Cubenol

Other names: 1-Isopropyl-4,7-dimethyl-1,3,4,5,6,8a-hexahydro-4a(2H)-naphthalenol-,
E_ Sc-’(ulggl%qa»,4«beta»,4a«beta»,8a«a|pha»)]-

10«beta»H-Cadin-4-en-1-ol

Inchi: INChl=1S/C15H260/c1-10(2)13-6-5-12(4)15(16)8-7-11(3)9-14(13)15/h9-10,12-14,16H,5-
InchiKey: COGPRPSWSKLKTF-YIJNKXOJESA-N

Formula: C15H260

SMILES: CC1=CcC2C(C(C)c)ccce(e)cz(o)cel

Mol. weight [g/mol]: 222.37

CAS: 21284-22-0

Physical Properties

Property code Value Unit Source
of 8.68 kJ/mol Joback Method
hf -368.61 kJ/mol Joback Method
hfus 19.72 kJ/mol Joback Method
hvap 64.97 kJ/mol Joback Method
log1l0ws -4.15 Crippen Method
logp 3.776 Crippen Method
mcvol 202.060 ml/mol McGowan Method
pc 2069.88 kPa Joback Method
rinpol 1609.00 NIST Webbook
rinpol 1643.00 NIST Webbook
rinpol 1610.00 NIST Webbook
rinpol 1642.00 NIST Webbook
rinpol 1611.00 NIST Webbook
rinpol 1644.00 NIST Webbook
rinpol 1611.00 NIST Webbook
rinpol 1640.00 NIST Webbook
rinpol 1642.00 NIST Webbook
rinpol 1642.00 NIST Webbook
rinpol 1642.00 NIST Webbook
rinpol 1642.00 NIST Webbook
rinpol 1643.00 NIST Webbook
rinpol 1642.00 NIST Webbook
rinpol 1616.00 NIST Webbook
rinpol 1628.00 NIST Webbook

rinpol 1628.00 NIST Webbook




rinpol 1594.00 NIST Webbook
rinpol 1628.00 NIST Webbook
rinpol 1617.00 NIST Webbook
rinpol 1645.00 NIST Webbook
rinpol 1614.00 NIST Webbook
rinpol 1614.00 NIST Webbook
rinpol 1642.00 NIST Webbook
rinpol 1613.00 NIST Webbook
rinpol 1651.00 NIST Webbook
rinpol 1638.00 NIST Webbook
rinpol 1631.00 NIST Webbook
rinpol 1631.00 NIST Webbook
rinpol 1642.00 NIST Webbook
rinpol 1642.00 NIST Webbook
rinpol 1641.00 NIST Webbook
rinpol 1642.00 NIST Webbook
rinpol 1620.00 NIST Webbook
rinpol 1642.00 NIST Webbook
rinpol 1605.00 NIST Webbook
rinpol 1640.00 NIST Webbook
rinpol 1604.00 NIST Webbook
rinpol 1645.00 NIST Webbook
rinpol 1631.00 NIST Webbook
rinpol 1642.00 NIST Webbook
rinpol 1623.00 NIST Webbook
rinpol 1604.00 NIST Webbook
rinpol 1647.00 NIST Webbook
rinpol 1634.00 NIST Webbook
rinpol 1651.00 NIST Webbook
rinpol 1642.00 NIST Webbook
rinpol 1642.00 NIST Webbook
rinpol 1642.00 NIST Webbook
rinpol 1625.00 NIST Webbook
rinpol 1619.00 NIST Webbook
rinpol 1619.00 NIST Webbook
rinpol 1641.00 NIST Webbook
rinpol 1640.00 NIST Webbook
rinpol 1644.00 NIST Webbook
rinpol 1618.00 NIST Webbook
rinpol 1641.00 NIST Webbook
rinpol 1641.00 NIST Webbook
rinpol 1632.00 NIST Webbook
rinpol 1647.00 NIST Webbook
rinpol 1674.00 NIST Webbook




