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&35 (EC) 1907/2006 (REACH) f3fE l——i%3 (EU) 2020/878 BHi: 21.10.2026 | fj4s : 3 | ZH

methyl acetoacetate A

methyl 3-oxobutanoate

CAS 105-45-3

CH0;  EC 203-299-8

fafesr3E (GHS/CLP)
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=]

H319
BELAFCEMIRTURANZE (CLP Mt V) ; BhAKE ZIMOZRITTRER BRIV M BIRNE (CLP 5 4(3) &) —— BRIV EREBIRR.

1. PENIREMM AT /A AARA

1.1 YA methyl acetoacetate
1.1 IUPAC£#R methyl 3-oxobutanoate
1.1 CASS 105-45-3

1.1 ECS 203-299-8

1.1 PubChem CID 7757

1.1 InChiKey WRQNANDWMGAFTP-UHFFFAOYSA-N
1.1 SMILES CC(=0)CC(=0)0C

1.1 57K CgHgO5 71

1.1 BREE 116.11 g/mol 71

1.1 BiHmE 116.0473 Da 7

1.2 A%

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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2. fERMEIRA
GHS:

MABHPEE

I

H
=

fEfE] (H)

[31[4]1[10]

H319

B (P)

T A EE AR R

[31[4]1[10]

P264 YNV EMIRTEAETFRRA. ...

P280 B FE/ R R/ IR S /& A /BT R E
P305+P351+P338 }
YrES I,
P337+P313
P501

ANFENARES @ AR/ VINHELSYED. ; FNFBFRTBAR G AT A (AR | ERtHFRTEAR .
NARRIBIFER : : RE/RS.

BRI AL
FEELATEERTURAS2E (CLP [ VI)

s PNASK B ZSMOEHIRTRER BN B2 (CLP 58 4(3) %) ——ERXHINEREMIER.
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3. BAIABIEE 4. ZRIETE

LSl Eay/)5y
CASS 105-45-3
ECS 203-299-8
HFR Cl L0y N
BSEEBENHTRAL. FIFKRE, MR : FTALIF
KRE =99% (HANKFIRLEE — SNV U&)K(WBE&%AE) A [1][2][12-]I =
FARHAIA)
Clp index no 607-137-00-0 B Bkt
EZIF LAY, FIESFMK AR (E015547) |
[11[21[12]
AR RS

FRRIKIRERES (E0155060) . 0ATAE , ERHIRETRARGE.
AR —— IR B, D2

"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[121

BRI
ARAERISRANIA. 00l
HEAEREIX

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

designated in the country of placing on the market
(CLP Art. 45).

5. JHBhiEHE 6. iR SAabiE
ERRR A RIEREFRAE K AN R, CO2, F Ny FERN A RE (WEE8T) . BARA
) NN 8 ¥, 202

REBHRKN R TeAERR IR, T b TokiE, o FkFmtzRok.

