RIHRICH
vasp.6.4.1+vstscode6.4%5E

BEREITINE
e module load gcc/14.1.0
e module load mpi/2021.12
e module load mkl/2024.1

e module load compiler/2024.1.0
1.vtstcode6.4 X {4 E
FRIER MRS | ystscodefrEXHHE N EvasphIsrc T , FHEBILAT X
&¥src B Fmain.F3X4

@E— sk
% I5 J5 —ATIE L
CALL CHAIN_FORCE(T_INFO%NIONS,DYN%POSION,TOTEN, TIFOR, &
LATT_CUR%A,LATT_CUR%B,|0%IU6)
A& MU
CALL CHAIN_FORCE(T_INFO%NIONS,DYN%POSION,TOTEN, TIFOR, &
TSIF,LATT_CUR%A,LATT_CUR%B,|0%IU6)

@ P Y T

O ST

IF (LCHAIN) CALL chain_init( T_INFO, I0)
s S

CALL chain_init( T_INFO, 10)

{EXisrcBR T .objects3f4 , fEchain.oRLRININZ :

bfgs.o dynmat.o instanton.o lbfgs.o sd.o cg.o dimer.o bbm.o \
fire.o lanczos.o neb.o gm.o '\

pyamff_fortran/*.o ml_pyamff.o \

opt.o

bfgs.o dynmat.o instanton.o 1bfgs.o sd.o cg.o dumer.o bbm.o \
fire.o lanczos.o neb.o gm.o \

pyamff fortran/*.o ml pyamff.o \

opt.o \

chain.o \

& src@A% BR THImakefile3X{4

LIB= lib parser pyamff_fortran

2.vaspX{tEtE



{&vaps B Fmakefile.include34+RIRNZ :

e = mpiifx
FCL = mpiifx
CC LIB = lCX
CXX PARS 0 = 1cpx

TR, FEHRIMKLROOT , INCSHEImMpii&R , IHSIRIENGEFZModule load[FRISEFRESR.

FCL += -gmkl=sequential -xCORE-avx2

MKLROOT ?=/gpfs/opt/intel/oneapi/mkl/latest

LLIBS += -L$(MKLROOT)/1lib/intel64 -1mkl scalapack 1p64 -1lmkl blacs_intelmpi_1p64
INCS =-I$(MKLROOT)/include/fftw -I/gpfs/opt/intel/oneapi/mpi/2021.12/include

3.vaspRERMNEZERE

fvaspER TEAmake alliz< , FHE~/.bashrc EFERK AT HITHVasp IR INEIFREZEEH,
% B AR AR S B L 1
export PATH=SPATH:/opt/vasp_and_tools/vasp/6.4.1/bin

4.iz1 7l

TERIFMAI | Midvasp_stdds<.,

LDA part: xc-table for Pade appr. of Perdew
POSCAR found type information on POSCAR L1iFeS1i0

POSCAR found : 4 types and 32 1ions
W W AA RRRRR N N IT N N  GGGG N8
W W A A R R NN N II NN N G G I
W W A A R R NN N IT NN N G '
WwWwW AAAAAA RRRRR N NN IT N NN G GGG !
W wWwW A A R R N NN IT N NN G G
W W A A R R N N II N N  GGGG '

The requested file could not be found or opened for reading
k-point information. Automatic k-point generation 1is used as a
fallback, which may lead to unwanted results.

POSCAR, INCAR and KPOINTS ok, starting setup

FFT: planning ... GRIDC
FFT: planning ... GRID SOFT
FFT: planning ... GRID

WAVECAR not read
entering main loop

N E dE d eps ncg rms rms(c)
DAV: 1 0.163622707046E+04 0.16362E+04 -0.65786E+04 3296 0.141E+03 0.952E+01
DAV: 2 -0.910777460859E+02 -0.17273E+04 -0.18798E+04 3925 0.436E+02 0.517E+01

|
5.7 MmoduleFEliz



ELEBRTiRImodulefile SXAHRAEL

proc ModulesHelp {}{
puts stderr "Using moudle load to load this module."
C}
module-whatis "vasp 6.4.1, compiled with Intel® oneAPI Compiler 2024, Intel MKL 2019 (for
lapack scalapack fftw ...) "

