|~ Flsh 96h LC50. B FER M T R7RA > b: Daphnid 48h EC50. £
HIURRAUb: Alga 72h EC50. BRIV RRA U~ B R UNE{E#£30d NOEC. R FEEMEIRRA b 21d NOEC. &5
BT RSk 72h NOEC. logPldKowWind1Z&{E .

R2>=0.7, Q2>=0.5, =N T—2%&HE A, FHTEST—2MEUMES . “"No applicable results” &EFRRLT=,

TIMESRUKATETIEZFAEZT FRIE (95%EFEXfE) I TRLTULNVS,

XP: FRIYMIE DlogPH., FRIMENDFEINDSITADSEBYPE DIogPEENHNTEY. BlIFXOEDEHFNTHS,

<{ERAT>

XP+ FRIYEDIogPh, FRIVMENDEINDGISADSENE DIcgPEENLHNANTEY., EIFKDENELHEIN TH S,
f=1=L. F A E DlogPILSuuport ChemicalsxEZHRMEZEHE-EME DIogPDHKXIE - =/IMEORNEIIZEFET S,

<{ERAT>

¢D: Out of Domain (TIMES) <{EHA7\ >

S¢N: Not Related to an Existing ECOSAR Class Definition (ECOSAR) < {# FH4~1a] >

XF: FRYMEDEABEEIZDOWNT, FRMEINDEINSIT XK UNeutralOrganics V7 TR (FREHERA CTEM4ZERBA R 8RS
ISR DSEYEDIRTBEESICEENLZWV6H. BlIRXDEREHE S THSH. (KATE)ERAT >

X FRIMBEDBAEEICDOVT., FPRMENDEEINSGIVSADSEYMEICEFTNLZVEIBTEEZFE DN, BA%BHIIEE
[XNeutralOrganics 7S R (BTG REHMERA DA THEMENRBEASIND) DSBYE DT BEESICTEENST=O. FRIKEE
DFERICEWVWTITIETHEEIZOVWT BEITIDLELNH D, KATEKFEARAZE>

* KATE2020TlE @ logPH#EEE>6.0DILEMET—2 @ %
WAEL . QSARETIILIEEICIEFEAL TLVLY,

S FE=T—4 Q) 9N {E ZSuuport ChemicalséL TS & 1EER
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KATE QSARZ 7 X @

No.1-1
B Xg e

ANTR /BN

k3

FHIMEER (Verify QSAREIE KAL)

[2-bFAFL—N, N-tX (2-bFrFAxF>ITFIL) - N—AFILITRy—1-TI=Z27LCIOEBEE/ T XTI

AFILHYILT7 z— b

n+, N+ COS_X ester unreactive
7 ——— — 7 L LA A E— —
6 4 6 J
£l = 1 5+ ]
-~ ar 1 ~ 4r ]
! o}
% 3 - S 3t -
£ 2 1 E 2r :? 1
2 ]
'3 g '7] v
g t é . - w T
Z e E Z et R
o
E 3
= ] -1 b J
=2 = 1 -2 g
y.=78,52 = log P +8,70 y = 0.59 = log P -0.39
-3t - 5t 1
R2: 0,80, N: 11 R2: 0,72, N: 38
-4 £ 5 t . L t ~ £ t L L - L L L s L L N L L L "
% =2 -1 & 1 2 3 4 5 6 7 & 9 18 ‘s 2 4 e 1 2 3 4 5 s 7 8 9 10
Estinated log P_{(KOWWIN} Estinated log P (KOMMIN}
Predicted Toxicity [me/L): 20 I Predicted Toxicity [me2/L]: 220 -
95% Prediction Interval [me/L]: [0.26. 1600] 95% Prediction Interval [mg/L]: [26. 1800]
log P Tudgement: in, Struchre Judgement: in Toz P Judgement. . Struchure Judeement o
- Number of Chemicals Number of Applicable Range 2 5 \. E ~ 5 .
Eamion | | soppone ] T stk ® : R Eaion | et ] s [ 5 st
3202 2oz PE0T0 1 L IEEIRRRL 0.80 052 .2 = 0.50 * lo=P 030 38 31 [0.37461] 0.72 068 0.43
EL XK
Eﬁ }LXW/E\ :%\I\QE
n+, N+
g — — JLA
6 1 .
<: Query chemical
+ : Beference chemical
- 1 - -
o —: Regression line
? - 95% confidence interval
£ 1 R -
g for the regression line
7 L T -k ; -
E : 95% prediction interval
= 4 . .
< for log(1/LC50, EC50, or NOEC)
=
—-Support Data—-
7 ly= 0,59 = log P 41,30 ] *: Support chemical with log P=6.0
-3 F 1 . Tt W w1
R2: 8.94, N: 5 W A: Data with "<" or "
-a N N L L s N " N L " s .
-3 =2 -1 @ 1 2 3 4 5 6 7 8 9 18 < Outlier
Estinated log P {KOHMIN}
Predicted Toxicity [mg/L]: 4.2
95% Prediction Interval [mg/L]: [0.036. 500]
log P Judgement: in. Structure Judgement: in
- Number of Chemicals Number of Applicable Range 2 5
BT used for Regression || Support Chemicals of log P N R Q LLie
y=0353 *logP+138 3 0 [-3.29.5.18] 0.94 0.88 0.46

