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LASP basic input/output files, lasp.in & lasp.str (alternatively, input & input.arc )

lasp.in
Free format!keywords!Case 
insensitive!Order insensitive

Potential select Energy evaluation module
support NN/VASP/SIESTA/LAMMPS/D3/US

also see examples

Explore_type select PES exploration/function module
support

SSW/rigidssw/NVE/NVT/NPT/train

Keywords:
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lasp.str:  input coordinate

follow .arc file format "by much 
simplified e.g: The “CORE” 
information is not read after Line 6)

Line 1-4:  information lines
 see left figure for .arc!

Line 5 : heading by “PBC”
Followed by lattice
“a b c  alpha  beta  gamma”

Line 6---end: 
Element name Cartesian 
coordinate x , y  z

.arc file is a format utilized by 
Material Studio

End lines:
End
End

order insensitive
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Run a job
Prepare your files
For NN calculations, what you need is a NN potential file, *.pot

SSW global optimization output

lasp.out all text output

all.arc local minimum

SSWtraj Exothermic 
structures along trajectory

Best.arc Lowest energy 
structures along trajectory
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Other output files

allkeys.log all keywords (including the default values)

Badstr.arc The structures possibly predicted wrongly by NN calculation

allstr.arc output SSW trajectory structures

allfor.arc output force/stress corresponding to structure in allstr.arc

When the keywords SSW.printevery T

There are another two files they are important for NN fitting
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View structures" including all.arc, best.arc, allstr.arc

Use Material Studio  WINDOWS system!to view all .arc file animation!

Edit the file using notepad in windows

View results
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View results in text

Lasp.out New minimum (energy)

New minimum space group

Maximum force eV/Ang for new minimum
Distance in SSW

Order 
parameter 
for the 
initial and 
final state 
in one SSW

Order
Parameter
Q2 Q4 and 
Q6

SSW steps

Output example for SSW crystal structure exploration


