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MolAlICal B 73 : https://molaical.github.io

MolAlCal B 7 T EFR: https://molaical.gitee.io
MolAlICal H X 1#%:  https://molaical.gitee.io/cntutorial.html
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“AlGenMols A I 7E Linux ¥/E KA TR HRGIIFHEM . EXMBE LT, BEFEZHRER
Zi“AlGenMols”. FEARZFET, %EE T ORGAN (https:/github.com/gablg]l /ORGAN)
25 “AlGenMols™.  ItAh, AT LURYE F Sl SRR EE 7 ST BEALRAT AL AlGenMols™
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1) MolAICal: https://molaical.github.io B¢ https://molaical.gitee.io
2) Anaconda: https://www.anaconda.com/open-source

Anaconda [RIRRAZESE R L T Python 3.x Tl A~ 72& Python 2.x

2.2. IS
1) T Db 75 R SR CBATR LT 2.
https://github.com/MolAICal/specialtopic/tree/master/012-AlGenMols

3. BB

3.1. %3 Anconda (https://www.anaconda.com/distribution).
iR ez It Bk E 7 I 8w,

3.2. F# “spec-list.txt”FH AU — M7 A5

#> conda create --name AIGen --file spec-list.txt
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#> conda activate AIGen

ER: WBRRAERER, Glin: CondaHTTPError: HTTP 404 NOT FOUND for url
<https.//conda.anaconda.org/conda-forge/linux-64/xxxx-xxxx> , TR LATE“ spec-list.txt” {1 i1 [
R . SRIFEE BRPIR. W LLEE PN RAUP R R s D AT, O RR %
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#> conda install -c conda-forge xxxx

3.3, RRALTIIE

#> conda install -c conda-forge openblas
#> conda install -c conda-forge openssl
#> pip install editdistance==0.3.1

3.4, Bfa, AR IR SR
fR R4 “ organ.zip”
#> unzip organ.zip

#> cd organ
#H> pyinstaller --add-data="organ/NP_score.pkl.gz:organ"
--add-data="organ/SA _score.pkl.gz:organ" --add-data="organ/data/FDA-H.csv:organ/data"

--add-data="organ/checkpoints/FDA-H/FDA-H_99.ckpt.data-00000-0f-00001:0organ/checkpoints/
FDA-H"
--add-data="organ/checkpoints/FDA-H/FDA-H_99.ckpt.index:organ/checkpoints/FDA-H"
--add-data="organ/checkpoints/FDA-H/FDA-H_99.ckpt.meta:organ/checkpoints/FDA-H"
--add-data="organ/data/FDA 1884.csv:organ/data"

--add-data="organ/checkpoints/FDA1884/FDA 1884 119.ckpt.data-00000-0f-00001:organ/checkp
oints/FDA1884"

--add-data="organ/checkpoints/FDA1884/FDA1884 119.ckpt.index:organ/checkpoints/FDA 1884
--add-data="organ/checkpoints/FDA1884/FDA 1884 119.ckpt.meta:organ/checkpoints/FDA1884"
--add-data="organ/data/zinc.csv:organ/data"
--add-data="organ/checkpoints/ZINC/ZINC_99.ckpt.data-00000-0f-00001:0rgan/checkpoints/ZIN
c" --add-data="organ/checkpoints/ZINC/ZINC_99.ckpt.index:organ/checkpoints/ZINC"
--add-data="organ/checkpoints/ZINC/ZINC_99.ckpt.meta:organ/checkpoints/ZINC" -F main.py

I “organ/dist”
#> cd dist

BEBRERSN “ main” 30, BIHEG SN AlGenMols”
#> mv main AIGenMols
#> chmod +x AIGenMols
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--add-data="organ/data/zinc.csv:organ/data"
--add-data="organ/checkpoints/ZINC/ZINC_99.ckpt.data-00000-0f-00001:organ/checkpoints/ZIN
c" --add-data="organ/checkpoints/ZINC/ZINC_99.ckpt.index:organ/checkpoints/ZINC"
--add-data="organ/checkpoints/ZINC/ZINC_99.ckpt.meta:organ/checkpoints/ZINC" -F main.py
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1). % 4% Anaconda Hf, Anaconda [ % %% B 1% N i R & A 4% . Il 40:  /home/test
install/anaconda. -5 “test” Fl“install” 2 [F] F) 25 k% 1] BE 2= 5 30“AlGenMols™ 4] 40 i 72 2 W
2). “AlGenMols” {1y & FVERL W T FToR, A BEARIEFT A R AT DL E E24 MolAlCal 1 H:

AlGenMols -f test.txt -s FDAFrag -n 100
AlGenMols -f test.txt -s ZINCMol -n 100

-f: RS SMILES #% R 714 .

-s: ARFIRFR IR SR ALFR, 0. ZINCMol /8248 ZINC i 22 140 1IN 25 iR
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-n: FREFAM 7 T3
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