Ergotamine, dihydro, methanesulfonate (salt)

Inchi: INChI=1S/C33H37N505.CH403S/c1-32(35-29(39)21-15-23-22-10-6-11-24-28(22)20(17-
InchiKey: ADYPXRFPBQGGAH-UHFFFAOYSA-N

Formula: C34H41N508S

SMILES: CN1CC(C(=0)NC2(C)OC3(0)C4CCCNAC(=0)C(Ccacccecd)N3C2=0)CC2c3ccccd[nH]c
Mol. weight [g/mol]: 679.78

Sources

NIST Webbook: http://webbook.nist.gov/cgi/cbook.cgi?ID=B6009109&Units=SI

Latest version available from:
https://lwww.chemeo.com/cid/12-253-7/Ergotamine-dihydro-methanesulfonate-salt.pdf
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