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LAMMPS Windows Installer Repository e JT

Extract: Fe_Mshin2006.cam.aloy

This repository is hosting pre-compiled Windows installers of the LAMMPS molecular

dynamics simulation software package. The binaries are built with MinGW64 Linux to Extract: exchange_fitpy... 100% B
N - Output folder: C:Program Fies\LAMMPS 64-5it 30ct2020 Examples \SPIN\cobalt_ha
Windows craoss-compilers on Fedora Linux using the standard LAMMPS sources. The Extract: Co_Purjafun_ 2012 sam sloy. . 100%
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Extract: log, 14Apr20.gpin

LAMMPS binaries contain all optional packages included in the source distribution
except:

+ ADIOS (requires an external library),
« H5MD (requires an external library),
+ KIM (not fully ported to Windows),

+ MESSAGE (obsolete),

s ML-PACE (ext "

Installing LAMMPS globally on Windows with administrator privilege

The installer packages listed above will install LAMMPS into a user's personal storage area and thus it not be used by all users. This

behavior was changed with the stable release of LAMMPS in October 2020. Installer packages from pr MPS versions and current
versions that require administrator privilege to be installed can be found their own download area. T otherwise the same, only
the packaging is different.
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lammps—Gdbit-201 60427 exe

lammps—Gdhit-20160419 exe

lammps—G4hit=20160407 exe

lammps—G4bit-20160321 exe

larmmps—G4bit-201 602309 exe

lammps—Gdhit-201 80228 exe

lammps—Gdbit-201 60216 exe

lammps—Gdhit=20160206 exe
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Mercury: |C:¥Program Files¥CCDC¥Mercury 1.| Gaussian: |C:¥gD3w¥gD3.exe |
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MOPAC(2): |C:¥winmos 10¥wm_system¥hin¥mop| Quantum ESPRESSO: |C:¥Program Files¥Quantum ESPRE5|
MOPAC(3): |C:¥winmos 10¥'A'm_system¥bin¥mop| FDMMES: |C:¥Program Files (x86)¥fdmnes¥fdn|
MOSF: |C:¥winmos 10¥wm_system¥bin¥mos| CONFLEX: |c:¥c0NFLB<¥bin¥ﬂex?b3_win_x64|
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Interatomic Potentials (Force Fields)

Elements

1
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3t Ti ¥ Cr Mn Ee Lo Ni Cu Zn
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¥ Zr Nb Mo e Ru Rh Pd Ad cd

N 72 73 74 75 76 77 78 79 80

Hf Ta W Re Qa3 Ir Pt Au Hy
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2015--Kumar-A-Chemnatynskiy-A-Liang-T-st-al-AlLNi

Citation: A_ Kumar, A. Chernatynskiy, T. Liang, K. Choudhary, M.J. Noordhoek, ¥.-T. Cheng, 5.R. Phillpot, and 5.B. Sinnott (2015), "Charge
optimized many-hody (COMB) potential for dynamical simulation of Ni-Al phases', Jownal of Physics: Condensed Maiier, 27(33), 336302. DOI
10.1088/0953-8984/27/33/336302

Abstract: An interatomic potential for the Ni-Al system is presented within the third-generation charge optimized many-body (COMB3)
formalism. The potential has been optimized for MisAl, or the y' phase in Ni-based superalloys. The formation energies predicted for other Ni-Al
phases are in reasonahble agreement with first-principles results. The potential further predicts good mechanical properties for MisAl, which
includes the values of the complex stacking fault (CSF) and the anti-phase boundary (APE) energies for the (1 1 1) and (1 00) planes. It is also
used to investigate dislocation propagation across the hizAl (11 0)-Ni (1 1 0y interface, and the results are consistent with simulation results
reported in the literature. The potential is further used in combination with a recent COMB3 potential for Al O3 to investigate the MisAl (11 1)
AlO3 (000 1) interface, which has not been modeled previously at the classical atomistic level due to the lack of a reactive potential to describe
hoth MisAl and AOz as well as interactions between them. The calculated work of adhesion for this interface is predicted to be 1.85 J m‘z, which
is in agreement with available experimental data. The predicted interlayer distance is further consistent with the available first-principles results
for Ni (1 11)-Al0z (000 1)
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Notes: This file was obtained fram Jarvis-FF (https: #www.ctcms nist gov~knc/periodic.htmly on 9 Nov. 2018 and posted at Kamal Choudhary's
(MIST) request.
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Chedk: Al Uncheck all

Results

[] CygwinwM & Gromacs

[] moPAC(1){Local)

[] cAaMESS(1){Local)

[ ] Gaussian{Local)

LAMMPS(Local) Passed.

[] QE(Local)

Checking LAMMPS (Local). ..
Passed.
All tests passed.
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