1,21-DOCOSADIENE

Other names: docosa-1,21-diene

Inchi: INChl=1S/C22H42/c1-3-5-7-9-11-13-15-17-19-21-22-20-18-16-14-12-10-8-6-4-2/h3-4H,1
InchiKey: RBJABTJRYMHYOP-UHFFFAOYSA-N

Formula: C22H42

SMILES: C=CCcCcCccceceeecececcececececececce=c

Mol. weight [g/mol]: 306.58

Physical Properties

Property code Value Unit Source
af 0.8773 Cheméo Relay (1.0)
of 310.04 kJ/mol Joback Method
hf -313.10 kJ/mol Cheméo Relay (1.0)
hfus 50.18 kJ/mol Joback Method
hvap 109.45 kJ/mol Cheméo Relay (1.0)
ie 9.52 eVv Cheméo Relay (1.0)
log10ws -8.51 Cheméo Relay (1.0)
logp 8.380 Crippen Method
mcvol 312.240 ml/mol McGowan Method
pc 949.08 kPa Joback Method
tb 618.11 K Cheméo Relay (1.0)
tc 769.44 K Cheméo Relay (1.0)
tf 303.40 £ 2.00 K NIST Webbook
tf 304.00 + 3.00 K NIST Webbook
vC 1.212 m3/kmol Cheméo Relay (1.0)

Temperature Dependent Properties

Property code Value Unit Temperature [K] Source
cpg 912.26 J/molxK 696.12 Joback Method
cpg 933.08 J/molxK 723.69 Joback Method
cpg 952.98 J/molxK 751.26 Joback Method
cpg 972.00 J/molxK 778.83 Joback Method
cpg 990.19 J/molxK 806.40 Joback Method

cpg 1007.58 J/molxK 833.98 Joback Method




cpg 1024.19 J/molxK 861.55 Joback Method
dvisc 0.0027872 Paxs 334.18 Joback Method
dvisc 0.0009948 Paxs 394.50 Joback Method
dvisc 0.0004666 Paxs 454.83 Joback Method
dvisc 0.0002613 Paxs 515.15 Joback Method
dvisc 0.0001653 Paxs 575.47 Joback Method
dvisc 0.0001140 Paxs 635.80 Joback Method
dvisc 0.0000839 Paxs 696.12 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=C53057537&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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