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FTREVET
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0
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external pressure

POSITION

-0.00000
2.12343

0.00000
2.12343

= 0.03 kB Pullay stress =

TOTAL-FORCE (eV/Angst)
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0.000000
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total drift:

E-fermi : 7.4943

Fermi energy:

k-point 1:
band No. band energies
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3.0042
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18.6638
18.6638

co~NOYULT A WN -

2 0.1429
band energies
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-0.000000

alpha+bet :-12.8398
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0.0000
occupation
.00000
.00000
.00000
.00000
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.00000
.00000
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INCAR + EHOREDIKLDH D
%1 : NBANDS(/¥> F£)
POTCAR (fiEEF D %) &£ POSCAR(RFE) A RE LB W ERETE ALY,

512 1 ISMEAR(RRT S VBB DA AT Y v T %)
0: Gaussian smearing. -4, -5: Tetrahedron method (with Bldéchl corrections)
Ny FFX vy 7HRCHETIERBICES ZENLEFEL L,
=SS
LN FF vy THARHVTLS
2Rk AR A LB

3. RALTHLIUEDND D POTCAR «——— INCAR
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POSCAR «—— KPOINTS

34



VISED A

vise gp -m mp-1265

Material Projecth 5 POSCARZ & Bk L .

STEICIRILDER = NS

prior_info.json
band_gap: 4.638
data_source: mp-1265
icsd_ids:
- 52026
- 64928
- 77821

total_magnetization: 0.0020927

vise vasp_set

T 7 )L M BERE
-d

vise vasp_set -t dos

vise vasp_set -t band -d ../
/\‘

”FEI

BERE

Num irrep kpoints: 20

Num irrep kpoints: 10
0

Gamma

14 14 14

FHETNY F¥ vy T
"o ehhHhd

S

BiERE

# algorithm
ALGO = Normal

# accuracy

PREC = Normal
LREAL = False
EDIFF = 1e-07
ENCUT 520.0
LASPH = True
NELM = 100

# ionic relaxation
ISIF = 3
IBRION 2
EDIFFG -0.005
NSW 50

# occupation
ISMEAR = 0
SIGMA' = 0.1

# I0 control
LWAVE False
LCHARG False

# analyzer
LORBIT = 10

# parallel
KPAR = 4

DOS

# algorithm
ALGO = Normal

# accuracy

PREC Normal
LREAL False
EDIFF le-05
ENCUT 400.0
LASPH True
NELM = 100

# 1ionic relaxation
ISIF

IBRION

NSW

# occupation
ISMEAR = -4
SIGMA =

# I0 control
LWAVE = False
LCHARG False

# analyzer
NBANDS
NEDOS

EMAX

EMIN
LORBIT

# parallel
KPAR = 4%

# algorithm
ALGO = Normal

# accuracy

PREC Normal
LREAL False
EDIFF le-05
ENCUT = 400.0
LASPH True
NELM = 100

# ionic relaxation
ISIF

IBRION

NSW

# occupation
ISMEAR = 0
SIGMA = 0.1

# I0 control
LWAVE = False
LCHARG False

# analyzer
NBANDS 12
LORBIT 10

# parallel
KPAR = 4%
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Custodian#

s Custodian:

W5 —nY U Tonf)

aOv Y R EELERD S,
ERT2-07087 75 L

handlers = [ScfUnconvergedErrorHandler(),

# This must be omitted as an error is raised by StructureOptVaspJlobs
# when the structure is not converged.

# ForceUnconvergedErrorHandler(),
MemoryOverflowHandler(),
TooLongTimeCalcErrorHandler(),
DielectricScfNotConvergedErrorHandler(),
DivergingEnergyErrorHandler(),
ZbrentErrorHandler(),
PricelErrorHandler(),
InvgrpErrorHandler(),
RhosygErrorHandler(),
SubroutineRhosygErrorHandler(),
PosmapErrorHandler(),
InconsistentBravaisLatticeErrorHandler(),
ProcessKilledErrorHandler()]

vasp_std_cmd = "mpirun -np 36 /storage/common_new/src/vasp.6.2.1+openmpi-4.0.2+wavederf_buid_at_ato@2/bin/vasp_std".split()
str_opt_vasp_jobs = StructureOptVasplobs(vasp_std_cmd=vasp_std_cmd)

handlers.pop()

¢ = CustodianChandlers=handlers, jobs=str_opt_vasp_jobs.generate_job(), max_errors=3)

c.run()
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Custodian#

nc_tetrahedron_err

[[b'604801

KOOI Z—HAHBF-ICERICEML T, T7—I2&FI252 T\ <

DieleFuncTetrahedronErrorHandler(RecoverableVaspOutErrorHandler):
hook_message =

to_dir( )

Path( .error_count}") I 5 —_ %IE [, < fv '\7 V4 '?'
t LTBET B LHIC7H
name( : 7\‘ 5 .L\ % % <

correct( )

result = O .correct()

IncarModder().apply_actions([{
result

TooLongTimeCalcErrorHandler(ErrorHandler):

is_monitor =

check( )i
now_time = subprocess.check_output([ : D
incar_time = subprocess.check_output([

(now_time) - int(incar_time) > defaults.timeout

correct(

{
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Custodian#

ss VaspErrorHandler(ErrorHandler):

is_monitor =

error_msgs = {

W T —/n> KUY Tonf)

custodian(CVASPD T 5 — /N
v T =B BN, EMTIERE
L2onL
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_id: ObjectId("611de6fb497d1d96cablcb5b")

=Eikle

AbsorptionFW: Object
fw_id: 19523
[fw_state: "fizzled" |
machine_type: "ato_cl"
dirpath: "/storage/pacman/block_2021-05-24-20-29-24-72(
"Traceback (most recent call last):
File "/home/pacman/venv/1lib/pytho..."

formula: "Li5Re06"
KB

stack_trace:

BandDdHybridNscFW: Object
fw_id: 14577

[ fw_state: "completed" |

machine_type: "psi_s1"

dirpath: " /storage/pacman/block_2021-05-24-20-29-24-72(

fw_error_type: "energy_divergence"
8%

> BandPbesolFW: Object
> DielectricFW: Object

input

-5

r4 {}DFT

Analysis
. > @

property

property

Analysisov
HEOO0—0

>
BREEENARE @l

FRATIE

E n mp-18327

POSCAR
cif

@Bonds
B@Unit cell
@Polyhedra

Unit cell

Lattice  orthorhombic

System

Tensor properties

lon-clamped dielectrics 686 0

0 7.2

Space Pnma (62)

Group

Point mmm

Group

a b, c

a,B,v %

6.067

lonic dielectrics

0 11.81

17116 6.322
0 0

90 90

Hole effective mass 061 0

Material properties 0 059

Band gap
Optical gap

dE(1075 > cm-
1)

Ave ion-
clamped
dielectrics

Ave ionic
dielectrics

Has imaginary
mode

Lower phonon
frequencies
(THz)

Ave & min hole
effective mass

Ave & min
electron
effective mass

1.09 eV

1.33 eV Electron effective mass 091 0

0.45 eV 0 0.78

6.91

13.21

False

-0.06 -0.05

-0.04 1.02

0.62 0.59

0.920.78

6.74

0

11.68
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