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2. Results 
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2.2. Determination of Km for thermolysin and pseudolysin 
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2.3. Enzyme inhibition studies 
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2.4 Molecular modelling 
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3. Discussion 
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4. Conclusions



5. Experimental section

5.1 Chemistry  
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(R)-N-hydroxy-2-(N-isobutylbiphenyl-4-ylsulfonamido)-3-methylbutanamide (EN204).
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5.2 Experimental binding studies 

5.2.1 Thermolysin and pseudolysin 



5.2.1.1 Instrument and instrument settings.

AGLA

BLS

5.2.1.2 Determination of IC50 values using the AGLA substrate.

Pseudolysin



Thermolysin



5.2.1.3. Determination of IC50 values using the BLS substrate

5.2.1.4 Kinetic parameters.
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5.2.2 MMPs and ADAM-17 inhibition assays  
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5.3 Molecular modelling     

5.3.1 Docking 

5.3.1.1 ICM

5.3.1.2 Glide. 



5.3.2 Molecular dynamics simulation of pseudolysin-ligand interactions  

5.3.2.1 Atomic point charges

5.3.2.2 Molecular dynamics simulations.
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Figure legends 

Figure 1. 

Figure 2.

Figure 3.  
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