82798




No.1-2 [2-bFEFL—N, N-tX (2-bRrFRax>ITFIL) - N—AFILIRYy—1-TI=ZILCI6EFME/ TXTIL AFILHILT7—F
afEa M

SANTR/CN

n+, N+ COS_X ester unreactive
F - 7 — —
B[ E BT i
5 4 8 F 4
~ 4 ] = 9 o
2 s v
3 3 1 i 5 A
£ o E £ 2 4 I i
H H Ecan -
g 1 E § 1r _ Ty 1
3 . =i -
- B E - I i’ 4
g o ¥
- —;l" i h R o 4
-z | - i -2 R
y. =052 % log P +0.70 y = 0,50 % log P -0,39
-3 F ] -5 | i
K33 0,30, N: 11 E23 8,72, N 38
-4 . L L L . L L . . L . -4 . L . L L . . . . L L
-3 =2 =1 a 1 2 3 L] e} 6 T & 9 18 -3 -3 =1 a 1 2 3 q o 6 T & a 18
L Extinated log P {KOHHIN} _ I Estinated log P {KOHHTH} _
Pradicted ToijLﬁ' HF 'L]. 0.73 Predicted Toxicity [megL]: 5.0
95% Prediction Interval [mg/L]: [0.0065, 81] 95% Prediction Interval [mz/T]: [0.61, 41]
log P Judzement: in, Structure Judzement: in luvi T Iu%:uen'.. i, Stuctura Judﬁu:sml: in
- Number of Chemicals Number of Applicable Range 2 2 . Number of Chemicals Number of Applicable Range 2 5
i used for Regression || Support Chemicals of log P K Q R Eanaten used for Regression || Support Chemicals of log P E Q Lilke
v =0.52*log P+0.70 11 1 n=! [-3.91.5.18] 0.80 .69 0.72 v=0.50*lozP 030 38 21 [0.37. 4.61] 0.72 0.68 0.43
B
IR
n+, N+

log{L/ECHALnnol L12

[47= 8,53 % log P #1,38
-3

K33 8,94, H: 5

-4
-3 - =1 a 1 2 3 q ] 6 T 51 9 18

Estinated log P {KOHHIN}
Predicted Toxicity [mgL]): 0.14

0 5% Prediction Interval :u.'i'L . [0.00002, 23

log P Tudgement: in, Structure Judzement: in

. Number of Chemicals Number of Applicable Range 2 5
Equation used for Regression || Support Chemicals of log P i Q RAMSE
y=053*1logP+138 5 0 [-3.29. 5.18] 0.94 0.88 0.46
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No.1-3
’%%ﬁ‘%l

SANTR/CN

4+

n+, N+

[2-bFEFL—N, N-tX (2-bRax>ITFIL) - N—AFILIRYy—1-TI=Z9LCISEFME/ TXTI AFILHILT7—F

Log(1/1 CSULAnols/L])

X

-2

-3

R2: 0,80,
-4 1 L

| y.=8,52 = log P +8.70

H: 11
1

=3 =2 =1

1] 1 2

£l 4 o ]

