
Drug designing is the process of creating new medicines by understanding how molecules 

interact with biological targets (like proteins) to treat diseases, often using computers to design 

molecules that fit perfectly, making the process faster and more efficient than random testing, 

focusing on effectiveness, safety, and bioavailability. It's a blend of biology, chemistry, and 

computer science, moving from target identification to molecule design, optimization, and 

testing.   

Key Aspects of Drug Designing: 

 Rational Approach:  

Instead of random screening, it uses knowledge of the target's structure (like an enzyme's active 

site) to design a complementary molecule (a ligand) that inhibits or activates it.  

 Computational Tools:  

Relies heavily on Computer-Aided Drug Design (CADD), molecular modeling, and molecular 

docking to simulate how potential drugs bind to targets.  

 Structure-Based Design (SBDD):  

Uses the 3D structure of the target protein to design molecules that "fit" its binding site, like a 

key in a lock.  

 Ligand-Based Design:  

When the target structure isn't known, it designs molecules based on known active compounds 

and their structure-activity relationships (SAR).  

 Optimization:  

An iterative process to improve a "hit" compound's properties, ensuring it has good binding, 

solubility, stability, and low toxicity (bioavailability).  

Main Steps: 

1. Target Identification:  

Find a biological molecule (protein, enzyme) critical to a disease.  

2. Hit Discovery:  

Find initial molecules (hits) that interact with the target, often via virtual screening or lab tests.  

3. Lead Optimization:  

Modify the hit's structure to create a "lead" compound with ideal properties (efficacy, safety, 

absorption).  

4. Preclinical/Clinical Testing:  

Test the optimized drug in labs and then in humans for safety and effectiveness. 
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Drug discovery and production is a long, complex journey from lab to patient, starting with 

identifying disease targets, finding compounds (hits) that affect them, optimizing them into 

candidates, testing for safety/efficacy (preclinical & clinical trials), getting regulatory approval, 

and finally large-scale manufacturing, involving huge costs, time, and a high failure rate, yet 

essential for new medicines.  

Drug Discovery (Finding the Molecule) 

This phase identifies a potential drug candidate.  

1. Target Identification & Validation: Pinpoint a specific protein/pathway in a disease to act 

upon. 

2. Hit Identification: Screen thousands of compounds (using HTS, computer modeling) to find 

initial "hits" that interact with the target. 

3. Lead Optimization: Refine hits into "lead compounds," improving potency, selectivity, safety, 

and absorption (pharmacokinetics). 

4. Preclinical Testing: Test the lead candidate in cells and animals (in vitro/in vivo) for safety and 

potential efficacy before human trials.  

Drug Development & Production (Making it a Medicine) 

This stage takes the promising candidate and prepares it for market.  

1. Clinical Trials (Human Testing): 

1. Phase 1: Small group of healthy volunteers; focus on safety, dosage, side effects. 

2. Phase 2: Larger patient group; assess effectiveness (efficacy) and optimal dose. 

3. Phase 3: Large, diverse patient groups; confirm effectiveness, monitor side effects, compare to 

existing drugs. 

2. Regulatory Review: Submit data to agencies (like FDA) for approval to market the drug. 

3. Manufacturing (Production): Scale up production of the Active Pharmaceutical Ingredient 

(API) and formulate it with inactive ingredients (excipients) into the final pill, injection, etc.. 
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4. Post-Market Surveillance (Phase 4): Ongoing monitoring of the drug's long-term safety and 

effectiveness in the general population.  

 

 


