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Binding of lilrB2 and double-stranded AB(16-21)
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Abstract LilrB2 is a kind of protein targeted by AR (1-42) oligomers. The binding of them may
result in some symptoms related to Alzheimer’ s disease. It’ s important to explore the binding
mechanisms for the design of inhibitors. Three different conformations were designed by molecular
docking of 1lilrB2 and double-stranded AR (16-21), and were used as the initial conformations for
molecular dynamics simulations. Three sets of data were analyzed, finding that the ASP23 residue
on lilrB2 had a strong interaction with LYS residue on the chain of AR (16-21), which had an
obvious effect on the binding of receptor and ligand. In different binding states, the interaction of
CYS142 residue with VAL or PHE on the chain of AR (16-21) and the interaction of SER24 residue
with ALA on the chain of AR (16-21) are favorable for the binding of receptor and ligand.
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Fig. 1  Structure of lilrB2( ribbon model)
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Fig.2  Structure of double-stranded A4, ( stick model)
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Fig.3  Structure of docking complex by

molecular docking software
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Table 1  Hydrogen bond occupancy of interactions
between residue pairs in P,
I i/ ns HITLAR gk UL AR %
30~40 ARG77-ALA12 41.20
30~40 ARG77-PHE11 32.00
30~40 ASN144-LYS1 6.50
50~60 ASP23-LYS7 17.10
50~60 ASN144-PHE10 12. 60
50~60 ARGT77-ALA12 11.40
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Table 2 Hydrogen bond occupancy of interactions

between residue pairs in P,

I8} i) /ns HE AR B SEURE A%
10~20 ARG77-ALA12 69. 10
10~20 TYR181-LYS1 22.70
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30~40 CYS138-LEU8 6.90
30~40 LEU137-PHE10 6.70
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Table 3 Ranking of hydrogen bond

occupancy in three groups

K& BfEl/ms MITFEASESE S E%
80~90 ASP23-LYS7 43.00

P, 80~90 CYS142-VAL3 16. 40
80~90 GLU140-PHES 6.50
80~90 ASP23-LYS7 83.70

P, 80~90 SER24-ALA6 32.20
80~90 ASP93-LYS1 8.90
70~80 ASP23-LYSI 57.80

P, 70~80 CYS138-LYS1 33.90
70~80 CYS142-PHE10 22.00
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