conflict vasp

module load gcc/14.1.0 mpi/2021.12 mkl/2024.1

#setenv MKL_THREADING_LAYER INTEL
setenv OMP_NUM_THREADS 1

setenv OMP_PLACES cores

setenv OMP_PROC_BIND close
setenv OMP_STACKSIZE 10GB

prepend-path PATH /opt/vasp_and_tools/vasp-6.4.1_vtstcode.6.4/vasp6.4.1/bin

module purge/SXIHETAINAYEERF TR

(base) 11jinyou22@hanhai22-01:/opt/vasp_and_tools/vasp-6.4.1_vtstcode.6.4/vasp6.4.1/testCase$ vasp_std
vasp_std: error while loading shared libraries: libmkl_intel_1p64.s0.2: cannot open shared object file: No such file or directory
(base) 11jinyou22@hanhai22-01:/opt/vasp_and tools/vasp -6.4.1_vtstcode.6.4/vasp6.4.1/testCase$ module load /opt/vasp_and tools/vasp/6.4.1/intel_mpi
Loading /opt/vasp_and_tools/vasp/6.4.1/intel_mpi
Loading requirement: gcc/14.1.0 mpi/2021.12 tbb/latest compiler-rt/latest mkl1/2024.1
(base) 11]1ny0u22@hanha122 -01:/opt/vasp_and_tools/vasp-6.4.1_vtstcode.6.4/vasp6.4.1/testCase$ vasp_std

running 1 mpi-ranks, on 1 nodes
distrk: each k-point on 1 cores, 1 groups
distr: one band on 1 cores, 1 groups

vasp.6.4.1 05Apr23 (build Mar 08 2025 12:24:21) complex

POSCAR found type information on POSCAR L1iFeSi0
POSCAR found : 4 types and 32 ions
scalAPACK will be used

W w AA RRRRR N N II N N  GGGG Y
W W A A R R NN N IT NN N G © Hhy
w W A A R R NN N IT NN N G Uy
WWwWWW AAAAAA RRRRR N NN II N NN G GGG !
WWoww A A R R N NN II N NN G G

w W A A R R N N IT N N  GGGG WU

The value NCORE = 8 specified in the INCAR file was overwritten,
because it was not compatible with the 1 processes available:
NCORE = 1

was used instead, please check that this makes sense for your
machine.

vaspkit 1.4.1%5%

EeEEKILT : Python 3.5 or higher

e Numpy 1.15.4 or higher
e Scipy 1.1.0 or higher
e matplotlib 3.0.1 or higher

1.Z%condaifis

module load anaconda/3/24.06



2.icondatSIFRiR

FFconda config --add channelspIap >R INFTEFIMIBRERIA defaultiFAZE=RL. LATEEIZE . condarcl73i%
TR,

conda config --show-sources

(base)’ 11j inyou22@hanhai122-01: /opt/vasp_and_tools$ conda config --show-source
==> /home/wszhanggroup/11j inyou22/.condarc <==

HNFE—TRTERE , BASHRY./condarciZ&IR :

channels:
- http://mirrors.tuna.tsinghua.edu.cn/anaconda/pkgs/free/
- http://mirrors.tuna.tsinghua.edu.cn/anaconda/cloud/conda-forge/
- http://mirrors.tuna.tsinghua.edu.cn/anaconda/cloud/msys2/
show_channel_urls: true
default_channels:
- http://mirrors.tuna.tsinghua.edu.cn/anaconda/pkgs/main
- http://mirrors.tuna.tsinghua.edu.cn/anaconda/pkgs/free
- http://mirrors.tuna.tsinghua.edu.cn/anaconda/pkgs/r
- http://mirrors.tuna.tsinghua.edu.cn/anaconda/pkgs/pro
- http://mirrors.tuna.tsinghua.edu.cn/anaconda/pkgs/msys2
custom_channels:
conda-forge: http://mirrors.tuna.tsinghua.edu.cn/anaconda/cloud
msys2: http://mirrors.tuna.tsinghua.edu.cn/anaconda/cloud
bioconda: http://mirrors.tuna.tsinghua.edu.cn/anaconda/cloud
menpo: http://mirrors.tuna.tsinghua.edu.cn/anaconda/cloud
pytorch: http://mirrors.tuna.tsinghua.edu.cn/anaconda/cloud
simpleitk: http://mirrors.tuna.tsinghua.edu.cn/anaconda/cloud
ssl_verify: false

