2-Buten-1-one,
1-(2,6,6-trimethyl-1,3-cyclohexadien-1-yl)-, (E)-

Other names: «beta»-Damascenone
trans-«beta»-Damascenone
Damascenone
Damascenone, trans-
2,6,6-Trimethyl-1-trans-crotonoyl-1,3-cyclohexadiene
(2E)-1-(2,6,6-Trimethyl-1,3-cyclohexadien-1-yl)-2-buten-1-one
«beta»-(E)-Damascenone
1-(2,6,6-trimethyl-1,3-cyclohexadien-1-yl)-2-buten-1-one, trans-
(2 E)-1-(2,6,6-trimethylcyclohexane-1,3-dien-1-yl)but-2-en-1-one
(E)-«beta»-Damascenone
trans-Damascenone
1-(2,6,6-trimethyl-1,3-cyclohexadien-1-yl)-2-buten-1-one («beta»-damascenone)
(2 E)-1-(2,6,6-trimethylcyclohexane-1,3-dien-1-yl)but-2-en-1-one
Eﬁ?fef?(ﬁje?énﬁ?ﬁgt%?/m),3-cyc|ohexadien-l—yl)-2-buten-1-one

Inchi: INnChI=1S/C13H180/c1-5-7-11(14)12-10(2)8-6-9-13(12,3)4/h5-8H,9H2,1-4H3/b7-5+
InchiKey: POIARNZEYGURDG-FNORWQNLSA-N

Formula: C13H180

SMILES: CC=CC(=0O)C1=C(C)C=CcCcc1(Cc)C

Mol. weight [g/mol]: 190.28

CAS: 23726-93-4

Physical Properties

Property code Value Unit Source
of 69.50 kJ/mol Joback Method
hf -144.83 kJ/mol Joback Method
hfus 18.43 kJ/mol Joback Method
hvap 52.42 kJ/mol Joback Method
log10ws -3.76 Crippen Method
logp 3.434 Crippen Method
mcvol 171.840 ml/mol McGowan Method
pc 2358.78 kPa Joback Method
rinpol 1381.00 NIST Webbook
rinpol 1380.00 NIST Webbook
rinpol 1382.00 NIST Webbook
rinpol 1402.00 NIST Webbook
rinpol 1387.00 NIST Webbook

rinpol 1394.00 NIST Webbook



rinpol 1367.00 NIST Webbook
rinpol 1384.00 NIST Webbook
rinpol 1386.00 NIST Webbook
rinpol 1395.00 NIST Webbook
rinpol 1385.00 NIST Webbook
rinpol 1372.00 NIST Webbook
rinpol 1400.00 NIST Webbook
rinpol 1360.00 NIST Webbook
rinpol 1369.00 NIST Webbook
rinpol 1368.00 NIST Webbook
rinpol 1381.00 NIST Webbook
rinpol 1358.00 NIST Webbook
rinpol 1389.00 NIST Webbook
rinpol 1413.00 NIST Webbook
rinpol 1395.00 NIST Webbook
rinpol 1395.00 NIST Webbook
rinpol 1386.00 NIST Webbook
rinpol 1395.00 NIST Webbook
rinpol 1395.00 NIST Webbook
rinpol 1388.00 NIST Webbook
rinpol 1385.00 NIST Webbook
rinpol 1357.00 NIST Webbook
rinpol 1369.00 NIST Webbook
rinpol 1381.00 NIST Webbook
rinpol 1372.00 NIST Webbook
rinpol 1372.00 NIST Webbook
rinpol 1392.00 NIST Webbook
rinpol 1385.00 NIST Webbook
rinpol 1392.00 NIST Webbook
rinpol 1386.00 NIST Webbook
rinpol 1400.00 NIST Webbook
rinpol 1372.00 NIST Webbook
rinpol 1392.00 NIST Webbook
rinpol 1363.00 NIST Webbook
rinpol 1380.00 NIST Webbook
rinpol 1360.00 NIST Webbook
rinpol 1361.00 NIST Webbook
rinpol 1392.00 NIST Webbook
rinpol 1389.00 NIST Webbook
rinpol 1389.00 NIST Webbook
rinpol 1389.00 NIST Webbook
rinpol 1394.00 NIST Webbook
rinpol 1386.00 NIST Webbook
rinpol 1380.00 NIST Webbook




