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n-heptan BRER LoGp
TS 100.20 4.4
CAS 142-82-5
CHyg EC 205-563-8
fEbe 5% (GHS/CLP)
H225 H304 H336 H315 H400 H410
BELICENFRF MBS (CLP Mt VI) ; thBFRE ZIMIKFIFTREREM MBI E (CLP 5 4(3) ) —BERNHEE T2 IER.
1. YIRREMANLE/EWEIFRIR
1.1 YREM n-heptan
1.1 IUPACE&#h heptane
1.1 CASS 142-82-5
1.1 ECE 205-563-8
1.1 PubChem CID 8900
1.1 InChiKey IMNFDUFMRHMDMM-UHFFFAOYSA-N
1.1 SMILES CCCcccce
1.1 57 CHqg
1.1 BRRE 100.20 g/mol 71
1.1 BHRE 100.1252 Da 7
1.2 AiE
BAFXR=EMAFRER, RESHER , FEHTEMR. mEBtEmIER,
1.3 HuHFER
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 MRBIESHE

MZEIE +48 42 631 47 24
SEZESHL (CIT) , 3% — 24/77]R8
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2. EhetiRS!
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fEB&IREE (H) (314101

H225 SESRBRAINZES

H304 BIRFFHEAITIRIE ] 25w

H336 Bl 5| i S RE AL 2

H315 SRR RZ BRI

H400 SIKEEMSHERK

H410 WKEESHERAFE G KIS

BHSGiRAR (P ) (314l

P210 IEEHE, ARE. KB, BAAFIEMSNE, 2IERIE,
P233 RITBREMA,

P240 MR B H S BIRE,

P261 BRI L/MR/ S/ [SBIES/MHE,

P264 e RN RFEBAD....... 1

P271 REEEIINTR S ERIER T ER,

P273 BREREIIMEF,

P280 B FE/ZhiFR/EN RS/ EE/ETIRIPRE. ...
P301+P310 WREWE : : BT RSIHPAL/EE/......
P302+P352 WMRERRSRZ © : KRR ER......

P303+P361+P353 WRERK(SNK R ) IS« SIANBR B S RIIRAR, ; AXKEREL (A ]
P304+P340 WHRIRA :  FAEBRESHEEL |, RESIFIREERIL
P312 MBRERE |, WIRS2HFESE/......

P331 NFESIRL,

P332+P313 MR AR RRRIR © : RE/FIZ,

P370+P378 RN AL KRR,

P391 e =hik7/N

P403+P235 EFRFBEXRFL,  RIFRE,

P403+P233 ERTBERRFLR,  REFEFERMA,

P405 EFRAEZINE,

P501 AERERM/EEE......

BELITERBTMHESZE (CLP i VI) ; iHAREZSIIEFTRFEHMHEKSE (CLP § 4(3) ) ——BERNHNHREKIER,
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IR L))o
CASS 142-82-5
ECS 205-563-8
HFR C;Hye A
BREBBRERHTSL, REAKE. WEFE  #TALTH
R =99% (FELFRELE — LR B (REAHARS . mEnn ’
HUAEHRIA)
Clp index no 601-008-00-2 % Bk fEfd
MEZISRMKY., RIEEMKFERK (EL159H) .,
[11[2][12]
ARES R

FIREKRIEIREE (EL159%) . WATHE , ERHIIER/IRE,
R —— S RREE, (20

BA

BibfER (BRIEEERER) . AKKRO, tI2RAERIRESZ
OLFEMAFRA, Z2ZFSH0 : +48 42 631 47 24
(24/7) , E2HiE : 112, DR

FEIRFNRZ A0
W, MFIREIE, SKE. ShE; RERRLIFNRIE. Bl
BEERIEIY
BEME
MRBiE . E21ER : 112 (EU-wide). Poison centre: as

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

5. iEBsiENE 6. RN IE

SERIR A MESEK. THEK (CO2) . FH. N ERMADIPRSE (RFST) . BRRA
BEIRK/KE, D22 Fe, U202

FEBIRAIAR B (2 VBRI BEEKE L ST BE#A TS, HFARIERK,
FoRREIReE ) , R (11211121

HHEE SR 1 CO, CO2, 1131 EEREES & BEREETRY, BBEME (1, 5

A, REL) W, WEEEH, iFiEH
BER, BOHATKE, EREAR
ERABAETR, wen

BXRET 8; 13

HElUbRbE AN ERAB%AIMREE (SCBA) . 2ER/MF

BR, [1r2112]
AR -7°C 711

BIBE 222.8°C 7

7. RERESHE

il EERIEER RIS T, TERISRIEHE, (RKSIRE, B2
R EER (15-25°C) Tz , SRS RitrE, wen

AR ETFIRRETE (<60% RH), [I21012]

* BRPANEES, N2

HED SBELH, AUGR. BRA. (3
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8. REEHI/ AP

8.1 =HIS#

NDS (JE=) MBEILFERHRTL NDS (BRLEEMPRIE ) — ERBNEEIIT MRPIPS JAfIHPIZSE | 18
BREANFERE.

