Ethanone, 1-(4,5-dihydro-2-thiazolyl)-

Other names: 2-Acetyl-2-thiazoline
1-(4,5-Dihydro-1,3-thiazol-2-yl)ethanone
2-Acetylthiazoline
2-Thiazoline, 2-acetyl
Ketone, methyl 2-thiazolin-2-yl
Acetylthiazoline

Inchi: INChI=1S/C5H7NOS/c1-4(7)5-6-2-3-8-5/h2-3H2,1H3
InchiKey: FZOZFDAMVVEZSJ-UHFFFAOYSA-N

Formula: C5H7NOS

SMILES: CC(=0)C1=NCCs1

Mol. weight [g/mol]: 129.18

CAS: 29926-41-8

Physical Properties

Property code Value Unit Source
of 83.53 kJ/mol Joback Method
hf -15.75 kJ/mol Joback Method
hfus 12.80 kJ/mol Joback Method
hvap 47.01 kJ/mol Joback Method
log10ws -0.63 Crippen Method
logp 0.721 Crippen Method
mcvol 94.050 ml/mol McGowan Method
pc 5058.59 kPa Joback Method
rinpol 1105.00 NIST Webbook
rinpol 1066.00 NIST Webbook
rinpol 1106.00 NIST Webbook
rinpol 1104.00 NIST Webbook
rinpol 1102.00 NIST Webbook
rinpol 1109.00 NIST Webbook
rinpol 1143.00 NIST Webbook
rinpol 1105.00 NIST Webbook
rinpol 1105.00 NIST Webbook
rinpol 1065.00 NIST Webbook
rinpol 1069.00 NIST Webbook
rinpol 1061.00 NIST Webbook
rinpol 1106.00 NIST Webbook

rinpol 1063.00 NIST Webbook




rinpol 1055.00 NIST Webbook
rinpol 1098.00 NIST Webbook
rinpol 1109.00 NIST Webbook
rinpol 1106.00 NIST Webbook
rinpol 1108.00 NIST Webbook
rinpol 1111.00 NIST Webbook
rinpol 1106.00 NIST Webbook
rinpol 1114.00 NIST Webbook
rinpol 1111.00 NIST Webbook
rinpol 1111.00 NIST Webbook
rinpol 1111.00 NIST Webbook
rinpol 1101.00 NIST Webbook
rinpol 1098.00 NIST Webbook
rinpol 1119.00 NIST Webbook
rinpol 1064.00 NIST Webbook
rinpol 1101.00 NIST Webbook
rinpol 1107.00 NIST Webbook
rinpol 1118.00 NIST Webbook
rinpol 1103.00 NIST Webbook
rinpol 1115.00 NIST Webbook
rinpol 1111.00 NIST Webbook
rinpol 1100.00 NIST Webbook
rinpol 1111.00 NIST Webbook
rinpol 1102.00 NIST Webbook
rinpol 1098.00 NIST Webbook
rinpol 1119.00 NIST Webbook
rinpol 1106.00 NIST Webbook
rinpol 1097.00 NIST Webbook
rinpol 1115.00 NIST Webbook
rinpol 1069.00 NIST Webbook
rinpol 1061.00 NIST Webbook
rinpol 1069.00 NIST Webbook
rinpol 1061.00 NIST Webbook
rinpol 1116.00 NIST Webbook
rinpol 1110.00 NIST Webbook
rinpol 1111.00 NIST Webbook
rinpol 1108.00 NIST Webbook
rinpol 1063.00 NIST Webbook
ripol 1743.00 NIST Webbook
ripol 1753.00 NIST Webbook
ripol 1760.00 NIST Webbook
ripol 1748.00 NIST Webbook
ripol 1748.00 NIST Webbook
ripol 1725.00 NIST Webbook




