In Silico Design of Novel Artocarpus altilis-Derived Compounds Targeting the c-Myc/Max Heterodimer
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Background and Objectives

*The c-Myc transcription factor Is overexpressed In up to
/0% of human cancers, but Its unstructured nature makes It
undrugabble. (Miller et al., 2012)

c-Myc Must form heterodimer with Max protein to drive
cancer. (Duffy et al., 2021)

*\We Investigate a novel therapeutic approach by screening
natural compounds from breadfruit (Artocarpus altilis) to
Inhibit the c-Myc/Max Interaction.

Methodology

o ,"'t,—'.kqf,‘;. |
i R | A —
PHARMACOKINETICS | __, I8 },af‘_, | Hit ’,
& ADMET ANALYSIS g AUEE compounds -
\ y g —

» LI '.
o i p o w.é %
u* -Q. - ‘

Molecular dynamics
simulation and MM-GBSA

TARGET DETAILS

PDB ID :6G6K

Reference: Alisertib

Validation: 100 ns MD simulation
POST SIMULATION ANALYSIS
RMSD, RMSF,ROG,SASA

Polytechnic, Nigeria "EKItl State University, Nigeria
Key results

. Sy
- Ao
—— - ‘ | “ =
. OCychoalolisn 47.0 E L I_l
- - [
= - o1 &, r r
E Armonin MS.1 - ~ x
= " . . .
& Ellage acsd 32
= = = . -- o 28 5
—h — —d 0
DoCking Soone i
- m Serhivvrary = Feel == maoieer] - ot T mm [l L e e ] A S N T - T | S
Fig.4 S Fig5:

w

Breakthrough Discovery

Broussoflavonol F emerges as the most promising natural c-Myc Inhibitor
with superior binding affinity and exceptional stability compared to
existing inhibitors
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