Estinated log P {KOWHIN}

7 2] k] 18

Predicted Toxicity [meT.]: 0.24

95% Prediction Interval [mg/L]: [0.0017, 32]

log P Tndgement: in, Strucmre fodgement: in

. Number of Chemicals Number of Applicable Range 5 - .
Huation used for Regression || Support Chemicals oflog P R @ okl
y=052*log P+0.70 11 1 [3.91 5.18] 0.80 0.69 0.712
B
AR
n+, N+
2 T T T T T T T T T T T
=
=
3 i
Fl
] d
=
i
i i
<
ksl
d i
-3
= ]
-2 - 1
4 = 8,52 % log P +1.38
-3 F i
R2; 89,94, M: 5
_4 i i i i i i i i i i i
=3 =2 =1 1] 1 2 3 L] T ] ¥ ] k] 18
i Estinated log P {KOMHIN}
Predicted Toxicity [mgT]: 0.0446
£5% Prediction Interval [mg/L]: [0.00024, 8.1]
log P Tadzement Strucmre fodzemen
5 Number of Chemicals Number of Applicable Range 2 2
Equation used for Regression | Support Chemicals of log P = @ RASE
v=053*log P+138 5 0 [-3.20.5.18] 0.94 0.88 0.46
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No.1-5 [2-bEFA*xY—N, N-EX (2-bFrFAxF>TFIL) - N-AFLIXYy—1-T7I=2UALCL6:L(AEFEE/ T XTI XFILHYILT7z—F
mIga

SANTR/CN

n+, N+ COS_X ester unreactive
[ - 7 T T T T T T T T T T T
r T T T T T T T T T T T
B 4
6B 4
5 E T i
4 e - 4 I o 7
= g 3 v )
i | 3 S
E L ] E 2f g g™ 1
= = i —
E a . ~+ 7 |
I 1 3 A T W
- B} - B
% B ] g + F
+
E,;r 1 Tt " T
-2 - 1 g = 8,50 % log P -8,39 i
y.=0,52 % log P +0,70 Yy N og "
-3 | 4
-3 F i
K21 6,88, Hi 11 R2: 0.72; H: 38
4 . h . L L L L . L L .
-4 L L . . . . L L L . .
-3 =3 -1 a 1 Fl 5 d 5 6 7 a g 10 =3 =2 =1 a 1 2 3 d n & T i ] ia
Estinoted log P {KOHHIN} L Extinated log P {KOHHIH} _
r Predicted Toxicity [mz/L]: 0.94 = Predicted Toxicity [mgL]: 6.7
©35% Prediction Interval [mg/L]: [0.0087. 100] ©5% Prediction Interval [ma/T]: [0.82 4]
log B ruiﬁ:uen:_ in, Stucture _T'uﬂﬁmen in log P Judzement: in, Stucture Judzement: in
. Number of Chemicals Number of Applicable Range - 2 . Number of Chemicals Number of Applicable Range 2 5
RAEEA used for Regression | Support Chemicals of log P LE Q ELEE ERares used for Regression | Support Chemicals of log P - Lt Q LB
v =052 % log P+0.70 11 1 [-3.91.5.18] 0.80 0.69 0.72 v =059 * log P -0.39 38 21 [0.37.461] 0.72 0.68 0.43
Eng
)"-'XT/E\ :%\“ét
n+, N+
7 T T T T T T T T T T T

log{1/ECHALnno 1AL 1Y

N e :
4= 0,53 % log P #1,38

5| ]
B2 8,94, N1 5

A P .

=3 =2 =1 a 1 2 3 q a L] T 8 a 18
Esbinated log P {KOHHTH}
Predicted Toxicity [mgL]: 0.19
95% Prediction Interval [mzT]): [0.0012, 28]

log P ludzement: in, Stucturs Tudgement: in
- Number of Chemicals Number of Applicable Range 2 5
By used for Regression | Support Chemicals of log P R Q L
y=0.53 *log P+138 3 0 [-3.29.5.18] 0.94 0.88 0.46

85798



No.1-6 [2-bEFA*xY—-N, N-EX (2-bFrFAxF>TFIL) - N-AFLIXYy—1-T7I=2TALCISI(ADEFEE/ T XTI XFILHYILT7z—F
mIga

SANTR/CN

n+, N+
7 T T T T T T T T T T T
g+ i
Y 4
L] 4 1
=
=
3 3 T
]
£. :
2., 1
<
2 a 1
]
L ]
=2 | " 4
y =852 & log P +0.70
-3 F J
R2: 8,80, H: 11
_4 i i i i i i i i i i i
=3 =2 =1 a i 2 ] 4 T B 7 a8 k) 18
L Estinated log P {KOWHIN) _
Predicted Toxicity [meT]: 031
05% Prediction Interval [mg/L]: [0.0024, 40]
log P fndgement: in. Structure fodgement: in
0 Number of Chemicals Number of Applicable Range - -
Epasun used for Regression || Support Chemicals oflog P LE @ RMSE
v=0.52 *log P+0.70 11 1 [-3.91.5.18] 0.80 0.69 072
EAPT
TEX */E\ ;%\ | ‘i
n+, N+