rinpol 1369.00 NIST Webbook
rinpol 1369.00 NIST Webbook
rinpol 1382.00 NIST Webbook
rinpol 1395.00 NIST Webbook
rinpol 1393.00 NIST Webbook
rinpol 1395.00 NIST Webbook
rinpol 1369.00 NIST Webbook
rinpol 1368.00 NIST Webbook
rinpol 1368.00 NIST Webbook
rinpol 1357.00 NIST Webbook
rinpol 1352.00 NIST Webbook
rinpol 1387.00 NIST Webbook
rinpol 1389.00 NIST Webbook
rinpol 1380.00 NIST Webbook
rinpol 1367.00 NIST Webbook
rinpol 1367.00 NIST Webbook
rinpol 1389.00 NIST Webbook
rinpol 1381.00 NIST Webbook
rinpol 1387.00 NIST Webbook
rinpol 1385.00 NIST Webbook
rinpol 1389.00 NIST Webbook
rinpol 1379.00 NIST Webbook
rinpol 1358.00 NIST Webbook
rinpol 1368.00 NIST Webbook
rinpol 1392.00 NIST Webbook
rinpol 1368.00 NIST Webbook
rinpol 1382.00 NIST Webbook
rinpol 1389.00 NIST Webbook
rinpol 1387.00 NIST Webbook
rinpol 1387.00 NIST Webbook
rinpol 1383.00 NIST Webbook
rinpol 1417.00 NIST Webbook
rinpol 1413.00 NIST Webbook
rinpol 1360.00 NIST Webbook
rinpol 1360.00 NIST Webbook
rinpol 1396.00 NIST Webbook
rinpol 1367.00 NIST Webbook
rinpol 1360.00 NIST Webbook
rinpol 1397.00 NIST Webbook
rinpol 1371.00 NIST Webbook
rinpol 1360.00 NIST Webbook
rinpol 1360.00 NIST Webbook
rinpol 1360.00 NIST Webbook
rinpol 1389.00 NIST Webbook




rinpol 1390.00 NIST Webbook
rinpol 1360.00 NIST Webbook
rinpol 1356.00 NIST Webbook
rinpol 1353.00 NIST Webbook
rinpol 1352.00 NIST Webbook
rinpol 1356.00 NIST Webbook
rinpol 1356.00 NIST Webbook
rinpol 1349.00 NIST Webbook
rinpol 1356.00 NIST Webbook
rinpol 1393.00 NIST Webbook
rinpol 1383.00 NIST Webbook
rinpol 1395.00 NIST Webbook
rinpol 1391.00 NIST Webbook
rinpol 1384.00 NIST Webbook
rinpol 1381.00 NIST Webbook
rinpol 1396.00 NIST Webbook
rinpol 1363.00 NIST Webbook
rinpol 1395.00 NIST Webbook
rinpol 1390.00 NIST Webbook
rinpol 1381.00 NIST Webbook
rinpol 1382.00 NIST Webbook
rinpol 1358.00 NIST Webbook
rinpol 1361.00 NIST Webbook
rinpol 1386.00 NIST Webbook
rinpol 1380.00 NIST Webbook
rinpol 1351.00 NIST Webbook
rinpol 1381.00 NIST Webbook
rinpol 1383.00 NIST Webbook
rinpol 1385.00 NIST Webbook
rinpol 1382.00 NIST Webbook
rinpol 1371.00 NIST Webbook
rinpol 1387.00 NIST Webbook
rinpol 1385.00 NIST Webbook
rinpol 1390.90 NIST Webbook
rinpol 1402.00 NIST Webbook
rinpol 1361.00 NIST Webbook
rinpol 1360.00 NIST Webbook
rinpol 1385.00 NIST Webbook
rinpol 1380.00 NIST Webbook
rinpol 1394.00 NIST Webbook
rinpol 1359.00 NIST Webbook
rinpol 1379.00 NIST Webbook
rinpol 1383.00 NIST Webbook
rinpol 1382.00 NIST Webbook




