3-Butenoic acid, propyl ester

Other names: Propyl 3-butenoate.

InChl: InChl=1S/C7H1202/c1-3-5-7(8)9-6-4-2/h3H,1,4-6H2,2H3
InChl Key: JUKZMMDUYUDTMG-UHFFFAOY SA-N

Formula: C7TH1202

SMILES: C=CCC(=0)OCCC /\/\L
Molecular Weight: 128.17 = o N

Physical Properties

Property Value Unit Source
AG® -138.02 kJ/mol Joback Method
AfH°gas -307.18 kJ/mol Joback Method
AfusHo 15.39 kJ/mol Joback Method
AvapH° 39.66 kJ/mol Joback Method
IOgPoctlwat 1.52 Crippen Method
PC 3079.57 kPa Joback Method
Tboil 432.53 K Joback Method
TC 612.55 K Joback Method
Tfus 239.05 K Joback Method
Vv, 0.43 m>/kg-mol Joback Method

Temperature Dependent Properties

Property Value Unit Temperature (K) Source

Cp gas 222.85 J/molxK 432.53 Joback Method

n 0.00 Paxs 432.53 Joback Method



Sources

Joback Method: https://en.wikipedia.org/wiki/Joback_method

NIST Webbook:
http://webbook.nist.gov/cgi/inchi/InChl=1S/C7H1202/c1-3-5-7(8)9-6-4-2/h3H,1,4-6H2,2H3

Crippen Method: http://pubs.acs.org/doi/abs/10.1021/ci990307I

Legend

Cp’gas: Ideal gas heat capacity (J/molxK).

n: Dynamic viscosity (Paxs).

AG®: Standard Gibbs free energy of formation (kJ/mol).
AfH°gas: Enthalpy of formation at standard conditions (kJ/mol).
AfUSH°: Enthalpy of fusion at standard conditions (kJ/mol).
AvapH": Enthalpy of vaporization at standard conditions (kJ/mol).
log P0Ct fwat- Octanol/Water partition coefficient .

PC: Critical Pressure (kPa).

TboiI: Normal Boiling Point Temperature (K).

TC: Critical Temperature (K).

Tfus: Normal melting (fusion) point (K).

VC: Critical Volume (m3/kg-mol).

Latest version available from:
https://old.chemeo.com/cid/63-050-6/3-Butenoic%20acid%2C%20propyl%?20ester
Generated by Cheméo on Wed, 26 Jan 2022 23:05:02 +0000.

Cheméo (https://www.chemeo.com) is the biggest free database of chemical and physical data for the
process industry.
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