ST057150 Vitamin D2, Ergocalciferol
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Formula: C28H440
MW: 396.66

CAS: 50-14-6

MDL: MFCD00127822

TNP: TNP00097

o

LogP: 3.2

LogS: -4.63
Acceptors: 1
Donors: 1
Rotation Bonds: 6
Chiral Centers: 6
N+O: 1
LIPINSKY: 4

IUPAC: 3-{2-[7-((2E)-1,4,5-trimethylhex-2-enyl)-6-methylbicyclo[4.3.0]non-2-ylidene]e
thylidene}-4-methylenecyclohexan-1-ol

Smiles: C1(=CC=C2/C3C(C(CC3)C(C=CC(C(C)C)C)C)(CCC2)C)/C(CCC(C1)0)=C




