WORKING DRAFT + T#EX

-
TL IR / SAFETY DATA SHEET (SDS)
&35 (EC) 1907/2006 (REACH) f3fE l——i%3 (EU) 2020/878 HHA : 21.10.2026 | hRAs @ 3 | ZH

3,5,5-trimethylcyclohex-2-enone A
3,5,5-trimethylcyclohex-2-en-1-one ‘

CAS 78-59-1

MoLGob.ore
CH,0  EC201-126-0

LOGP

RIEE
8.21 1.6

fafesr3E (GHS/CLP)

L

H351 H312 H302 H335 H319

BELAFCEMIRTURANZE (CLP Mt V) ; BhAKE ZIMOZRITTRER BRIV M BIRNE (CLP 5 4(3) &) —— BRIV EREBIRR.

1. PENIREMM AT /A AARA

1.1 YA 3,5,5-trimethylcyclohex-2-enone
1.1 IUPACE R 3,5,5-trimethylcyclohex-2-en-1-one
1.1 CASS 78-59-1

1.1 ECS 201-126-0

1.1 PubChem CID 6544

1.1 InChiKey HJOVHMDZYOCNQW-UHFFFAOYSA-N
1.1 SMILES CC1l=CC(=0)CC(C1)(C)C

1.1 57K CyH;40 1

1.1 BREE 138.21 g/mol 71

1.1 WRE 138.1045 Da 71

1.2 Bk

ATSRENFREM. KEELER , MeATRM, ARslmrEr,

1.3 BtVEER

REFERENCE COPY — NO Supplier details are not included in this reference copy. The supplier placing the substance on
SUPPLIER DETAILS — NOT FOR the market must complete this section and remains responsible for the sheet under REACH.
DISTRIBUTION MolGod.org prepares documentation and is not the supplier of this substance.

1.4 Y 3EIESH

IVESEEhED 112 (EU-wide emergency number)

Contact the poison centre designated in the country of placing on the market (CLP Art. 45).
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FRREKIRRARES (ZEA15905%) . anelaE , B BRTRAR L.
WMRHIFSE——EEIRBHEA, 12103

‘A

Do NOT induce vomiting (unless directed by a
physician). Rinse mouth with water. Never give
anything by mouth to an unconscious person.
Emergency number: 112 (EU-wide). Contact the poison

centre designated in your country (CLP Art. 45).
[11[21[13]

TERANSZ R
Ty, IR0, JRI5; ik, WRIREME. K. k= IREERIMANRIA.

[31[10]

HEEREIX

BEUR
NVEHE . E215M 0 112 (EU-wide). Poison centre: as

designated in the country of placing on the market
(CLP Art. 45).
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8.1 1=H5%
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FAY -8.1°C (experimental data) [
HR 214.1623°C & 7]
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BERE 462.2°C (experimental data) 7
ERE RERA
IKEME 12 g/L, 25°C 11
FURIFE AEM (REACH 9.1(r))
ERE - KA (EUE) 1.6 (o
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MR (5£9.13)

FIFHERAR (RO5)

L]
138.21 g/mol 71
CgHp40 7

PASS

Where a property above reads "No data available", no measured value was found in the public sources consulted for this substance. The property has not been
determined by MolGod.org and no value is inferred. "Not applicable" means the property has no meaning for this substance in the form supplied.
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13. EMLE

LCso (£8): 138 mg/L (Pimephales REHE
promelas, 96 h). ECso (%3£): 105
mg/L (Skeletonema costatum, 96

h) 1201
Jou] k.
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UN%&S UN 1993 71
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& UN number per the indicated source. Verify the transport class and packing

group in ADR Table A / UN Model Regulations before shipment. [71
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Bsl A (7)
et al.. RIFM fragrance ingredient safety assessment, 4-(2-butenylidene)-3,5,5-trimethylcyclohex-2-en-1-one, CAS registry number 13215-88-8.. (2020). DOI: 10.1016/
j.fct.2020.111377
Ecotoxicity Profile and Ambient Water Quality Advisories for 2-Cyclohexen-1-one, 3,5,5-trimethyl-. (1989).

Zhou H, Zhai ], Gong H et al.. Novel pyrrolidine-alkylamino-substituted dicyanoisophorone derivatives as near-infrared fluorescence probe for imaging B-amyloid in
vitro and in vivo.. Analytica chimica acta (2024). DOI: 10.1016/j.aca.2024.342894

Vidal DM, Moreira MAB, Coracini MDA et al.. Isophorone derivatives as a new structural motif of aggregation pheromones in Curculionidae.. Scientific reports (2019).
DOI: 10.1038/s41598-018-37156-8

Logeshwari G, Jeyashri KR, Rajkumar M et al.. Benzylidene-isophorone hybrids with strong anticancer activity.. Spectrochimica acta. Part A, Molecular and biomolecular
spectroscopy (2024). DOI: 10.1016/j.saa.2024.124577
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CASS Chemical Abstracts Service

CLP D, MBI ((EC) 1272/20087%M)

CMR Bt BORAE, AEEM

DNEL HTAE TR K

EC European Community number

EPI MAFHRRE

GHS LHRE—HIE

IATA Bzt

IMDG EfrisEak RN

REWHER REMIER

LC50 FBHSURE

LD50 FHEIE

NDS REAFRE (TIERFT , KZ)

NDSCh 4a8F NDS

OEL Occupational Exposure Limit
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REACH M, P&, FRTAIEREI ((EC) 1907/20067%41)

SDS Safety Data Sheet
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