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MODYLAS

MODYLAS
MOlecular DYnamics software for LArge System

OVERVIEW  DOWNLOAD DOCUMENTATION  RELEASENOTES FORUMS  LITERATURE DEVELOPERS CONTACT

Home » MODYLAS Software Program License Agreement ...

MODYLAS Software Program License Agreement (2014/04/14)

MODYLAS Copyright Administrator (the "Licensor"), representing all the members listed in Exhibit 1 (the "Copyright Holders") who are the copyright holders of MODYLAS (the "Program"), grants to a
person which is identified in the application page (the "Licensee") the right to use the Program in accordance with the terms and the conditions of this MODYLAS Software Program License Agreement
(this "Agreement") free of charge.

Article 1 (Definition)

1. "Commercial use” means, including but not limited to, selling MODYLAS for a fee MODYLAS, doing consulting and contract calculation for a fee by using MODYLAS, using MODYLAS
for business directly. "Non-commercial use" means the use of any other, including but not limited to, research and development in a for-profit company as well as academic use.

2. "Military use” means, including but not limited to, using MODYLAS to develop any military weapons and/or directly to other military actions. "Non-military use” of MODYLAS means the use
of any other.

Article 2 (Provision of the Program)
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2.0.0 2.X.0
VIIFEOEAREN ——> BEHER —— FT/REE
v BRI RET
v’ MPl & OpenMP /1 7V)yKiliFl

2.0.0
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* ALy # [ export OMP_NUM_THREADS=? TEXE
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sessioname.mddef

. NPTTI */-Ij- >/ 7)11-(0)%0);&31?%1[: <ensemble>

ensemble=npt_a

[514] temperature=300.150000 # [K]
£/ P=101325 Pa pressure=101325.000000 # [Pa]
SBRE T=300.15K IVESEE 3G </ensemble>

AB-AZ MR R = 4.0, 6.0, 5XT

8.0A (AGDE#SR) <COM>

constrain_COM=yes
groupAtop =1

N ~
7AEAIlZ groupAtop ~ groupAend, aroupAend = 1

78EBIlZ groupBtop ~ groupBend TIERE

N = - groupBtop =2
(BElLsegmentDiE L B S [.mdff2Eg]) eroupBend = 2

dist COM =3.400 # [A]

change_distCOM=no

deltaR=0.001 # [A/step]
</COM>
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7 deltaR A E ML EE). HIZIE
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Met2/calcmf 034 0 Tl dist COM = 3.400 H\E{E.

2 RZBEEAZEILIES

<integrator>

dt=2.0e-15 # [sec] <COM>

steps=600 constrain_COM=yes
</integrator> | 600 = (4.0-3.4)/0.001 groupAtop =1
o ne, o

dcd=yes SETMALHCL groupBend =2

dist COM =3.400 # [A]

change_distCOM=yes

deltaR=0.001 # [A/step]
</COM>

<trajectory> start=0 interval=600 </trajectory>
<trjdcd> start=0 interval=100 </trjdcd>
<restart> start=0 interval=600 </restart>
<monitor> start=0 interval=1 </monitor>
<force> start=0 interval=1 </force>

</output>
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load 9 5.
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<output> ) modylas_1.0.3 LAB&
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<trjdcd> start=0 interval=100 </trjdcd> interval (FZEHDHEE (ZZTIX100R TV T &)
</output>
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FIIR

()N, P, TEELU R—EFHT CEEILINI=RIZHLFEH L
7099 <f(R)> ELTEHE

# step meanforce A-B  raw force A-B raw force A raw force B dist_AB

1 0.360680051520E-09 0.360680051520E-09 0.381907030036E-09 -0.339453073005E-09 3.40000
2 0.364840067497E-09 0.369000083473E-09 0.389955299220E-09 -0.348044867726E-09 3.40000
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