ST012920 3-(6-ox0-7,11-diazatricyclo[7.3.1.0]trideca-2,4-dien-11-yl)propanisothioc yanate

SO AN
L
;

Formula: C15H19N30S

MW: 289.4

MDL: MFCD02063223

TNP:

o

LogP: 16.8

LogS: -10.61

Acceptors: 1

Donors: 0

Rotation Bonds: 4




ST012920 3-(6-ox0-7,11-diazatricyclo[7.3.1.0]trideca-2,4-dien-11-yl)propanisothioc yanate

Chiral Centers: 2

N+O: 4

LIPINSKY: 3

IUPAC: 3-(6-ox0-7,11-diazatricyclo[7.3.1.0<2,7>]trideca-2,4-dien-11-yl)propanisothioc yanate

Smiles: C(N=C=S)CCN1CC2Cn3c(C(C1)C2)cccc3=0
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