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EEEEMEE TIMES X7 ECOSAR %8 KATE X9
#4570 CASES 107065-10-1 FERTA ERFH fERATHE
Reactive unspecified Baseline Toxicity hydrocarbons aromatic
396 mg/L 0.0000401 mg/L 0.00250 mg/L
FILTIU(IN=B) R TT= LRSS ) H| & A HE (minimum toxicity) XlogP>5 (logPE FAEREHSY) | %P, XFHIEAHE (logP R U B2 EE
7"_7@7 YT Y RSy & ERITF—A24L z HI| TE ASEE (minimum toxicity) - iﬁﬁa%ﬁlﬂ%)
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Reactive unspecified Baseline Toxicity hydrocarbons aromatic
1980 mg/L 0.0000469 mg/L 0.00130 mg/L
0.038 mg/L FI| FE A §E (minimum toxicity) P T RE (logPiE EEERSY)| 2P, XFHIE FRE (logP B UM BR 2 185E
= H| 7E A BE (minimum toxicity) & A # B A1)
NTE 511.65 logP(KowWin) 9.817 %2 f%
782
5K AR (me/L) logBCFmaxtox  2.83E-1 %3
SZULY 0.000002491 %1 LUMO(eV) -6.26E+0~~6.11E+0 4
ODDI X5
Qc X6
@9&229 CASES RS ERAFA
Reactive unspecified Neutral Organics
R 9 ( 224 mg/)L 15.1 mg/L
N, N, N—}! LEkThY—1— == . $ % A~ BE (minimum toxicity )
iﬁ ' MIAFIET A TE=VLO & EfT—8%L - QSARET ILEL
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Reactive unspecified Neutral Organics
5 e o 3.49 mg/L 9.61 mg/L
/-‘\ 0.46 mg/L FI| FE A HE (minimum toxicity) -
= QSARETILIEL
NTE 229.45 logP(KowWin) 3.22 %2 f%
782
7K AR (me/L) logBCFmaxtox 2.4E+0 %3
[FAlfE] ®1  LUMO(eV) -3.98E+0~-3.84E+0 X4
ODDI X5
Qc X6
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EEEEFEE TIMES %7 ECOSAR %8 KATE X9

FABDORR ) i
QSARSSAEMBADBA L. TROIEECELIZASTARE
(OEfE) RS ENZELLY,

=3P, XF XD XNERREEAE VIS RO F RIFER
Xf (EREREINENIFIADFARERKATEDH)
KYRESNF=ITRDFEER
*Neutral Organics 75 X LL5T D F G R
- FRHEAEYINENISZADF RIFER
Fz, FRBROEBEENMEVDLUTOISRIFERRAEL
*TIMES : Reactive Unspecified
*KATE : Unclassified
*ECOSAR:Baseline toxicity, Baseline toxicity(acid)
(¥Baseline toxicity(acid) 7 5 AD FAMEFME DA FLICLHENE
0)5@)’}‘(:&%%\ Baseline toxicity D Fifl#E REFAERII0OTHRLIZET

Hb
ECOSARTILZQSARK D EH H i KlogPEZHE A HIHETfafNKEET
BEELGLIELTWASES, [BEEHISANEL1ET D,

31 Wskowwin v1.42|Z &Y HEH
32 KowWin v1.68[ZkYEH
%3~7 TIMES v2.27.15 [CkYEH. A3 ETURARA 2k Pimephales Promelas 96h LC50. BR3%#ET > 7R A > k: Daphnia Magna 48h EC50.
EFLFHERIVTHI—DERIFITIHY . MOPAC(AM1 PRECISE ) [Z&YFEFT,
LUMO : the energy of the lowest unoccupied molecular orbital
BCFmaxtox : the maximum bioconcentration factor
ODDI: the donor delocalizability of the aldehyde O—atom
QC : the charge of the C atom from «, 3 — unsaturated alcohols
%8 ECOSAR vI.11IZ&YEH. ST RAR AU Fish 96h LC50. FR7%3ET 2 R7R4 > b: Daphnid 48h LC50. logPl&KowWin 2% {1 F.
FRTDYISRIZFH LV Chaseline toxicityk L TNeutral organic 7SR IZEASN=FEREFBIEN D,
39 KATE on PAS [ZkYE . BT RARA 2 Fish 96h LC50. FB3EFET K7R4 > b: Daphnid 48h EC50.logPIZKowWin32% {3 F.

XP: TR EDIogPH, FRMEN D EINDZISANSEBMEDIctPEEILANTEY. RIRKXOEVEREN THS, <HEBRFT>

3¢D: Out of Domain (TIMES) <{ERZ~a >

3N: Not Related to an Existing ECOSAR Class Definition (ECOSAR)<1§FFH<E>

XF: TRYMBEOIAEEICONT, FRAMENHEEENSIF XK UNeutralOrganics 7 5 X (FREHMEFATEHEHAREEL IS R) DS
MEDOBABEESITEFTNALED, BIRXOBREREN THH, (KATE)HARET > o

X FAMBEOBSBEIIONT, TAMENDESNDISAOSEYBEICTFTNEVEIEEEIF DM, BERMNEES
NeutralOrganics 75 R (AL REMEA DA TEEMNGAEN D) OSBYEDMABERSICEENS-OH, FRIER
DEAICEVTEHESBEICOVNT BETILENHD, KATEERZBE>
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