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DBM has 3 tautomeric forms: keto, enol, allene. Examining the binding prospects for each form. We are
examining the Structure-Activity Relationships (SAR) for each form and thermodynamics of conversion

Research indicates that DBM downregulates
AR expression. But which tautomer?
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HO Figure 1. DBM inhibits androgen receptor (AR) protein levels in LNCaP

) OH cells. LNCaP cells were treated with different amounts of DBM for 72 h.
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L. Fan and T. Ziegler, Application of density functional theory to infrared absorption intensity
calculations on main group molecules, Journal of Chemical Physics 96, 9005 (1992) :
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2. Convert the AR:DBM S

binding problem into
a clique detection
problem
approachable by a
Gaussian Bosonic
Sampling processor
under development.
Clique graphs can be
constructed from M
properties such as FYQLT:DBM:6H20 LLDSV:DBM:6H20
the hydrogen

bonding networks of
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