Pentafluorobenzoic acid, 3-methylbutyl ester

Other names: Pentafluorobenzoic acid, 3-methylbutyl ester
3-methylbutyl pentafluorobenzoate
Inchi: INChI=1S/C12H11F502/c1-5(2)3-4-19-12(18)6-7(13)9(15)11(17)10(16)8(6)14/h5H,3-4H:
InchiKey: GMWUXUNXUBNVOC-UHFFFAOYSA-N
Formula: C12H11F502
SMILES: CC(C)CCOC(=0)clc(F)c(F)c(F)c(F)c1F
Mol. weight [g/mol]: 282.21

Physical Properties

Property code Value Unit Source
hf -1158.39 kJ/mol Cheméo Relay (1.0)
hfus 33.60 kJ/mol Joback Method
hvap 66.86 kJ/mol Cheméo Relay (1.0)
ie 9.76 eV Cheméo Relay (1.0)
log10ws -5.86 Cheméo Relay (1.0)
logp 3.585 Crippen Method
mcvol 172.470 ml/mol McGowan Method
pc 1915.26 kPa Joback Method
rinpol 1286.00 NIST Webbook
rinpol 1308.00 NIST Webbook
rinpol 1283.00 NIST Webbook
rinpol 1285.00 NIST Webbook
rinpol 1308.00 NIST Webbook
rinpol 1307.00 NIST Webbook
rinpol 1285.00 NIST Webbook
rinpol 1283.00 NIST Webbook
ripol 1566.00 NIST Webbook
ripol 1541.00 NIST Webbook
ripol 1558.00 NIST Webbook
ripol 1559.00 NIST Webbook
tb 501.17 K Chemeéo Relay (1.0)
tc 686.26 K Cheméo Relay (1.0)

tf 252.29 K Cheméo Relay (1.0)




Temperat

ure Dependent Properties

Property code Value Unit Temperature [K] Source
cpg 433.19 J/molxK 597.74 Joback Method
cpg 444.56 J/molxK 626.63 Joback Method
cpg 455.45 J/molxK 655.52 Joback Method
cpg 465.86 J/molxK 684.41 Joback Method
cpg 475.78 J/molxK 713.31 Joback Method
cpg 485.23 J/molxK 742.20 Joback Method
cpg 494.19 J/molxK 771.09 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=C99483166&Units=SI
https://en.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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tf: Normal melting (fusion) point
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