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- o JE ]
The Tdamp parameter is specified in time units
and determines how rapidly the temperature is relaxed.

A good choice for many models is a Tdamp of around 100 timesteps.
Note that this is NOT the same as 100 time units for most units settings.

- [£ 77 7 120
the Pdamp parameter operates like the Tdamp parameter,
determining the time scale on which pressure is relaxed.

A good choice for many models is a Pdamp of around 1000 timesteps.
Note that this is NOT the same as 1000 time units for most units settings.
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= e WOMOGL  BLSINGRL 290807745 11765334 22607025 -89560952 72922877

E'l‘ﬁ H#Fﬁﬁ ﬂI.LED_pliﬂe_ﬂi ED_EEIEEJH 1 procs for 10000 ztepz with 2048 atoms

Performance: 14252 na/day, 1684 hours/he, 329915 timesteps/s

99.7% CPU uze with 1 MPT tazks x 1 OpenMP threads

MPT task timing breakdown: _
Section | min time | ave time | max time |¥varave| $total

Pair | 28013 28018 | 28018 | 00| 9243

Biond 1} I 1] no| noo

Meigh | 00186 | 00186 | 00156 | 00 0.05

Comm | 02028 | 02028 | 02028 | 00| 067

Output | 1.0452 10452 1.0452 | IJ.I]| 345

Modify | 09516 04516 nAa516 oo 314

Other | | 0.078 | | | 026

Mlocal: 2048 ave 2048 max 2048 min P N
Hiztogram: 1000000000 / 1
Meghost: 4035 ave 4085 max 4035 min 1 lle
Higtogram: 1000000000 vl
Meighs: 136486 ave 136486 max 136486 min \\ ,’
Higtogram: 1000000000 |

oK
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LAMMPST!) RA—FEtENETINTET

HETES

1

| C:¥Program Files¥LAMMPS 64-bit 20160216¥bin¥lmp_serial.exe [ |- =] ]

12700 9.5628171 297.38803  9499.71005  22017.543  -8948.1007 V8. -
687H41  -9026.7883  -8814.5971 18.612375  28921.818  -443.12846  -28.37
2455 79.705266 2071.60496

12600 9.9060171 296.00619  924h,3427 2252247 -8948.1764 78,
321912 -9026.4983  -8818.2107  -783.37158  28734.853 -215.4b347  498.9
7047 -246.70812  -400.37953

12900 10.249218  290.97118 10836.614  22508.722  -B947.9032  76.
989669  -9024.8929  -8795.6749 14377714 29999.578 1072.4923  -11.98
6063 -701.99768 3.500578

13000 10.592418  295.49005  8960.997H  22527.026  -B947.8723 78,
180342 -9026.0577  -8821.8783  -915.69660  28h63.349  -764.65949  215.%=
6997 -403.07129  -234.56612

13100 10.930619  296.15618  9960.4716  22514.798  -8947.4296 78,
361097 -9025.7912  -8807.4588  L38.10183  20476.362  -133.09%%4  318.0
2468 12. 454951 324.19586

13200 11.26322  298.61034  9003.9618  22024.983  -8947.2857 79,
012281 -9026.298  -8819.9961  -1180.064h  29034.773  -692.82292  -396.1
h206 1011.362  92.996281

13300 11.60642  297.32828  8936.4197  22h27.124  -8947.2377 78,
671729 -9025.9094  -8821.0887  -1517.003%  29070.907  -744.09368  -606.2
7458 §72.19333 13.284026

13400 11.949621 299.18204  9228.8106  22521.53b  -B947.3399 79,
162359 -9026.5023  -8817.6119  -679.26883  29106.54b  -790.82928  -17.07
8683 -137.68922 164.1893
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units metal A
boundary PRPP =

read_resztart  Mirestart. 10000
triclinic box = (-00412546 00399374 -00444666) to (282333 282319 28.2365) with ti
1 by 1byv 1 MPI processzor erid
2048 atoms
0 = max # of 1-2 neighbors
0= max # of 1-3 neighbors
0 = max # of 1-4 neighbors
1 = max # of =pecial neighbors

pair_style 2am
pair_coeff 11 MHiudeam
Readineg potential file Mi_udeam with DATE: 2007-06-11

timestep 0.000%

run_style ver|et

atom_modify  =ort 010

fix Tallnphx 00 10 303975 30397506200 10wz 00 10xz 00 10 %0
compute 1 all pesatam
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JRZ—FETEDETT2

[LAMMPS 1= TEHE ST 1% :E R
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JRAZ—EtHEDE