3.8EB R T eI condalfiz

conda create -p /opt/vasp_and_tools/.conda/vaspkitEnv python=3.10

EJEEHIMAYIERR | SB—IXFEZE R NEMEIUIMERT , conda env list{SEIRIIRMERA

11j inyou22@hanha122-01: /opt/vasp_and tools/.conda$ conda env list
# conda environments:
#

base /opt/anaconda3/2024.06-1
/opt/vasp_and tools/.conda/vaspkitEnv
BT EHZIMNRER AR HTIAE

conda create -n vaspkit --clone /opt/vasp_and_tools/.conda/vaspkitEnv



('/oi)t'/vas'p:and:tools'/.conda'/vas'pkitEnvi 1i3 in;(ou22@hanhai22-01:./oi)t.$ conda env list
# conda environments:

#
base /opt/anaconda3/2024.06-1
* Jopt/vasp_and tools/.conda/vaspkitEnv
vaspkit /opt/vasp_and tools/.conda/vaspkitEnv/vaspkit
A FEFHENIRR

conda activate vaspkit

FApipREAFEEMTIE -
pip install -i https://pypi.tuna.tsinghua.edu.cn/simple spicy

pip install -i https://pypi.tuna.tsinghua.edu.cn/simple numpy
pip install -i https://pypi.tuna.tsinghua.edu.cn/simple matplotlib

5.vaspkit#&Z¥$
RO RERIEEREF N HFHEN

cp -f how_to_set_environment_variable ~/.vaspkit // S AR, T R A R

# ALl environment variables are case sensitive.

VASP5 = .TRUE. # .TRUE. or .FALSE.; Set .FALSE. if you are using vasp.4.x

LDA_PATH = ~/POTCAR/LDA # Path of LDA potential

PBE_PATH = ~/POTCAR/PBE # Path of PBE potential

GGA_PATH = ~/POTCAR/GGA # Path of PW91 potential

VASPKIT_UTILITIES_PATH = ~/vaspkit/utilities # Path of VASPKIT

PYTHON_BIN = /opt/anaconda3/2024.06-1/bin/python # Python executable program with its installation path.

ane

R ERBRZ B R T Tvaspkit , FIIFEINT



(base) 11jinyou22@hanhai22-01:/opt/vasp and tools$ vaspkit

\\\///
/ _ _\ Hey, you must know what you are doing.
(] (o0)(o0) |) Otherwise you might get wrong results.
0--=--- .0000--()--0000.-======cccmememee e mmmeeee————a 0

| VASPKIT Standard Edition 1.4.1 (26 Apr. 2023) |
| Core Developer: Vel WANG (wangvei@icloud.com) |
| Main Contributors: Gang TANG, Nan XU & Jin-Cheng LIU |
| Online Tutorials Available on Website: https://vaspkit.com |

( )  0ooo. VASPKIT Made Simple

Structural Utilities
1) VASP Input-Files Generator 2) Mechanical Properties

3) K-Path for Band-Structure 4) Structure Editor
5) Catalysis-ElectroChem Kit 6) Symmetry Analysis
7) Materials Databases 8) Advanced Structure Models
Electronic Utilities
11) Density-of-States 21) Band-Structure
23) 3D Band-Structure 25) Hybrid-DFT Band-Structure
26) Fermi-Surface 28) Band-Structure Unfolding
31) Charge-Density Analysis 42) Potential Analysis
51) Wave-Function Analysis 62) Magnetic Properties
65) Spin-Texture 68) Transport Properties
Misc Utilities
71) Optical Properties 72) Molecular-Dynamics Kit
74) User Interface 78) VASP2other Interface
91) Semiconductor Kit 92) 2D-Material Kit
®) Quit
------------ >> _
6. MMmoduleFilizt

AELER R TiRIImodulefileSXEREBIT :
#%Modulel.0
proc ModulesHelp {}{

puts stderr "Using moudle load to load this module. Before running vaspkit, please run
setup.sh to setup your environment."