rinpol 1387.00 NIST Webbook
rinpol 1373.00 NIST Webbook
rinpol 1364.00 NIST Webbook
rinpol 1368.00 NIST Webbook
rinpol 1375.00 NIST Webbook
rinpol 1394.00 NIST Webbook
rinpol 1386.00 NIST Webbook
rinpol 1378.00 NIST Webbook
rinpol 1378.00 NIST Webbook
rinpol 1379.00 NIST Webbook
rinpol 1367.00 NIST Webbook
rinpol 1389.00 NIST Webbook
rinpol 1384.00 NIST Webbook
rinpol 1380.00 NIST Webbook
rinpol 1373.00 NIST Webbook
rinpol 1386.00 NIST Webbook
rinpol 1385.00 NIST Webbook
rinpol 1389.00 NIST Webbook
rinpol 1388.00 NIST Webbook
rinpol 1385.00 NIST Webbook
rinpol 1384.00 NIST Webbook
rinpol 1368.00 NIST Webbook
rinpol 1368.00 NIST Webbook
rinpol 1391.00 NIST Webbook
rinpol 1386.00 NIST Webbook
rinpol 1383.00 NIST Webbook
rinpol 1393.00 NIST Webbook
rinpol 1390.00 NIST Webbook
rinpol 1386.00 NIST Webbook
rinpol 1384.00 NIST Webbook
rinpol 1387.00 NIST Webbook
rinpol 1386.00 NIST Webbook
rinpol 1386.00 NIST Webbook
rinpol 1386.00 NIST Webbook
rinpol 1384.00 NIST Webbook
rinpol 1381.00 NIST Webbook
rinpol 1401.00 NIST Webbook
rinpol 1392.00 NIST Webbook
rinpol 1370.00 NIST Webbook
rinpol 1394.00 NIST Webbook
rinpol 1383.00 NIST Webbook
rinpol 1386.00 NIST Webbook
rinpol 1381.00 NIST Webbook
rinpol 1400.00 NIST Webbook




rinpol 1390.00 NIST Webbook
rinpol 1386.00 NIST Webbook
rinpol 1386.00 NIST Webbook
rinpol 1387.00 NIST Webbook
rinpol 1371.00 NIST Webbook
rinpol 1396.00 NIST Webbook
rinpol 1397.00 NIST Webbook
rinpol 1388.00 NIST Webbook
rinpol 1394.00 NIST Webbook
rinpol 1384.40 NIST Webbook
rinpol 1368.00 NIST Webbook
rinpol 1364.00 NIST Webbook
rinpol 1364.00 NIST Webbook
rinpol 1360.00 NIST Webbook
rinpol 1360.00 NIST Webbook
rinpol 1360.00 NIST Webbook
rinpol 1359.00 NIST Webbook
rinpol 1359.00 NIST Webbook
rinpol 1358.00 NIST Webbook
rinpol 1356.00 NIST Webbook
rinpol 1356.00 NIST Webbook
rinpol 1373.00 NIST Webbook
rinpol 1390.00 NIST Webbook
rinpol 1362.00 NIST Webbook
rinpol 1370.00 NIST Webbook
rinpol 1376.00 NIST Webbook
rinpol 1368.00 NIST Webbook
rinpol 1366.00 NIST Webbook
rinpol 1397.00 NIST Webbook
rinpol 1365.00 NIST Webbook
rinpol 1366.00 NIST Webbook
rinpol 1371.00 NIST Webbook
rinpol 1375.00 NIST Webbook
rinpol 1377.00 NIST Webbook
rinpol 1385.00 NIST Webbook
rinpol 1374.00 NIST Webbook
rinpol 1384.00 NIST Webbook
rinpol 1384.00 NIST Webbook
rinpol 1384.00 NIST Webbook
rinpol 1386.00 NIST Webbook
rinpol 1388.00 NIST Webbook
rinpol 1354.00 NIST Webbook
rinpol 1354.00 NIST Webbook
rinpol 1385.00 NIST Webbook




