O-toluic acid, 4-tetradecyl ester

Other names: o-Toluylic acid, 4-tetradecyl ester

Inchi: INChl=1S/C22H3602/c1-4-6-7-8-9-10-11-12-17-20(15-5-2)24-22(23)21-18-14-13-16-19(:
InchiKey: LAMMNLIWBMGULQ-UHFFFAOYSA-N

Formula: C22H3602

SMILES: CCCCCcCcCcCcecee(cee)oc(=0jctceccecclc

Mol. weight [g/mol]: 332.53

Physical Properties

Property code Value Unit Source
hf -575.62 kJ/mol Cheméo Relay (1.0)
hfus 45.65 kJ/mol Joback Method
hvap 104.88 kJ/mol Cheméo Relay (1.0)
ie 8.82 eVv Cheméo Relay (1.0)
log10ws -6.78 Cheméo Relay (1.0)
logp 6.851 Crippen Method
mcvol 304.520 mi/mol McGowan Method
pc 1141.34 kPa Joback Method
rinpol 2283.00 NIST Webbook
rinpol 2283.00 NIST Webbook
tb 625.52 K Cheméo Relay (1.0)
tf 259.25 K Cheméo Relay (1.0)

Temperature Dependent Properties

Property code Value Unit Temperature [K] Source
cpg 945.66 J/molxK 810.27 Joback Method
cpg 1042.54 J/molxK 1004.22 Joback Method
cpg 1028.95 J/molxK 971.89 Joback Method
cpg 1014.39 J/molxK 939.57 Joback Method
cpg 998.82 J/molxK 907.24 Joback Method
cpg 982.20 J/molxK 874.92 Joback Method
cpg 964.50 J/molxK 842.59 Joback Method

dvisc 0.0001476 Paxs 622.03 Joback Method

dvisc 0.0000525 Paxs 810.27 Joback Method




dvisc 0.0000699 Paxs 747.52 Joback Method

dvisc 0.0000982 Paxs 684.78 Joback Method

dvisc 0.0010196 Paxs 433.80 Joback Method

dvisc 0.0002433 Paxs 559.29 Joback Method

dvisc 0.0004550 Paxs 496.54 Joback Method
sSources

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

http://webbook.nist.gov/cgi/cbook.cgi?ID=U299796&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://www.chemeo.com/doc/models/crippen_log10ws

Cheméo Relay (1.0, beta):
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