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Combination of replica-exchange method and 3D-RISM with GPU
for protein simulations
SR
BE B AN B T B R

1. WFER™

BURTEDHFV 2 —2a OB TR ANnSTWD L7 A8kl
NEOBRBNY TV o TE2ITHIFIETHD, FRABRIBEDOLTY hEHET HHET,
ARGy - 3 RTINS 22 E R i S I R RE I & DIV TIC KRR R L EME A TR E T 0 F
MTED, LU EEGFRREL 2D LHEICHER LT I OFDHEK
LT5, SHICLT Y B TRBOBIENR S BB L2570 EIMLEL 25,
ZORERLE L TCERBFHAGREVLEL T 5, 5 FIERIKOFRE I FHIBGR TH D
3D-RISM BHGa1%. 73 FDJE V OEREAEE 2t ) FHIEE O A% LTk 55
MNTED, DFVD, ZURVEEEELEZKOERHY I 2L —Ya k5% 5%
RO HBRpbRME 22N TEL, T LT, XXV EOEDLY DK T EHiG
WHELTERYHS 72, =X —dimsFmibL, V7Y HERS 252 &n
TEDLZENINETOMRETHLNITR->TND, A TGPU A7 a7 7 A0 H
HEIN, RERZ L RITEORIZBWTY 3D-RISM (2 X AIREEO % 5% @# I FHHE C
b kochotz, ibEEE 2T, GPU THEd{k L7z 3D-RISM 7' 1 7' J A%
LDETCLTINEEMRA TV TV AZH S F I ab—ar7m s I A& L,
gy NS 70 2 X7 B O BAREICEA T 5 EN BN TH D,

2. WHRACRONE

LU B MD ik & 3D-RISM 7' 7' 7 A& #EA L= V7Y 1 28 MD/3D-RISM
O GPUHT v 77 A&AER LENMEMRR 21T 572, £ LT, 10 KED/NIWERET
» 5 chignolin D7 +—NVT 4 7V alb—va 2R Thb, VU AR HE
EATR O T2OD/NT A= (LU IRE, VU I ZHBEE) Z2RET H72DIT,
BHEOBEN I 2 b—varBFITL, NTA—FERE L, £ LT, FRR 27 FE
1L AREEYIZ Chignolin @ V7V B 52#: MD/3D-RISM O KR R = Lb— g V&2 F
ITLTWD, £72, a2l —a VEPTh O, RGRERIELNE D Th D,
F7o, HFEFZEE ORMILRFORBIE AT L0 5 UWEEF A B =L ¥ —R£ O H



PO RFFI RPN o 2 — K 2 TAEERERIRFERMA s E

WCHESERTF FOBRBEFMABH =X LF—25RH L, X7F FOREMAB T R LX
—DOMERMENLEIND Z & &R LTc, RBFFERERIZ, JCC THAE L, WEME LT
XN T,
3. FREHLFEFA L LCHEMLZER
GPU AN EEMERARIEEIT ) 1201, FEEY 2 —D U Y —ZABMATH
STz, FMIEREFIH & LT GPU 2172 LIk KT n 7T 2&8 LB
HBLT, BMEMREZITY) 2N TET, £, SHIZEZL< D GPUEMELTHHRA~D
WHHAREE 2o T,
4. SHBOREE
Rk 28 AFEE O RITHIE Chignolin DFHE Z ki35 23, £ D1%1%, Trp-cage X° Villin
REDXY REWVWEREIZHEHMH L CTHIEABEOME LT > T, KREREA
BORAEZITR 5 12DI21E 3D-RISM OFtRE LV EZRELSTHLERDHY , I 6725
EEALNEE L S, 2T multi-GPU o7 125 Ak L7 55
MD/3D-RISM 7' 1 7' Z AIZHLAIA A TR b & > T <,

5. MRFEEL
(1) “HhfvamsC
. Ayori Mitsutake, “Relaxation mode analysis and Markov state relaxation mode

analysis for chignolin in aqueous solution near a transition temperature”
Journal of Chemical Physics, Volume 143, Issue 12, 124111, Oct. 2015.

. Ayori Mitsutake, T. Sumi, Y. Maruyama, “A solvation-free-energy functional: A
reference-modified density functional formulation” Jornal of Computational
Chemistry, Volume 36, Issue 18, 1359-1369, May 2015.

(2) X
< HERFER > (AR O 7)

o ORECHERE - BEFZE. WARRE TET— RRITIC X 2BBIEEMTO 10 ZHE0
v=alroFAF I A S 3EAKREMYETERES (&IR) | 2016 4F 9
H 14 H

o AP, WFRERE TREME— M A HWEEREO X A I 7 AOE]
H15EHEAEAEMERFES (H) . 201646 H 25 H

(3) Zofl

1o FH B A RS2 O Blsy Y v — R
HA-PACS

HA-PACS/TCA | O 800

COMA

NHLAY Y Y — AU T L 32node BEIIE A JRAL E S,