OEL ( BRE3) EREBERA 2 REFRIE ( OEL ) RTERI AAIESEHIIE——ISHEIOELV/BOELVIES ;| A&
RELE.

DNEL T RI FEIR.

PNEC T rI FERIE.

8.2 MABsIPEE (PPE) 164

M Z BRI FE HAXZ2RRSIFEE IR B3P HARXNR2E (FULEBFHF)
EN ISO 374-1:2016+A1:2018 EN ISO 16321-1:2022 / EN EN 14387:2004+A1:2008 EN ISO 20345:2022 (S2/S3)
TSR (2/\0. 112X ) 166:2001 A2 BUBEIE (BNES)

9. YIEFLFEMR

MERT (569.1101)

LR biigN

g FRI FEE,

SR T RTREE.

pH{E (1%7KEiR) &R

B -90.56°C [81 [7]

=) 98.3935°C 81 7]

A= -7°C (experimental data) [7

SR Flam. Liq. 2 (H225) 31091

LT IRIEIRER/ 5 AR T RTREE.

ZE (20°C) 0.6839 g/cm3 71

ESE 4.998 kPa (37.49 mmHg, 21.1°C)
(experimental data) 7!

ENESZE 3.46 (8]

I EE FrI AR,

7543 nD?° 1.3855 (experimental data) 7

BIRRE 222.8°C (experimental data) [

NERE TER

Rozpuszcz. w wodzie

FURIHFE

¥{E - KDERE (WHIE)

B

R

fein

0.0034 g/L, 25°C 7!
FER (REACH 9.1(r))
4.4

100.20 g/mol 7

4m9



MR (59.110 )

AFR

FTHERMY (RO5)

CM1e

[71

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. iEMR M

f= Rzt
LEREM
febe R R
38 TR
By

LD50 (£0)
LD50 (412 )
LC50 (RA)
RERRRB
ARESRIBME
gt

IARCS 2 (Bt )
HIESM
STOT——&#XRE
STOT——EE8E

WABE

HEIEEMEFNERRETIRE,
EHREERMHTARE.
EEF T EEMBIE R R,
=im. B, EBS.
SBEMA, RAGR. BAK.
MR CO, CO2.

TR R,

FoRT SR,

LC50 103000 mg/m3 (4 h); 103 mg/m3 (4 h) (X&)

B2 — RRXRI,

ZBERDE (B CLP Kt VI HEDEMTER ; BRIENEHNEHS L) Bl
ZBERDE (EBH CLP K VI thiE9DKMER ; BREHNEHIEHS %K) Bl
ZBERDE (GEBH CLP K VI thiEHEER ; BREHNEHEHSE) Bl
ZBERDE (EBH CLP B VI MBI EMER ;| BRIENEEHES L) Bl
ZCASS LB MAYIARCEE —— X HARBINTEEN (SME2TCLP/GHS 533 )
ZBERSDE (B CLP M VI hB5HEISER ;| BREHNEHRFKSE) Bl
33 (H336) : T]5iEEENEZE, Bl

Z/ERDE (EBH CLP Bt VI MBI EMER ; BREENEHIEHS %K) Bl
12 (H304) : BEFHAWFRER G ER, B

&

N W

§+¥d¥
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12. £5FER

13. EYRE

KESH A5 2 ( CLP B4 V1) : HA00 — 3¢ SBT3 IRIBEERMMSEMN , REAERREE
IKEEMSHRK (2HKESHES EHITAE, NMEHEATKE,
1) ; HA10——NKEEMSHERARFF . .

EMRE (EWC * — LIy Fhm .

