
Bicyclo[3.1.1]hept-3-en-2-one, 4,6,6-trimethyl-

Other names: 2-Pinen-4-one

Berbenone

Verbenone

4,6,6-trimethylbicyclo[3.1.1]hept-3-en-2-one

Inchi: InChI=1S/C10H14O/c1-6-4-9(11)8-5-7(6)10(8,2)3/h4,7-8H,5H2,1-3H3

InchiKey: DCSCXTJOXBUFGB-UHFFFAOYSA-N

Formula: C10H14O

SMILES: CC1=CC(=O)C2CC1C2(C)C

Mol. weight [g/mol]: 150.22

CAS: 80-57-9

Physical Properties

Property code Value Unit Source

gf 27.26 kJ/mol Joback Method

hf -206.78 kJ/mol Joback Method

hfus 10.94 kJ/mol Joback Method

hvap 41.59 kJ/mol Joback Method

log10ws -2.21 Crippen Method

logp 2.178 Crippen Method

mcvol 127.310 ml/mol McGowan Method

pc 3002.44 kPa Joback Method

rinpol 1203.00 NIST Webbook

rinpol 1205.00 NIST Webbook

rinpol 1204.00 NIST Webbook

rinpol 1207.00 NIST Webbook

rinpol 1209.00 NIST Webbook

rinpol 1197.00 NIST Webbook

rinpol 1195.00 NIST Webbook

rinpol 1184.00 NIST Webbook

rinpol 1206.00 NIST Webbook

rinpol 1189.00 NIST Webbook

rinpol 1167.00 NIST Webbook

rinpol 1201.00 NIST Webbook

rinpol 1204.00 NIST Webbook

rinpol 1204.00 NIST Webbook

rinpol 1204.00 NIST Webbook

rinpol 1204.00 NIST Webbook



rinpol 1214.00 NIST Webbook

rinpol 1204.00 NIST Webbook

rinpol 1173.00 NIST Webbook

rinpol 1188.00 NIST Webbook

rinpol 1204.00 NIST Webbook

rinpol 1205.00 NIST Webbook

rinpol 1198.00 NIST Webbook

rinpol 1185.00 NIST Webbook

rinpol 1205.00 NIST Webbook

rinpol 1207.00 NIST Webbook

rinpol 1209.00 NIST Webbook

rinpol 1204.00 NIST Webbook

rinpol 1196.00 NIST Webbook

rinpol 1206.00 NIST Webbook

rinpol 1183.00 NIST Webbook

rinpol 1205.00 NIST Webbook

rinpol 1204.00 NIST Webbook

rinpol 1206.00 NIST Webbook

rinpol 1178.00 NIST Webbook

rinpol 1205.00 NIST Webbook

rinpol 1202.00 NIST Webbook

rinpol 1207.00 NIST Webbook

rinpol 1180.00 NIST Webbook

rinpol 1212.00 NIST Webbook

rinpol 1176.00 NIST Webbook

rinpol 1205.00 NIST Webbook

rinpol 1205.00 NIST Webbook

rinpol 1223.00 NIST Webbook

rinpol 1206.00 NIST Webbook

rinpol 1184.00 NIST Webbook

rinpol 1182.00 NIST Webbook

rinpol 1204.00 NIST Webbook

rinpol 1205.00 NIST Webbook

rinpol 1200.00 NIST Webbook

rinpol 1176.00 NIST Webbook

rinpol 1177.00 NIST Webbook

rinpol 1206.00 NIST Webbook

rinpol 1207.00 NIST Webbook

rinpol 1206.00 NIST Webbook

rinpol 1201.00 NIST Webbook

rinpol 1209.00 NIST Webbook

rinpol 1188.00 NIST Webbook

rinpol 1200.00 NIST Webbook

rinpol 1219.00 NIST Webbook



rinpol 1205.00 NIST Webbook

rinpol 1206.00 NIST Webbook

rinpol 1218.00 NIST Webbook

rinpol 1206.00 NIST Webbook

rinpol 1208.00 NIST Webbook

rinpol 1206.00 NIST Webbook

rinpol 1205.00 NIST Webbook

rinpol 1204.00 NIST Webbook

rinpol 1206.00 NIST Webbook

rinpol 1205.00 NIST Webbook

rinpol 1212.00 NIST Webbook

rinpol 1183.00 NIST Webbook

rinpol 1194.90 NIST Webbook

rinpol 1184.00 NIST Webbook

rinpol 1220.92 NIST Webbook

rinpol 1205.00 NIST Webbook

rinpol 1184.00 NIST Webbook

rinpol 1177.00 NIST Webbook

rinpol 1181.00 NIST Webbook

