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CK750 | 49.27 nm -9.97 2 Asps4 |
CK754 | 52.73nm -9.93 1 ASP49
CK966 1.66nm -11.98 1 ASP49
LYS24,SER26,
CK942 | 164.37nm -9.26 3 LY<129
CK945 | 136.52nm -9.37 2 TRP117,ASP49
CK251 | 54.43 nm -9.91 2 TRP117,ASP49
CK943 | 329.21 nm -8.84 2 TRP117,ASP49 |
CK944 | 521.07nm -8.57 2 TRP117,ASP49 |
CK679 | 130.86nm -8.24 1 ASP49
CK184 | 47.45nm -9.99 1 ASP49
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Abstract

Both HIV-1 and HTLV-1 viruses belong to the Retroviridae family. The HTLV-1 virus leads
to diseases such as Adult T-cell Leukemia/Lymphoma (ATL) and a progressive
neuroinflammatory syndrome called TSP/HAM, as well as arthropathy in joints and
inflammation in the eyes. Additionally, the HIV-1 virus is responsible for causing acquired
immunodeficiency syndrome (AIDS). The capsid (P24) is an essential structure for the
formation of the complete virus and its replication. Unfortunately, no inhibitory
compounds have been proposed to prevent the function of this protein structure in the
HTLV-1 virus so far. In the present study, considering the family relationship and certain
similarities between the HIV-1 and HTLV-1 viruses, a group of inhibitory compounds that
showed suitable effects on the amino domain of the HIV-1 capsid in experimental studies
were evaluated on the HTLV-1 capsid using molecular docking and molecular dynamics
simulations. These compounds demonstrated effective inhibitory effects on the amino
domain of the HTLV-1 capsid. The position of the title in this section is 120 mm from the
top of the page or upper edge.
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