rinpol 1381.00 NIST Webbook
rinpol 1384.00 NIST Webbook
rinpol 1390.00 NIST Webbook
rinpol 1397.00 NIST Webbook
rinpol 1391.00 NIST Webbook
rinpol 1361.00 NIST Webbook
rinpol 1362.00 NIST Webbook
rinpol 1383.00 NIST Webbook
rinpol 1390.00 NIST Webbook
rinpol 1381.00 NIST Webbook
rinpol 1385.00 NIST Webbook
rinpol 1394.00 NIST Webbook
rinpol 1389.00 NIST Webbook
rinpol 1388.40 NIST Webbook
rinpol 1380.00 NIST Webbook
rinpol 1386.00 NIST Webbook
rinpol 1386.00 NIST Webbook
rinpol 1394.00 NIST Webbook
rinpol 1386.00 NIST Webbook
rinpol 1381.00 NIST Webbook
rinpol 1385.00 NIST Webbook
rinpol 1378.00 NIST Webbook
rinpol 1382.00 NIST Webbook
rinpol 1383.00 NIST Webbook
rinpol 1381.00 NIST Webbook
rinpol 1386.00 NIST Webbook
rinpol 1383.00 NIST Webbook
rinpol 1362.00 NIST Webbook
rinpol 1381.00 NIST Webbook
rinpol 1393.00 NIST Webbook
rinpol 1380.00 NIST Webbook
rinpol 1380.00 NIST Webbook
rinpol 1404.00 NIST Webbook
rinpol 1381.00 NIST Webbook
rinpol 1381.00 NIST Webbook
rinpol 1382.00 NIST Webbook
rinpol 1381.00 NIST Webbook
rinpol 1383.00 NIST Webbook
rinpol 1381.00 NIST Webbook
rinpol 1393.00 NIST Webbook
rinpol 1385.00 NIST Webbook
rinpol 1387.00 NIST Webbook
rinpol 1381.00 NIST Webbook
rinpol 1391.00 NIST Webbook




rinpol 1357.00 NIST Webbook
rinpol 1385.00 NIST Webbook
rinpol 1379.00 NIST Webbook
rinpol 1369.00 NIST Webbook
rinpol 1389.00 NIST Webbook
rinpol 1388.00 NIST Webbook
rinpol 1374.00 NIST Webbook
rinpol 1408.00 NIST Webbook
rinpol 1380.00 NIST Webbook
ripol 1838.00 NIST Webbook
ripol 1792.00 NIST Webbook
ripol 1857.00 NIST Webbook
ripol 1824.00 NIST Webbook
ripol 1820.00 NIST Webbook
ripol 1821.00 NIST Webbook
ripol 1825.00 NIST Webbook
ripol 1813.00 NIST Webbook
ripol 1836.00 NIST Webbook
ripol 1783.00 NIST Webbook
ripol 1834.00 NIST Webbook
ripol 1823.00 NIST Webbook
ripol 1809.00 NIST Webbook
ripol 1834.00 NIST Webbook
ripol 1828.00 NIST Webbook
ripol 1822.00 NIST Webbook
ripol 1795.00 NIST Webbook
ripol 1795.00 NIST Webbook
ripol 1817.00 NIST Webbook
ripol 1774.00 NIST Webbook
ripol 1838.00 NIST Webbook
ripol 1838.00 NIST Webbook
ripol 1835.00 NIST Webbook
ripol 1838.00 NIST Webbook
ripol 1838.00 NIST Webbook
ripol 1838.00 NIST Webbook
ripol 1838.00 NIST Webbook
ripol 1820.00 NIST Webbook
ripol 1838.00 NIST Webbook
ripol 1838.00 NIST Webbook
ripol 1815.00 NIST Webbook
ripol 1838.00 NIST Webbook
ripol 1838.00 NIST Webbook
ripol 1783.00 NIST Webbook
ripol 1838.00 NIST Webbook




