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> tar
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4)  BIRTERAERFE BSOS/ TN, B RIS, B4y “man”;
5 NABPFRIIRRD, FCE BRI, HAT4N “source”

ZN IR

A sapp N FHERA M), B3R 2 R/, R TR H SRR R il in T
sapp/
— app
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| | L—— sap std
| F—— include
| L— 1ib

F—— case

| F—— input.txt

| L— test.sh

I— man

I— readme .md

|— scripts

L— env.sh

|
L— source
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pytorch:1.10.0-cudal0.0_py36_ubuntu20.04

b)  Apptainer ¥ F #1467 %
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tensorflow-1.15.1-dtk22.10.1_py36_centos7.6.sif
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LA vasp A, HES IR AT, #ER I AR H &5 Hm il an
vasp_root/

F—— app

| F—— bin

| | F—— vasp_gam

| I F—— vasp_ncl

| | L—— vasp_std

| F—— include
| —— lib
F—— case

| F—— INPUT
| L—— test.sh
I— man

—— README.md
— scripts

| L—— env.sh

— source

6.4 conda N B AEHTE

Conda A&/ F A0 AR B TR, T HESFES A A FIF conda 1K
H £ BES il e A BRI BE /0, SR R s VERE VT BRI G MO TR S R A i e 2 o BT
Conda 335 N 75 & T 411 K «

a) %45 build.sh A1 meta.yaml /M0 & S04
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¢)  JMAE meta.yaml " g SON A FE It EEAOMOBLEL, W OR B R 22 RS, T RARG A
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vasp_root/

—— build.sh

F—— meta.yaml
I— case

| —— INCAR

| —— KPOINTS
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| L—— run.slurm

F—— vasp_gam
F—— vasp ncl

L—— vasp std
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& AT I
> Windows: windows §iff —ftoxdt ke —LL B A A RHIN A, 7E windows o
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6.6 A4 N HEEMTE

B A PO TE P o 8 AN e N T R AR, DAS U e W R A A T
FIRT L FE A 2 0 B R TV

Docker A1 Apptainer & & & BRI AN SEHL. Docker AT LASZHLES 3. A ATMIZAT 70
AT S AT o Apptainer v PE GETH AU M I Be i, 2 — AR R AESDOR, A
Apptainer FSE AN, A N ETRT LTS R SR ESA R A B . RN 5 R B EEK

a) e NN AR E R, JOR RS SR AT RIS &

by HANFEAGHR, R E AT BRI O 1 R 5

o)  HEFEEITIRMRBINRMGIA, RAESEPRIAEL, A ER A I A

®  docker N HIBE & fir 4

A AR RROAS -[ G PR ] [MPI]_[ i K 9K 5] [Python iR A] [FEAH OS] [HiAth]

Tensorflow tensorflow:1.15.1-dtk22.10.1 py36 centos7.6

Pytorch pytorch:1.10.0-cudal0.0_py36 ubuntu20.04

®  Apptainer N H 814 i 4 7l

A 44 FR - P RRAS -[ 4 3 2% [MPI]_[ I3 -RIREN] [Python fRA] [FEAE OS] [HAth]

hpex hpex-2.6.0-intel2017.5.239_dtk22.10.1.sif

tensorflow tensorflow-1.15.1-dtk22.10.1_py36_centos7.6.sif
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N A®RERE S EAMAREIE S % https://www.scnet.cn/help/docs/mainsite/seller-

guide/publish-software/index.html.
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