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MAGEMin github: ComputationalThermodynamics
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[J README &[5 GPL-3.0license  3[8 Security

MAGEMin_Cjl
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nriel@uni-mainz.de

Julia interface to the MAGEMIin C package, which performs thermodynamic equilibrium calculations. See the

lin page for more details on the package & how to use it.

Using the julia interface
First install julia. We recommend downloading the official binary from the julia webpage.

Next, install the maGemin_c package with:

julia> ]
pkg> add MAGEMin_C

https://github.com/ComputationalThermodynamics
https://github.com/ComputationalThermodynamics/MAGEMin_C

GitHub https://github.com/ComputationalThermodynamics/MAGEMinApp



MAGEMinApp installation (Windows with WSL)
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Visual Studio Code installation
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https://code.visualstudio.com/

Visual Studio Code installation

* Install WSL plugin
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Visual Studio Code installation

Install WSL plugin

EXTENSIONS: MARKETPLACE
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Visual Studio Code WSL

The WSL extension lets you use VS Code on Windows to build Linux applications that run on the WSL). You get all the

productivity of Windows while developing with Linux-based tools, runtimes, and utilities.

The WSL extension lets you use VS Code in WSL just as you would from Windows.

Why do | need the WSL extension?
Why WSL?

WSL lets you run a Linux environment -- including command-line tools and applications -- directly on Windows, without the overhead of a traditional
virtual machine or dualboot setup. WSL espedally helps web developers and those working with Bash and Linux-first tools (i.e. Ruby, Python) to use their

toolchain on Windows and ensure consistency between development and production environments.

When you install a version of Linux on Windows, you're getting a full Linux environment. It's isolated from Windows- the Ul is the terminal, and you can

install tools, languages, and compilers into the Linux environment without modifying or disrupting your Windows installation.

We recommend using WSL 2 as you will benefit from significant performance advantages over WSL 1.

Why the WSL extension in VS Code?

While you can edit files in Linux using Windows-based tools, you can't easily run or debug on Windows: you'd have to install all the same tools on
Windows as you did on Linux, defeating the purpose of having an isolated Linux environment. You could view files from your \\wsl.localhost\ share,

but you wouldn't have access to features such as autocomplete, debugging, or linting.



Visual Studio Code installation

Connect vscode to WSL
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Visual Studio Code installation

Open a new terminal
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Julia installation

e Get the command to download Julia:
curl -fsSL https://install.julialang.org | sh

) File Edit Selection --- £ Search

) Welcome X

Start Walkthroughs

https://julialang.org/downloads/

* Get Started with VS Code
Customize your editor, learn the basics, and start coding

o ( 1]
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® Learn the Fundamentals

@) Get Started with WSL |Updated
Recent

@ Get Started with C++ Development |Updated

Install julia

Install the latest Julia version (v1.10.4 June 4, 2024) by running this in your terminal:
v/ Show welcome page on startup

TERMNAL  PORTS an +v DB - A
$ curl -fsSL https://install.julialang.org | sh ERMINAL # bash il

$
$ curl -fsSL https://install.julialang.org | srl
For Windows instructions click here

Once installed ju1ia will be available via the command line interface.

This will install the Juliaup installation manager, which will automatically install julia and help keep it up to date. The comma
installed. To install different julia versions see juliaup --help.

Please star us on GitHub. If you use Julia in your research, please cite us. If possible, do consider sponsoring us.

> WL Ubuntu-2004 = ® oMo o

Please do not use the version of "Julia" shipped by unix package managers

Many unix package managers ship broken and/or significantly out of date versions of Julia. Please use juliaup or download the ¢

e Execute the command in the terminal



Install MAGEMinApp

Close and open a new terminal (this makes Julia available)
Type:
julia—t 6 # where 6 is the number of core you want to use (depends on your machine, type
# ‘versioninfo()’ to get more informations)
seph42@DESKTOP-2VB2075:~%
seph42@DESKTOP-2VB82075:~% julia -t 6
Documentation: https://docs.julialang.org
Type "2" for help, "]2" for Pkg help.

Version 1.10.0 (2023-12-25)
Official https://julialang.org/ release

add MAGEMinApp]

In the terminal type ‘], this will open the package manager
Type ‘add MAGEMIinApp’, this will download and install MAGEMinApp
Once installed, quite the package manager by typing ‘BACKSPACE’ key
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In the Julia terminal, type:
‘using MAGEMIinApp’

Then
‘App()’

The following text will be displayed in the terminal:

TERMINAL

:~$ julia -t 6
Documentation: https://docs.julialang.org
Type "2" for help, "]12" for Pkg help.

Version 1.10.0 (2023-12-25)
Official https://julialang.org/ release

add MAGEMinApp
package versions...

to “~/.julia/environments/v1.10/Project.toml”
to “~/.julia/environments/v1.10/Manifest.toml’

julia> using MAGEMinApp

Using 1ibMAGEMin.dylib from MAGEMin_j11

App()

: Listening on: 127.0.0.1:8050, thread id: 1

> WSL Ubuntu-2004 0/

Launch MAGEMinApp

 Copy and paste the address in your web-brower:
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