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Envelope proteins on the surface of human immunodeficiency virus (HIV) are known to mask
major neutralizing epitopes by forming trimers. However, the molecular mechanism of the shielding
structure has not been clarified yet. We investigated the structural features of the envelope protein
trimer of the neutralization-resistant strain and the neutralization-sensitive strain by Gaussian
accelerated molecular dynamics (GaMD) simulation. The equilibrium structure of the envelope
protein trimer suggested that the envelope protein trimer of the neutralization-sensitive strain had
a looser structure than the neutralization-resistant strain. It is believed that this structural feature

controls the ability to escape antibody neutralization.
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