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PLP is a cofactor that plays a vital role in human physiology and has associated over 
3% of all enzymes, comprising over 140 different enzymatic activities. 
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This study provides for the first time an atomic level portrait of the 
formation of the imine intermediate and the transimination reaction in a 
enzymatic environment. 
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The results explain many unrelated experimental results : 

•  The conserved Cys360 is required for the activation of the enzymes 
•  The transimination reaction is favored by Tyr389 or by a conserved water 

molecule. 
•  The role of a hypothetical conserved water molecule has been revealed 

The mechanism should be common to all PLP dependent enzymes that 
have amino acids as substrates. 

This study provides for the first time an atomic level portrait of the 
formation of the imine intermediate and the transimination reaction in a 
enzymatic environment. 
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Computa<onal	
  enzymology	
  can	
  give	
  atomic-­‐level	
  insight	
  into	
  reac<on	
  

mechanisms	
  

It	
  can	
  be	
  used	
  both	
  to	
  ra<onalize	
  experimental	
  results	
  and	
  to	
  predict	
  

phenomena	
  difficult/inaccessible	
  to	
  experiments	
  

Further	
  methodologic	
  developments	
  are	
  needed	
  to,	
  e.g.,	
  include	
  

sampling	
  over	
  mul<ple	
  enzyme	
  conforma<ons	
  in	
  the	
  simula<ons.	
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