rinpol 1179.00 NIST Webbook

rinpol 1210.00 NIST Webbook

rinpol 1194.00 NIST Webbook

rinpol 1196.00 NIST Webbook

rinpol 1195.00 NIST Webbook

rinpol 1204.00 NIST Webbook

rinpol 1205.00 NIST Webbook

rinpol 1184.00 NIST Webbook

rinpol 1206.00 NIST Webbook

rinpol 1192.00 NIST Webbook

rinpol 1205.00 NIST Webbook

rinpol 1210.00 NIST Webbook

rinpol 1211.00 NIST Webbook

rinpol 1213.00 NIST Webbook

rinpol 1216.00 NIST Webbook

rinpol 1208.00 NIST Webbook

rinpol 1214.00 NIST Webbook

rinpol 1210.00 NIST Webbook

rinpol 1205.00 NIST Webbook

rinpol 1205.00 NIST Webbook

rinpol 1188.00 NIST Webbook

rinpol 1175.00 NIST Webbook

rinpol 1216.00 NIST Webbook

rinpol 1211.00 NIST Webbook

rinpol 1174.00 NIST Webbook



rinpol 1204.00 NIST Webbook

rinpol 1217.00 NIST Webbook

rinpol 1200.00 NIST Webbook

rinpol 1209.00 NIST Webbook

rinpol 1168.00 NIST Webbook

rinpol 1207.00 NIST Webbook

rinpol 1208.00 NIST Webbook

rinpol 1208.00 NIST Webbook

rinpol 1200.00 NIST Webbook

rinpol 1208.00 NIST Webbook

rinpol 1204.00 NIST Webbook

rinpol 1206.00 NIST Webbook

rinpol 1184.00 NIST Webbook

rinpol 1177.00 NIST Webbook

rinpol 1204.00 NIST Webbook

rinpol 1203.00 NIST Webbook

rinpol 1184.00 NIST Webbook

rinpol 1216.00 NIST Webbook

rinpol 1204.00 NIST Webbook

rinpol 1169.00 NIST Webbook

rinpol 1204.00 NIST Webbook

rinpol 1176.00 NIST Webbook

rinpol 1200.00 NIST Webbook

rinpol 1207.00 NIST Webbook

rinpol 1190.00 NIST Webbook

rinpol 1184.00 NIST Webbook

rinpol 1205.00 NIST Webbook

rinpol 1177.00 NIST Webbook

rinpol 1205.00 NIST Webbook

rinpol 1206.00 NIST Webbook

rinpol 1180.00 NIST Webbook

rinpol 1183.00 NIST Webbook

rinpol 1183.00 NIST Webbook

rinpol 1207.00 NIST Webbook

rinpol 1208.00 NIST Webbook

rinpol 1182.00 NIST Webbook

rinpol 1210.00 NIST Webbook

rinpol 1205.00 NIST Webbook

rinpol 1170.00 NIST Webbook

rinpol 1206.00 NIST Webbook

rinpol 1204.00 NIST Webbook

rinpol 1203.00 NIST Webbook

rinpol 1209.00 NIST Webbook

rinpol 1193.00 NIST Webbook



rinpol 1185.00 NIST Webbook

rinpol 1204.00 NIST Webbook

rinpol 1208.00 NIST Webbook

rinpol 1170.00 NIST Webbook

rinpol 1217.00 NIST Webbook

rinpol 1217.00 NIST Webbook

rinpol 1211.00 NIST Webbook

rinpol 1205.00 NIST Webbook

rinpol 1204.00 NIST Webbook

rinpol 1195.00 NIST Webbook

rinpol 1186.00 NIST Webbook

rinpol 1222.00 NIST Webbook

rinpol 1209.00 NIST Webbook

rinpol 1206.00 NIST Webbook

rinpol 1197.00 NIST Webbook

rinpol 1189.00 NIST Webbook

rinpol 1233.00 NIST Webbook

rinpol 1184.00 NIST Webbook

rinpol 1204.00 NIST Webbook

rinpol 1207.00 NIST Webbook

rinpol 1203.00 NIST Webbook

rinpol 1207.00 NIST Webbook

rinpol 1192.00 NIST Webbook

rinpol 1204.00 NIST Webbook

rinpol 1206.00 NIST Webbook

rinpol 1186.00 NIST Webbook

rinpol 1205.00 NIST Webbook

rinpol 1191.00 NIST Webbook

rinpol 1195.00 NIST Webbook

rinpol 1203.00 NIST Webbook

rinpol 1176.00 NIST Webbook

rinpol 1208.00 NIST Webbook

rinpol 1205.00 NIST Webbook

