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Python Anaconda



(Base) : python-3.11, pytorch X
(A) : python-3.12, pytorch-2.0.0

(B) : python-2.8, python-1.12.0
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$ conda env create —f requirements.yaml
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$ python [py file]



Condal| &

- OfLtZECHanaconda)

- 500787 @& HIO|H 24 mj7|X|

i
H
i

L

- OILtECHE TZ[X| S[EdE STz 7ty

O\l

30| et S Y™ = Ii7[X]| 2| 7ts

- PAFUOME dEELE FREE MET & UL

- OJL|ZLCkminiconda)

- OfLtZCte] REAER B

Conda, Python, 2|Z3t= TH7|X| & pip, zlib 8 7[EF & 7tX| & Z&ot 20| 7|Ef &% Lj7| X2 =5

A~
T
Zl=Hel g AR Zetotd e, fots Wi7|X[E DM R[50 ALE

- OfLrZCHE A= A|ZHO[L} B[22 S7H0] gl M

- IO[M I} conda BHO| WEAH AML 7Hs



Anaconda 24| & 7+ &




Conda AX%|

1. Conda AX]

1. Source download

$ curl -O https://repo.anaconda.com/archive/Anaconda3-2024.10-1-Linux-x86 64.sh

2. Excute shell file
$ sh Anaconda3-2024.10-1-Linux-x86_64.sh

3. Set prefix

Do you accept the license terms? [yes|no]

> WES

Anaconda3 will now be installed into this location:
/proj/home/ibs /bmttest/bmttest/anaconda3

- Press ENTER to confirm the location
- Press CTRL-C to abort the installation
- Or specify a different location below

[/proj/home/1ibs/bmttest/bmttest/anaconda3] =>= /proj/home/1bs/bmttest/bmttest/prog/anaconda3lj


https://repo.anaconda.com/archive/Anaconda3-2024.10-1-Linux-x86_64.sh

Conda A X]

2. Conda 43}

1. 2C} base 243}

$ source <PATH TO_CONDA>/bin/activate

(base) [bmttest@olafl ~]%

2. conda bashrc &7}

$ conda init

% M40 M Al base SRS SRS of2f HHO| U

$ conda config —set auto_activate_base False
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Olaf module2 0|25} anaconda AlE

1. module ZAH

$ module ava anaconda

¢ module ava anaconda

Jopt/ibs_lib/modulefiles/libraries -------
anaconda/23.09.08

2. module load

$ module load anaconda/23.09.0

¢ module load anaconda/23.69.6

3. 2C} base 23}

$ source activate

4. conda bashrc &7}

$ conda init
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1. conda env list
-7t eHE 2| AE X3

2. conda create —n [env_name]
- [env name]R = 72t A M

3. conda [activate | deactivate] fenv_name]
- [env_name] 7}t 3 gl st/ 2Hd ot

4. conda list
- S BLEl JHAs A | K| =l DI 7| X| 2|AE =3

—

5. conda install /Package]

- 2 StEl M2t B0 [Package] B K|

6. conda remove [Package]
- 2gotEl B L [Package] A H|

7. conda info
- AX| =l OfLECH HE X3

8. conda env remove —n [fenv_name]
- [env_name] 7HSetE AMK|



Conda

$ conda env list
- JtAEtAE Bl AE XS

$ conda env list

vironments:

ESMFold

IgFold

RFd1iffus 1ionAA

Rosetta-3.9

SE3nv

SE3nv eval

afi binder_design
phafold-2.3

a1phafn1d£

chroma

deephb

deepEMhancer

diffab

diffab-test

dl binder design

Jopt/ibs
Jopt/ibs
Jopt/ibs
fﬂptfibﬁ
Jopt/ibs_
Jopt/ibs_
Jopt/ibs
Jopt/ibs
Jopt/ibs
Jopt/ibs_
Jopt/ibs 1
Jopt/ibs 1
Jopt/ibs 1
Jopt/ibs 1
Jopt/ibs
fﬂltfibﬁ

_libfu
_libye
_libfu
lib/:

Lib/a
Lib/a

_ibfL
_ibfL
_ibfg
_ibfg

Liby:
lib/:

s /anaconda

s /anaconda/envs /ESMFold

s /anaconda/envs /IgFold

s /anaconda/envs /RFd1ffus LonAA
s/anaconda/envs /Rosetta-3.9

s /anaconda/envs /SE3nv

fanaconda/envs /SE3nv eval
ranaconda/envs/af2_binder design
ranaconda/envs falphafold-2.3
fanaconda/envs/alphafoldz

s fanaconda/envs /chroma
s fanaconda/envs /deepAb
s fanaconda/envs /deepEMhancer
'“aﬂacnndafenvafdiffab

fanaconda/envs/diffab-test
s /anaconda/envs/dl binder design
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$ conda create —n [env_name] [Options]
- [env.name]2 2 THatstA MM

- conda --help B&O{ options 22| 75

¢ conda create -n 20241111

- [EE 1] 7hdREE 4 g0, 2to[ER2[E oA 2X5t HE

conda create -n 20241111 python=3.12

- [=28 3] --prefix S SOl 5 B=20| 7td=2E #8 7ts

J/proqg/20241111 python=3.12

¢ conda env create - reguirements.yaml




Conda HEO| AlEH

$ conda activate fenv_name]
- [env_name] 7tEtd 245}

¢ conda activate 268241111
(20241111
¢ which python

~/.conda/envs/20241111/bin/python
(20241111)
ython --version

Pvthon 3.

