Alphafold2

Koristenje
Dostupne verzije i pripadajuc¢i moduli:

Verzija Modul
211 bioinfo/alphafold2/2.1.1

2.01 bioinfo/alphafold2/2.0.1

Primjer skripte za opis poslova:

alphafold2.sge

#$ - N al phaf ol d2

#$ -pe gpu 1
#$ -1 cores=5
#$ -cwd

nodul e | oad bi oi nfo/al phafol d2/2.0.1
GPUDEVI CE=$(cat $TMPDI R/ gpu)

run_al phafol d. sh -d $ALPHAFOLDDB -0 dummy_test -mnodel _1 -f exanpl e/query.fasta -t 2020-05-10 -a $GPUDEVI CE -n
5

@ Napomena

Aplikacija je instalirana i konfigurirana u Python virtualnom okruZenju kojeg korisnik moze proSiriti sa svojim proizvoljnim Python aplikacijama.
Nakon ucitavanja modula, korisnik dodatne aplikacije instalira s:

conda create --prefix $LOCALPKGS pyt hon=3. 8

conda install --prefix $LOCALPKGS potrebni - pyt hon- pkg

ili

pip install --prefix $LOCALPKGS pot rebni - pyt hon- pkg
Instalacija

Aplikacija je pripremljena koriste¢i mi ni f or ge Conda installer slijedeci upute s: https://github.com/kalininalab/alphafold_non_docker

Izvorni kod aplikacije: https://github.com/deepmind/alphafold


https://github.com/kalininalab/alphafold_non_docker
https://github.com/deepmind/alphafold

Naredbe instalacije

source miniforge3/bin/activate
conda create --prefix /apps/virtenv/al phafol d2 python=3.8
conda activate /apps/virtenv/al phafol d2
conda install -y -c conda-forge openmm=7.5.1 cudnn==8. 2. 1. 32 cudat ool ki t ==11. 0. 3 pdbfi xer==1.7
conda install -y -c bioconda hmer==3. 3.2 hhsui te==3.3.0 kal i gn2==2. 04
conda install -y -c conda-forge pandas
pip install absl-py==0.13.0 biopython==1.79 chex==0.0.7 dm hai ku==0.0.4 dmtree==0.1.6 i mutabl edi ct==2.0.0
jax==0.2.14 nm -collections==0.1.0
nunpy==1.19.5 scipy==1.7.0 tensorflow==2.5.0
pip install --upgrade jax jaxlib==0.1.69+cudalll -f https://storage.googl eapis.conl jax-rel eases/jax_rel eases.
ht m
wget -c¢ https://github. com deepni nd/ al phaf ol d/ archi ve/refs/tags/v2.0.1.zip
unzip v2.0.1.zip -d /apps/virtenv/al phafol d2/ al phaf ol d-2. 0. 1/
cd /apps/virtenv/al phafol d2/1i b/ pyt hon3. 8/ si t e- packages/
patch -p0 < ../../../al phafol d-2.0.1/docker/openmm pat ch
cd /apps/virtenv/al phaf ol d2/ al phaf ol d- 2. 0. 1/ al phaf ol d/ conmon
wget -qg https://git.scicore.unibas.ch/schwede/openstructure/-/raw 7102c63615b64735c4941278d92b554ec94415f 8
/ modul es/ nol / al g/ src/ stereo_cheni cal _props. txt
cd /apps/virtenv/al phaf ol d2/ al phaf ol d-2. 0. 1/
wget -c https://raw git hubusercontent. conikalini nal ab/ al phaf ol d_non_docker/ nai n/ run_al phaf ol d. sh

Preuzimanje potrebnih baza

scri pt s/ downl oad_al phaf ol d_par ans. sh al phaf ol d_dat a
scri pts/ downl oad_bfd. sh al phafol d_dat a

scri pt s/ downl oad_ngni fy. sh al phaf ol d_data

scri pt s/ downl oad_pdb70. sh al phafol d_data
scripts/downl oad_snal | _bfd. sh al phafol d_data

scri pt s/ downl oad_uni cl ust 30. sh al phaf ol d_data

scri pt s/ downl oad_uni ref 90. sh al phaf ol d_dat a

scri pt s/ downl oad_pdb_seqres. sh al phafol d_data

scri pt s/ downl oad_snal | _bfd. sh al phafol d_data
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