7 T T T T T T T T T T T

Log(1/ECSH [ ol LT)

4= 8,53 ¢ log P +1.38

-3 q
R2: 9,94, H; 5
i i L

=3 -2 =1 a 1 g 3 4 b B ¥ & 9 18
Estimated log P OKOMHIND
Predicted Tomicity [me/L]: 0.060
05% Prediction Interval [mgL]: [0.00032, 11]
log P Judzement Struciure Jodgemen

o Number of Chemicals Number of Applicable Range 2 3 -
i used for Regression || Support Chemicals oflog P N E @ e
v=0.33 *log P +1.38 5 0 [-3.29.5.18] 0.94 0.88 0.46
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No.1-7
’%%ﬁ‘%l

SANTR/CN

[2-tFEF>L-N, N-tZX (2-eRFOF>ITFIL) ~N—XFILITRYy—1-T7I=LCI83(A912,15)EBEE/ T AT I X FILHYIL 7z —F

4+

n+, N+ COS_X ester unreactive
I F T T T T T T T T T T T ) 7 T T T T T T T T T T T
B 1 6 [ 1
5 1 5 1
- 4 1 . Aar o
- = W
S s 1 % ar o 1
i 1 E ey 4 T 1
] = 74 =
g L E 9 L - ~ Tr‘u 1
E a ] g B _Ff#—'_' - E
¥ | L <o ]

A

= -~ J _E =

y =8,52 % log P +0.70 y = 8,59 % log P -0,89

-3 F E -3

R2% B,88, Ni 11
. ;

R2: B,72, MN: 28

-4 L 1 L 1 1 L 1 1 1 - L L L L L 1 1 1
-F =3 -] a 1 o kY 4 ] & 7 8 a 18 =3 =2 =1 a 1 2 3 q ] L] T i a 18
Extinated log P {KOMHIN} L Estinated log P {KOMHTH} _
Pradicted Tc-x.ictﬁ' I:r.gl]. 0.51 Predicted Toxicity [meL]: 3.3
95% Prediction Interval [mgT]: [0.0043, 61] 05%% Prediction Interval [mg/L]: [0.40, 28]
log P Tudzement: in, Structure Tudzsment: in log P Tudzement: in, Stucture Judzement: in
; Number of Chemicals Number of Applicable Range 2 = . Number of Chemicals Number of Applicable Range 5 5
Equation used for Regression | Support Chemicals oflog P R Q RAMSE B used for Regression | Support Chemicals of log P Lt Q Lo
i2032 losP 2070 1L L 5oL 28] 050 0.69 072 v=0.59 * 1oz P-030 38 21 [0.37, 4.61] 0.72 0.68 0.43
ET
RS
n+, N+
F T T T T T T T T T T T
~ i
= _
=
£
= i
i
o
A i
o
2
z 4
g
= -
- - -
g = 8,53 % log F #1,38
-3 F 4
K23 0.94; H: &
-1 L L 1 . L 1 L . L L L
=5 =2 =1 : ] 1 2 3 d n [ T a 9 18
Extinated log P {KOHHIH}
Predicted Toxicity [mgL]: 0.10
035% Pradiction Interval [meL]: [0.00060, 17]
log P Indgement: in, Stucture Judgement: in
. Number of Chemicals Number of Applicable Range 2 5
By used for Regression || Support Chemicals of log P Lt Q LLiBE
y=053*logP+138 5 0 [-3.29, 5.18] 0.94 088 0.46
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No.2-1
’%%ﬁ‘%l

SANTR/CN

e
CNO_X amine unreactive NH, N< aliphatic

N, N=-YRUFF>TFL>-N-C87

111

> (EO$4A,EO0%4B):(1,1)