ripol 1781.00 NIST Webbook
ripol 1741.00 NIST Webbook
ripol 1741.00 NIST Webbook
ripol 1767.00 NIST Webbook
ripol 1778.00 NIST Webbook
ripol 1764.00 NIST Webbook
ripol 1777.00 NIST Webbook
ripol 1740.00 NIST Webbook
ripol 1750.00 NIST Webbook
ripol 1738.00 NIST Webbook
ripol 1725.00 NIST Webbook
ripol 1748.00 NIST Webbook
ripol 1721.00 NIST Webbook
ripol 1777.00 NIST Webbook
ripol 1773.00 NIST Webbook
ripol 1731.00 NIST Webbook
ripol 1747.00 NIST Webbook
ripol 1765.00 NIST Webbook
ripol 1764.00 NIST Webbook
ripol 1764.00 NIST Webbook
ripol 1780.00 NIST Webbook
ripol 1751.00 NIST Webbook
ripol 1778.00 NIST Webbook
ripol 1720.00 NIST Webbook
ripol 1720.00 NIST Webbook
ripol 1738.00 NIST Webbook
ripol 1720.00 NIST Webbook
ripol 1720.00 NIST Webbook
ripol 1756.00 NIST Webbook
ripol 1763.00 NIST Webbook
ripol 1750.00 NIST Webbook
ripol 1760.00 NIST Webbook
ripol 1748.00 NIST Webbook
ripol 1748.00 NIST Webbook
ripol 1760.00 NIST Webbook
ripol 1740.00 NIST Webbook
ripol 1751.00 NIST Webbook
ripol 1754.00 NIST Webbook
ripol 1790.00 NIST Webbook
ripol 1783.00 NIST Webbook
ripol 1762.00 NIST Webbook
ripol 1790.00 NIST Webbook
ripol 1778.00 NIST Webbook
ripol 1736.00 NIST Webbook




ripol 1743.00 NIST Webbook
ripol 1760.00 NIST Webbook
ripol 1725.00 NIST Webbook
ripol 1793.00 NIST Webbook
ripol 1759.00 NIST Webbook
ripol 1793.00 NIST Webbook
ripol 1761.00 NIST Webbook
ripol 1761.00 NIST Webbook
ripol 1753.00 NIST Webbook
ripol 1752.00 NIST Webbook
ripol 1712.00 NIST Webbook
ripol 1759.00 NIST Webbook
ripol 1748.00 NIST Webbook
ripol 1728.00 NIST Webbook
ripol 1748.00 NIST Webbook
ripol 1775.00 NIST Webbook
ripol 1755.00 NIST Webbook

tb 493.29 K Joback Method

tc 738.41 K Joback Method

tf 379.45 K Joback Method

vC 0.344 ma3/kmol Joback Method

Temperature Dependent Properties

Property code Value Unit Temperature [K] Source
cpg 194.10 J/molxK 493.29 Joback Method
cpg 205.74 J/molxK 534.14 Joback Method
cpg 216.63 J/molxK 575.00 Joback Method
cpg 226.80 J/molxK 615.85 Joback Method
cpg 236.26 J/molxK 656.70 Joback Method
cpg 245.03 J/molxK 697.56 Joback Method
cpg 253.11 J/molxK 738.41 Joback Method

Sources

Crippen Method:
Crippen Method:
Joback Method:

http://pubs.acs.org/doi/abs/10.1021/ci9903071

https://lwww.chemeo.com/doc/models/crippen_log10ws

https://en.wikipedia.org/wiki/Joback_method



McGowan Method: http://link.springer.com/article/10.1007/BF02311772
NIST Webbook: http://webbook.nist.gov/cgi/cbook.cgi?ID=C29926418&Units=SI

Legend

cpgy: Ideal gas heat capacity

of: Standard Gibbs free energy of formation

hf: Enthalpy of formation at standard conditions
hfus: Enthalpy of fusion at standard conditions
hvap: Enthalpy of vaporization at standard conditions
log10ws: Log10 of Water solubility in mol/l

logp: Octanol/Water partition coefficient

mcvol: McGowan's characteristic volume

pc: Critical Pressure

rinpol: Non-polar retention indices

ripol: Polar retention indices

th: Normal Boiling Point Temperature

tc: Critical Temperature

tf: Normal melting (fusion) point

VC: Critical Volume
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