
Adding the ML-ATOMNN Package

The procedure, here, is courtesy of Michal Kanski and Axel Kohlmey: https://matsci.org/t/adding-
a-custom-package-to-lammps-cmake-configuration/44423.

(Note that my use of "sudo" for compiling is highly recommended against.  The LAMMPS 
source should be downloaded to a directory owned by a non-root user account, so that 
compiling can be done without "sudo".)

Copied the most up-to-date version of the ML-ATOMNN package to the G:\02_Temple folder.

Copied the ZIP file over to "/opt/lammps/src".
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Unzipped the ML-ATOMNN ZIP file into the directory.

…

Deleted the ZIP file.

Navigated to the "/opt/lammps/cmake" folder and backed up the "CMakeLists.txt" file.

Edited the file.  Added the "ML-ATOMNN" package to the standard packages list (around line 240).

Added "ML-ATOMNN" to the list of standard packages in "$LAMMPSDIR/cmake/CMakeLists.txt"

Created "ML-ATOMNN.cmake" in "$LAMMPSDIR/cmake/Modules/Packages" directory.
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Created "ML-ATOMNN.cmake" in "$LAMMPSDIR/cmake/Modules/Packages" directory.

Looks like the "MACHDYN.cmake" file contains everything needed to find/build Eigen.

Simply copied to new file named "ML-ATOMNN.cmake".

Added the word "ML-ATOMNN" to "lammps/cmake/CMakeLists.txt".

Added ML-ATOMNN package to CMake build.

Removed all checkpoints on the VM.
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Created a new one.

Recompiled LAMMPS.  Worked.

…

In the subsequent steps, Eigen3 was downloaded and installed.

Scanning dependencies of target Eigen3_build

[ 11%] Creating directories for 'Eigen3_build'

[ 11%] Performing download step (download, verify and extract) 

for 'Eigen3_build'

-- Downloading...

   dst='/opt/lammps/build/Eigen3_build-

prefix/src/eigen-3.4.0.tar.gz'

   timeout='none'

-- Using 

src='https://download.lammps.org/thirdparty/eigen-3.4.0.tar.gz

'

-- [download 1% complete]

-- [download 2% complete]

-- [download 3% complete]

-- [download 4% complete]

-- [download 5% complete]

-- [download 6% complete]
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-- [download 6% complete]

-- [download 7% complete]

-- [download 8% complete]

-- [download 9% complete]

-- [download 10% complete]

-- [download 11% complete]

-- [download 12% complete]

-- [download 13% complete]

-- [download 14% complete]

-- [download 15% complete]

-- [download 16% complete]

-- [download 17% complete]

-- [download 18% complete]

-- [download 19% complete]

-- [download 20% complete]

-- [download 21% complete]

-- [download 22% complete]

-- [download 23% complete]

-- [download 24% complete]

-- [download 25% complete]

-- [download 26% complete]

-- [download 27% complete]

-- [download 28% complete]

-- [download 29% complete]

-- [download 30% complete]

-- [download 31% complete]

-- [download 32% complete]

-- [download 33% complete]

-- [download 34% complete]

-- [download 35% complete]

-- [download 36% complete]

-- [download 37% complete]

-- [download 38% complete]

-- [download 39% complete]

-- [download 40% complete]

-- [download 41% complete]

-- [download 42% complete]

-- [download 43% complete]

-- [download 44% complete]

-- [download 45% complete]

-- [download 46% complete]

-- [download 47% complete]

-- [download 48% complete]

-- [download 49% complete]

-- [download 50% complete]

-- [download 51% complete]

-- [download 52% complete]

-- [download 53% complete]

-- [download 54% complete]

-- [download 55% complete]

-- [download 56% complete]

-- [download 57% complete]

-- [download 58% complete]

-- [download 59% complete]

-- [download 60% complete]

-- [download 61% complete]

-- [download 62% complete]

-- [download 63% complete]

-- [download 64% complete]

-- [download 65% complete]

-- [download 66% complete]

-- [download 67% complete]

-- [download 68% complete]

-- [download 69% complete]

-- [download 70% complete]

-- [download 71% complete]

-- [download 72% complete]

-- [download 73% complete]

-- [download 74% complete]

-- [download 75% complete]

-- [download 76% complete]

-- [download 77% complete]

-- [download 78% complete]

-- [download 79% complete]

-- [download 80% complete]

-- [download 81% complete]

-- [download 82% complete]

-- [download 83% complete]

-- [download 84% complete]

-- [download 85% complete]

-- [download 86% complete]

-- [download 87% complete]

-- [download 88% complete]

-- [download 89% complete]

-- [download 90% complete]

-- [download 91% complete]

-- [download 92% complete]

-- [download 93% complete]

-- [download 94% complete]

-- [download 95% complete]

-- [download 96% complete]

-- [download 97% complete]
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-- [download 97% complete]

-- [download 98% complete]

-- [download 99% complete]

-- [download 100% complete]

-- verifying file...

       file='/opt/lammps/build/Eigen3_build-

prefix/src/eigen-3.4.0.tar.gz'

-- Downloading... done

-- extracting...

     src='/opt/lammps/build/Eigen3_build-

prefix/src/eigen-3.4.0.tar.gz'

     dst='/opt/lammps/build/Eigen3_build-prefix/src/Eigen3

_build'

-- extracting... [tar xfz]

-- extracting... [analysis]

-- extracting... [rename]

-- extracting... [clean up]

-- extracting... done

[ 11%] No patch step for 'Eigen3_build'

[ 11%] No update step for 'Eigen3_build'

[ 11%] No configure step for 'Eigen3_build'

[ 11%] No build step for 'Eigen3_build'

[ 11%] No install step for 'Eigen3_build'

[ 11%] Completed 'Eigen3_build'

[ 11%] Built target Eigen3_build

…

Finished compiling without any errors.

[ 78%] Building CXX object 

CMakeFiles/lammps.dir/opt/lammps/src/RIGID/fix_rigid_nph_small

.cpp.o

[ 78%] Building CXX object 

CMakeFiles/lammps.dir/opt/lammps/src/RIGID/fix_rigid_npt.cpp.o

[ 79%] Building CXX object 

CMakeFiles/lammps.dir/opt/lammps/src/RIGID/fix_rigid_npt_small

.cpp.o

[ 79%] Building CXX object 

CMakeFiles/lammps.dir/opt/lammps/src/RIGID/fix_rigid_nve.cpp.o

[ 79%] Building CXX object 

CMakeFiles/lammps.dir/opt/lammps/src/RIGID/fix_rigid_nve_small

.cpp.o

[ 79%] Building CXX object 

CMakeFiles/lammps.dir/opt/lammps/src/RIGID/fix_rigid_nvt.cpp.o

[ 79%] Building CXX object 

CMakeFiles/lammps.dir/opt/lammps/src/RIGID/fix_rigid_nvt_small

.cpp.o

[ 79%] Building CXX object 

CMakeFiles/lammps.dir/opt/lammps/src/RIGID/fix_rigid_small.cpp

.o

[ 79%] Building CXX object 

CMakeFiles/lammps.dir/opt/lammps/src/RIGID/fix_shake.cpp.o

[ 79%] Linking CXX static library liblammps.a

[ 79%] Built target lammps

[ 79%] Linking CXX executable lmp

[ 79%] Built target lmp

[100%] Built target linalg

Tested on an Ni NNP potential example job.  Worked.
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