ripol 1838.00 NIST Webbook
ripol 1832.00 NIST Webbook
ripol 1838.00 NIST Webbook
ripol 1838.00 NIST Webbook
ripol 1838.00 NIST Webbook
ripol 1838.00 NIST Webbook
ripol 1823.00 NIST Webbook
ripol 1842.00 NIST Webbook
ripol 1819.00 NIST Webbook
ripol 1810.00 NIST Webbook
ripol 1819.00 NIST Webbook
ripol 1838.00 NIST Webbook
ripol 1838.00 NIST Webbook
ripol 1838.00 NIST Webbook
ripol 1798.00 NIST Webbook
ripol 1838.00 NIST Webbook
ripol 1788.00 NIST Webbook
ripol 1806.00 NIST Webbook
ripol 1838.00 NIST Webbook
ripol 1838.00 NIST Webbook
ripol 1838.00 NIST Webbook
ripol 1838.00 NIST Webbook
ripol 1818.00 NIST Webbook
ripol 1818.00 NIST Webbook
ripol 1806.00 NIST Webbook
ripol 1838.00 NIST Webbook
ripol 1801.00 NIST Webbook
ripol 1829.00 NIST Webbook
ripol 1789.00 NIST Webbook
ripol 1832.00 NIST Webbook
ripol 1801.00 NIST Webbook
ripol 1802.00 NIST Webbook
ripol 1819.00 NIST Webbook
ripol 1832.00 NIST Webbook
ripol 1832.00 NIST Webbook
ripol 1802.00 NIST Webbook
ripol 1829.00 NIST Webbook
ripol 1818.00 NIST Webbook
ripol 1841.00 NIST Webbook
ripol 1830.00 NIST Webbook
ripol 1818.00 NIST Webbook
ripol 1834.00 NIST Webbook
ripol 1834.00 NIST Webbook
ripol 1818.00 NIST Webbook




ripol 1818.00 NIST Webbook
ripol 1839.00 NIST Webbook
ripol 1831.00 NIST Webbook
ripol 1835.00 NIST Webbook
ripol 1819.00 NIST Webbook
ripol 1792.00 NIST Webbook
ripol 1792.00 NIST Webbook
ripol 1816.00 NIST Webbook
ripol 1790.00 NIST Webbook
ripol 1790.00 NIST Webbook
ripol 1857.00 NIST Webbook
ripol 1790.00 NIST Webbook
ripol 1827.00 NIST Webbook
ripol 1857.00 NIST Webbook
ripol 1823.00 NIST Webbook
ripol 1824.00 NIST Webbook
ripol 1838.00 NIST Webbook
ripol 1838.00 NIST Webbook
ripol 1838.00 NIST Webbook
ripol 1838.00 NIST Webbook
ripol 1820.00 NIST Webbook
ripol 1811.00 NIST Webbook
ripol 1809.00 NIST Webbook
ripol 1824.00 NIST Webbook
ripol 1832.00 NIST Webbook
ripol 1821.00 NIST Webbook
ripol 1832.00 NIST Webbook
ripol 1801.00 NIST Webbook
ripol 1845.00 NIST Webbook
ripol 1829.00 NIST Webbook
ripol 1825.00 NIST Webbook
ripol 1842.00 NIST Webbook
ripol 1838.00 NIST Webbook
ripol 1841.00 NIST Webbook
ripol 1841.00 NIST Webbook
ripol 1813.00 NIST Webbook
ripol 1789.00 NIST Webbook
ripol 1841.00 NIST Webbook
ripol 1834.00 NIST Webbook
ripol 1825.00 NIST Webbook
ripol 1836.00 NIST Webbook
ripol 1823.00 NIST Webbook
ripol 1797.00 NIST Webbook
ripol 1823.00 NIST Webbook




