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Isooctanoic acid A
6-methylheptanoic acid NN
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1. PENIREMM AT /A AARA

1.1 YA Isooctanoic acid

1.1 IUPAC£#R 6-methylheptanoic acid
1.1 CASS 25103-52-0

1.1 ECS 246-617-0

1.1 PubChem CID 90716

1.1 InChiKey OEOIWYCWCDBOPA-UHFFFAOYSA-N
1.1 SMILES CC(C)cceec(=0)o

1.1 5FK CgH160,

1.1 BERmE 144.21 g/mol 71

1.1 BiHmE 144.1150 Da 7

1.2 A%

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

2 IEFEIR
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1Ek& 1R (H) 314l

H302

H319

FrEisas (P) 141

P264
P270
P280
P301+P312

P305+P351+P338

P330
P337+P313

P501

BNEE
EREIRRIAL

e EIRIBIETFHERIA. ... 1.

ERAAT MR EHE . KSR,

BT/ R/ IR E A E AT N RIPRE.
IRAIN :  NRBIERE , Y FEIHOELS.......

ANBENARES : : FRK/NVDIHZELoYED. ; ANSFETBAR G AT (AR | B FRTEAR B,
LREZIHIE.

A,
INARRIBIFER : : RE/RS.
LEPRIRMBE ...

EWASZE (CLP JEHHE VI hICHN 4B ) ——KiE ECHA C&L JCE@ERIERE ; H RBFKIEEF KR (ECHA C&L / HIERHEUER) 3K,
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3. BAIABIEE 4. ZRIETE

CASS 25103-52-0
ECS 246-617-0
SF CgH160, LN
BSEEBENHTRL. FIFKE, IR : HTALIF
KRE =99% (MENKAFLRALRE — JRARHL u&yzumé%kﬁ) . [11[21[10—1I =
HIAEHAIA)
B Rkt
PRS2, BIEEMKTRER (20155044)
[1121110]
AREETEfh

FRRIKIRERES (E0154060) . 0ATAE | BRAIRETRARGE.
AR —— IR B, Do)

"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[10]

SERFIR
T, IR, BRTE; BRESRISANIE. B
HEEREIX
BRI
WEZHVE . &&i54 . 112 (EU-wide). Poison centre: as

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

5. JHBTEE 6. RN 24bIE

ERIK K RIEFEIMERE R KN R, CO2, F YN ERAAGEE (188%) . BB
1. K, ¥, 2100

AEENRKNR FAETRBRE. AT BTk, Rk,

HEE A4 © CO, CO2. B 2101

I R : BSR4 FRERESRY. BN (B, &

7 DAl A [

o %Fﬁazﬂm&%ﬁ (SRR - EEDT AL REEL) B, BEETH. LK
° AR EFHHEA Tk, [

MRET 8; 13

7. BRIERESHEEF

HUs e EEREIER BT T, TSRS, ke, wne
SR FEEIR (15-25°C) THAF . SRARAETERERE, (o)

Ak TR (<60% RH) . mzno

% WS, W

) BEMH, B0, BEB (LES) . 0V
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8. HEFIEHINAFIR

8.1 EHIZ ¥

NDS (=) MBETEEHRG T NDS (BRVIEAIRIE) — {FRFNE/EINAT MRPIPS JEMHIZER ; 718
{BREARTFLER(A.

OEL (%#) KR EBEAMVIEAMPRE (OEL) R7EA A¥UE&EFRIE—— 5K EIOELV/BOELVIES | A&
{BETE.

DNEL Jor] AR,

PNEC Jor] %R .

8.2 P APH%E (PPE) blsIna

O

i B T & HAXRLREZIF B HARRLH (HALHEE)
EN ISO 374-1:2016+A1:2018 EN ISO 16321-1:2022 / EN EN ISO 20345:2022 (52/S3)
THERE (/0. 11%K) 166:2001

9. WPRMUAFMR

MR (5£9.11) & SRR
W YN

i) Te o] PR,

Ik Ter] FRdR.

PHE (1%7KAR) TouT FRdsR

FAY 0°C (experimental data) 71
i) Toa] ¥R,

INFSY Ter] PR,

S Tor] %R,

LT RYERRBR/ SRR Ter] PR,

®E (20°C) JCr] PR,

#HRUE Teo] ¥R,
MAXEIEE 4,98 11

EEFE Tor] Pt

SPNYES Ter] PR,

DRRE &M

IKEME Ter] PR,

FURLRFAE &R (REACH 9.1(r))
R - KA (M) 2.7 18

BEIR IS 144.21 g/mol 1
AFR CgHi60,
FIFHFEAHMN (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. FEEMHEM RN

B EIEE M E A& TIRE.
EFTEE TR HA T RASE.

Bl R EE&HTRIEMER R,

R St 4 =in, BHEY. BR.

ESivY) A, 2, KER (MHESR) .
SR BRI . CO, CO2.