\S

T2

LAMMPST!) RA—FEtENETINTET

| C:¥Program Files¥LAMMPS 64-bit 20160216¥bin¥lmp_serial.exe [ |- =] ]

22200 8.2836157 383.13304  21078.792  22061.207  -8847.2644 1071 =
37042 -8948.6398  -8043.4005 15451.971 32306.5 16977.904  -657.6
hels  -951.94784  B96.70362

22300 §.642416  381.18164  21147.743  22600.632  -6845.1048 100
80895 -8045.9637  -8h46.7904 16529.692 28701.68 18211.855 1171,
9499 -98.938659  3098.3822

22400 9.0012159 378.3716  20992.100  22626.012  -8842.7414 100
11043 -8942 8068 -8h46,2899 12463.733  30637.747 14674.835  93.82
0634  -b0.513243 2251.567

22500 9.3600171 381.20236 11619.582  22799.266  -8840.6281 100/
86444 -809471.4925  -8675.0694  -3804.0265 40858.3H  -2195.5768  -1951.
0753 -1663.035  3124.6338

22600 9703217 395.08743  4775.503h 22845251 -8840.0826 104
JBBI07  -8944.7017  -8771.9892  -10264.465  39595.583  -15004.608  -853.0
3686 -841.08738 94579241

22700 10.046418  392.10408 7210.542  22812.350  -6840.3869 103
14898 -8944 1358 -8787.7206  -4b05.9008  42052.662  -15915.13H  B18.9
3388 227243887 141. 49876

22800 10.389619  379.871%8  7521.7001 22810.374  -8841.9412 100
01232 -8942.4535  -8754.803%  -3206.8137  38900.022  -13133.108  263.2
hB3s -27.18571 683, 16511

22900 10.748419 417.2485 9357.858  2276h.427 -8841.19 110
(40208 -8951.5921  -8708.2238 -773.0316  37313.486  -8466.3799 BE2.
3203 110.36347  319.69226
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JRA—FETEFER?2

[OK1Z&D1)v%

HEWR ==
B
atom_stvle full
units metal A
boundary PRPP =

read_resztart  Mirst001restart 20000
triclinic box = (=0.272342 0459603 -0277525) to (204643 277324 28.4695) with tilt (-
1 by 1byv 1 MPI processzor erid
2048 atoms
0= max # of 1-2 neighborz
0= max # of 1-3 neighbors
0= max # of 1-4 neighborz
1 = max # of =pecial neighbors

pair_style 2am
pair_coeff 11 MHiudeam
Readineg potential file Mi_udeam with DATE: 2007-06-11

timestep 0.000%

run_style ver|et

atom_modify  =ort 010

fix lTallnph = 00 10w 60795 60796 05200 10wz 0010z 00 10w 001

Rezetting elobal state of Fix 1 Stvle nph from restart file info

compute 1 all pesatam -
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JRA—FETEFER?2
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[ERI=>TE=4—FH = ER
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"® Ni_rst002.sim - Pair Correlation Function &Run... | = || & |[s£3s]
TFAILF) #|HA) FTR(NV) ~ILF(H)

=| 2 [8] K
TrEa =gy
EHNA T8 LA
Rz AE [l 2.000000e+001
2 Oy S|

D a1

FRO&ESRE [p=) 1.0200002+000

TR T B

fATESR [p=}  2.000000e+000

All Rights Reserved, Copyright (C) FUJITSU LIMITED 2016

[o®)
FUJITSU

73



Z R AEAT( AR EA B 20

TOK1ZE2')v7
(#ho7 L% =
BHTF- I Mi_r=t0020000

D) EEEE T DS . HRFEIT AL
TS

T

All Rights Reserved, Copyright (C) FUJITSU LIMITED 2016

©
FUJITSU

74



Z R AEAT( AR EA B 20

A5 L RIN—H100%IZ%>1=5 . TEACLA1ZE91) v

Pair Correlation Function o @ [

MO L 774 M Mi_rst002 sifm

BT ARG 2. 17:54:43
. =
¥2188FR [ 3 100 %
FENBFR [#1: 0

STHIET

[ a3

All Rights Reserved, Copyright (C) FUJITSU LIMITED 2016

©
FUJITSU

75



Z R AEAT( AR EA B 20

B x99y

TFILF) BA) FTRVY) ~ILT(H)

Ei-|"t?|§l|]_

"® Ni_rst002.sim - Pair Correlation Function & Run... | = [ & (s3]

