«alpha»-Bisabolol

Other names: Bisabolol
3-Cyclohexene-1-methanol, «alpha»,4-dimethyl-«alpha»-(4-methyl-3-pentenyl)-,
ﬁﬁ?ﬁ?én-z-ol, 6-methyl-2-(4-methyl-3-cyclohexen-1-yl)-
«alpha»,4-Dimethyl-«alpha»-(4-methyl-3-pentenyl)-3-cyclohexene-1-methanol
6-Methyl-2-(4-methyl-3-cyclohexen-1-yl)-5-hepten-2-ol
(R*,R*)-«alpha»,4-Dimethyl-«alpha»-(4-methyl-3-pentenyl)-3-cyclohexene-1-methanol
(R*,R*)-«alpha»,4-Dimethyl-«alpha»-(4-methyl-3-pentenyl)cyclohex-3-ene-1-methanol
3-Cyclohexene-1-methanol,
SRR UME Y SAHRRABY (A P SRR Aoy R R Slienyi)-,
&(%E]&»R,]_R)-I’GF
Dragosantol
Hydagen B
dl-«alpha»-Bisabolol
«alpha»-bisabolool
«alpha»-Bisabalol

Inchi: INChI=1S/C15H260/c1-12(2)6-5-11-15(4,16)14-9-7-13(3)8-10-14/h6-7,14,16H,5,8-11H2,
InchiKey: RGZSQWQPBWRIAQ-CABCVRRESA-N

Formula: C15H260

SMILES: CC(C)=CCcCc(C)(O)c1ce=c(c)cel

Mol. weight [g/mol]: 222.37

CAS: 515-69-5

Physical Properties

Property code Value Unit Source
of 57.89 kJ/mol Joback Method
hf -305.85 kJ/mol Joback Method
hfus 22.84 kJ/mol Joback Method
hvap 65.79 kJ/mol Joback Method
log10ws -4.84 Crippen Method
logp 4.230 Crippen Method
mcvol 208.620 mi/mol McGowan Method
pc 1950.95 kPa Joback Method
rinpol 1667.00 NIST Webbook
rinpol 1707.00 NIST Webbook
rinpol 1672.00 NIST Webbook
rinpol 1649.00 NIST Webbook

rinpol 1658.00 NIST Webbook



rinpol 1668.00 NIST Webbook
rinpol 1690.00 NIST Webbook
rinpol 1675.00 NIST Webbook
rinpol 1680.00 NIST Webbook
rinpol 1695.00 NIST Webbook
rinpol 1662.00 NIST Webbook
rinpol 1637.00 NIST Webbook
rinpol 1683.00 NIST Webbook
rinpol 1664.00 NIST Webbook
rinpol 1674.00 NIST Webbook
rinpol 1667.00 NIST Webbook
rinpol 1685.00 NIST Webbook
rinpol 1691.00 NIST Webbook
rinpol 1687.00 NIST Webbook
rinpol 1686.00 NIST Webbook
rinpol 1681.00 NIST Webbook
rinpol 1665.00 NIST Webbook
rinpol 1684.00 NIST Webbook
rinpol 1699.00 NIST Webbook
rinpol 1682.00 NIST Webbook
rinpol 1656.00 NIST Webbook
rinpol 1671.00 NIST Webbook
rinpol 1671.00 NIST Webbook
rinpol 1671.00 NIST Webbook
rinpol 1668.00 NIST Webbook
rinpol 1666.00 NIST Webbook
rinpol 1668.00 NIST Webbook
rinpol 1683.00 NIST Webbook
rinpol 1683.00 NIST Webbook
rinpol 1672.00 NIST Webbook
rinpol 1656.00 NIST Webbook
rinpol 1686.00 NIST Webbook
rinpol 1671.00 NIST Webbook
rinpol 1683.00 NIST Webbook
rinpol 1683.00 NIST Webbook
rinpol 1656.00 NIST Webbook
rinpol 1686.00 NIST Webbook
rinpol 1686.00 NIST Webbook
rinpol 1684.00 NIST Webbook
rinpol 1652.00 NIST Webbook
rinpol 1701.00 NIST Webbook
rinpol 1677.00 NIST Webbook
rinpol 1677.00 NIST Webbook
rinpol 1685.00 NIST Webbook




