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WD EHD/INT A= RRFICEERT—) VT DHERERTYT %,

CPU LIMIT (S)

LOOP LIMIT ;
TIME LIMIT (PSEC) :
TIME STEP (FSEC) :

1) GENERAL PARAMETERS
CONTINUOUS JOB : false
RESTART . false

36000000. 0000000
1000

10000000. 0000000

0. 500000000000000

UPDATE 20
MONITORING LOG 10
LOG FORMAT . detail

STOP CENTER : adjust none
ENSEMBLE : canonical
INTEGRATION : velocity-verlet

CANONICAL MD
(GAUSSTAN CONSTRAINT METHOD)
SCALING INTERVAL : 1
TEMPERATURE (K) : 300. 000000000000
INITIAL VELOCITY: gaussian
TEMPERATURE (K) 300. 000000000000

“SPLUPD=1" %5 E M D cosgene MO %

INTEGRATION : velocity-verlet
CANONICAL MD
(GAUSSTAN CONSTRAINT METHOD)
NO SCALING TEMPERATURE
TEMPERATURE (K) : 300. 00000000000
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ALAX8 MFR T 10000 R T v TD M #ETL. RT—V VIR LEBRTYTDRY—1) Y
EIToGENDRELREOHBEERIL I,

ERATYTTRT—=) VT TEBEFREDO R I FARELLGWC ELERETE (fig
1.4.1), £z WRAEHIS 210 R Ty TETHORT UV ILIRLF—ILTHOLANILT—H
TEHIENERTE(fig 1.4.2),
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fig 1.4.1 10,000 R 7 TDREDHRE (FNBRATY TR7r—Y %)

potential(KCAL/MOL)

potential

noscaling =——scaleeverytime

2.00E+02
1.90E+02
1.80E+02

1.70E+02

1.60E+02

2020 4020 6020 8020 10020

fig 1.4.2 10,000 R 7Y TORT UL ¥ LI RILX—DHB (FRBR TV TRy—1) )

4/4