rinpol 1644.00 NIST Webbook
rinpol 1642.00 NIST Webbook
rinpol 1607.00 NIST Webbook
rinpol 1630.00 NIST Webbook
rinpol 1636.00 NIST Webbook
rinpol 1642.00 NIST Webbook
rinpol 1647.00 NIST Webbook
rinpol 1645.00 NIST Webbook
rinpol 1650.00 NIST Webbook
rinpol 1592.00 NIST Webbook
rinpol 1640.00 NIST Webbook
rinpol 1648.00 NIST Webbook
rinpol 1592.00 NIST Webbook
rinpol 1641.00 NIST Webbook
rinpol 1642.00 NIST Webbook
rinpol 1638.00 NIST Webbook
rinpol 1631.00 NIST Webbook
rinpol 1604.00 NIST Webbook
rinpol 1642.00 NIST Webbook
rinpol 1644.00 NIST Webbook
rinpol 1623.00 NIST Webbook
rinpol 1642.00 NIST Webbook
rinpol 1612.00 NIST Webbook
rinpol 1649.00 NIST Webbook
rinpol 1654.00 NIST Webbook
rinpol 1633.00 NIST Webbook
rinpol 1633.00 NIST Webbook
rinpol 1610.00 NIST Webbook
rinpol 1640.00 NIST Webbook
rinpol 1643.00 NIST Webbook
rinpol 1645.00 NIST Webbook
rinpol 1642.00 NIST Webbook
rinpol 1642.00 NIST Webbook
rinpol 1646.00 NIST Webbook
rinpol 1664.00 NIST Webbook
rinpol 1647.00 NIST Webbook
rinpol 1630.00 NIST Webbook
rinpol 1642.00 NIST Webbook
rinpol 1645.00 NIST Webbook
rinpol 1615.00 NIST Webbook
rinpol 1650.00 NIST Webbook
rinpol 1643.00 NIST Webbook
rinpol 1637.00 NIST Webbook
rinpol 1606.00 NIST Webbook




rinpol 1672.00 NIST Webbook
rinpol 1617.00 NIST Webbook
rinpol 1641.00 NIST Webbook
rinpol 1637.00 NIST Webbook
rinpol 1632.00 NIST Webbook
rinpol 1644.00 NIST Webbook
rinpol 1633.00 NIST Webbook
rinpol 1601.00 NIST Webbook
rinpol 1617.00 NIST Webbook
rinpol 1643.00 NIST Webbook
rinpol 1643.00 NIST Webbook
rinpol 1620.00 NIST Webbook
rinpol 1595.00 NIST Webbook
rinpol 1642.00 NIST Webbook
rinpol 1610.00 NIST Webbook
rinpol 1602.00 NIST Webbook
rinpol 1639.00 NIST Webbook
rinpol 1628.00 NIST Webbook
rinpol 1630.00 NIST Webbook
rinpol 1633.00 NIST Webbook
rinpol 1625.00 NIST Webbook
rinpol 1646.00 NIST Webbook
rinpol 1627.00 NIST Webbook
rinpol 1643.00 NIST Webbook
rinpol 1643.00 NIST Webbook
rinpol 1617.00 NIST Webbook
rinpol 1647.00 NIST Webbook
rinpol 1645.00 NIST Webbook
rinpol 1644.00 NIST Webbook
rinpol 1641.00 NIST Webbook
rinpol 1638.00 NIST Webbook
rinpol 1636.00 NIST Webbook
rinpol 1645.00 NIST Webbook
rinpol 1642.00 NIST Webbook
rinpol 1602.00 NIST Webbook
rinpol 1620.00 NIST Webbook
rinpol 1608.00 NIST Webbook
rinpol 1645.00 NIST Webbook
rinpol 1637.00 NIST Webbook
rinpol 1641.00 NIST Webbook
rinpol 1638.00 NIST Webbook
rinpol 1639.00 NIST Webbook
rinpol 1609.00 NIST Webbook
rinpol 1610.00 NIST Webbook




rinpol 1641.00 NIST Webbook
rinpol 1640.00 NIST Webbook
rinpol 1600.00 NIST Webbook
rinpol 1642.00 NIST Webbook
rinpol 1642.00 NIST Webbook
rinpol 1632.00 NIST Webbook
rinpol 1620.00 NIST Webbook
rinpol 1631.00 NIST Webbook
rinpol 1642.00 NIST Webbook
rinpol 1660.00 NIST Webbook
rinpol 1648.00 NIST Webbook
rinpol 1645.00 NIST Webbook
rinpol 1634.00 NIST Webbook
rinpol 1642.00 NIST Webbook
rinpol 1643.00 NIST Webbook
rinpol 1647.00 NIST Webbook
rinpol 1624.00 NIST Webbook
rinpol 1644.00 NIST Webbook
rinpol 1644.00 NIST Webbook
rinpol 1676.00 NIST Webbook
rinpol 1642.00 NIST Webbook
rinpol 1647.00 NIST Webbook
rinpol 1641.00 NIST Webbook
rinpol 1644.00 NIST Webbook
rinpol 1647.00 NIST Webbook
rinpol 1647.00 NIST Webbook
rinpol 1627.00 NIST Webbook
rinpol 1623.00 NIST Webbook
rinpol 1647.00 NIST Webbook
rinpol 1602.00 NIST Webbook
rinpol 1644.00 NIST Webbook
rinpol 1632.00 NIST Webbook
rinpol 1609.00 NIST Webbook
rinpol 1630.00 NIST Webbook
rinpol 1624.00 NIST Webbook
rinpol 1643.00 NIST Webbook
rinpol 1600.00 NIST Webbook
rinpol 1638.00 NIST Webbook
rinpol 1636.00 NIST Webbook
rinpol 1616.00 NIST Webbook
rinpol 1632.00 NIST Webbook
rinpol 1605.00 NIST Webbook
rinpol 1631.00 NIST Webbook
rinpol 1634.00 NIST Webbook




