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Figure S1: RMSD value for (E)-1-(4-methoxyphenyl)-3-(p-tolyl) prop-2-en-1-one during simulation 

time. 

 

Figure S2: RMSD value for (E)-3-(4-hydroxyphenyl)-1-(2,4,6-trihydroxyphenyl) prop-2-en-1-one 

during simulation time. 

 

 

 



 

 

Figure S3: RMSF value for (E)-3-(4-hydroxyphenyl)-1-(2,4,6-trihydroxyphenyl) prop-2-en-1-one during 

simulation time. 

 

 

Table S1: Pharmacophore model. 

x y z Radius Enabled 

 

Hydrogen Acceptor 50.3 63.89 7.03 0.5  

Hydrogen Acceptor 53.19 67.16 5.08 0.5  

Hydrogen Acceptor 53.1 59.29 7.83 0.5  

Hydrogen Acceptor 51.05 58.12 13.78 0.5  

Hydrogen Acceptor 53.1 59.29 7.83 0.5  

Hydrogen Donor 51.05 58.12 13.78 1  

Hydrogen Donor 50.1 62.51 7.11 1  

Hydrogen Donor 54.32 67.29 4.26 1  

Hydrogen Donor 52.78 64.59 6.02 1  

Hydrophobic 51.6 59.05 11.23 1  

 

 

http://zincpharmer.csb.pitt.edu/yui-dt22-href-x
http://zincpharmer.csb.pitt.edu/yui-dt22-href-y
http://zincpharmer.csb.pitt.edu/yui-dt22-href-z
http://zincpharmer.csb.pitt.edu/yui-dt22-href-radius
http://zincpharmer.csb.pitt.edu/yui-dt22-href-enabled