rinpol 1686.00 NIST Webbook
rinpol 1679.00 NIST Webbook
rinpol 1685.00 NIST Webbook
rinpol 1671.00 NIST Webbook
rinpol 1684.00 NIST Webbook
rinpol 1687.00 NIST Webbook
rinpol 1686.00 NIST Webbook
rinpol 1700.00 NIST Webbook
rinpol 1686.00 NIST Webbook
rinpol 1686.00 NIST Webbook
rinpol 1708.00 NIST Webbook
rinpol 1698.00 NIST Webbook
rinpol 1662.00 NIST Webbook
rinpol 1656.00 NIST Webbook
rinpol 1684.00 NIST Webbook
rinpol 1684.00 NIST Webbook
rinpol 1681.00 NIST Webbook
rinpol 1685.00 NIST Webbook
rinpol 1685.00 NIST Webbook
rinpol 1664.00 NIST Webbook
rinpol 1666.00 NIST Webbook
rinpol 1680.00 NIST Webbook
rinpol 1685.00 NIST Webbook
rinpol 1701.00 NIST Webbook
rinpol 1674.00 NIST Webbook
rinpol 1690.00 NIST Webbook
rinpol 1673.00 NIST Webbook
rinpol 1668.00 NIST Webbook
rinpol 1690.00 NIST Webbook
rinpol 1650.00 NIST Webbook
rinpol 1685.00 NIST Webbook
rinpol 1662.00 NIST Webbook
rinpol 1704.00 NIST Webbook
rinpol 1685.00 NIST Webbook
rinpol 1667.00 NIST Webbook
rinpol 1682.00 NIST Webbook
rinpol 1682.00 NIST Webbook
rinpol 1683.00 NIST Webbook
rinpol 1681.00 NIST Webbook
rinpol 1683.00 NIST Webbook
rinpol 1665.00 NIST Webbook
rinpol 1699.00 NIST Webbook
rinpol 1682.00 NIST Webbook
rinpol 1688.00 NIST Webbook




rinpol 1697.00 NIST Webbook
rinpol 1682.00 NIST Webbook
rinpol 1684.00 NIST Webbook
rinpol 1674.00 NIST Webbook
rinpol 1687.60 NIST Webbook
rinpol 1686.00 NIST Webbook
rinpol 1681.00 NIST Webbook
rinpol 1665.00 NIST Webbook
rinpol 1668.00 NIST Webbook
rinpol 1681.00 NIST Webbook
rinpol 1681.00 NIST Webbook
rinpol 1684.00 NIST Webbook
rinpol 1681.00 NIST Webbook
rinpol 1687.00 NIST Webbook
rinpol 1685.00 NIST Webbook
rinpol 1683.00 NIST Webbook
rinpol 1663.00 NIST Webbook
rinpol 1665.00 NIST Webbook
rinpol 1686.00 NIST Webbook
rinpol 1688.00 NIST Webbook
rinpol 1680.00 NIST Webbook
rinpol 1673.00 NIST Webbook
rinpol 1686.00 NIST Webbook
rinpol 1683.00 NIST Webbook
rinpol 1665.00 NIST Webbook
rinpol 1679.00 NIST Webbook
rinpol 1657.00 NIST Webbook
rinpol 1682.00 NIST Webbook
rinpol 1688.70 NIST Webbook
rinpol 1695.70 NIST Webbook
rinpol 1659.00 NIST Webbook
rinpol 1687.00 NIST Webbook
rinpol 1687.00 NIST Webbook
rinpol 1681.00 NIST Webbook
rinpol 1682.00 NIST Webbook
rinpol 1698.00 NIST Webbook
rinpol 1666.00 NIST Webbook
rinpol 1691.00 NIST Webbook
rinpol 1685.00 NIST Webbook
rinpol 1683.00 NIST Webbook
rinpol 1659.00 NIST Webbook
rinpol 1668.00 NIST Webbook
rinpol 1685.00 NIST Webbook
rinpol 1684.00 NIST Webbook




