5,6-DIHYDRO-2H-PYRAN-2-ONE

Other names:

Inchi:

InchiKey:

Formula:

SMILES:

Mol. weight [g/mol]:

5,6-Dihydro-2H-pyran-2-one

2-Pentenoic acid, 5-hydroxy-, «delta»-lactone
5,6-Dihydro-2-pyranone
InChI=1S/C5H602/c6-5-3-1-2-4-7-5/h1,3H,2,4H2
QBDAFARLDLCWAT-UHFFFAOYSA-N
C5H602

0=Cl1C=CCCO01

98.10

Physical Properties

Property code Value Unit Source
hfus 8.18 kJ/mol Joback Method
hvap 58.44 kJ/mol Cheméo Relay (1.0)
logp 0.489 Crippen Method
mcvol 73.590 mi/mol McGowan Method
ripol 1838.00 NIST Webbook
ripol 1838.00 NIST Webbook

Temperature Dependent Properties

Property code Value Unit Temperature [K] Source
cpg 137.36 J/molxK 431.95 Joback Method
cpg 148.11 J/molxK 470.64 Joback Method
cpg 158.40 J/molxK 509.34 Joback Method
cpg 168.20 J/molxK 548.03 Joback Method
cpg 177.50 J/molxK 586.72 Joback Method
cpg 186.29 J/molxK 625.41 Joback Method
cpg 194.57 J/molxK 664.11 Joback Method

Pressure Dependent Properties



Property code Value Unit Pressure [kPa] Source

tbrp 376.20 K 1.30 NIST Webbook
Sources
Joback Method: https://en.wikipedia.org/wiki/Joback_method
McGowan Method: http://link.springer.com/article/10.1007/BF02311772
Crippen Method: http://pubs.acs.org/doi/abs/10.1021/ci9903071
Crippen Method: https://lwww.chemeo.com/doc/models/crippen_log10ws

Cheméo Relay (1.0):
Cheméo Relay (1.0, beta):
NIST Webbook: http://webbook.nist.gov/cgi/cbook.cgi?ID=C3393451&Units=SI

Legend

cpg: Ideal gas heat capacity

hfus: Enthalpy of fusion at standard conditions
hvap: Enthalpy of vaporization at standard conditions
logp: Octanol/Water partition coefficient

mcvol: McGowan's characteristic volume

ripol: Polar retention indices

tbrp: Boiling point at reduced pressure
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