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Methyl hexanoate A
methyl hexanoate / \
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MoLGob.ore
C,H,,0, EC 203-425-1
FE/R LOGP
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JEUNANZE (CLP JERLMI VI TN 5B ) ——1&kIE ECHA C&L ILEIBIRIERE ; H RIBBEKIEE/KIR (ECHA C&L / HIEREIRR) %5k,

1. PENIREMM AT /A AARA

1.1 YA Methyl hexanoate
1.1 IUPAC£#R methyl hexanoate
1.1 CASS 106-70-7

1.1 ECS 203-425-1

1.1 PubChem CID 7824

1.1 InChiKey NUKZAGXMHTUAFE-UHFFFAOYSA-N
1.1 SMILES CCCCCC(=0)0C
1.1 57K C;H40, ™

1.1 BE/RRE 130.18 g/mol 7
1.1 WRE 130.0994 Da 71
1.2 Bk

ATSRENFREM. KEELER , MeATRM, HRslmrEr.

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. BRMIRA

GHS:

MABHPEE

=1 31
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1Ek& 1R (H) 314l

H226

BiiEiAR (P) B4

P210

P233

P240

P280
P303+P361+P353
P370+P378
P403+P235

P501

PIRBIARIZES

EERIR, BERE. KAk, BXFEASIIR. SR,

RIFRHREA.

AR BOR B IS AR,

FBHr /S R/ AR S /A BRI N R
MERRECKR)IAZ - IR BHsFTATARARER. ; AKEREL [BoMiA]
Rk ERLLL R

FRTERNRIFL, RS,

W EREDIBDE. ...

EHASZE (CLP JEZHBHE VI RN KE ) ——{Kk3E ECHA C&L ICEBEIRIEE ; H RIBFKIEE /KR (ECHA C&L / HERMIER) %K.
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3. BAIABIEE 4. ZRIETE

LS LR

cass 106-70-7

Ecs 203-425-1

AFR C7H140;

IREE =99% (HEIHIREE
AAERHIA)

5. JHBIETE

'ON
BREEBERITU . RIFAE. TR : SATATIF

B — RN B (PRAKAS) . 20
B Rkt
PRS2, BIEEMKTRER (20155044)
[1121[11]
AREETEfh

FRRIKIREARES (E154060) . 0TAE | ERHIRETRARGE.
AR —— IR B, e

"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[11]

SERFIR
SOk AR EAER, B
HEEREIX
BRI
WEZHVE . &&i54 . 112 (EU-wide). Poison centre: as

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

6. RN 24bIE

BRI K RSk, &M (COz2) . TH. AT FEAMAGTFES (NBEST) . BRIBA
BEERIK /K E, Fs, M2

AEBEHRKA R TR (& KR BURIFAOKE £ FETH BRAESEA TS, T okAnhaRoK,
HIBRGIRAR) [11[21[11]

RIREE #AMRFH : CO, CO2. 112) BRI % FEISEE R, Bist (. &

NN o 5a A, kL) kM., WEEERS. Pl

AR E%{ﬁﬁﬁw& I o E5edln AP, BOHNTKE, EREAR ;
AR SR JGET A, [

WA 72.8°C 171

7. BRIELESMHEE

XRET 8; 13

bilzEE i
AR
BkE
¥
£

1EIB RAF B KR i a0t s T4E, TAKIEAAIE#HE . Yokeifg,
A (15-25°C) THsfE , SRtrssteRflrg, [z

TR 57 (<60% RH) , [1r2111]

BRFAYEST, e

SEEAM, RR, Bk A
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8. HEFIEHINAFIR

8.1 IS4
NDS (i%=) MATEERSTT NDS (BUVEMFRE) — EASNEEIAT MRPIPS JEMAIZSR ; K18
RENFFAERE.
OEL (%) R ERRAMVEERMPR{E (OEL) SRAER] YIRS P IIE——EMEIOELV/BOELVIES ; A E
RETE.
DNEL ToR] %R
PNEC ToA] ¥R,
8.2 M AR (PPE) [Si6I13]
o ton o pareots | o v s vy o [ R )
THERE (/0. 11%K) 166:2001
9. WEM MR
MR (5£9.11) & SRR
W YN
el Te o] PR,
Ik Ter] FRdR.
PHE (1%7KAR) TouT FRdsR
B -70.0577°C &1 7]
R 149.2788°C &1 7]
PAJ=Y 72.8°C (experimental data) 7!
St Flam. Lig. 3 (H226) 3
LT RYERRBR/ SRR Ter] PR,
®E (20°C) 0.8848 g/cm? (7
#HRUE 0.667 kPa (5 mmHg, 30°C)
(experimental data) 7!
X RSEE 4.49 116
BB Tea] ¥R,
513 nD2° 1.402 (experimental data) (71
BHRIRE Tea] .
SRR NEH
KB Tor] FRdR.
AURIRFAE FEA (REACH 9.1(r))
g - KA (HME) 2.5 19
BERIE 130.18 g/mol 7!



MR (569.1M0) L] SKIR
AFRA C7H140, ™
FIEHTEAFN (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. FREMEM R

REMH EEEWEIER&F TIRE.
WERREHE TEHEE R THRARE.