rinpol 1686.00 NIST Webbook
rinpol 1682.00 NIST Webbook
rinpol 1657.00 NIST Webbook
rinpol 1667.00 NIST Webbook
rinpol 1683.00 NIST Webbook
rinpol 1698.00 NIST Webbook
rinpol 1686.00 NIST Webbook
rinpol 1671.00 NIST Webbook
rinpol 1687.00 NIST Webbook
rinpol 1695.00 NIST Webbook
rinpol 1685.00 NIST Webbook
rinpol 1685.00 NIST Webbook
rinpol 1684.00 NIST Webbook
rinpol 1674.00 NIST Webbook
rinpol 1674.00 NIST Webbook
rinpol 1665.00 NIST Webbook
rinpol 1668.00 NIST Webbook
rinpol 1684.00 NIST Webbook
rinpol 1710.10 NIST Webbook
rinpol 1687.00 NIST Webbook
rinpol 1685.00 NIST Webbook
rinpol 1686.00 NIST Webbook
rinpol 1686.00 NIST Webbook
rinpol 1646.40 NIST Webbook
rinpol 1649.00 NIST Webbook
rinpol 1658.50 NIST Webbook
rinpol 1668.00 NIST Webbook
rinpol 1689.00 NIST Webbook
rinpol 1660.00 NIST Webbook
rinpol 1685.00 NIST Webbook
rinpol 1705.00 NIST Webbook
rinpol 1682.00 NIST Webbook
rinpol 1673.00 NIST Webbook
rinpol 1673.00 NIST Webbook
rinpol 1684.00 NIST Webbook
rinpol 1685.00 NIST Webbook
rinpol 1692.00 NIST Webbook
rinpol 1667.00 NIST Webbook
rinpol 1686.00 NIST Webbook
rinpol 1683.00 NIST Webbook
rinpol 1664.00 NIST Webbook
rinpol 1673.00 NIST Webbook
rinpol 1697.00 NIST Webbook
rinpol 1693.00 NIST Webbook




rinpol 1687.00 NIST Webbook
rinpol 1665.00 NIST Webbook
rinpol 1683.00 NIST Webbook
rinpol 1682.00 NIST Webbook
rinpol 1693.00 NIST Webbook
rinpol 1637.00 NIST Webbook
rinpol 1668.00 NIST Webbook
rinpol 1681.00 NIST Webbook
rinpol 1685.00 NIST Webbook
rinpol 1681.00 NIST Webbook
rinpol 1684.00 NIST Webbook
rinpol 1686.00 NIST Webbook
rinpol 1678.00 NIST Webbook
rinpol 1686.00 NIST Webbook
rinpol 1675.00 NIST Webbook
rinpol 1686.00 NIST Webbook
rinpol 1681.40 NIST Webbook
rinpol 1673.00 NIST Webbook
rinpol 1685.00 NIST Webbook
rinpol 1681.00 NIST Webbook
rinpol 1662.00 NIST Webbook
rinpol 1676.00 NIST Webbook
rinpol 1688.00 NIST Webbook
rinpol 1670.00 NIST Webbook
rinpol 1691.00 NIST Webbook
rinpol 1695.00 NIST Webbook
rinpol 1680.00 NIST Webbook
rinpol 1688.00 NIST Webbook
rinpol 1687.00 NIST Webbook
rinpol 1669.00 NIST Webbook
rinpol 1680.00 NIST Webbook
rinpol 1686.00 NIST Webbook
rinpol 1680.00 NIST Webbook
rinpol 1673.00 NIST Webbook
rinpol 1670.00 NIST Webbook
rinpol 1684.00 NIST Webbook
rinpol 1685.00 NIST Webbook
rinpol 1685.00 NIST Webbook
rinpol 1674.00 NIST Webbook
rinpol 1673.00 NIST Webbook
rinpol 1675.00 NIST Webbook
rinpol 1676.00 NIST Webbook
rinpol 1669.00 NIST Webbook
rinpol 1677.00 NIST Webbook