FRRRIE T

CN_X amine unreactive NH, N<

T T T T T T T T T T T T T T T T T T T T T T T
[ B E | 4
3 B 5 i
~ A7 1 . A 4
= 0
N 37 . T '_E 3t -
g 2 - E £ 2| 4
= i
= [x}
[ [}
Q2 1 F - 2 1F 4
= =
. -
Z el i Z el |
¥ ¥
I 1 -1t -
-2 - i -2 | J
2 y :,.9:5’2' + log P —0,72 y = 8,57 & log P +1,05
-3 - 4 -3 | 4
? R2: 6,91, N: 1B R2: ©,70, Ni 14
-4 . \ . . . . . . . . —4 . A . . . . . . . . .
-3 -2 -1 ] 1 2 3 4 a5 G 7 8 1@ -3 -2 -1 a 1 2 3 4 k] [ F ] 9 it}
Estinated log P {KOHWIN} L Estinated log P {KOHHIN} -
Predicted Toxicity [mg/L]: 120 emicicted Tonia e L
53% Prediction Inferval [mz/1]- [20, 630] 05% Prediction Interval [me/L]: [0.087, 26]
log P Judgement: 1. Structure Judeement: m log P Judgement: in. Structure Judgement: in
i B (e AL A o Applicable Range 2 2 = Number of Chemicals Number of Applicable Range 2
ENasios used for Regression | Support Chemicals oflog P L= Q RALSE Equation used for Regression || Support Chemicals rw oflog P : R Qz MSH
Ly=052"logP 072 10 E [-2.48, 4.67) 091 087 031 v =057 logP-105 12 2 [-0.80.4.67] 0.7 071 051
RS
/mfﬁlhyfll\ét
CN_X amine unreactive NH, N< CNO_X amine unreactive NH, N< aliphatic
R ——— — . 7 L —
& [ E LN A
LS E Sr A
. Af i ~ 4 J
= 1
S st i 5 31 J
F g
E 2r i E 2r J
o
]
g 1} 4 & 1} -
= -
3 -
= z 0| i
Z el i P
¥ 3
— -1 | ] -1 F B
2T ) ] "2y = 8,64 * log F +0.41 i
y = 8,76 * log F +08,57 L] - H -
-3 F i -3 | J
RZ: B.73, Hz 19 RI: 0,08, N: B
1 1 1 1 1 1 1 1 1 1 - L 1 L L L L L 1 1 L
-4
[ . p— '] i o 3 4 5 B 7 g i@ -3 -2 -1 a 1 2 3 4 a B Fi B 18
Estimated log F {KOMHINY L Estinated log F {KOHWIN} _
Predicted Tomcity [mg/L]: 2.0 Predicted Toxicity [mz/1]: 4.9
5% Prediction Interval [ma/L]- [0.035_ 110] 93% Prediction Inferval [mg/L]: [0.29. 83]
log P Judzement: in, Structure Judzemen log P Judgement: in Strucure Judgement: m
[ Number of Chemicals | T S - Number of Chemicals Number of Applicable Range 2
] Number of Chi 1 Number of Applicable Ra B PP g 2 2
S Lll.lSI:]d :;]?Reg]:?;lif:l? Suppol:-l:lc;,llelcr'nicals P lo':lf‘lugel’ e R Q? RMSE i used for Regression || Support Chemicals of log P R Q RMSE
v=0.76 =log P +0.57 19 1 [-0.80. 4.67] 0.73 0.67 0.76 v=0.64 *log P +0.41 ] 0 [-0.56. 3.87] 0.90 0.79 0.33
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~3_go ~ — N ~ < AL AL/ .
No.2-2 N, N=YRUAF>TFL>»—-N-C87 I (EOFEAEOSEB):(4,4)
P ESIE P =)
BES% Rl
CNO_X amine unreactive NH, N< aliphatic CN_X amine unreactive NH, N<
T T T T T T T T T T T T T ; . ; - - - - - - - -
6 g 6 L J
ar B 5 i
~ T 1 - 7 1
o o
S sr _ . *_E sf .
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£ 2 1 = 2T i
= o
b W
S 1 . = 1r 7
= ~
™~ -
3 af ] ger , .
b= -] el
A =t ~ .
-1 - . -
-2 1 "2y =8.64 % log P +8,41 i
y = 8,76 * log P +8,57 Y = 8.64 = log F +b,
-3 J -3 i
R2: 0.73, N: 19 Rez 080 M8 o
-4 L L L L L L L L L L L -4
3 - -1 8 1 2 3 4 5 6 7 8 3 18 -3 =2 -1 [:] 1 2 3 4 5 6 7 8 9 18
Estinated log P (KOHHIN) Estinated log P (KOWHIN)
Predicted Toxicity [mg/L]: 1.9 Predicted Toxicity [mg/L]: 6.3
504 Predicti . [ - 4 2
95% Prediction Interval [mg/L]: [0.035. 110] 95% Prediction hlner\ al [mg/T): [0.34. 1-91
Tos P Tudeement, i, Structure Judeement: in log P Judgement: in, Structure Judgement: in
Number of Chemicals Number of Applicable Range 2 2 Number of Chemicals Number of Applicable Range 3 3 .
HATEr used for Regression || Support Chemicals of log P LS Q RMSE Hamaton used for Regression (| Support Chemicals ol log P = Q .
y=0.76 * log P +0.57 19 1 [-0.80. 4.67] 0.73 0.67 0.76 v =0.64 *log P +0.41 6 0 [-0.56. 3.87] 0.90 0.79 0.33
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SANTR/CN

