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Human telomerase activity has been observed in 90% of cancers, thus validating it as a significant therapeutic target. 

[1] However, a scarce number of drug candidates have reached clinical trials. One of the reasons for this anomaly is the 

limited knowledge of telomerase complete protein/enzyme 3D structure, more importantly that of its catalytic subunit – the 

telomerase reverse transcriptase (hTERT) [2]. Computational modeling has vastly supported the structure based drug 

discovery projects in last decade. With a poor template homolog from the Protein Data Bank, in the present work we have 

modeled the whole length of 1132 amino-acid sequence of hTERT using I-TASSER (Iterative Threading ASSEmbly 

Refinement). 5 distinct 3D structures of hTERT protein were generated with a c-score range from -1.55 to -2.73. Model-1 

with highest c-score of -1.55 was considered for further evaluation. The model-1 from ITASSER exhibited a ProSA score of 

-9.05 and Ramchandran plot analysis reported with 72% most favored regions, 22.3% additionally allowed regions, 2.7% 

generously allowed regions and 3.0% disallowed regions. The energy minimization was carried out using YASARA force 

field minimization server and reported Initial Energy to be -507554.7 kJ/mol and Final Energy to be -680715.9 kJ/mol. 

Further, the current modeled structure would be studied under MD simulation to understand its dynamic behavior in an 

appropriate solvent system and conditions and can be subjected to in silico based molecular interaction studies for detail 

drug designing mechanism. 
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