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Adapted from: Han van de Waterbeemd & Eric Gifford, Nature Reviews Drug Discovery 2, 192-204 (March 2003) 
 



The	  role	  of	  the	  Computa=onal	  Biochemist	  



The	  role	  of	  the	  Computa=onal	  Biochemist	  

Help	  to	  select	  the	  ini:al	  compounds	  to	  be	  synthesized	  



The	  role	  of	  the	  Computa=onal	  Biochemist	  

Help	  to	  select	  the	  ini:al	  compounds	  to	  be	  synthesized	  

Help	  to	  increase	  the	  affinity	  of	  a	  given	  compound	  



The	  role	  of	  the	  Computa=onal	  Biochemist	  

Help	  to	  select	  the	  ini:al	  compounds	  to	  be	  synthesized	  

Help	  to	  increase	  the	  affinity	  of	  a	  given	  compound	  

Predict	  the	  chances	  of	  a	  compound	  to	  be	  bioavailable	  



The	  role	  of	  the	  Computa=onal	  Biochemist	  

Help	  to	  select	  the	  ini:al	  compounds	  to	  be	  synthesized	  

Help	  to	  increase	  the	  affinity	  of	  a	  given	  compound	  

Predict	  the	  chances	  of	  a	  compound	  to	  be	  bioavailable	  

Predict	  toxicity	  



The	  role	  of	  the	  Computa=onal	  Biochemist	  

Help	  to	  select	  the	  ini:al	  compounds	  to	  be	  synthesized	  

Help	  to	  increase	  the	  affinity	  of	  a	  given	  compound	  

Predict	  the	  chances	  of	  a	  compound	  to	  be	  bioavailable	  

Predict	  toxicity	  

Predict	  failure	  



The	  role	  of	  the	  Computa=onal	  Biochemist	  

Help	  to	  select	  the	  ini:al	  compounds	  to	  be	  synthesized	  

Predict	  the	  chances	  of	  a	  compound	  to	  be	  bioavailable	  

Predict	  toxicity	  

Predict	  failure	  

Avoid	  animal	  tests	  



The	  role	  of	  the	  Computa=onal	  Biochemist	  

Help	  to	  select	  the	  ini:al	  compounds	  to	  be	  synthesized	  

Help	  to	  increase	  the	  affinity	  of	  a	  given	  compound	  

Predict	  the	  chances	  of	  a	  compound	  to	  be	  bioavailable	  

Predict	  toxicity	  

Predict	  failure	  

Avoid	  animal	  tests	  



Pedro	  Alexandrino	  Fernandes	  
Department	  of	  Chemistry	  and	  Biochemistry	  

University	  of	  Porto	  
Portugal	  