ik fEE HAMRFEY) © CO, CO2. 1131 e

S 22z sy o EUEREIE % FEREIEM RS, B (R, 1%

7 [yal 7.8 i

AR %Fﬁﬁéﬁtﬂ?ﬂ&%ﬁ JCEY) o eSes A, Rt R, WEZEEE. REK
: BHP. FAHEATkE, wen

DAY 77°C 171 P 6 13

EIREE 280°C 171

7. BB ST

e B RIBSE RIS THE, TSI, Yokailyg, ena
R FEEE (15-25°C) THTE , BURARETORMEAE, (22

Ak ETIRL T (<60% RH) ,  [m21021

* BRES,

D BERMH). 0
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8. HEFIEHINAFIR

8.1 1=H5%
NDS (i%=) MATEERSTT NDS (BUVEMFRE) — EASNEEIAT MRPIPS JEMAIZSE ; K18
RENFFAEREL
OEL (%) RRERRRVHEAMPRE (OEL) RAER] A¥URSE+TRIE——FKREIOELV/BOELVIES | A E
RETAE.
DNEL TeR] P .
PNEC ToR] R
8.2 M ABiifik%& (PPE) [slelial
sesa | | SRR | ) T A
TR (800, 113%) 166:2001
9. WREMUFMER
MR (559.17R) & IR
YIS RAK
me TRk 1
Sk Tor] %R,
PHE (1%KAR) ToA] %R,
FAY -80°C (experimental data) [
HR 171.1615°C &1 7
D] 77°C (experimental data) (71
St ToA] %R,
LT IRIEARBR/ G AR IR ToA] %R,
%E (20°C) 1.077 g/cm3?
#HRUE 0.119 kPa (0.892 mmHg, 25°C)
(experimental data) 7!
HEXEREE 4.01 07
HNRE 1.704 mPa-s 7
EHRE Tor] %R,
#751% nD2° 1.4184 (experimental data) (71
BERE 280°C (experimental data) 7!
ERE RERA
IKEME 380 g/L 7!
FURIFE AEM (REACH 9.1(r))
ERE - KA (EUE) 0 [



MR (5£9.171) & iR

BEIR IS 116.11 g/mol 7!
AFR CgHg05 17
FIFEEAHN (RO5) 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.

10. FEEMHER RN

Rz EIEE M AME A& TEE.
EFTEEN TR HA T RASE.

Bl R EE&HTREMERRE.
R Saph 4 =in. B, B,
ESivY) SEEALFH.

SR BRI : CO, CO2.

11. FEFER

LD50 (£[0) JCrT REUE.

LD50 (£F) JeA] ¥R,

LC50 (MEN\) Jor] ¥R

BBk ZEERNYE (B CLP M VI NAHNEKTER ; BRZSEVAME KRS ZE) Bl
ARAERI S22 — IRANA.

Bt HEERNZE (B CLP M VI URASNEKTER ; RS A aEyZ) B
B ZEERNZE (BH CLP M VI PNRAHNEKTEE ; BV E RS ZE) B
B ZIEERNZE (BH CLP M VI MNARERTEE ; WSV EM B EKRsZE) Bl
IARCHYZ (Bfietk) KCASSTLHIMMIARCE E ——XFHAHATBIEME (S NHE2CLP/GHSH %)
ki ZIEERNZE (B CLP M VI PNANEKTER ; BRIV AME KRy ZE) Bl
STOT—— R RE HEERDYE (B CLP M VI URAHNTER ; SRS B BaHy 2 B
STOT——E5 8% HIEERDLE (BH CLP M VI URASKKTER ; SRS A Ba Ry 2 B
YN ZIEERNZE (B CLP M VI NAHNEKTER ; BV E KRy ZE) B

e Tl MR, R TIBERFAAAL | RETRENEE
e e TR, B TAGL.,
Ay BARME log Kow = 0 91 A ZFENK B (EWC) 16 0#511\0‘(?* u %%gjnﬁﬁ}iftiﬁ o
v MR aEERYR. FERIE
(log Kow < 4.5 — {k3& ECHA 357 EWC {&#, (1

R.11 f4 PBT/VPVB fE&A7HE) . i

[151[161 % BIEEREERRER. SI5EAEIRNIR
IR RS TCAT SR, fEARIRBMALE.
PBT/VPVBiF{% BT LIF{EPBT/VPVB,
NP TiEE.
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14. =HER

UN%&S UN 1993 71

HfeE ERAERSIENARLEEY (CLP W4 VI T HA00/HA10/HA11 ; FTLFHigi¥is5
#ric) 31

IR ROECAIZERI (ADR/IMDG/IATA) VEXBERTIMIALIE ; RENZZERIA N A TREAHEE.

CN/HS%H5 CN/HS 4%F5 : FH7E Eurostat AABIRIFHZSR,

& UN number per the indicated source. Verify the transport class and packing

group in ADR Table A / UN Model Regulations before shipment. [71

15. FHEE

SVHORK?S SRR FIMUREEALSR SVHC HhaS — WEIRIN ECHA BB | BERERE
%,

REACH fii# XIV SKSPHR ECHA SEAVE MBH{TAZR — %81 REACH [if XIV, [

REACH ffi#t XVII TEIA X VIRER S KA —— ER AT RIE 4 ATECHATE AT ; REBR
TR,

16. H{=E

DYHTEEM - ARYE CLP B4 VI W8 — JA#L (EC) No 1272/2008 (BRELARH) . AW HHKRT 21.10.2026 Fis AL R4 H .

