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Å WinmostarV11 ︣ ṇ ︣Ḯ

Å WinmostarV11ּף ךּ ṇ ︡ שּ Ḯךּאל

Å ךּ ṇ ︡ שּ Ḯךּאל

Å אל ḭ שּ Ḯךּאל

ï Winmostar Ḳ ṇ ︡ ︣Ḯ

ï Winmostar Ḳ ḭ ḭ ṇ
ḭ ṇ ︡ ︣Ḯ

ï Ḳֿפ ︢ ︡ וֹ ︣Ḯ

Å צּ ךּ ḭ ￼ טּשּ ︡ שּ Ḯךּאל

Å טּשּ ︡ ךּ ḭ ḱ ḭּף ṇ ḭ
אל פֿ︡ שּ Ḯךּאל

Å צּ ︡ ︣Ḯ
פּךḭּשּ ṇḭ ︢ ︣Ḯ
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ךּ
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https://winmostar.com/jp/tutorials/V11/BeginnersGuide.pdf
https://winmostar.com/jp/manual_jp/V11/html/index.html
https://winmostar.com/jp/seminars/intro/
https://winmostar.com/jp/seminars/basic
https://winmostar.com/jp/seminars/
https://winmostar.com/jp/faq/
https://winmostar.com/jp/support_jp.php


Å ṕTHFṖ ḭ ḭ ḭ
ḭ LAMMPS ṕGAFFḭAM1-BCC Ṗּפ ︡ ︣Ḯ

︡ ṇ ḭ MDḭ ḱ MD ︡ ḭ
︡ ḱ MD ︡ ︣Ḯ

Ḳ

Ḳ

Å ḭ ︡ ךּ ḭ ︣ ︢ ḱ ︡ ︣Ḯ

Å ḭ שּקּ ︡ ︣Ḯ
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Å ךּ ḭLAMMPS Cygwin צּ ︣Ḯ

Å https : //winmostar .com/jp/installation/ ṇ Windows LAMMPS
Cygwin ךּ ︣Ḯ
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https://winmostar.com/jp/installation/


V11 ṇ ṇ 2 ṇ צּ אל ךּ ︣Ḯ

ṇ ︡ ︣Ḯ

ṇ V10LAMMPSṇ ︡ שּ Ḯךּאל
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Winmostar V11 ṇ
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ṇ V11
ṇ Ṅ ︣ כֿ
שּ קּ ︣Ḯ

כֿ ṇ ︡ ︣Ḯ

ṇ
ṇ Ṅ ḭ
︡ ︣Ḯ V10
︣Ḯ

https://winmostar.com/jp/tutorials/LAMMPS_tutorial_2%28Basic%29.pdf


1. Winmostar ︡ḭ ṕ3 Ṗ ︡ ︣Ḯ ṕ︣
︡ ךּ Ṏ ︢ ︡ ︣ḮṖ

2. ṡthf_liquid Ṣ ︡ ︡ ︣Ḯ
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I. 1
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ṇ ︡ שּ Ḯךּאל

כֿכֿ ︣Ḯ

1. Ṏ ṇ ṎSamples Ṏthf .pdb ︡ ︣Ḯ

2. ṇ ︡ ︡ ︣Ḯ

3. צּ ︣ כֿ ︡ ︣Ḯ
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I. 1
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https://winmostar.com/jp/tutorials/V11/MolecularModeling_tutorial_1%28OrganicMolecules%29.pdf


1. ṕ Ṗ ︡ ︣Ḯ

2. OK ︡ ︣Ḯ

3. ךּ צּ צּ ︡ ḭṡ צּ אל ︡ Ṣ אל OK
︡ ︣Ḯ
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I.
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1. ṡCharges Available : User (Qtot = 0.00 , Qrms = 0.141 )Ṣ אל ḭ
פ0ּצּ ḭ 0 User צּ כֿ ︡ ︣Ḯ

2. ︡ ךּ Ṏ / ṎUser ︡ ︣Ḯ

3. 2 ︡ ךּ קּ Ṏ / Ṏ / ︣ ︡ ︣Ḯ
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I.
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1. / ︡ ︣Ḯ

2. Add Displayed Molecule ︡ḭ ︡ ṡ100 Ṣ ︡OK
︡ ︣Ḯ
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1. Simulation Cell ︡ ︣Ḯṕ ￼ ︣ḮṖ

2. Build ︣ ךּ ṇ צּ ︡ḭ ︣ ṡ
צּ ︡ ︡ Ṣ אל ︣ḮTHFּ0.6צ g/cm 3 100 צּ ︡ ︣Ḯ
ḭ אל ︣Ḯ
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I.
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1. ṇ ṇ פּ LAMMPS ︡ ︣Ḯ

