MD SIMULATION ANALYSIS FOR COMPLEXES 2-6
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Figure 1 MD Simulation analysis of the 2nd top-ranked complex perfluoro_curcumin (complex 2_) with its
receptor. The analysis indicates a stable, productive binding pose.
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Figure 2 MD Simulation analysis of the 3rd top-ranked complex curcumin_4' O_beta_D_gentiobioside (complex

3_) with its receptor.




MD Simulation Data

MD Simulation Data

— 290
25 gyrate.xvg
270
280
2,65
2.60
w 270
£
255 H
2.50
260
245
240
250
235
0 20000 40000 60000 80000 100000 o 20 pa P 20 o0
Time (ns) Time (ns)
MD Simulation Data MD Simulation Data
msd.xvg 4.0 —— hydrogen-bonds.xvg
10
35
08 30
25
y 06 o
3 g
2 220
s g
0.4 15
10
02
05
00 00
o 20 a0 60 80 100 4] 20000 40000 60000 80000 100000
Time (ns) Time (ns)
MD Simulation Data
— msf_a.xvg
20
15
Y
=
210
05
0.0
100 200 300 400
Time (ns)

Figure 3 MD Simulation analysis of the 4th ranked complex 4-(4-Hydroxy-3-methoxybenzylidene)-1,7-bis(4-
hydroxy-3-methoxyphenyl)hepta-1,6-diene-3,5-dione (complex 4_) with its receptor.
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Figure 4 MD Simulation analysis of the 5th ranked complex Curcumin_diglucoside (complex 5 ) with its

receptor.
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(complex 6_) with its receptor.

Figure 5 MD Simulation analysis of the 6th ranked complex Curcumin_b_D_Glucuronide_Sodium_Salt