rinpol 1205.00 NIST Webbook

rinpol 1225.00 NIST Webbook

rinpol 1200.00 NIST Webbook

rinpol 1174.00 NIST Webbook

rinpol 1207.00 NIST Webbook

rinpol 1205.00 NIST Webbook

rinpol 1186.00 NIST Webbook

rinpol 1226.00 NIST Webbook

rinpol 1189.00 NIST Webbook

rinpol 1197.00 NIST Webbook

rinpol 1205.00 NIST Webbook



rinpol 1211.00 NIST Webbook

rinpol 1199.00 NIST Webbook

rinpol 1175.00 NIST Webbook

rinpol 1178.00 NIST Webbook

rinpol 1164.00 NIST Webbook

rinpol 1178.00 NIST Webbook

rinpol 1208.00 NIST Webbook

rinpol 1218.00 NIST Webbook

rinpol 1204.00 NIST Webbook

rinpol 1207.00 NIST Webbook

rinpol 1208.00 NIST Webbook

rinpol 1218.00 NIST Webbook

rinpol 1218.00 NIST Webbook

rinpol 1205.00 NIST Webbook

rinpol 1204.00 NIST Webbook

rinpol 1203.00 NIST Webbook

rinpol 1205.00 NIST Webbook

rinpol 1208.00 NIST Webbook

rinpol 1204.00 NIST Webbook

rinpol 1204.00 NIST Webbook

rinpol 1221.00 NIST Webbook

rinpol 1208.00 NIST Webbook

rinpol 1207.00 NIST Webbook

rinpol 1207.00 NIST Webbook

rinpol 1205.00 NIST Webbook

rinpol 1193.00 NIST Webbook

rinpol 1204.00 NIST Webbook

rinpol 1208.00 NIST Webbook

rinpol 1205.00 NIST Webbook

rinpol 1207.00 NIST Webbook

rinpol 1209.00 NIST Webbook

rinpol 1245.00 NIST Webbook

rinpol 1245.00 NIST Webbook

rinpol 1205.00 NIST Webbook

rinpol 1205.00 NIST Webbook

rinpol 1199.00 NIST Webbook

rinpol 1206.00 NIST Webbook

rinpol 1221.00 NIST Webbook

rinpol 1189.00 NIST Webbook

rinpol 1205.00 NIST Webbook

rinpol 1203.00 NIST Webbook

rinpol 1175.00 NIST Webbook

rinpol 1221.00 NIST Webbook

rinpol 1245.00 NIST Webbook



rinpol 1195.00 NIST Webbook

rinpol 1221.00 NIST Webbook

rinpol 1245.00 NIST Webbook

rinpol 1217.00 NIST Webbook

rinpol 1205.00 NIST Webbook

rinpol 1164.00 NIST Webbook

rinpol 1196.00 NIST Webbook

rinpol 1164.00 NIST Webbook

rinpol 1180.00 NIST Webbook

rinpol 1164.00 NIST Webbook

rinpol 1236.00 NIST Webbook

rinpol 1183.00 NIST Webbook

rinpol 1191.00 NIST Webbook

rinpol 1164.00 NIST Webbook

rinpol 1195.00 NIST Webbook

rinpol 1185.00 NIST Webbook

rinpol 1204.00 NIST Webbook

rinpol 1206.00 NIST Webbook

rinpol 1207.00 NIST Webbook

rinpol 1173.00 NIST Webbook

rinpol 1185.00 NIST Webbook

rinpol 1191.00 NIST Webbook

rinpol 1202.00 NIST Webbook

rinpol 1190.90 NIST Webbook

rinpol 1191.00 NIST Webbook

rinpol 1205.00 NIST Webbook

rinpol 1202.00 NIST Webbook

ripol 1710.00 NIST Webbook

ripol 1742.00 NIST Webbook

ripol 1707.00 NIST Webbook

ripol 1723.00 NIST Webbook

ripol 1696.00 NIST Webbook

ripol 1679.00 NIST Webbook

ripol 1698.00 NIST Webbook

ripol 1715.00 NIST Webbook

ripol 1701.00 NIST Webbook

ripol 1710.00 NIST Webbook

ripol 1710.00 NIST Webbook

ripol 1709.00 NIST Webbook

ripol 1730.00 NIST Webbook

ripol 1729.00 NIST Webbook

ripol 1730.00 NIST Webbook

ripol 1709.00 NIST Webbook

ripol 1712.00 NIST Webbook



ripol 1695.00 NIST Webbook

ripol 1729.00 NIST Webbook

ripol 1733.00 NIST Webbook