ripol 1845.00 NIST Webbook
ripol 1783.00 NIST Webbook
ripol 1811.00 NIST Webbook
ripol 1789.00 NIST Webbook
ripol 1829.00 NIST Webbook
ripol 1823.00 NIST Webbook
ripol 1834.00 NIST Webbook
ripol 1842.00 NIST Webbook
ripol 1820.00 NIST Webbook
ripol 1823.00 NIST Webbook
ripol 1826.00 NIST Webbook
ripol 1823.00 NIST Webbook
ripol 1806.00 NIST Webbook
ripol 1822.00 NIST Webbook
ripol 1805.00 NIST Webbook
ripol 1805.00 NIST Webbook
ripol 1806.00 NIST Webbook
ripol 1819.00 NIST Webbook
ripol 1805.00 NIST Webbook
ripol 1806.00 NIST Webbook
ripol 1806.00 NIST Webbook
ripol 1811.00 NIST Webbook
ripol 1837.00 NIST Webbook
ripol 1851.00 NIST Webbook
ripol 1852.00 NIST Webbook
ripol 1802.00 NIST Webbook
ripol 1850.00 NIST Webbook
ripol 1819.00 NIST Webbook
ripol 1815.00 NIST Webbook
ripol 1823.00 NIST Webbook
ripol 1799.00 NIST Webbook
ripol 1821.00 NIST Webbook
ripol 1841.00 NIST Webbook
ripol 1815.00 NIST Webbook
ripol 1838.00 NIST Webbook
ripol 1810.00 NIST Webbook
ripol 1799.00 NIST Webbook
ripol 1788.00 NIST Webbook
ripol 1798.00 NIST Webbook
ripol 1827.00 NIST Webbook
ripol 1822.00 NIST Webbook
ripol 1819.00 NIST Webbook
ripol 1796.00 NIST Webbook
ripol 1840.00 NIST Webbook




ripol 1842.00 NIST Webbook
ripol 1832.00 NIST Webbook
ripol 1821.00 NIST Webbook
ripol 1777.00 NIST Webbook
ripol 1835.00 NIST Webbook
ripol 1813.00 NIST Webbook
ripol 1802.00 NIST Webbook
ripol 1811.00 NIST Webbook
ripol 1803.00 NIST Webbook
ripol 1840.00 NIST Webbook
ripol 1822.00 NIST Webbook
ripol 1788.00 NIST Webbook
ripol 1810.00 NIST Webbook
ripol 1810.00 NIST Webbook
ripol 1829.00 NIST Webbook
ripol 1827.00 NIST Webbook
ripol 1828.00 NIST Webbook
ripol 1800.00 NIST Webbook
ripol 1840.00 NIST Webbook
ripol 1824.00 NIST Webbook
ripol 1821.00 NIST Webbook
ripol 1804.00 NIST Webbook
ripol 1828.00 NIST Webbook
ripol 1828.00 NIST Webbook
ripol 1798.00 NIST Webbook
ripol 1831.00 NIST Webbook
ripol 1806.00 NIST Webbook
ripol 1800.00 NIST Webbook
ripol 1837.00 NIST Webbook
ripol 1810.00 NIST Webbook
ripol 1787.00 NIST Webbook
ripol 1834.00 NIST Webbook
ripol 1818.00 NIST Webbook
ripol 1830.00 NIST Webbook
ripol 1828.00 NIST Webbook
ripol 1830.00 NIST Webbook
ripol 1832.00 NIST Webbook
ripol 1814.00 NIST Webbook
ripol 1801.00 NIST Webbook
ripol 1807.00 NIST Webbook
ripol 1806.00 NIST Webbook
ripol 1841.00 NIST Webbook

tb 582.94 Joback Method

tc

804.13

Joback Method




tf

338.96

K

Joback Method

vC

0.652

m3/kmol

Joback Method

Temperature Dependent Properties

Property code Value Unit Temperature [K] Source
cpg 417.12 J/molxK 582.94 Joback Method
cpg 433.84 J/molxK 619.80 Joback Method
cpg 449.57 J/molxK 656.67 Joback Method
cpg 464.42 J/molxK 693.53 Joback Method
cpg 478.54 J/molxK 730.40 Joback Method
cpg 492.06 J/molxK 767.26 Joback Method
cpg 505.11 J/molxK 804.13 Joback Method

Sources

Crippen Method:
Joback Method:

McGowan Method:

NIST Webbook:
Crippen Method:

Legend

cpg:
of:

hf:

hfus:
hvap:
logl0ws:
logp:
mcvol:
pc:
rinpol:
ripol:

https://www.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=C23726934&Units=SI
http://pubs.acs.org/doi/abs/10.1021/ci9903071

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



th: Normal Boiling Point Temperature

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