2. ( ṇ ṇ ) ︡ ︣Ḯ

3. צּ ךּ ḭ OK ︡ ︣Ḯ ךּ ṇ
צּ ︡ḭ ︣ ṡ צּ אל ︡ Ṣ אל OK
︡ ︣Ḯ

12

II.
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1. LAMMPS Workflow Setup ṇ ︡ ︣Ḯֿכֿכ
︡ Ḯֿכ ḭ ṇ ṕMinimize Ṗḭ MDṕNVTṖḭ

ḱ MDṕNPTṖ 3 צּ וֹ אל ︣Ḯ

2. ṇ ṕSimulation time Ṗḱ ṕTemperature Ṗḱ
ṕPressure Ṗ ︣ ︡ ︣Ḯṕ Ṗ
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II.
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1. ︡ שּ אל ךּ 1st job ḭ2nd job ḭ3rd job ︣
Precision ṡLowṢ ︡ ︣Ḯ לּ ךּ ṇ ︣Ḯ

Ḳ אל ךּ ḭ Ṍ פּ כֿ טּצּ ḭצּ︣ ︣
︣Ḯ ︡ צּ ︣ כֿ טּצּ ︣Ḯ
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II.
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ṇ ḭ Minimize צּ אל NVT צּ אל ︣Ḯ ︡
אל ḱ קּ צּ ḭ
︡ ︣Ḯ NVT NPT צּ אל ︣Ḯ

אל ︣Ḯ
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work1_LMP_MIN

ǿƻǊƪнψ[atψb±¢

work3_LMP_NPT



ṕ ṇ כֿ שּ ḮṖךּאל

1. LAMMPS Workflow Setup OK ︡ ︣Ḯ

2. ︡ ︣Ḯ Winmostar Job 
Manager צּ ︡ḭ לּ ךּ ṇ צּ ︡ḭ צּ אל ︣Ḯ

Ḳ ︡ ךּ ṇ ṇ ṇ︡ ︡ ךּ ḭ
︡ ךּ ︡ ︣Ḯ

︡ ךּ Ṏ Ṏ אל ṎRun ︡ ︣Ḯ
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II.
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https://winmostar.com/jp/tutorials/V11/RemoteJob_tutorial_1(ProjectMode).pdf


1. ṕ ךּ Ṗḭ LAMMPS 
Workflow Setup ︣ 3 צּ ṇ
אל ︣Ḯ

2. ṕwork1_LMP_MIN Ṗ צּ פּ
︣Ḯ כֿ קּ ︣Ḯ
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II.

Copyright 2008 -2022 X -Ability Co., Ltd.



1. ︢ ḭ PENDṕצּ Ṗ
ẓRUNṕ ṖẓENDṕ Ṗ ︡ ︣Ḯ

2. ENDṕצּ Ṗ ︣ ︣Ḯֿכ
ṡthf_liquid Ṣ ALL ENDṕ Ṗ ︡ ︣Ḯ
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II.
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1. ךּ ḭ
︡ ︡ḭ Log (Extracted)

︡ ︣Ḯṕ ︣Ṗ

2. ךּ Log ︡ ︣Ḯ
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II.
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P.24 ḭ ḱ ṇḱ ḱ צּ ︡ ךּ
כֿ ︣ טּצּ ︣Ḯ ︡ ךּ ךּ ḭ ︣ P.21 -22

︡ צּ ︡ ︣Ḯ

Ḳ

20

וֹףּ
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work1_LMP_MIN
ṕ ṇ Ṗ
PotEngṕ ṇṖ

work2_LMP_NVT
ṕ MDṖ
Tempṕ Ṗ

ǿƻǊƪоψ[atψbt¢
ṕ a5Ṗ
5Ŝƴǎƛǘȅṕ Ṗ

β כֿךּ
טּצּ



1. ṕֿכֿכ work3_LMP_NPT ︡ ︣Ṗ ENDṕצּ Ṗ ︡
טּ ḭ ( ṇ ṇ ) ︡ ︣Ḯ

2. ךּ ︡ ︣Ḯ

3. ṕwork3_LMP_NPT Ṗ ︡
פּ OK ︡ ︣Ḯ

4. Preset ṡFluid/Amorphous NPT Production Ṣ ︡ ︣Ḯ

5. ︡ שּ אל ךּ Precision ṡLowṢ ︡ ︣Ḯ
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II.
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