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Back  to  the  insidious  question  that  

you  can  make  me : 

Is a hit designable?  
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Flowcharts  in Drug  Discovery : 
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We surely  need  informatics  but : 

Random  Screening  
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Menu (touristic) of  our PSF course:  

ÅLigand -based òDrugó Design (LBDD) 

ÅStructure -based òDrugó Design (SBDD)  

V 
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Hit 2Lead  

...  It  is time  to  start   
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We do this  first  fundamental  

consideration  together :  

REAL 

VIRTUAL  

Å hits  

ð active in assay  

ð defined and confirmed 

structures  
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The first  real  help  that  informatics  

gives  to  chemistry  and  in 

particular  medicinal  chemistry  is 

to  'virtualize ' molecular  structures .  

buté 
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We do NEVER forget : 

O

O

O

OH

This is one of  its  

possible chemical  

representations  

This is a  

chemical  



M 
M S       S.MORO ï PSF: LBDD_1 

Confidential and Property of ©2005 Molecular Modeling Section  

Dept. Pharmaceutical and Pharmacological Sciences ï University of Padova - Italy  

é follow  me in this  logic  comparison : 

Chemical Structure (CS)  

Chemical Compound (CC ) 

Real world  

Chemical Properties (CP)  

Numerical 

representations of  CS  

Virtual world  

Molecular Descriptors (MD)  
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éagain the salicylic acid? 

C9H8O4  
O

O

O

OH

With  how  many  chemical  

representations  we  can  deal?  
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The crucial  informatics  differences : 

C9H8O4  

é these  are  simple  strings  

(sequences)  of  alphanumeric  

characters  and  they  are  very  easy  to  

manage é informatically  speaking!!!  

salicylic acid  
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Just  a simple  example : are  these  two  

representations  identical?  

C9H8O4  

C9H8O4  

Time of  answer (sec):  Time of  answer (sec):  

O

O

O

OH

O

O

O

OH
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Be careful  to  the  chemical  slang é  
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O

O

O

OH

Remember,  all  of  these  are  not  

identical é informatically  specking!  
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What  is the  informatics  anatomy  of  this  

representation : 

O

O

O

OH

PIXEL 

A PIXEL is generally  thought  of  as the  smallest  single  component  of  a digital  image . Pixels  per  inch  (ppi ) 

and  pixels  per  centimetre  (ppcm  or  pixels/cm ) are  measurements  of  the  pixel  density  of  an electronic  

image  device . 
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