Dimethylmalonic acid, decyl
1-phenyl-2-(cyclohex-2-enyl)ethyl ester

Inchi: INChI=1S/C29H4404/c1-4-5-6-7-8-9-10-17-22-32-27(30)29(2,3)28(31)33-26(25-20-15-1
InchiKey: RFCTVWVKFJHBIY-UHFFFAOYSA-N

Formula: C29H4404

SMILES: CCCCCCCCCCrOoC(=0)Cc(C)(C)Cc(=0)oc(cecic=Ccceet)elcecccect

Mol. weight [g/mol]: 456.67

Physical Properties

Property code Value Unit Source
hfus 55.76 kJ/mol Joback Method
logp 7.727 Crippen Method
mcvol 395.430 ml/mol McGowan Method
rinpol 2994.00 NIST Webbook

Temperature Dependent Properties

Property code Value Unit Temperature [K] Source
cpg 1378.89 J/molxK 1021.28 Joback Method
cpg 1454.09 J/molxK 1250.83 Joback Method
cpg 1445.13 J/molxK 1212.57 Joback Method
cpg 1434.88 J/molxK 1174.31 Joback Method
cpg 1423.25 J/molxK 1136.05 Joback Method
cpg 1410.11 J/molxK 1097.80 Joback Method
cpg 1395.36 J/molxK 1059.54 Joback Method

dvisc 0.0000298 Paxs 772.25 Joback Method
dvisc 0.0000080 Paxs 1021.28 Joback Method
dvisc 0.0000115 Paxs 938.27 Joback Method
dvisc 0.0000177 Paxs 855.26 Joback Method
dvisc 0.0003875 Paxs 523.23 Joback Method
dvisc 0.0000571 Paxs 689.25 Joback Method

dvisc 0.0001304 Paxs 606.24 Joback Method




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://www.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=U361876&Units=SI

Legend

cpgy: Ideal gas heat capacity

dvisc: Dynamic viscosity

hfus: Enthalpy of fusion at standard conditions
logp: Octanol/Water partition coefficient
mcvol: McGowan's characteristic volume
rinpol: Non-polar retention indices
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