rinpol 1683.00 NIST Webbook
rinpol 1675.00 NIST Webbook
rinpol 1675.00 NIST Webbook
rinpol 1682.00 NIST Webbook
rinpol 1686.00 NIST Webbook
rinpol 1675.00 NIST Webbook
rinpol 1690.00 NIST Webbook
rinpol 1675.00 NIST Webbook
rinpol 1675.00 NIST Webbook
rinpol 1655.00 NIST Webbook
rinpol 1673.00 NIST Webbook
rinpol 1681.00 NIST Webbook
rinpol 1674.00 NIST Webbook
rinpol 1660.00 NIST Webbook
rinpol 1685.00 NIST Webbook
rinpol 1658.00 NIST Webbook
rinpol 1668.00 NIST Webbook
rinpol 1668.00 NIST Webbook
rinpol 1653.00 NIST Webbook
rinpol 1662.00 NIST Webbook
rinpol 1665.00 NIST Webbook
rinpol 1658.00 NIST Webbook
rinpol 1680.00 NIST Webbook
rinpol 1670.00 NIST Webbook
rinpol 1670.00 NIST Webbook
rinpol 1632.00 NIST Webbook
rinpol 1649.00 NIST Webbook
rinpol 1670.00 NIST Webbook
rinpol 1683.00 NIST Webbook
rinpol 1649.00 NIST Webbook
rinpol 1649.00 NIST Webbook
rinpol 1649.00 NIST Webbook
rinpol 1649.00 NIST Webbook
rinpol 1654.00 NIST Webbook
rinpol 1655.00 NIST Webbook
rinpol 1649.00 NIST Webbook
rinpol 1672.00 NIST Webbook
rinpol 1675.00 NIST Webbook
rinpol 1677.00 NIST Webbook
rinpol 1656.00 NIST Webbook
rinpol 1682.00 NIST Webbook
rinpol 1681.00 NIST Webbook
rinpol 1680.00 NIST Webbook
rinpol 1707.00 NIST Webbook




rinpol 1688.00 NIST Webbook
rinpol 1698.00 NIST Webbook
rinpol 1680.00 NIST Webbook
rinpol 1681.00 NIST Webbook
rinpol 1682.00 NIST Webbook
rinpol 1667.00 NIST Webbook
rinpol 1700.00 NIST Webbook
rinpol 1681.00 NIST Webbook
rinpol 1672.00 NIST Webbook
ripol 2200.00 NIST Webbook
ripol 2232.00 NIST Webbook
ripol 2232.00 NIST Webbook
ripol 2232.00 NIST Webbook
ripol 2232.00 NIST Webbook
ripol 2232.00 NIST Webbook
ripol 2232.00 NIST Webbook
ripol 2232.00 NIST Webbook
ripol 2232.00 NIST Webbook
ripol 2232.00 NIST Webbook
ripol 2232.00 NIST Webbook
ripol 2232.00 NIST Webbook
ripol 2232.00 NIST Webbook
ripol 2232.00 NIST Webbook
ripol 2232.00 NIST Webbook
ripol 2237.00 NIST Webbook
ripol 2232.00 NIST Webbook
ripol 2175.00 NIST Webbook
ripol 2219.00 NIST Webbook
ripol 2219.00 NIST Webbook
ripol 2209.00 NIST Webbook
ripol 2229.00 NIST Webbook
ripol 2213.00 NIST Webbook
ripol 2201.00 NIST Webbook
ripol 2180.00 NIST Webbook
ripol 2214.00 NIST Webbook
ripol 2218.00 NIST Webbook
ripol 2200.00 NIST Webbook
ripol 2224.00 NIST Webbook
ripol 2201.00 NIST Webbook
ripol 2232.00 NIST Webbook
ripol 2205.00 NIST Webbook
ripol 2166.00 NIST Webbook
ripol 2179.00 NIST Webbook
ripol 2179.00 NIST Webbook




