1-ACETYLPYRENE

Other names: Ethanone, 1-(1-pyrenyl)-

Inchi: INChl=1S/C18H120/c1-11(19)15-9-7-14-6-5-12-3-2-4-13-8-10-16(15)18(14)17(12)13/h2-
InchiKey: KCIINJVCFPSUBQ-UHFFFAOYSA-N

Formula: C18H120

SMILES: CC(=0)clccc2ecc3ccecdcceclce2c34

Mol. weight [g/mol]: 244.29

Physical Properties

Property code Value Unit Source
hf 71.31 kJ/mol Cheméo Relay (1.0)
hfus 30.88 kJ/mol Joback Method
hvap 105.35 kJ/mol Cheméo Relay (1.0)
ie 7.60 eVv Cheméo Relay (1.0)
log10ws -5.31 Cheméo Relay (1.0)
logp 4,787 Crippen Method
mcvol 188.210 mi/mol McGowan Method
pc 2635.25 kPa Joback Method
tb 714.86 K Cheméo Relay (1.0)
tc 1040.20 K Cheméo Relay (1.0)
tf 362.65 + 2.00 K NIST Webbook
vC 0.721 m3/kmol Cheméo Relay (1.0)

Temperature Dependent Properties

Property code Value Unit Temperature [K] Source
cpg 498.07 J/molxK 755.97 Joback Method
cpg 566.44 J/molxK 1006.60 Joback Method
cpg 555.68 J/molxK 964.83 Joback Method
cpg 544,92 J/molxK 923.06 Joback Method
cpg 533.97 J/molxK 881.28 Joback Method
cpg 522.65 J/molxK 839.51 Joback Method
cpg 510.74 J/molxK 797.74 Joback Method

dvisc 0.0018847 Paxs 633.44 Joback Method

dvisc 0.0014941 Paxs 755.97 Joback Method




dvisc 0.0016002 Paxs 715.13 Joback Method

dvisc 0.0017280 Paxs 674.28 Joback Method

dvisc 0.0026574 Paxs 510.91 Joback Method

dvisc 0.0020803 Paxs 592.60 Joback Method

dvisc 0.0023300 Paxs 551.75 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=C3264219&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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