ripol 1730.00 NIST Webbook

ripol 1716.00 NIST Webbook

ripol 1712.00 NIST Webbook

ripol 1696.00 NIST Webbook

ripol 1729.00 NIST Webbook

ripol 1698.00 NIST Webbook

ripol 1722.00 NIST Webbook

ripol 1701.00 NIST Webbook

ripol 1701.00 NIST Webbook

ripol 1730.00 NIST Webbook

ripol 1733.00 NIST Webbook

ripol 1735.00 NIST Webbook

ripol 1676.00 NIST Webbook

ripol 1695.00 NIST Webbook

ripol 1731.00 NIST Webbook

ripol 1738.00 NIST Webbook

ripol 1707.00 NIST Webbook

ripol 1701.00 NIST Webbook

ripol 1725.00 NIST Webbook

ripol 1726.00 NIST Webbook

ripol 1726.00 NIST Webbook

ripol 1725.00 NIST Webbook

ripol 1696.00 NIST Webbook

ripol 1725.00 NIST Webbook

ripol 1699.00 NIST Webbook

ripol 1697.00 NIST Webbook

ripol 1725.00 NIST Webbook

ripol 1725.00 NIST Webbook

ripol 1725.00 NIST Webbook

ripol 1721.00 NIST Webbook

ripol 1704.00 NIST Webbook

ripol 1733.00 NIST Webbook

ripol 1725.00 NIST Webbook

ripol 1725.00 NIST Webbook

ripol 1714.00 NIST Webbook

ripol 1725.00 NIST Webbook

ripol 1724.00 NIST Webbook

ripol 1725.00 NIST Webbook

ripol 1725.00 NIST Webbook

ripol 1726.00 NIST Webbook

ripol 1730.00 NIST Webbook



ripol 1725.00 NIST Webbook

ripol 1725.00 NIST Webbook

ripol 1725.00 NIST Webbook

ripol 1725.00 NIST Webbook

ripol 1725.00 NIST Webbook

ripol 1725.00 NIST Webbook

ripol 1725.00 NIST Webbook

ripol 1725.00 NIST Webbook

ripol 1725.00 NIST Webbook

ripol 1725.00 NIST Webbook

ripol 1725.00 NIST Webbook

ripol 1725.00 NIST Webbook

ripol 1735.00 NIST Webbook

ripol 1725.00 NIST Webbook

ripol 1726.00 NIST Webbook

ripol 1716.00 NIST Webbook

ripol 1724.00 NIST Webbook

ripol 1730.00 NIST Webbook

ripol 1730.00 NIST Webbook

ripol 1699.00 NIST Webbook

ripol 1696.00 NIST Webbook

ripol 1710.00 NIST Webbook

ripol 1725.00 NIST Webbook

ripol 1730.00 NIST Webbook

ripol 1725.00 NIST Webbook

tb 500.70 K NIST Webbook

tc 740.08 K Joback Method

tf 335.98 K Joback Method

vc 0.491 m3/kmol Joback Method

Temperature Dependent Properties

Property code Value Unit Temperature [K] Source

cpg 307.39 J/mol×K 513.48 Joback Method

cpg 324.08 J/mol×K 551.25 Joback Method

cpg 339.67 J/mol×K 589.01 Joback Method

cpg 354.29 J/mol×K 626.78 Joback Method

cpg 368.08 J/mol×K 664.55 Joback Method

cpg 381.17 J/mol×K 702.31 Joback Method

cpg 393.70 J/mol×K 740.08 Joback Method



Sources

Crippen Method: https://www.chemeo.com/doc/models/crippen_log10ws

Joback Method: 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=C80579&Units=SI

Crippen Method: http://pubs.acs.org/doi/abs/10.1021/ci990307l

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

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

tb: Normal Boiling Point Temperature

tc: Critical Temperature

tf: Normal melting (fusion) point

vc: Critical Volume

Latest version available from:

https://www.chemeo.com/cid/38-091-9/Bicyclo-3-1-1-hept-3-en-2-one-4-6-6-trimethyl.pdf
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