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1. Z5TEOOJDFERABSZRIEVGS(E. OSIT I MRRIVFZOEEITI A IS THRE
IRBETEDEET A IS 20 )OI UTERIRL., PPS3>DLog (Extracted)z2 w2
ULEd. (TJOTJTvEaFHILRITU—RUOT L7 ARBEOHEETY)

2. ERROVZRZWGS([FLogZzI Uy I ULET,

v BiEE-LI0Y I = worki_LMP_MIN - A7177 )} (mp.datz) B
IO {FEE k=1 300 cAnOHS0nGOIN0n kM= 7 210 7 .
@ thf_liquid RUN(1) @ Extracted Log (C¥winmos1101test1¥UserData¥thf_liquid.wmpjdata¥work1_LMP_MINEmp.log) - O d

LAMMFS {1 Mar 2016-ICHS)
u=zing 1 OpenMF thread(=) per HFI task -
1 by 1 by 1 MPI processor grid 74
Hinimization stats: —
- Stopping criterion = snergy tolerance
¥ JO¥Ibk FEnergy initial, next—to—last, final = 1
] - . lele.145847821 251.070628063 251.050313369 M
e o K=’ Force two-norm initial, final = 594,155 5.14499 1
Force max component initial, final = 250.485 0.771543 1
Final line search alpha. max atom mowe = 0. 0166837 0.0128722 1
Iterations, force evaluations = 1076 2149 1
Dangerous builds = 0 1:
Total wall time: 0:00:32

S
€ vorkl_LMP_MIN
L work2_LMP_NVT
L work3_LMP_NPT

FOZraLy (workl LMP_MIN) !‘H : * e S AN - {288 © 18,1600 2.5800
| 1289 H  17.9400  1.5000 -
A Coordinate (Initial) e }gg? E }g_}_}gg ggégg :
o e o 5 i dime fme
[ ™ . .
Log 1284 H17.2300  3.1000 .
1285 H  18.4000  2.3100
| Log (Extracted) [\ P} 1298 H 12,5500 3.9700 ¢
1297 H o0 Rann 1 7nnn

| I—
>
— .. . T \l_
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5;&7&43&.:,.@“5%%73\35D§§“0 IR U TWRWEE(F. IERTDFTP.21-220F/IETEEST
FM e RB UGN SENTHREZERTLET,

15 -

LAMMPS Energies

LAMMPS Energies LAMMPS Energies

- 5 = - WWN
1300 l 320 | . \ i, Df; &‘
. = AN i o
% ]QDUDUD | £ 260 :E 0:74
| zuf | p
\ 220 0.68
:EE 200 0.66 {
400 \'\---,.__,_ 1 180 0.64 _,l
. 0 200 400 _ﬁ—;; — _a-n; T om | D.Dﬁg !
Time (fs) 0 2000 4000 6000 8000 10000 0 10000 20000 30000 40000 50000
Time (fg) Time (fs)
workl LMP_MIN work2_LMP_NVT work3_LMP_NPT
(IxRILF—1)ME) D CRE—EMD) D CREESN—EMD) D
PotEng (R > vwILIRILF—) Temp CRE) Density (ZE)
X CEEDINRIGHEWNC &
NHBIDTIER
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STEDRT OFFEHE

RBETTOEE T A )L (ST TlEwork3_LMP_NPT&EUZET) DIREENEND (F5) (CZ
chE. ™ (9—02J0—88%E) =220 Vv I UFET,

B3RS 7O TlIW=EOU Y DO UET,

=37 DEEITTDIEE D A )L H &EIR THlkit T
THh'B0KZoUw O ULET,

Preset(C FFIuid/Amorphous NPT Production] Zi#ERLUZET,

=2LU

DVEZET A )LS (work3_LMP_NPT) Z3i#ERUL

=_] iz i = 2\
5. STERBEZ R LU CGHHEZERLKE T IEVLES(EPrecisionZz [Low] (CEEULET.
ER X @ vadnsET0RSIANIEER — O X
. G ORETOIEE 7 NI ERRLTESD
w2 =17 !
VWADESRFERPOESTHRVITIEmENET. 21T} RN 207741 Y771 ILIBFR
work1l_LMP_MIN END ocal Job Local
- L workZ_LMP_NVT END Local
(L) WLYVA(N) Ftll L work3_LMP_NPT END Local
—
@ LAMMPS Workflow Setup — O X
Preset |Fluid/Amorpous NPT Prod V| CIAELE | )
Fluid/Amorpous NPT Equil
Coninui [Enable parameter scan Config...
Fluid/Amorpous Crystal MyEquil
1stiol Fluid/amorpous fCrystal MVT Prod
o8 crystal NPT Equil
Ensem| ggi:?;g“:;g;dmw Equil rature [K] Pressure [atm] A

Simula

Isolated system MVT Prod

snapshots

250

Initial velodty From parent
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1. 1st jobdDDetails®2~7Jw /L. LAMMPS Keyword Setup®Output’ J dDCalc
Fluctuation PropertieszF T w2 L THS0K=ZOIUwHOULET (TOTTwvSaFILR
T/ =Z—BRUOFERTIHMERTEEEA)

