
ST024698 Peracetate Naringenin-7-O-beta-D-(6''-O-para-kumaroil)-glucoside.

Formula: C42H40O17

MW: 816.77

CAS: 62098-50-4

MDL: MFCD03158466

TNP: TNP00170

cyclogentiotetraose peracetate

LogP: 2.25

LogS: -3.6

Acceptors: 17

Donors: 0

Rotation Bonds: 15

Chiral Centers: 6

N+O: 17

LIPINSKY: 2

IUPAC: 4-(7-{6-[(3E)-4-(4-acetyloxyphenyl)-2-oxobut-3-enyl]-3,4,5-triacetyloxy(2H-3,4
,5,6-tetrahydropyran-2-yloxy)}(2R)-5-acetyloxy-4-oxochroman-2-yl)phenyl acetat e

Smiles:
c1(ccc([C@@H]2Oc3c(c(cc(OC4C(C(C(C(CC(/C=Cc5ccc(cc5)OC(C)=O)=O)O4)OC(=O)C)OC(
=O)C)OC(=O)C)c3)OC(=O)C)C(C2)=O)cc1)OC(=O)C

Specification:   cyclogentiotetraose peracetate 
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