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IloaroroBka k padore c LAMMPS
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OHnaiiH-KypC
CVHGDKOMHI)}OTGDHI)IG TCXHOJIOT'HMH B 3ad49dX MOJACIINPOBAHUA

LAMMPS — cBoOOaHBIM MakeT I KJIACCHYECKOM MOJIEKYJISIpHOM
JTAHAMMWKW, HAlKWCaHHbIA rpynnod wu3 CaHIMMCKUX HAIMOHAIBHBIX
nabopatopuii. TlakeT MOXET MPUMEHSTHCS IJISI KPYHHBIX pacu€ToB (J10
JECSITKOB MHJUIMOHOB aToMoB). J[is paGoThl Ha MHOTOMNPOIIECCOPHBIX
cucteMax ucnosb3yercs uHTepdeiic MPI. Ilaket pacmpocTpaHsieTcs Mo
auueH3un GPL u gocTyrnieH B BUJE MCXOJHBIX KOJOB, a TaKXKE€ B BHUJE
CKOMITMJIMPOBAaHHBIX TakeToB s Microsoft Windows u pa3nmyHbIX

aucTpuOyTrBOoB Linux [1].

YcranoBka. 3arpy3urte (ailyl YCTaHOBKU MOCJIEIHEN BEPCHM IO CCHLUIKE,

LAMMPS-64bit-latest.exe [2].

I! LAMMPS Windows Installer Repc X +

& =2 C @ packageslammps.org/windows.html e v » 0O o :

Installing LAMMPS on Windows

There are installer packages for 32-bit and 64-bit versions of Windows available.

As of LAMMPS version 17 February 2022, only 64-bit versions of the LAMMPS installer packages will be built
and provided. If you must have a 32-bit version, you need to use an older version of LAMMPS. | =

« Latest stable versions
» 32-bit Windows download area with all available installer versions
» 64-bit Windows download area with all available installer versions

The respective download directory will contain installer packages that are labeled with the date of the LAMMPS

version and packages labeled as latest. It is usually recommended to download and install the latest package. <o —
The other packages are provided in case there is a problem with it. Download the installer executable suitable for

your machine, execute it, and follow the instructions in the dialogs. Each version will install into a different directory, so it is possible to have multiple
versions installed at the same time (however it is not recommended). Both kinds of packages contain:

B LAMMPS Binaries Repository: wi X+ vo= mo%
< C & rpmlammps.org/windows/64bit/ @ 2w » 0@ :
LAMMPS Binaries Repository: windows/64bit
Contents of 64bit
[DIR] (Up_one level)

2022-03-24 20:41 SHA256SUMS

2022-03-2420:18 LAMMPS-64bit-Python-24Mar2022 exe
2022-03-24 20:18 LAMMPS-64bit-Python-24Mar2022-MPI.exe
2022-03-2420:18 LAMMPS-64bit-24Mar2022 exe

2022-03-24 20:18 LAMMPS-64bit-24Mar2022-MPT exe
2022-03-24 18:17 LAMMPS-64bit-Python-latest-MPI.exe
2022-03-24 18:16 LAMMPS-64bit-Python-latest.exe
2022-03-24 18:04 LAMMPS-64bit-latest.exe
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3anyctute (paia u ciaeayiTe HHCTPYKIIMAM MacTepa YCTaHOBKH.

3anyck. 3arpysure ¢aiin [3]. AHUMaLKs 3TOr0 CKPHUIITA PACIOI0KEHA Ha
rinaBHoi ctpanune LAMMPS [4].

} AMMPS Molecular Dynam X 4+ - 0 X

-

C @ lammpsorg ® 2 % » = 0O o :

LAMMPS Molecular Dynamics Simulator

lamp: a device that generates light, heat, or therapeutic radiation; something that illumines the mind or soul -- www.dictionary.com

hover to animate -- lpput senpt

physical analog
tew There is a new LAMMPS overview paper which you can cite in your publications. See citation details here and cool images here.
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Jlns 3amycka pacdeta OTKpPOWTE KOMAHJIHYI CTPOKY, C TMOMOUIbIO
KOMaHIpl CO mepeiauTe B HYXHBIM pas3ien W BbIIogHuTe Imp —in
in.logo.txt [5, 6]. C momompto diara —in LAMMPS dutaer koMaHIbl U3
BXoJiHOTO (paiina. LAMMPS BBINOJHSAET BEIYUCICHUS, CUMTHIBAsT KOMaH/Ibl
13 BXOJHOTO CKpHIITA (TEKCTOBOTO (haitia) mo oHOM cTpoke 3a pa3. Koraa
BXOJHOU cueHapuil 3aBepmaerca, LAMMPS 3aBepmaer pabory. OTum
LAMMPS otnuuaercs OT mOporpamMM, KOTOpPbIE€ CUYUTHIBAIOT U
00pabaThIBaIOT BECHh BBO/I MTEPE]l HAUYAJIOM BBIUHCIICHUS.

