(B 20) KR |HESE

TSUBAME £ EIFIA Tk 30 £EF #FA mRRKEE

FIFAERRER HIV Probe 2 U/ BL2ROADFET ) VU LD FENNFMHEN
32 : Molecular modeling and molecular dynamics simulations of HIV Pr55¢% protein

MARESEESE £ B
Hironori Sato

FriE B RREEMTAT
Affiliation National Institute of Infectious Diseases
URL  https://www.niid.go.jp/niid/ja/

FRTHDER

HIVHFREAD TR ZHEDH S Gag 2 2/ BRATEEK (Pr55™e) DEBEJIREFAT, V1 IILAHFH
DD FEBRBAOCEBER—RBEDEELLZ>TIVS, £ TAHETIL, TSUBAME @ Amber ZFLY
TPros* NEEEETILOBE L BEREBITZERRE L=, TOHER. PHF/INABELAET —2 (&
DBRRPD Prodee RN EIEICEEELT % Prob 2BEETILERD C EITHII LTz, EITPrbb®em
FEAFXPHFEREO—EOHEERICKFEARAEESZA TV S AR Z R L1z, HIV #FH
BOBEEYMFEEERL. HLOMAHIV RORKEZEDLIEBNE LT,

FEXHER (100 words FEE)

HIV Pr55%% protein plays key roles in virus particle formation, whereas its entire structure still remains elusive.
This has been a major obstacle for elucidating molecular mechanisms of virion morphogenesis and for conducting
structure-based drug design. In this study, we constructed and analyzed full-length Pr55%% models by molecular
dynamics simulations using TSUBAME Amber. These models were strikingly similar to reported ones of HIV-1
partial Pr55%% molecule (Gag Ap6) from small-angle neutron scattering measurements and suggested that the
Pr55¢% folding mode play a crucial role in directing ordered molecular interactions of Pr55%% during virion

formation.
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