Octyl pentafluoropropionate

Inchi: INChl=1S/C11H17F502/c1-2-3-4-5-6-7-8-18-9(17)10(12,13)11(14,15)16/h2-8H2,1H3
InchiKey: ZPVRQKZQZAFDCY-UHFFFAOYSA-N

Formula: C11H17F502

SMILES: CCCCCCCCOC(=0)C(F)(F)C(F)(F)F

Mol. weight [g/mol]: 276.24

Physical Properties

Property code Value Unit Source
af 0.6297 Cheméo Relay (1.0)
hf -1592.65 kJ/mol Cheméo Relay (1.0)
hfus 27.60 kJ/mol Joback Method
hvap 57.63 kJ/mol Cheméo Relay (1.0)
ie 10.64 eV Chemeéo Relay (1.0)
log10ws -4.95 Cheméo Relay (1.0)
logp 4.088 Crippen Method
mcvol 182.140 ml/mol McGowan Method
pc 1714.61 kPa Joback Method
rinpol 1076.60 NIST Webbook
rinpol 1062.00 NIST Webbook
rinpol 1071.00 NIST Webbook
rinpol 1078.00 NIST Webbook
rinpol 1076.60 NIST Webbook
rinpol 1062.00 NIST Webbook
ripol 1114.00 NIST Webbook
ripol 1120.00 NIST Webbook
tb 442.44 K Cheméo Relay (1.0)
tc 563.61 K Cheméo Relay (1.0)
tf 230.62 K Cheméo Relay (1.0)
vC 0.690 m3/kmol Cheméo Relay (1.0)

Temperature Dependent Properties

Property code Value Unit Temperature [K] Source

cpg 461.85 J/molxK 517.26 Joback Method




cpg 475.56 J/molxK 542.77 Joback Method

cpg 488.62 J/molxK 568.27 Joback Method

cpg 501.04 J/molxK 593.78 Joback Method

cpg 512.87 J/molxK 619.28 Joback Method

cpg 524.11 J/molxK 644.79 Joback Method

cpg 534.79 J/molxK 670.29 Joback Method
Sources

NIST Webbook:
Joback Method:
McGowan Method:
Crippen Method:
Crippen Method:
Cheméo Relay (1.0):

http://webbook.nist.gov/cgi/cbook.cgi?ID=C1867954&Units=SI

https://fen.wikipedia.org/wiki/Joback_method

http://link.springer.com/article/10.1007/BF02311772
http://pubs.acs.org/doi/abs/10.1021/ci9903071

https://lwww.chemeo.com/doc/models/crippen_log10ws

Cheméo Relay (1.0, beta):
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Latest version available from:

https://www.chemeo.com/cid/38-228-7/Octyl-pentafluoropropionate.pdf
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