11. FHEFER

LD50 (£[0) JCrT ¥R,
LD50 (£f) To Al P .
LC50 (TR\) Jor] ¥R,

BE RS JCrT R¥UE.
AREBRIAE $225 — ARAK.
Bt JC AT PR
B ToR] %R
Bt Tou] A%
IARCHYZ (Bfetk) ZCASSTLHIMMIARCE ZFE ——XF A HATBIEME (S NHE2CLP/GHSH )
HHFN JerT %R,
STOT—# K RE JoA] %R,
STOT——E5£5 Jor] ¥R
RANfEE ToR] %R

I

12, AETFER

13. BRHLE

KB T AT BRI B ITi% TRIBERFA A, , TEERREE
— —— BT E., NEHENTKE,
prry— log Kow = 2.7 1, AN FEMRES (EWC) 16 Oi \Oi* — %Eﬁéfrﬂﬁu\ffﬁﬁlﬁfﬁuﬁﬁ (%1
’ MACERR]) AHBRIE. BERE
(log Kow < 4.5 — k& ECHA #5R/3 EWC {55, [

R.11 f# PBT/VPVB f5EA7/E) . -

[131[141 % BIEEREERER. ZI5RAEIRNIR
HEhrEB Y Te AT %R, (IR
PBT/VPVBiF{% YRR 2 RAIF(EPBT/VPVB,
N T TiEE.
14. =HEE
UN%wS FEMR — TLAEMRK UN JRSoEe.
HIREE EMIREE | KEZKR. HEKRUNWA (CLP M VI Z4b) ——ZSKESM (58 12

), BOBRETEEESEYIME ; KTTAIIR ADR 2.2.9 / IMDG #fiA.

AT RAECHIZERI (ADR/IMDG/IATA) {EAER FANAE ; REUZZEAAR N AOTRRHHEHE.
CN/HS4S CN/HS 4h0 : F7E Eurostat A& RINIFAZER,



#IE BRAEFIIE., FERZIZARS—— & ITANEREADR/IMDG/IATA,

15. EAER

SVHCIKZE FIFHET] MR AL SVHC RE — B EIRFH ECHA (BEB% ; ENBEERE
ED [1]1

REACH [ XIV FITHE ECHA RS BITAZSE — B &Y REACH ffF XIv, M

REACH [ XVII EIMEMEEXVIEBIRES KA —— R ET AN ERIE L ATECHATE B ; RE/EEK
JehR#,

16. Hft5E

DUEEBN « SUVRIIRIE CLP 5% 4(3) KEAAK — MitF VI FURASRE. ERAMT 18.10.2026 R RARM AW .

BIREHREBELHESEWIEE (PubChem, ECHA, NISTH) .

#231A (8)
Synthesis of all the stereoisomers of statine (4-amino-3-hydroxy-6-methylheptanoic acid). Inhibition of pepsin activity by N-carbobenzoxy-L-valyl-L-valyl-statine derived
from the four stereoisomers.. (1979). DOI: 10.1021/jm00191a023

Daniel H. Rich, Eric T. Sun, Amrit S. Boparai. Synthesis of (3S,4S)-4-amino-3-hydroxy-6-methylheptanoic acid derivatives. Analysis of diastereomeric purity. The Journal
of Organic Chemistry (1978). DOI: 10.1021/jo00412a053

Preparation method of (3S, 45)-4-amino-3-hydroxy-6-methylheptanoic acid and analogue thereof. (2009).
et al.. Letter: X-ray structure determination of 4-amino-3-hydroxy-6-methylheptanoic acid, an amine component of pepstatin.. (1973). DOI: 10.7164/antibiotics.26.255

et al.. Letter: Absolute configuration of 4-amino-3-hydroxy-6-methylheptanoic acid present in pepstatin A and stereospecific synthesis of all four isomers.. (1973). DOI:
10.7164/antibiotics.26.249
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P330 .

P337+P313 ANARRPIFE: : : SKE//2

P501 WENEYIBE. ...

s

ADR R KTl EE R B i

ATE SMEEEET

CASS Chemical Abstracts Service

CLP % FREMAE ((EC) 1272/20087%)

CMR Bttt B, AEEMN

DNEL HTHE TC R K

EC European Community number

EPI MONEipe 33

GHS LIRG—HIE
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IATA Bz Emhe

IMDG EdlinisBey exivar g bW

REYPURR TEWIRR

LC50 FUBIRE

LD50 FHEICHE

NDS ReBFRE (ZEHFT, HZ)

NDSCh 4%gBF NDS

OEL Occupational Exposure Limit

PBT A, EMBEFERNSH

PNEC TR TR i

REACH WA, WE, FFRTAIBRSI ((EC) 1907/20067%3)

SDS Safety Data Sheet

STOT e E

SVHC =B YIR

TPSA Topological Polar Surface Area

vPVvB MRS A ZF

hRA 7 58

v2 (18.10.2026) T VAT %) (ECHA C&LIBIR ; B VI shTUA%E) .
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