}

module-whatis "VASPKIT v1.4.1"

prepend-path PATH /opt/vasp_and_tools/vaspkit-1.4.1/bin



module purge/GXIFTAIIRIESAT T

(base) 11ijinyou22@anhai22-01:~$ vaspkit

vaspkit: command not found

(base) 11jinyou22@hanhai122-01:~$ module load /opt/vasp _and tools/vaspkit/1.4.1
(base) 11ijinyou22@hanhai122-01:~$ vaspkit

\\\///
/ _ _\ Hey, you must know what you are doing.
(] (o)(o) |) Otherwise you might get wrong results.
0----- .0000--()--0000.-======-cccccccccccccccccccccccccceeeaaa 0

VASPKIT Standard Edition 1.4.1 (26 Apr. 2023) |

Core Developer: Vel WANG (wangvei@icloud.com) |

Main Contributors: Gang TANG, Nan XU & Jin-Cheng LIU |
Online Tutorials Available on Website: https://vaspkit.com |

( )  0ooo. VASPKIT Made Simple

Structural Utilities
1) VASP Input-Files Generator 2) Mechanical Properties

3) K-Path for Band-Structure 4) Structure Editor
5) Catalysis-ElectroChem Kit 6) Symmetry Analysis
7) Materials Databases 8) Advanced Structure Models
===================== Flectronic Utillitiles ======================
11) Density-of-States 21) Band-Structure
23) 3D Band-Structure 25) Hybrid-DFT Band-Structure
26) Fermi-Surface 28) Band-Structure Unfolding
31) Charge-Density Analysis 42) Potential Analysis
51) Wave-Function Analysis 62) Magnetic Properties
65) Spin-Texture 68) Transport Properties
Misc Utilities
71) Optical Properties 72) Molecular-Dynamics Kit
74) User Interface 78) VASP2other Interface
91) Semiconductor Kit 92) 2D-Material Kit
®) Quit
------------ >>
U
vtstscriptsZEe
1.IHFRINATIGR

FRESUEE, , IHATIBR chmod +x vtstscripts-1033

(base) 11jinyou22@hanhai22-01:/opt/vasp_and tools/vtstscripts$ 1s -1
total 8
drwxr-xr-x 4 11jinyou22 wszhanggroup 8192 34 5 15:05 vistscripts-1033

2. NIREE~/.bashrc :

export PATH=SPATH:/opt/vasp_and_tools/vtstscripts/vtstscripts-1033

3. INZEmodule

ELEBR TR MmModulefile SRS :



#%Module1.0

proc ModulesHelp { } {

puts stderr "Using moudle load to load this module. Before running vtstscripts-1033, please run setup.sh to

setup your environment."

}

module-whatis

"VTSTSCRIPTS 1033"

prepend-path PATH /opt/vasp_and_tools/vtstscripts-1033/vtstscripts-1033

lobster.5.1.0%%
1. FHITIR
REZREEATUT
(base) 11ijinyou22@hanhai22-01:/opt/vasp_and tools/lobster-5.1.0$% 1s -1
total 14788
drwxr-xr-x 8 11jinyou22 wszhanggroup 4096 64 11 2024 ABINIT
-rw-r--r-- 1 1ijinyou22 wszhanggroup 133317 64 11 2024 CHANGELOG.pdf
drwxr-xr-x 3 11jinyou22 wszhanggroup 4096 64 11 2024 Custom Basis
drwxr-xr-x 3 11jinyou22 wszhanggroup 4096 648 11 2024 Generic
-rw-r--r-- 1 11jinyou22 wszhanggroup 12590064 65 11 2024 lobster-5.1.0
-rw-r--r-- 1 11jinyou22 wszhanggroup 361460 65 12 2024 Lobster FAQ 5.1.0.pdf
-rw-r--r-- 1 11jinyou22 wszhanggroup 1849288 68 12 2024 Lobster Users Guide 5.1.0.pdf
drwxr-xr-x 2 11jinyou22 wszhanggroup 4096 64 11 2024 0SX
drwxr-xr-x 8 11jinyou22 wszhanggroup 4096 648 11 2024 QE
drwxr-xr-x 8 11jinyou22 wszhanggroup 4096 648 11 2024 VASP
drwxr-xr-x 2 11j1inyou22 wszhanggroup 4096 6H 11 2024 win64
R fNlobster-5.1.0RIABR

