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LASP �C�W11 – =0FLNM#!U

1

U79� TrainStr.txt , TrainFor.txt

�TestStr.txt ,TestFor.txt (?;0

T�&U9� lasp.in 3 input

adjust_factor

T�FLNM&U9� XXX.input ((�PL'H0

E>2-�I�2BBRJaU7v1VrpK
�&U8$01"FLNM#!U

Available from LASP 2.0

Q�.Example/NNtrain/train-1
T�

T 

T FLNM&U9� XXX.pot

S*reT 9� lasp.out
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LASP !["p11 – T>^cfe,&L

2

LJM � TrainStr.txt dT 4 TrainFor.txt H/=H

LASP 2.0

1. onSSWEMDaNW2A*allstr.arc4allfor.arc 0j![
"p`�k�e1#;^cfe,&L-B5LJ1�

2. ([pytonhR shiftformat.py :allstr.arc4allfor.arc �]m-
�TrainStr.txt4TrainFor.txt

shiftformat.py ri python 2.70.�3ZR1KI

(jExample/NNtrain/data-treat1

UrQ@7�2\allstr.arc, allfor.arc, L�')b*�l2?aP3
\allstr.arc4allfor.arc2rVSXCdT\u<�8M Bv9=

http://www.lasphub.com/tutorial/LASP-5.pdf
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LASP 1$2H11 – !�B')(���

• TrainStr.txt
Structure & energy

3

• TrainFor.txt
Stress & Force
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LASP  ="P11 – 9.?aGF)'3

4

M"*34� lasp.in L input

explore_type train $OL train

Ntrain 100 KC100�32E9

NNepochs 200 KC200�

-Q�A81E932�IN5B�

KCpJ1����

%block netinfo
:�!B>NN*34�

$O*3,��allkeys.log (&07*30
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LASP �U�J11 – 5(;?A@# L

5

G�$L08 adjust_factor

e�081C�LE�.�=1a2IE
200 1000 10 0
"2�L200/1000/10 -!�F>9)cost function�
energy�force�&stress95*:'4I
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LASP �>�O11 – ULAEGFB 3

6

M�AEGF'348 XXX.input

AEGF?:U 106-50-50-1
50-50��P?RI-

W;train1>newrun
H9restart1pJ2�@.AEGF'3
?XXX.input�H2*#�$?pot0

�aLN
,01LN�&
)2 B�a1
!"�1 �H01

8 �O0
K�V
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LASP �S�L11 – 3):=?>#!-

7

contin2G�:=?>B-.8 XXX.input

$'�H0UPTSDU(1B-1"� S1, S2, S3, S4, S51S6  (�*FBLASP 9 a.0

NNG�B-

1: H�8: O �<

0: eJ�AH0�<17 shiftElement  KECI��P0

PowerType Structure Descriptors(PTSD)



2/25/19



��	�� Large-scale Atomic Simulation with neural network Potential

>;L901=ON7eB09L�$ �����������.�-�� ��

LASP �?8J11 – <-AEGF��3

8

I�AEGF"34� XXX.pot , !SU&LASP#��?@NN"34�

4�* '2�a�5K�32M)H�1BC,@(:�.
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LASP �<�N11 – 7H?aFE �1

9

ICLAK�2� lasp.out

NN,!1&)

!1J$1L#B*Jp

��(3LL#0

IC>U�1�cost
function0=18

J)J'

eM10P�B&15?

aFEPTSD958
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LASP "Z#z11 – R@_gih,'K

1. _gih,'K@b47KJ5^�1-�KJ
�;.:KUS�9<200 .:11(e0�80

10

<KJ�MDKJ0cje0e?�1� o&OsaC

2. SSW$=KJe01�l~pwIvA\m31T9
energy�jMp\1force�7�100 eV/Ang
KJ}DFTqd\e?~p�>�kV1]*LASP"Z\NN pot15P[
VASP4 PBE�EPBE+U04450 eV cutoff1kHK-point 25 Ang-1 �v

3. NNe0�lZ7yCPU/core MPI>n

��ra��

LASP"Z\NN pot xtu kHrfB)1�l"Z1000 cores1�
2!�L{B)
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LASP "L$c11 – F9OTWV*(@

11

4.  PTSD rF?](@
a. 3H2ePPTSD1S1-S61`&; CutoffNb`&�ZU`a

b. adGB27GB1�v2 -31 21 41 81 161 32�^

c.  _#bS50S62�!S501!MS61[p� h189\aL
bRM<A,:�Cutoff, 5 7 Ang0

d. 4-5SOTWV2'�-@5 200-50-50-1�.)4WV 200-80-
50-50-1

��I;�g


