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Supplementary Figure 1: Validation of 
AccB homology model  
A) PROCHECK analysis  
B) B) ProSA analysis 

 
 

AccB = Biotin carboxyl carrier protein 
of acetyl-CoA carboxylase 
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Supplementary Figure 2: Interactions of 
AccB with lead1 after 10ns Molecular 
dynamics simulations  
 A) Energy plot  
B) RMSD plot  
C) RMSF plot 
 
 

AccB = Biotin carboxyl carrier protein of 
acetyl-CoA carboxylase RMSD = Root 
mean square deviation; RMSF = Root 
mean square fluctuation 
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Supplementary Figure 3: Hydrogen 
bond monitoring in all 2084 trajectories. 
A) Hydrogen bond interactions between 
Ala 99 and lead1   
B) Hydrogen bond interactions through 
water molecules with lead1 