CNO_X amine unreactive NH, N< aliphatic

N, N-2 HKRUFF>TFL>»-N-C182(A9,12)7
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> (EO$HA,EO#5B):(8,8)
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CN_X amine unreactive NH, N<
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-2 " . "2y = 0.57 * log P +1.65 1
y = 8:92 % log P -0.72 y =0, og N
al - 1 =1 .
R2: 0,91, N: 16 Re: .79 Mo d . . L
-4 L L . L L L L L L L -4
-3 - -1 8 1 2 3 4 5 6 7 8 10 -3 -2 -1 8 1 ) 2 3 4 5 6 7 8 9 18
Estinated log P (KOHMIN) Estinated log P (KOKKIN)
- — Predicted Toxicity [mg/L]: 2.9
Predicted Toxicity [mg/L]: 240 S tediionio ?[[ I]] D
- 5% Prediction Interval [mg/L]: [0.17. 5
95% Prediction Interval [mg/L]: [42. 1400] = = -
- = log P Judgement: in. Structure Judgement: in
log P Tudgement: in. Structure Judgement: in
= = = . 8 Number of Chemicals Number of Applicable Range : : -
- Number of Chemicals Number of Applicable Range 2 2 = Equation i 3 2 R- Q- RMSE
Equation used for Regression || Support Chemicals of log P R Q RMSE used for Regression || Support Chemicals of log P
r=057* +1.05 I 2 0.80, 4.67 79 7 5
y=052 *loz P-0.72 16 3 [248 4.67] 091 087 031 y=057 loaP+1.05 dl = [-0.80.4.67] 0.7 071 051
NGl
SRFA=T
CN_X amine unreactive NH, N< CNO_X amine unreactive NH, N< aliphatic
7 T T LE— T T T T T 7 T T — T T T T T T
6 E 6 4
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5 1 5 F 4
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~ 3r E 5 st i
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g 1 . g 1} :
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~ 8r E < a8f R
E E
L) s L
N : -1t .
-2 - - -2 -
y = 0.76 * log P +0.57 y = 8,64 # log P +8,41
=3 < =3 I 4
R2: 8,73, N: 19 R2: 8.98, N: 6
-4 . L L L . L L L L L -4 L L L . L L L L 1 L L
=3 =2 =1 L] 1 2 3 4 5 6 7 8 18 =3 =2 - a 1 2 3 4 5 6 7 8 9 18
Estinated log P (KOHMIN) Estinated log P (KOHHIN)
Predicted Toxicity [mg/L]: 2.8 Predicted Toxicity [mg/L]: 8.6
95% Prediction Interval [mg/L]: [0.051. 160] 95% Prediction Interval [mg/L]: [0.48. 160]
log P Judgement: in. Structure Judgement: in log P Judgement: in, Structure Judgement: in
Number of Chemicals Number of Applicable Range 3 5 Number of Chemicals Number of Applicable Range 3 3 -
Equster used for Regression || Support Chemicals of log P - Q Eee i used for Regression || Suppoert Chemicals of log P R Q Bhl
y =0.76 * log P +0.57 19 1 [-0.80.4.67] 0.73 0.67 0.76 v = (0.64 * log P +0.41 [ [1] [-0.56, 3.87] 00,940 0.79 0.33
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