B R EE &M TREMBER R,
I8 23N S il BHEY. 8K,
ESIY) SEREMF, OB, B
SR BAMEH) : CO, CO2.

iF
cm

11. FIE¥(EE

LD50 (£[) JoA] %R,
LD50 (£F) Jor] ¥R
LC50 (IRA\) Te AT PR .
B RIS ToA] %R,
AREBRIAE ToA] AR,
Bt ToR] %R
R Tou] %R
2 ¢iia Te AT PR
IARCHZE (BfiEtk) ZCASSTLEIMMIARCE FH —— XA WHATBIEME (S HHE2HCLP/GHSH )
HIEFM JoA] %R,
STOT—— ¥R RE ToR] PR
STOT——E5&F To Rl P .
BRNfEE TC AT PR

TkeEF Jea] %R, REFE RIEE R TIEN , A RERAE
P, ST MR, PIBHTALE . RSHENTKE.
BERED (EWC 1 * — SRS =
g log Kow = 2.5 11, AMBHHEN{E e ey A IR
(log Kow < 4.5 — k& ECHA 15/ EWC ﬁﬁ% [10] T

R.11 #) PBT/VPVB fF&#FH) . )

[241025] Bk BEEHNAKTER. ZISRNaRENM
TiEh TR Fea] MR, ERTER BMALIE.
PBT/VPVBiF{h R EAFEPBT/VPVB,
RS THAE TAER.



SBIK——SHRIRIK

UN%§ S UN 1993 71

bt pre oSl TRYE GHS 7Y ZSHEMT — TEAZSK.

HREE ERFRGEE | REER, HIERYNA (CLP i VI Z24h) ——ZSKEFM (56 12
W) ENBRELFEHETEYINC | KEFTIR ADR 2.2.9 / IMDG A,

AT ZBCHZER] (ADR/IMDG/IATA) {EABR AR ; RERVZSEA AN TR

CN/HSYS CN/HS #sh5 : F4E Eurostat £H &BRIFRZSE,

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

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

15. &R

SVHCRZE RXTHEA ABUEEAZSR SVHC KT — BERRH ECHARIEEFR ; ENERERF
Tj_:n [1]

REACH ffif+ XIV RXPHR ECHA SRAUEREHITIZK — &R REACH [HF XIV, ™

REACH [f{{4 XVII TENAMHEXVIBHE ST RAA —— e TIARNAIRIE L ATECHATE B IIE ; NRBR
FebRAY, M

16. HMEE

SYRANFABUL : HRIIRIE CLP 58 4(3) KBHA K — [ VI TUrAKE. £MANMKMT 21.10.2026 FiEREMMH AR,

BIREREB NS EHIREE (PubChem, ECHA, NIST#)

#¥s| A (8)
Api AM, Belsito D, Botelho D et al.. RIFM fragrance ingredient safety assessment, methyl hexanoate, CAS Registry Number 106-70-7.. Food and chemical toxicology :
an international journal published for the British Industrial Biological Research Association (2021). DOI: 10.1016/j.fct.2021.112572

Jiang Y, Liu G, Zhang W et al.. Biosynthesis and emission of methyl hexanoate, the major constituent of floral scent of a night-blooming water lily Victoriacruziana..
Phytochemistry (2021). DOI: 10.1016/j.phytochem.2021.112899

Dang NN, Pham HN, Kleiner | et al.. Methyl Internal Rotation in Fruit Esters: Chain-Length Effect Observed in the Microwave Spectrum of Methyl Hexanoate.. Molecules
(Basel, Switzerland) (2022). DOI: 10.3390/molecules27092639

Ensari Y, de Almeida Santos G, Ruff A] et al.. Engineered P450 BM3 and cpADH5 coupled cascade reaction for B-oxo fatty acid methyl ester production in whole cells..
Enzyme and microbial technology (2020). DOI: 10.1016/j.enzmictec.2020.109555

Supriyadi, Suzuki M, Wu S et al.. Biogenesis of volatile methyl esters in snake fruit (Salacca edulis, Reinw) cv. Pondoh.. Bioscience, biotechnology, and biochemistry
(2003). DOI: 10.1271/bbb.67.1267
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ADR RO X T Bl teE PR A BE M T E

ATE SHEFET

CASS Chemical Abstracts Service

CLP I BRI ((EC) 1272/20087%/)

CMR BEtE, BORAME, AEEM

DNEL HTAE TR K

EC European Community number

EPI INIERES-S

GHS LIRGE—HIE

IATA Bzt

IMDG El bRz fEl L AL

TePIEx TeBIER

Lc50 FEEOUIRE

LD50 FEIE

NDS BERVPRE (TE5HT , K=)

NDSCh 4g8F NDS

OEL Occupational Exposure Limit

PBT FFAME, Y ZFREEMN

PNEC TR T 34

REACH wEaAEM . &, FRTAIEREI ((EC) 1907/20067%41)
SDS Safety Data Sheet

sTOT HERSE T

SVHC [S1:-E ez

TPSA Topological Polar Surface Area

vPvB S AN S A RN

R 58

v3 (21.10.2026) ETHNABEKRSZYwE (ECHA C&L &R ; M VI P ITHRRALKE) .
ZE30k
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JRRFSEE ¢ ANSCAHARIE PubChem (NIH), ECHA, NIST WebBook, ChemSpider (RSC) REAM/A IR ERSIEESNER. ALHREERRTTEIEN (EC) No 1907/2006 (REACH)
ERREWIRR (SDS). EFRXMGHT , EX RFERITHR L BIBRAZEUE.
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