Eal.—I3l

EEANATHIEH LT

b AR (= 2.000000e+001
CE eS|

D a1

FSSESRE (=l 1.020000e+000

TR T B

FATHFRE [p=l 2.000000e+000

All Rights Reserved, Copyright (C) FUJITSU LIMITED 2016

[o®)
FUJITSU

76



Z R AEAT( AR EA B 20

“REERABD T ITNRRINET

2D-Graph

F7-ILF) T|RNV) F57(G)
FE S P B X TT(H A MK

o]l =]

JATR(C) V—=IT) ~ILT(H)

a(r)

rfA]

—1

All Rights Reserved, Copyright (C) FUJITSU LIMITED 2016

©
FUJITSU

77



Z R AEAT( AR EA B 20

[Y—IL1-T7ayvk g %:E1R

LzDGragh e e
I7OUF) FBRN) HF7(G) X MC) [YEIUTY] ~LF(H)
FEF&2(0= (X T T JOv FEERC).. |
HEtiEss(s). .-
ry " 1Tt 1T 7 —1
61— —
4 ]
:
=
21—

r[A]

FO0vw hROEERRERETS

All Rights Reserved, Copyright (C) FUJITSU LIMITED 2016

©
FUJITSU

78



= REBHT(CRFERIRE 2D FUjiTSU

[TavbRDOBRIZV)vIL. +FOHRDEFIE—VDHMEICELEI)VY

[ 20-Graph E=8(E=R

F7AILF) TRV Qﬁz(G] DA ) W—IT) ~JLF(H)
FE S X TTEHHEAPMK
. \

70w iRk (23] '\ A I B | B B p =
(B N ! a
~ -

}{' -

hE _

JOybamiERe || BE || ~ad | 4 —

5
2_

XTFREHETIZF. TFITRTHEIVYY L5

All Rights Reserved, Copyright (C) FUJITSU LIMITED 2016

79



Z R AEAT( AR EA B 20

BIE—VDEZRENRTSNET,

70w hiEss ==
HEAZE

¥ 2450000e+000
Yo 6.742770e+000

| JOstEmEERE || Bsa | | ~aF |

All Rights Reserved, Copyright (C) FUJITSU LIMITED 2016

©
FUJITSU

80
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(3%)SCIGRESS MEA 4 i L=LAMMPS A 15 —% Ni.lin FUJITSU

# Created by SCIGRESS ME
variable FileName string Ni
log ${FileName}.log
atom_style  full

units metal

boundary ppp
read_data  Ni.ldt

pair_style  eam
pair_coeff 11 Ni_u3.eam

timestep 0.0005
velocity all create 298 4928459

run_style  verlet
atom_modify sort00

fix 1 all npt temp 298 298 0.1 tri 1.01325 1.01325 0.5

compute 1 all pe/atom

thermo_style custom step cpu temp press vol etotal ke pe enthalpy pxx pyy pzz pxy pyz pxz
thermo 100

dump 1 all custom 100 ${FileName}.dmp id mol type g xsu ysu zsu vx vy vz ¢_1
dump_modify 1sortid

restart 10000 ${FileName}.restart

run 10000
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(3%)SCIGRESS MEA 4 i L=LAMMPS A 15 —% Ni.ldt FUjITSU

Created by SCIGRESS ME
2048 atoms
1 atom types

0.00000000 28.19200000 xlo xhi
0.00000000 28.19200000 ylo yhi
0.00000000 28.19200000 zlo zhi
0.00000000 0.00000000 0.00000000 xy xz yz

#

# SCIGRESS Molecule Types
#

# LNi

#

# SCIGRESS Atom Types
#

# LNi

#

# SCIGRESS Bond Types
#

#

Masses
1 58.69340000
Atoms
1 +0.000000 +0.00000000 +0.00000000 +0.00000000
1 +0.000000 +1.76200000 +1.76200000 +0.00000000

1 +0.000000 +1.76200000 +0.00000000 +1.76200000

1
1
1
1 1 +0.000000 +0.00000000 +1.76200000 +1.76200000

1
2
3
4
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LAMMPSIZEI 3 2 ERA DL T FUjITSU

& S R—FDEH-:
> SCIGRESS ME a)LAlvlMPS;E%%&EBG)EJ%?:‘&LE&?‘%BE‘?IA&
KYR— IR GETBEBANEESWENRISEVET,

& Y R—FDEEHE
LAMMPSIZ 341 8 S TIEXARUN=80,
UTOBHEEEFYR— RO ELTYVET,

> LAMMPSDAFAHE, /A ILEE

> LAMMPSOEREFECEG (FiE. RToIvIL,.F)
> LAMMPSIZ&LBETED /97 EBHl FELLR. &
> aATYRSAYUTOLAMMPSDRITHESE

XZRAHFOHESFEOREF I R—FEERRAMENRR) LELYET,
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