rinpol 1644.00 NIST Webbook
rinpol 1641.00 NIST Webbook
rinpol 1623.00 NIST Webbook
rinpol 1647.00 NIST Webbook
ripol 2060.00 NIST Webbook
ripol 2030.00 NIST Webbook
ripol 2097.00 NIST Webbook
ripol 2084.00 NIST Webbook
ripol 2085.00 NIST Webbook
ripol 2063.00 NIST Webbook
ripol 2062.00 NIST Webbook
ripol 2052.00 NIST Webbook
ripol 2065.00 NIST Webbook
ripol 2052.00 NIST Webbook
ripol 2030.00 NIST Webbook
ripol 2074.00 NIST Webbook
ripol 2065.00 NIST Webbook
ripol 2085.00 NIST Webbook
ripol 2043.00 NIST Webbook
ripol 2084.00 NIST Webbook
ripol 2063.00 NIST Webbook
ripol 2066.00 NIST Webbook
ripol 2090.00 NIST Webbook
ripol 2097.00 NIST Webbook
ripol 2080.00 NIST Webbook
ripol 2054.00 NIST Webbook
ripol 2034.00 NIST Webbook
ripol 2059.00 NIST Webbook
ripol 2084.00 NIST Webbook
ripol 2080.00 NIST Webbook
ripol 2071.00 NIST Webbook
ripol 2045.00 NIST Webbook
ripol 2088.00 NIST Webbook
ripol 2090.00 NIST Webbook
ripol 2090.00 NIST Webbook
ripol 2090.00 NIST Webbook
ripol 2086.00 NIST Webbook
ripol 2080.00 NIST Webbook
ripol 2071.00 NIST Webbook
ripol 2080.00 NIST Webbook
ripol 2080.00 NIST Webbook
ripol 2080.00 NIST Webbook
ripol 2080.00 NIST Webbook
ripol 2080.00 NIST Webbook




ripol 2080.00 NIST Webbook
ripol 2080.00 NIST Webbook
ripol 2081.00 NIST Webbook
ripol 2074.00 NIST Webbook
ripol 2080.00 NIST Webbook
ripol 2080.00 NIST Webbook
ripol 2080.00 NIST Webbook
ripol 2080.00 NIST Webbook
ripol 2080.00 NIST Webbook
ripol 2080.00 NIST Webbook
ripol 2080.00 NIST Webbook
ripol 2080.00 NIST Webbook
ripol 2080.00 NIST Webbook
ripol 2080.00 NIST Webbook
ripol 2080.00 NIST Webbook
ripol 2080.00 NIST Webbook
ripol 2080.00 NIST Webbook
ripol 2080.00 NIST Webbook
ripol 2080.00 NIST Webbook
ripol 2080.00 NIST Webbook
ripol 2080.00 NIST Webbook
ripol 2080.00 NIST Webbook
ripol 2097.00 NIST Webbook
ripol 2080.00 NIST Webbook
ripol 2088.00 NIST Webbook
ripol 2080.00 NIST Webbook

th 659.94 K Joback Method

tc 865.11 K Joback Method

tf 355.13 K Joback Method

vC 0.752 m3/kmol Joback Method

Temperature Dependent Properties

Property code Value Unit Temperature [K] Source
cpg 597.80 J/molxK 659.94 Joback Method
cpg 617.79 J/molxK 694.13 Joback Method
cpg 636.77 J/molxK 728.33 Joback Method
cpg 654.86 J/molxK 762.52 Joback Method
cpg 672.18 J/molxK 796.72 Joback Method
cpg 688.83 J/molxK 830.91 Joback Method
cpg 704.93 J/molxK 865.11 Joback Method




Sources

McGowan Method: http://link.springer.com/article/10.1007/BF02311772

NIST Webbook: http://webbook.nist.gov/cgi/cbook.cgi?ID=C21284220&Units=SI
Crippen Method: http://pubs.acs.org/doi/abs/10.1021/ci990307I

Crippen Method: https://www.chemeo.com/doc/models/crippen_log10ws
Joback Method: https://fen.wikipedia.org/wiki/Joback_method

Legend

cpg: Ideal gas heat capacity

gf: 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
logl0ws: 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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