chmod +x lobster-5.1.0
(base) 11jinyou22@hanhai22-01:/opt/vasp_and tools/lobster-5.1.0% 1s -1
total 14788
drwxr-xr-x 8 11jinyou22 wszhanggroup 4096 64 11 2024 ABINIT
-rw-r--r-- 1 11jinyou22 wszhanggroup 133317 68 11 2024 CHANGELOG.pdf
drwxr-xr-x 3 11jinyou22 wszhanggroup 4096 64 11 2024 Custom Basis
drwxr-xr-x 3 11ijinyou22 wszhanggroup 4096 64 11 2024 Generic
-rwxr-xr-x 1 11jinyou22 wszhanggroup 12590064 65 11 2024 lobster-5.1.0
-rw-r--r-- 1 1ijinyou22 wszhanggroup 361460 65 12 2024 Lobster FAQ 5.1.0.pdf
-rw-r--r-- 1 1ijinyou22 wszhanggroup 1849288 658 12 2024 Lobster Users Guide 5.1.0.pdf
drwxr-xr-x 2 11jinyou22 wszhanggroup 4096 64 11 2024 0SX
drwxr-xr-x 8 11jinyou22 wszhanggroup 4096 648 11 2024 QE
drwxr-xr-x 8 11jinyou22 wszhanggroup 4096 64 11 2024 VASP
drwxr-xr-x 2 1ijinyou22 wszhanggroup 4096 64 11 2024 win64

2. INRIEZEE~/ .bashrc

export PATH=SPATH:/opt/vasp_and_tools/lobster-5.1.0

AERABRT

\—y—

=17

3. BRI T T

J/lobster-5.1.0

/opt/vasp_and_tools/lobster/5.1.0



qvaspEEE
1. BEhEERA
RRIEERIED | ERNZ AR -

shinstall.sh

(base) 11jinyou22@hanhai22-01:/opt/vasp_and_tools/qvasp-v2.24/qvasp-v2.24$ 1s
documents Examples exefile fix-program.sh 1install.sh qvasp README source-code todoto uninstall.sh update.log
(base) 11jinyou22@hanhai22-01:/opt/vasp_and_tools/qvasp-v2.24/qvasp-v2.24$ sh install.sh]]

(base) 11j1inyou22@hanhai22-01:/opt/vasp_and_tools/quasp-v2.24/quasp-v2.24$ sh install.sh
do you wish the installer to prepend the qvasp location to PATH in /home/wszhanggroup/1ijinyou22/.bashrc ? (yes or no):yes
install.sh: 17: [: yesx: unexpected operator

install.sh: 25: [: yesx: unexpected operator
install.sh: 34: [: yesx: unexpected operator

R ERIESEMNRE RS

export qvasppath=/opt/vasp_and_tools/qvasp-v2.24/qvasp-v2.24
export PATH=Sqvasppath:SPATH
export PATH=$qvasppath/exefile/Tools/USERTooLs/vtstscripts:SPATH

3.7 IZEmodule
ELEBRTRINmodulefileSHFRBNT :

#%Module1.0

proc ModulesHelp { } {
puts stderr "Using moudle load to load this module. Before running qvasp-v2.24, please run setup.sh to
setup your environment."

}

module-whatis "QVASP-V2.24"

prepend-path PATH /opt/vasp_and_tools/qvasp-v2.24/qvasp-v2.24
prepend-path PATH /opt/vasp_and_tools/qvasp-v2.24/qvasp-v2.24/exefile/Tools/USERTooLs/vtstscripts
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