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Project Status

Budget Amount *help ¥2,210,000 (Direct Cost: ¥1,700,000. Indirect Cost: ¥510,000)
Fiscal Year 2015: ¥1,040,000 (Direct Cost: ¥800,000. Indirect Cost: ¥240,000)
Fiscal Year 2014: ¥1,170,000 (Direct Cost: ¥900,000. Indirect Cost: ¥270,000)

Keywords PFMHPE | HTFRYFLD [ BEERIRILE— / HF RyF> 0% / BETRLE—5E

Outline of Annual Research REGEATEY >\ UE - BEESAROBETRORER LZBMNIC, RyF2I3ZaL—23>ERFEHNFE (MD) SZal—> 3> @B iefin
. FITEFEERREL, INEMAL, BEARTY MICH T ZEEOREZERBOERFEOMAETL, SHEITDISLORREET I NITEEITRD. T5(CH
Achievements BEETHLE—BIN B> OEEED A NORE S BAMEOREETRS.
AHAFRTEUH> R-4>)OBEEFILE L TEstrogen receptor (ER, PDB ID: 1IWGR)&EAUVZ, DF Ry F > JstEIEMDEtEIC K> TERESNEL TS
-7 YT IUBECH UL TITS. AR TRELETI—ONFHEBEEETILIBEHIC. RyFII(CLDRENHEER—ZADBEREEZEITD.
TO%, BRELSNIZREEBEICH UMM-GBSAEZAWTUA Y R- LT —DFEBEHIRILF— (RO7E) Z5Hiisd. |EIC. ERLZUH> RS
FERECHUT, HROBBEBE% reference(C LRI BRZAI(RMSD)FHEZITL. #EROELM IS, AHAFE TIE1500BDL T 5 —8EC3 L
THEEEEDTF RYFIIHEZT. ZNEORER—X(CH I B RIT7EELRMSDIHEZITO 12,
RyF DL TFASNELTORERBORIITE (EEBEHRIRILF—) ZRMSDEBCH L TTOY hUHER. RMSDOENNE <I2B (LRt > THE
ITHRILF—MESRDERMESN, BRULEFEOBIEN RSNz, RERESIRILF—MEN S EBDOUH > RO FORBEBIEDRMSDIEF ~ 0.94>
DX NO-LEBETHD. HRTHRIMIMNCEERE S (FFE BT IR_RERU.

Research Progress Status 27EENBEERTHDIH. AL,

Strategy for Future Research FENTREETHID, BALBL.
Activity

Re pO rt (2 results)

2015 Annual Research Report

2014 Annual Research Report

Research Products o resuts)

All 2016 2015 2014

All  Journal Article  Presentation

[Journal Article] Decomposition analysis of free energy profile for Hsp90-ADP association 2016 v
Uournal Article] F Ry F>JEEBVZUH > RESHETR £ 728 2015 v
[ournal Article] NAMDZ V2% > ) TEDA FENEE 2015 v
[Journal Article] A hybrid type approach with MD and DFT calculations for evaluation of redox potential of molecules 2015 v
[Journal Article] NAMDZ FBU\=53 FE1 0% 2015 v
[Journal Article] Analysis of Water Molecules around GTP in Hras-GTP Complex and GDP in Hras-GDP Complex by Molecular Dynamics Simulations, 2014 v
[Presentation] Compounds screening by ensemble docking method: an application to Estrogen receptor 2016 v

[Presentation] Hras-GTP / GDP T GTP/GDP BIICH I B KRB DBMEBEDS FEHFEC L BHRE 2016 v
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[Presentation] In silico compound screening by ensemble-based docking: an application to Estrogen receptor 2016 v

[Presentation] Theoretical study on effective interaction between protein molecules 2016 v
[Presentation] Exploring an appropriate ligand-binding pose by ensemble-based docking 2015 v
[Presentation] 77>9> JILAF Ry F> T LB UH> RO FREBRER 2015 v
[Presentation] SFBEANTF Ry F>IHCLZRE - 4> ) (UHEDBABETH 2015 v
[Presentation] ASERIPDIEEHIFOFUKIE - BUKIEICEI T SIBRIVEATE 2015 v
[Presentation] GoEFILEAVET SR RS 7>~ MIOAACE S B4 >/ O BRIEEER B T SEHIVAR 2015 v
[Presentation] $BAULEFILIC £ B SILORARICR T SIHRIVEAR 2015 v
[Presentation] TSR M7= &3 MIOLFDRE - FREHBIZCHS T3 BRTRILF— 2 (CRI S SIRRIVIAT 2015 v
[Presentation] Hras-GTP / GDP S COGTP/GDPREIRICE I BKS FOBE DS FENFIEIC K BHAFK 2015 v
[Presentation] Prediction of binding pose of estradiol to human estrogen receptor: identification of druggable pocket and ensemble-based docking 2015 v
[Presentation] Role of water molecules for association of Hsp90 and ADP 2015 v
[Presentation] Prediction of binding pose of estradiol to human estrogen receptor: identification of druggable pocket and ensemble-based docking 2015 v
[Presentation] Computation of redox potential of molecules by energy representation method 2015 v
[Presentation] Prediction of Solvation Free Energy of Proteins: Molecular Dynamics Simulation and QSPR Model Approach 2015 v
[Presentation] Exploring an accurate ligand-binding pose: ensemble-based docking study 2015 v
[Presentation] ASAIEHD Hras-GTP AKDIBIEK & DKFIEEDRT 2014 v
[Presentation] ASEROKIF R (C1E < NORTFH - XA 2014 v
[Presentation] I L+ IILLETH—EFINERVERTF RyF20 2014 v
[Presentation] Development of molecular docking method with flexible ligand/receptor model 2014 v
[Presentation] Thermal Stability of Gramicidin A in Lipid Bilayer: A Free Energy Analysis 2014 v
[Presentation] Molecular docking study of structure and binding energy of ligand-protein complex in dissociation process 2014 v
[Presentation] Theoretical study of distribution of ADP in binding pocket of Hsp90 2014 v
[Presentation] JLF3 TILEFIVERBVERF Ry F>IEDBIR 2014 v
[Presentation] Comparative Studies in Prediction Solvation Free Energy in Octanol of Organic Compounds 2014 v
[Presentation] MDs# & QM/MMETEIC &2 TIL—4 > ) U BEOBLETTEALC R S S IRRETEAR 2014 v
[Presentation] BPIABISHE — BEROMEREIEICR T SIRIVIAR 2014 v
[Presentation] 3 FENEEC L BLES A SHEE - BEEOREECHT SR 2014 v
[Presentation] 47>/ (-~ BRDMELBIZCHIT D BBEIRILF— RS SR 2014 v
[Presentation] Hras-GTP @ GTP L TOIAEA L EARDKREEDD FENTEC LMK 2014 v
[Presentation] Molecular docking study of protein-ligand system 2014 v
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