5-Pregnene-3«beta»,20«alpha»,21-triol,

triacetate

Inchi: INChI=1S/C27H4006/c1-16(28)31-15-25(33-18(3)30)24-9-8-22-21-7-6-19-14-20(32-17(2
InchiKey: SZFAWVIPSFYGQF-OJOUBPFUSA-N

Formula: C27H4006

SMILES: CC(=0)OCC(OC(C)=0)C1Cccrcrzca3ce=Cc4cc(oc(ec)=0)cece4(c)csceerz2e

Mol. weight [g/mol]: 460.60

Physical Properties

Property code Value Unit Source
hfus 48.76 kJ/mol Joback Method
hvap 149.13 kJ/mol Cheméo Relay (1.0)
log10ws -4.92 Cheméo Relay (1.0)
logp 4.992 Crippen Method
mcvol 365.870 ml/mol McGowan Method
rinpol 3230.00 NIST Webbook
rinpol 3230.00 NIST Webbook
tb 693.43 K Cheméo Relay (1.0)
tf 392.06 K Cheméo Relay (1.0)

Temperature Dependent Properties

Property code Value Unit Temperature [K] Source
cpg 1387.27 J/molxK 1030.50 Joback Method
cpg 1415.96 J/molxK 1069.97 Joback Method
cpg 1445.21 J/molxK 1109.43 Joback Method
cpg 1475.34 J/molxK 1148.90 Joback Method
cpg 1506.70 J/molxK 1188.37 Joback Method
cpg 1539.58 J/molxK 1227.83 Joback Method
cpg 1574.33 J/molxK 1267.30 Joback Method

Sources



McGowan Method: http://link.springer.com/article/10.1007/BF02311772
Crippen Method: http://pubs.acs.org/doi/abs/10.1021/ci9903071

Crippen Method: https://lwww.chemeo.com/doc/models/crippen_log10ws
Cheméo Relay (1.0):

Cheméo Relay (1.0, beta):

NIST Webbook: http://webbook.nist.gov/cgi/cbook.cgi?ID=R528866&Units=SI
Joback Method: https://fen.wikipedia.org/wiki/Joback_method

Legend

cpg: Ideal gas heat capacity

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

rinpol: Non-polar retention indices

th: Normal Boiling Point Temperature

tf: Normal melting (fusion) point

Latest version available from:
https://lwww.chemeo.com/cid/50-219-3/5-Pregnene-3-beta-20-alpha-21-triol-triacetate.pdf
Generated by Cheméo on 2026-09-06 08:09:55.264054586 +0000 UTC m=+1486533.930273962.

Cheméo (https://lwww.chemeo.com) is the biggest free database of chemical and physical data for the
process industry.



