
Entamoeba histolytica is the causative agent of amoebiasis, a 

disease that produces dysentery for the perforation of the large 

intestine [1]. This parasite often invades other organs, primarily 

the liver, leading to an amoebic liver abscess (ALA), which can 

cause death [1]. Metronidazole is the drug of choice for the treat-

ment of ALA; however, it produces toxic side effects in patients 

[2]. Therefore, there is a need to search for new, safer, and more 

effective antiamoebic drugs. One option is linearolactone (LL) 

isolated from Salvia polystachya that presents antiparasitic acti-

vity against E. histolytica and G. lamblia through ROS production, 

an apoptosis-like process, and alteration of the actin cytoskele-

ton [3]. However, the possible toxicological effects or molecular 

mechanisms of LL are still not understood.  

The aim of this study was to determine the pharmacological and 

toxicological properties of LL by bioinformatic analyzes.  

Figure 1. Pharmacological and toxicological properties of LL by in silico analysis. The 

prediction of drug-likeness and molecular properties of LL by Molsoft (A). The estimation of 

LL metabolism via the cytochrome P450-system by MACCS and MORGAN models in Su-

perCYPsPred (B). Molecular docking of LL between actin (right circle), representative bonds 

of LL with cytoskeleton proteins of E. histolytica as β-actin, calreticulin or miosin-II, as well 

as atomic interactions of LL with specific aminoacids of cytoskeleton proteins and binding 

energy respective (C). Representative results of 3 independent replicates (n = 3; triplicates).  

LL is a compound with possible moderate toxicity, sedative ef-

fects on CNS, and anti-inflammatory properties. In addition, LL 

probably inhibits amoebic liver abscess formation through inter-

actions with myosin-II and calreticulin from E. histolytica, but in-

depth studies are necessary to confirm these claims.  
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