Kaxmas xomanpa 3actaBisier LAMMPS npeanpussate Kakoe-TO
HEMEJIJICHHOE [IeiCTBUE, HE TMpPUHMMAass BO BHUMAaHHUE Kakue-I100
KOMaHJIbl, KOTOPbI€ MOTYT ObITh 0OpaboTanbl mo3xe. KomaHasl mMoryt
YCTaHABJIMBaTh BHYTPECHHIOKO MEPEMEHHYIO, YUTaTh (haiijl WK 3alyCKaTh
CUMYJISIHIO [7].

Komanaraa cTpoka — O X

icrosoft Windows [Version 10.0.18363.418] A
(c) Kopnopauua MaiikpocodT (Microsoft Corporation), 2019. Bce npaBa 3auMUEHbI.

C:\Users\zolotarev.p>cd C:\test_lammps

C:\test lammps>lmp -in in.logo.txt

LAMMPS (29 Sep 2021 - Update 1)

OMP_NUM_THREADS environment is not set. Defaulting to 1 thread. (src/comm.cpp:98)
using 1 OpenMP thread(s) per MPI task
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Buszyanusanus. [[nsa Bm3yanusamuu Bmecte ¢ LAMMPS  moryt
UCII0JIb30BaThCs ciaeAyromme nporpammsl [8]: VMD, AtomEye, OVITO,
ParaView, PyMol, Raster3d, RasMol. PaccmoTrpum Bu3yammsaimuioo c
nomoinbio OVITO. [l 3arpy3ku nporpamMmbl nepeiauTe mo ceouike [9].
3amyctute Qaii u cienyiTe HHCTPYKIMIM MacTepa ycTaHOBKH. OTKpoiTe
nporpamMmy u niepeiaute B meHio File — Load file, mocne yero Beidbepute
daiin .dump, KOTOphIA OBLI 3amKCaH II0CJIC BBIIOJHEHHS PacycTOB.
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BocmpousBenenne aHMManuu 3amycKaeTcst ¢ IMOMOINbI0 KHomku Play
Animation wnm npobena.
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JloronauTenbHble MaTepuanbl. gokymeHtamus [10], Intro to Molecular
Dynamics Simulation using LAMMPS [11], Introduction to LAMMPS
[12], LAMMPS playlist [13].
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Ilpoexm peanuzyemcs nobeoumenem Konkypca ma npedocmasnenue
2PaHmoe8 npenooasamessim Mazucmpamypbl 2020/2021
onacomeopumenvrot  npoepammel  «CmunenHouanvHas — NpPocpamMma
Braoumupa Ilomanuna» bracomeopumenvrnoco ¢onoa Braoumupa
Ilomanuna.

HUcTouHUKH
LAMMPS wiki. URL: https://ru.wikipedia.org/wiki/LAMMPS

LAMMPS install. URL: https://packages.lammps.org/windows.html

Input logo. URL.: https://www.lammps.org/inputs/in.logo.txt
LAMMPS. URL: https://www.lammps.org/
Run basics. URL: https://docs.lammps.org/Run basics.html

Run windows. URL: https://docs.lammps.org/Run windows.html

Input file. URL.: https://docs.lammps.org/Commands_input.html

Visualization. URL: https://www.lammps.orag/viz.html
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. Ovito download. URL: https://www.ovito.org/windows-downloads/
10. LAMMPS docs. URL: https://docs.lammps.org/Manual.html
11, Intro to Molecular Dynamics Simulation using LAMMPS.

URL: https://www.youtube.com/watch?v=ZMiveX6n-1w
12. Introduction to LAMMPS. URL.:

https://www.youtube.com/watch?v=yu-ipxvviO4

13. LAMMPS. URL.:
https://www.youtube.com/playlist?list=PLEwBOP-kla7JF9Vy20-
AzSmmeJFmMnREXZ
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