Benzylmorphine

Other names:

Inchi:

InchiKey:

Formula:

SMILES:

Mol. weight [g/mol]:
CAS:

3-0-benzylmorphine
7,8-Didehydro-4,5-epoxy-17-methyl-3-(phenylmethoxy)morphinan-6-ol
Morphinan-6-ol, 7,8-didehydro-4,5-epoxy-17-methyl-3-(phenylmethoxy)-,
ﬁé%ﬂpna&ﬁ?é(-%llei}?@)didghydro-4,5-epoxy-17-methyl-3-(phenylmethoxy)-,
RAYSAIRILAR-SAISAIRNAA)-

ﬁ/l&?ﬁﬂﬁyallﬂxé{),&z zgrgﬁ%%}/_%rl?-&5-<falpha»-fepoxy-17-methyl-
ﬁ&?gﬂﬁ%ﬂ)—%{){glt?ﬁgiﬁ%ﬁ‘,@—%@n%%%}ﬁ%@iggRﬁf%—?ifgggfgha»—epxoy—17—methy|—
Morphinan-6A«alphaA»-ol, . .
ﬁ&?gﬂ%g))é\é)&ﬁ_—didehydro-4,5A«aIphaA»-epxoy-l?-methyI-

03-Benzylmorphine
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Physical Properties

Property code Value Unit Source

log10ws -2.22 Aqueous Solubility
Prediction Method

logp 3.072 Crippen Method
mcvol 281.350 mi/mol McGowan Method

rinpol 3015.00 NIST Webbook

rinpol 3015.00 NIST Webbook

Sources

Aqueous Solubility Prediction Method:

McGowan Method:
NIST Webbook:
Crippen Method:

http://link.springer.com/article/10.1007/BF02311772
http://webbook.nist.gov/cgi/cbook.cgi?ID=C14297871&Units=SI
http://pubs.acs.org/doi/abs/10.1021/ci9903071

http://onschallenge.wikispaces.com/file/view/AgueousDataset002.xIsx/351826032/AqueousDe



Legend

logl0ws: Log10 of Water solubility in mol/l
logp: Octanol/Water partition coefficient
mcvol: McGowan's characteristic volume
rinpol: Non-polar retention indices
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