$ conda deactivate
- 7teatstd HiZgd ot

¢ conda deactivate
(base)
¢ which python

Jjopt/ibs lib/apps/anaconda/bin/python
EED)

¢ python --version
Python 3.11.5
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$ conda list
- BHYBIE T BN A0 AKX =l D7 K| E|AE X3

—

¢ conda list
in environment at /proj/home/ibs/bmttest/bmttest/.

Build

main

1 gnu
hSeeel8b 6
ho6a4308 0
h6a678d5_0
h12ee557_0
h6a678d5_1
h1234567 1
h1234567 1
h1234567 1
hSeeel8b ©
h6a678d5_0
hseeel8b ©
py312he6a43088_0
h5148396 0
hSeeel8b 0
py312he6a4308 0
hSeeel8b ©
h39e8969_0
hoddlesl o
py312he6a4388_0
hseeel8b 1
hSeeel8b 1

o =

_libgce _mutex
_openmp_mutex
bzip2
ca-certificates
expat

ld_impl linux-64
libffi
libgecec-ng
Libgomp
Libstdcxx-ng
Libuuid
ncurses
openss |

P1p

pythaon

readl ine
setuptools
sglite

tk

tzdata

wheel
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Conda B0 A8

$ conda install /Package]

- BHYBIE TS HO [Package] B K|

$ conda install numpy
Channels:
- defaults
Platform: linux-64
Collecting package metadata (repodata.json): done
Solving environment: done

environment location: /proj/home/ibs/bmttest/bmttest/.conda/envs/20241111

added / updated specs:
- numpy

The following packages will be downloaded:

package

mkl-service-2.4.0 py312hSeeel18b 1
mkl fft-1.3.11 py312h5eeel18b 0
mkl random-1.2.8 py312h526adsa @
numpy-2.1.3 py312hc5e2394 0
numpy-base-2.1.3 py312hoda6c2l 0
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Conda B0 A8

$ conda remove /[Package]
- BHY3BFE FHE B Q| [Package] A

¢ conda remove numpy
Channels:
- defaults
Platform: Llinux-64
Collecting package metadata (repodata.json): done
Solving environment: done

environment location: /proj/home/ibs/bmttest/bmttest/.conda/envs/20241111

removed specs:
- numpy
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$ conda info
- AX|=l OfLt2ECt HE =3

active environment : 20241111
active env location : /proj/home/ibs/bmttest/bmttest/.conda/envs/20241111
shell level : 2
user config file : /proj/home/ibs/bmttest/bmttest/.condarc
populated config files :
conda wversion : 24.3.8
conda-build version : 24.3.0
python version : 3.11.5.final.@
solver : libmamba {default)
virtual packages : _ archspec=l=cascadelake
__conda=24.3.0=0
__glibc=2.28=0
__linux=4.18.0=0
_unix=6=0
base environment : fopt/ibs lib/apps/anaconda (read only)
conda av data dir : sopt/ibs_lib/apps/anaconda/etc/conda
conda av metadata url : None
channel URLs 1 //repo.anaconda. com/pk
:Fﬁre o.anaconda. 'pk
:Fﬁre o.anaconda. “F
//repo.anaconda.
package cache : ,opt,1ba llb,appH,anacnnda,nga
/proj/home/ibs /bmttest/bmttest/.conda/pkgs
envs directories : /proj/home/ibs/bmttest/bmttest/.conda/envs
Jopt/ibs lib/apps/anaconda/envs
platform : linux-64

mainflinux-ﬁd
in/noarch

rﬁlinux—ﬁd

'r/noarch
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$ conda env remove —n [fenv_name]
- [env_name] 7t&etE AMK|

¢ conda env remove -n 20241111

Remove all packages in environment /proj/home/ibs/bmttest/bmttest/.conda/envs/20241111:

Everything found within the environment (/proj/home/ibs/bmttest/bmttest/.conda/envs/20241111), including any conda e
nvironment configurations and any non-conda files, will be deleted. Do you wish to continue?
(y/[n])? y
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1. Conda &3}
Conda & X| or anaconda module load

2. 2024-11-11 7t&&tE 4
$ conda create —n 2024-11-11 python

3. JtdEtE =t
$ conda activate 2024-11-11

4. =2
$ which python

$ python —version
$ conda list
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