ripol 2206.00 NIST Webbook
ripol 2224.00 NIST Webbook
ripol 2206.00 NIST Webbook
ripol 2205.00 NIST Webbook
ripol 2212.00 NIST Webbook
ripol 2208.00 NIST Webbook
ripol 2220.00 NIST Webbook
ripol 2193.00 NIST Webbook
ripol 2168.00 NIST Webbook
ripol 2195.00 NIST Webbook
ripol 2209.00 NIST Webbook
ripol 2222.00 NIST Webbook
ripol 2206.00 NIST Webbook
ripol 2212.00 NIST Webbook
ripol 2222.00 NIST Webbook
ripol 2228.00 NIST Webbook
ripol 2199.00 NIST Webbook
ripol 2212.00 NIST Webbook
ripol 2190.00 NIST Webbook
ripol 2202.00 NIST Webbook
ripol 2215.00 NIST Webbook
ripol 2202.00 NIST Webbook
ripol 2230.00 NIST Webbook
ripol 2206.00 NIST Webbook
ripol 2227.00 NIST Webbook
ripol 2232.00 NIST Webbook
ripol 2217.00 NIST Webbook
ripol 2205.00 NIST Webbook
ripol 2235.00 NIST Webbook
ripol 2233.00 NIST Webbook
ripol 2209.00 NIST Webbook
ripol 2186.00 NIST Webbook
ripol 2199.00 NIST Webbook
ripol 2228.00 NIST Webbook
ripol 2178.00 NIST Webbook
ripol 2199.00 NIST Webbook
ripol 2237.00 NIST Webbook
ripol 2224.00 NIST Webbook
ripol 2209.00 NIST Webbook
ripol 2217.00 NIST Webbook

tb 659.28 K Joback Method

tc 857.10 K Joback Method

tf 323.67 K Joback Method

vC 0.783 m3/kmol Joback Method




Temperature Dependent Properties

Property code Value Unit Temperature [K] Source
cpg 589.62 J/molxK 659.28 Joback Method
cpg 607.64 J/molxK 692.25 Joback Method
cpg 624.61 J/molxK 725.22 Joback Method
cpg 640.58 J/molxK 758.19 Joback Method
cpg 655.62 J/molxK 791.16 Joback Method
cpg 669.79 J/molxK 824.13 Joback Method
cpg 683.15 J/molxK 857.10 Joback Method

Sources

Crippen Method:
Crippen Method:
Joback Method:
McGowan Method:
NIST Webbook:

Legend

cpy:
gf:

hf:

hfus:
hvap:
log1l0ws:
logp:
mcvol:
pc:
rinpol:
ripol:

th:

tc:

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

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

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

http://link.springer.com/article/10.1007/BF02311772
http://webbook.nist.gov/cgi/cbook.cgi?ID=C515695&Units=SI

Ideal gas heat capacity
Standard Gibbs free energy of formation
Enthalpy of formation at standard conditions

Enthalpy of fusion at standard conditions
Enthalpy of vaporization at standard conditions

Log10 of Water solubility in mol/l
Octanol/Water partition coefficient
McGowan's characteristic volume

Critical Pressure

Non-polar retention indices
Polar retention indices

Normal Boiling Point Temperature

Critical Temperature



tf: Normal melting (fusion) point
VC: Critical Volume
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