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MolAICal B J7E: https://molaical.github.io

MolAlCal B 77 E L H EBML: https://molaical.gitee.io
MolAICal #3187 :  https://molaical.gitee.io/cntutorial.html
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“AlGenMols” A I 7E Linux #/F R HEFRITFFHE . EXMELT, B ERRAERK
TE“AlGenMols”.  FEAZFET, #EFET ORGAN (https:/github.com/gablgl /ORGAN) K
ZH<AIGenMols”. AL, AT LARTE B Sl 2k BT F SRR SR FT A1 AIGenMols”

2. MRk
2.1. FrffF

1) MolAICal: https://molaical.github.io B, https://molaical.gitee.io
2) Anaconda: https://www.anaconda.com/open-source

Anaconda [JRAR1EFE N % T Python 3.x A& Python 2.x

2.2. IS
1) BT 75 BIBRE ST AT CCL S R TR %k
https://gitee.com/molaical/specialtopic/tree/master/012-AlGenMols

3. P&

3.1. %% Anconda (https://www.anaconda.com/distribution).
iR E 23 It HIEM iR B | A=,

3.2, F#EK “spec-list.txt”Ff Al — ML A EE

#> conda create --name AlGen --file spec-list.txt


https://github.com/gablg1/ORGAN
https://molaical.github.io/
https://molaical.gitee.io/
https://www.anaconda.com/open-source
https://gitee.com/molaical/specialtopic/tree/master/012-AIGenMols
https://www.anaconda.com/distribution

#> conda activate AIGen

HBE: WRAKEREE R, . CondaHTTPError: HTTP 404 NOT FOUND for url
<https://conda.anaconda.org/conda-forge/linux-64/xxxx-xxxx> , TR LALE spec-list.txt”H il Bx
AR SREEE BRPER. o DL DL R R UP IR e i D IR, TTE R %
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#> conda install -c conda-forge xxxx

3.3, LRDLTIHIE

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

34, fJa, ATk IR IR
fRIE4E “ organ.zip”
#> unzip organ.zip

#> cd organ
#> 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:organ/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/FDA 1884 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

FTIFSCAFJE “organ/dist”
#> cd dist

KB RN “ main”f) S0, K E G4 A AlIGenMols”
#> 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-00001:0rgan/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
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1). % %% Anaconda P}, Anaconda M) % 3E AT HHIREH M. HlW: /home/test
install/anaconda. F4F“test”Fl“install”Z [H] [ Z54% AT GE 2> F 2 “AlGenMols T ELit F£ I

2). “AlGenMols” a2 LR AN N s, A Re{RUEST A BB A AT DL E 4247 MolAlCal 4 -

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

-f1 FRAERE S SMILES ¥ 0 FHISCHES .

-s: fRTIEFRINIR S SRR ALFR, 4. ZINCMol /82648 ZINC s 22 194> 1IN 25t iR
FE 25 A KA Y

-n: REA 7730
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