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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.
Stretch: 1.4331 tretch: 2.4864 Stretch: 0.7202 Whole-cell lysates were extracted from these cells and
Bend: 4.1248 Bend: 7.7338 Bend: 2.3599 analyzed by Western blotting. Calregulin was used fi
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Torresign-' end: 85186 Torsion: -11.5493 Torsion: -15.9143 Jackson, Kimberly M., Monica C. Fraz
Non-14VDW: 16938 Non-1,4 VDW: 4.4907 Non-1,4 VDW: -3.1485 Wayne B. Harris. "Suppression of an
' ' : 1,4 VDW: 16.7778 1,4 VDW: 13.8462 receptor expression by dibenzoylme
1,4 VDW: 17.2327 ! , : . ) p Xpression by y
Dipole/Dipole: 0.6795 Dipole/Dipole:  -2.7600 Dipole/Dipole: ~ -0.3672 therapeutic objective in advanced p
Total Energy: 16.8593 kcal/moTOt?/I Er;Frgy 17.3809 Total Energy: -2.4980 kcal/mol ﬁirslcéer." Anticancer research 27.3B (

keto enol allene




Xyngal Morph

¢

0 Raman
I—DBM KetoCorrectedRaman 051026 r
= — 1 Raman
V 0+
S 200+
E 2001
¥ g
% &£
=t
‘g 400+ %,-, 4004
= =
f <L
Keto S
5 2 600
£ 600+ @
c E
[1+]
£ % 800
2 appd E |—DBM_AIIeneGeooptRaman_050826|
10004
: III ! ! Il H I0 WiIWiQEmuy Seen umilpine 1 | M
3500 3000 2500 2000 1500 1000 500 35'00 30'00 25'00 20'00 15'00 1000 500
Frequency (cm-2) Frequency {cm-2)
Scaling factur:|1.0 DFFset:|U.U Lorentzian Height |v wWidth:|50.0 Scaling factor:|1.0 Offset:|0.0 Lorentzian Height |v Width:|50.0

HOMO (red is
negative, blue
Is positive)

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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Raw: CC(O)
(CScl1cceecc1Checlec2ec(Che(cc2[nH]1)C
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Coded:

c1cc,F cccee,Cl,clcccc
CT

https://www.bindingdb.org/rwd/bind/
index.jsp
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Xyngal Morp
1. Continue the classical AR peptide sequence e | F Y Q;L TII( L L!D SJ
modelling of AR:DBM T
binding ALy .
investigations with ST e
e 0 o
2. Convert the AR:DBM SR

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

FYQLT (857-861) LTKLL 860 -864)

LTKLL:DBM:6H20
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