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Dynamics and Ligand Binding of MAO-B and Tau fibril

KEZFmi
DI WA A S B N B | S

1. WHEEM

A, RBOETEZFRNIIHRIT HMESEE LT, FRFRETH D PET 2Wi3
HENTWD, I TITEIE T TR TS ~ iR B e OB AR &
2255, TIVINA—IRITRIELE O 7EHZ HEDLHEEBTHLHEN DI -
TWD, TN ~—JFBEOKMNTIL, ZABEDARMRRIFRHELAL & 5 95
HENAOND, TNETITEAREZHRMT L7 I 1A R BMHEEZERN L 525 PET
ZWTER STV, ol TIIARITIRMELAL OIFIK & 72 5 # U FRI & L
7= PET ZWHC BB A= o obh 5, BT, MREEOBW CITE /) 7 I VLR
# B MAO-B) e E DX 7 EH PET $HORER & LCHER Sh>2h 5, L
L. BUE, & U< MAO-B 24219 & L7z PET 3RH OFEAN 63 D A Lok
AR ST o Z D LT, KHFERETIILLTO 2 SOFHE A F L7,

1) Bk, BEHIIMAO-BOI I ol —i g U 3FE ML TH Y, MAO-B &~
72 PET 3640 & OB A EHEE OB )72 B g L2\, £ 206 PET EAIORSEE
HHT R =AM LW EE LT, £2 T, MAO-B L
¥ PET R OEEEMEE DS FE 1T I ab—va U EFE LT,

2) B UBHED —E O+ BAH#EIL PDB 7 —# N— X (2h 5, PET HAHEA %
BRI AT SMEETIINESTELOTIEE N EE X, 22T, +
BRI REVWEAUERO X UFMESEEZET U7 L, EOMIEOE) )7
EFARLHZ LI LT, 22T, FHAEBEAE AW TH U= IUERDO MD v 2
2lb—YarEFEL,
2. WFERRONE
ARHFEHETIZ, 1) MAO-B & 3-5» PET ##| (THK5351, SMBT-1,
MK6240) D54 OEAEREED MD 32 = L—3 3 v &% L, MM-PBSA % i\
TENLOBAHBZ RV —25H Lz, TOMEE, T2 o PET EAIOHE S
HHETZ XL X =D’ G5, U TR RO RN HH & -,

2) £, ZFUBHE = FIUEEKROBYET N AT LAOEFY 7% L, MD iHE
ER LT, ZHUICE L UIS BT T2 030135 5,



B KR FRIEB AT ¥ — 2021 FEFERLFEFH @i

3. FEIERFANPR LEE L ER

KHFERE TR 2 i L7-. MAO-B & PET 35| & DA R 2 3 fiH 05 L
T2, FENDIXENENENR Y OFEERDNE L I D3R Th o 7o, ARFEEEILFE
FIAMRRT L7o&BNE, Fox OFFOFMHEBREE CITFEM T 5 2 & 038 LW EHR A FTRE IS
TEXAHLIHICLEEHTHD, £lo. 2K Y MAO-B 2kt % PET 3A|OfE Ak
ARG DR BTV . PET EAIOIRER /3 ~DOFEG BT 2 M &2 RO 2 B
NH-oT,

& MAER Sy B T TR R R AT ST Y . MD FHR AT 57291213
RFHEY VY —=2ANBETHDH, ZNDHDEICTBNT, S KRFEHER I v &
—® Cygnus BNMEE T HHHE / — RO HIUE, EBEAFRERHE b2, Fiz,

Z OFERITASHO X TRHEICKTT 2 PET EAIOREGAFRICEN Y | FREEEFEF A X
KN BNTHRICERDOH D D TH T,
4. 5%ORE

Ltk AW THE LN MAO-B & PET EHIOfEAS T KL X —% b & ICERIFIEE
WAL, K 0RIROEWETHR PET SEAIBISR R LZ Eii§ 5, £7-. MAO-B & [Aff
DFETH UBHETKT 25 PET 34l L OfRfGHRT= XL X—% 51T 5, ZO/RRE
TR OREA B Z i35 Z & T, Z URHEICRRRIICHE AT 2 F8l PET 34
DR E BT,

5. FRAFER
(1) Ffim

[1] Masaki Ottawa, Naoyuki Miyashita®, Interaction between PET tracer and the

specific residues around the gate of the open form of Monoamine Oxidase B (MAO-

B), Journal of Physics: Conference Series, 2207, 12025, (2022)

(2) FaHER
(1] XZFwfd, HaEm, BARY, = FMe’, FEfE - AHH
—, A=, SFENFEY I a2l —y g WEA 2R IE X —4 > N PET
A THKE351 & &/ 7 2 VU ER{blEsE B OF EAER OAFZE, H AMELRAEE 77 [BIFER
K&, 2022, 3/15-19, AT A~

[2] Masaki Ottawa, Lisa Matsukura, Naoyuki Miyashita, Ryuichi Harada, Yuichi

Kimura, Shozo Furumoto, Simulation study of the dynamics of the ligand entrance
gate in Monoamine Oxidase B (MAO-B) and PET tracers, Pacifichem2021, 2021,
12/16-21, online

[3] Masaki Ottawa, Lisa Matsukura, Naoyuki Miyashita*, Ryuichi Harada, Yuichi

Kimura, Shozo Furumoto, Interaction between PET tracer and the specific



B KR FRIEB AT ¥ — 2021 FEFERLFEFH @i

residues around the gate of the open form of Monoamine Oxidase B (MAO-B), The
XXXII IUPAP Conference on Computational Physics, 2021, 8/1-5, online

3 ot
i FH 25 {5k R - SR Blsy U ) — 2 *
12O E Xy BINEL Sy
Cygnus O 15,790
Oakforest-PACS

KBS Y Y —RZHOWTIE/ — RERIfE A ZRALTZ S0,