B e e ra
M/REIEANMAR — BT , A e g_;mm e ﬁ‘ﬂ
IRIBMIFEVIZR3HE, ) . LCso (8): Ly Coplecane. m >
270 mg/L (Leuciscus idus ssp.
melanotus, 48 h) 171 BK EadEREE, ZIERANBRUMN

BAMEIBRE SRR, et

EMRFM log Kow = 4.4 7], £¥2FE R
(log Kow < 4.5 — {#E ECHA 15/
R.11 i PBT/vPVB THEE&ENE ) »
[15][16]

TiEPMERHE T eI AR,

PBT/vPVBiT{d IR B LAFEPBT/VPVB,

AT HEFE TES.
14. EHER
FEIX——FRRIK

UN%S UN 1206 71

BRI R 1RHE GHS 5 Ml — B2,

WRBE CLP 533 (H400/H410) REAFHEKEMRRE — FJREFEEBFESRMIRC ; # ADR

2.2.9 / IMDG #RERIA B

YIRTRpIE e %5 BCRYZER) (ADR/IMDG/IATA) fE ARG LI ALIE ; SREVZZEAIAE R RO FRRSHE .

CN/HS %5 CN/HS 4R%5 : F7E Eurostat AEHi M %L,

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

group in ADR Table A / UN Model Regulations before shipment. [71
WRBE (MR8 : B8R ) =

15. EFHER

SVHCHtS KT FARIBELSE SVHC k% — BE BN ECHA BEEL ; BOBERE
7, W

REACH Fiff XIV K88 ECHA 1BAR/E Rt THE — &1 REACH Bt X1V, ™

REACH Fiff XVII FEA X VIR SRR B A ——TE 1R D17 BB B 2 MIECHATE BIRIT ; REMEIR
ERHl. W

1l6. HftEE

SYEMAEMAL : ARHIE CLP B4 VI i — &M (EC) No 1272/2008 (BEZAHMA) . EMHAHAET21.09.2026/F 8K £ mmH#H &k,
HIEENREBNHSEHIEE (PubChem, ECHA, NISTE),

#E5|A (10)

et al.. Selective P450<sub>BM3</sub> Hydroxylation of the Spiro[3.3]heptane Core as a Route to Potential Drug Fragment Molecules.. (2025). DOI: 10.1021/
acs.orglett.5c01265

et al.. Development of Indolo-Bicyclo[3.1.1]Heptane as a Carbazole Isostere Through Radical Indolization of Bicyclo[1.1.0]Butanes.. (2025). DOI: 10.1002/anie.
202513774
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Dibchak D, Mykhailiuk PK. 3-Oxabicyclo[3.1.1]heptane as an Isostere of meta-Benzene.. Angewandte Chemie (International ed. in English) (2025). DOI: 10.1002/anie.

202505519

et al.. A Novel Class of "Super-Strained" Spiro Heterocycles: Gateway to 1-Azaspiro[3.3]heptane Derivatives, and Biological Validation.. (2026). DOI: 10.1002/anie.

3488479

et al.. Synthesis of 1,3-Disubstituted 3-Azabicyclo[3.2.0]heptane Libraries for Fragment-Based Drug Discovery.. (2026). DOI: 10.1021/acs.orglett.6c02332
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IATA Efri=iERih s

IMDG EfrBiEfEbs A

TERIER ZERIER

LC50 FHBIERE

LD50 FHBIETIE

NDS BREEFRE (LIF7 , R=)

NDSCh 558F NDS

OEL Occupational Exposure Limit

PBT BAE., £MERESH

PNEC TN TR LK

REACH FmiEM. Tl FEIFIPRE] ((EC) 1907/2006i%51 )

SDsS Safety Data Sheet

STOT BEHLRES!

SVHC BELIVE

TPSA Topological Polar Surface Area
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NFPA 704 (#7REE——NFPA/ZERY ; FEREACHHHFIZRMWMRBL 2 HIERER)

2 3

N

SEERASER ¢ ASIERIE PubChem (NIH), ECHA, NIST WebBook, ChemSpider (RSC), Wikidata REfM AHBIBRENIIBEENER, AXEREEENRTTEEM (EC) No 1907/2006
(REACH) WIERZ2EIER (SDS). ERIZYRRT , EWBHIESHIMITHR L BIBRIZTHIE,

4RIEE . AXHIRIE ECHA 11852 ( CLP Bt VI ) FIAHIBHARE B L.

{F#% : www.MolGod.org — Bilft Z2#iER (SDS) F£4&.

EFHE : 21.09.2026 | XXHERRA : 1

Z2IER (SDS) — n-heptan - CAS 142-82-5
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