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Autotaxin is an enzyme catalyzing the synthesis of lysophosphatidic acid, a lipid signaling molecule involved in several cel-
lular responses such as cellular survival, proliferation, differentiation, and migration. Nevertheless, abnormal expression 

of autotaxin is correlated with numerous cancer and fibrosis, therefore autotaxin is considered as drug target over years. All of 
currently studied autotaxin inhibitors bind in the orthosteric site of autotaxin. However, developing allosteric inhibitors can be 
valuable based on pharmacological aspects, such as more target-specific and cause less side effects. In this work, dynamics of 
autotaxin in free form and in complex with six ligands are studied by using molecular dynamics approach in order to observe 
the effect of allosteric binding to orthosteric site. As a result, four of six ligands found to affect the positions of orthosteric site 
significantly.
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