WEEHREBALESEMIEE (PubChem, ECHA, NIST%) .

B35 A (5)
Api AM, Belsito D, Botelho D et al.. RIFM fragrance ingredient safety assessment, methyl acetoacetate, CAS Registry Number 105-45-3.. Food and chemical toxicology :
an international journal published for the British Industrial Biological Research Association (2019). DOI: 10.1016/j.fct.2019.110615

Petrovici A, Adhikary A, Kumar A et al.. Presolvated electron reactions with methyl acetoacetate: electron localization, proton-deuteron exchange, and H-atom
abstraction.. Molecules (Basel, Switzerland) (2014). DOI: 10.3390/molecules190913486

Renzetti A, Marrone A, Gérard S et al.. TiCl4-promoted condensation of methyl acetoacetate, isobutyraldehyde, and indole: a theoretical and experimental study. .
Physical chemistry chemical physics : PCCP (2015). DOI: 10.1039/c4cp05412a

Yoshikawa K, Oshima Y, Inagaki A et al.. Determination of Formaldehyde in Water Samples by High-Performance Liquid Chromatography with Methyl Acetoacetate
Derivatization.. Bulletin of environmental contamination and toxicology (2018). DOI: 10.1007/s00128-018-2461-y

Aramaki S, Lehotay D, Sweetman L et al.. Urinary excretion of 2-methylacetoacetate, 2-methyl-3-hydroxybutyrate and tiglylglycine after isoleucine loading in the
diagnosis of 2-methylacetoacetyl-CoA thiolase deficiency.. Journal of inherited metabolic disease (1991). DOI: 10.1007/BF01804391

HijtBA£ X

H319 & AR EE AR R

PUtER4C

P264 NV EIRTBETFERAD. ... I.

P280 B FE/ IR/ IR /& AR/ R RE......

P305+P351+P338 DNBENRRES : @ FROK/NOIRIE LS, NI AR BEFF AT A {EHbER Y | B BRI AR SR,
LRESIHI

P337+P313 ANARRIEFFES « « SRE/Hi.

P501 WERED/RE......

Ug5

ADR R K TFIER 4 E R /A B I i e

ATE SMEMET

CASS Chemical Abstracts Service

CcLp S REMBE ((EC) 1272/20087%M)

CMR Bt BRTH. £ESH
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DNEL PTAETTER N IK

EC European Community number

EPI NIERES-S

GHS LIRG—HIE

IATA Eirin Tzt s

IMDG ErEz Bk AL

TEPIRR TLMIRR

LC50 FWEIUIRE

LD50 FBESUTIE

NDS BREDFRE (T{EHAT , =)

NDSCh 42t NDS

OEL Occupational Exposure Limit

PBT FFAME, M RFEME M

PNEC TR TCR R 34 BE

REACH WERAEM. PEE. AFRTAIBRSI ((EC) 1907/20067%41)

SDS Safety Data Sheet

STOT BELRES

SVHC B E R

TPSA Topological Polar Surface Area

vPvB EFFAMERIE Y ZFE

hRA< s

v3 (21.10.2026) £TF ECHA UREs 24w (CLP [ VI, ATP 23)

Sk
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TEMIER (SDS) — methyl acetoacetate - CAS 105-45-3 718 1% : www.MolGod.org



NFPA 704 (%385 E——NFPAEERSE ; N EREACHIHIZ RN B REMIRRER)

JREFSER ¢ ANSCAHARYE PubChem (NIH), ECHA, NIST WebBook, ChemSpider (RSC) REMAKEIRENHIRENER, ALHREERRTTEIAN (EC) No 1907/2006 (REACH) #
EXRLYERER (SDS). EAIMIRAT , EI HRHIE I TR BURRIZ IR,

RS . AHIRIE ECHA BNAS2E (CLP 4 VI) FIAHIRUBIREE B RhAER.

1#£% : www.MolGod.org — Bzt ZE¥IER (SDS) FA.

£7AR : 21.10.2026 | STHHARA : 3

TEMIER (SDS) — methyl acetoacetate - CAS 105-45-3 m8mW8 1#£%& : www.MolGod.org
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