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$ git clone https://github.com/dauparas/ProteinMPNN.git 20231025

| python EfEi(miniforge)

$ sh Miniforge3-Linux-x86_64.sh
[...] >>> /apl/ProteinMPNN/20231025/miniforge3

$ ./miniforge3/bin/conda shell.csh hook > conda_init.csh

$ ./miniforge3/bin/conda shell.bash hook > conda_init.sh

$ . conda_init.sh

$ conda install cudatoolkit=11.7.1 pytorch==1.13.1 torchvision==0.14.1 torchaudio==0.13.1 pytorch-cuda=11.7 -c pytorch -c nvidia
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$ conda install prody pyparsing==3.1.1
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o https://github.com/dauparas/LigandMPNN/issues/11
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