— P26, 27DFIETCTEELLE. FREMENZNZENCpmEbetatE U THHOENET .
I : CCTHEDNBLRDESTERETIE. EFIRASFENRVCHTEEHIERELIDEEZRADE
¥, (J. Chem. Theory Comput., 2012, 8, 61-7452&) Fz. ARINSDEDINR(C(ELDENX
TV ITEMRETHDRAICTERSIZE0,

2. OKZZOUwoUL, S37D™E T > ROTRITZIIVIULET,

@ LAMMPS Keywords Setup — m} e

EEEEEE ~
Automatic Options
Basic Advanced Output equilibrium (1) Restraint
Output Control lies
Dump interval {dump) Calculate fluctuation properties

1st job
Dump interval {xtc) [l calculate thermal conductivity
Ensemble MPT ~ | Temperature [K] Pressure [atm] |:| Dump interval (xyz) O 10

Simulation time [ps] # of snapshots 250 Initial velodty | From parent /I Dump interval (restart) 200
Log interval I:I [ calculate viscosity

[ IFree boudnary condition Predision Medium w | Details... o -
[Jerintlog in high predision 1
Sort dump file by id 2000
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1. FOSTI MREIVFZDEEI A IS THRERDIEET ALY (ZZTE

workl_LMP_MIN EUFEYT) #20UvIOUET,

2. 733> TAnimationz0J)wvI33E. AA2 D42 ROGAIICFZA—-S3 2R RT
UZHHIRLET, |T\ RI2EIVY UF B EHADETFNT _A—2 3 > RRSNEFT

v mE{#E-E703 ik | work1_LMP_MIN 7\7]774 Jb (mp. data)
S . fif N=1,300 C400HS000100 M= 7,210.7
Saers Marked Order: 1300 - 1 - 13- 2
R and RUNGL) " Marked Atom: X~ 20.893991 Y= 3.309996 2= 2.36

EB Length= 26.269181 Angle= 112.71139 Dihedral= 144.14154 Lper= 0.57591

¥ Jo¥ibk
VEE )4 (thf_liquid)

E401
© work1_LMP_MIN
L work2_LMP_NVT
L work3_LMP_NPT
L worké4_LMP_NPT

<

FH3 (work1 LMP_MIN)

y th O B

'y Force Figid: A'\p{allabfe (LAMM{S)

» F-O-F

v EE

Frfat  @xvz O z-Matrix

Elem ¥ i Z

1294 H  17.2300 3.1000  4.3000
1295 H  18.4000 2.3100  1.9300
1295 H  18.5500  3.9700  2.5000
1297 H  20.5300 1.7000  2.9600
1293 H  21.1400 2.7500  5.0400
1299 H_ 20.5000 _ 4.3000  4.5200

L__Charges Available; User (Qtot=0.00,Qrms=0.141)
A tho= 0600019 gicm3

a= 27124000 h= 27 124N0N r= 27 124000
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workl LMP_MIN&EUZEY) Z20UwvOUET,

2. 7933 >7TEnergy plotz27Uw 2323 &,. Energy Plot -+ > ROMHIRLUET,
Energy TermsTaJfR{L U/TzVWIIBE (Tl [PotEng RF->2

LET) [CFTwv &AL DrawzoUw U9 D K5

¥ FOdizhk
1B 2415 (thf_liquid)

Options ¥

B
©» workl_LMP_MIN

£

L work2 LMP_NVT
L work3_LMP_NPT EN
L worké4_LMP_NPT RUN

FH2g2 (work1_LMP_MIN)

d Coordinate (Initial)
d Coordinate (Final)
Log
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H Animation

y —

2] Eneray plot. I €
= Show in Explorer
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1400 [ Enthalpy
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1200 [ valume
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£ 1000 [ x
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2. R TClosez /7w UEnergy PlotJ-r > ROZEEHUZET,

— O X

Energy Terms "

|:| Temp

- 1 PotEng
-ng | [ KinEng
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] enthalpy
D Press
] volume
D Density
D Lx
[y

|:| Lz

|:| Pxx

Ol pyy v
<

[JBlock Average  Size:
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L3

y —

)l energy_avelog - AT

Jr{ R REE SO E=ETW
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Pvz (atm)

GamMsurf  (mhl/m)
Epair (keal/mol)
E_wawl (keal/mol)
E coul (kealdmol)
E_long (keal/mol)
E_tail (keal/mol)
_mol (keal/mel)

E bond (kecal/mol)
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work4 LMP_NPT&EUZET) #O0UvVvIOUET,

2. 77253 >7Radial Distribution Functionz/2'Jw /29 3 & . Radial Distribution
FunctionD > ROMHEIRUE T, CCTREERERFREITER<EFERFHOENERDMERZ
B89 Bz (CCreate Groupz 2 Uw oI UET,

v J0UThk {@ Radial Distribution Function - ] %
FEE T4 (thf_liquid) Options ¥ Reference Group |0 : System -
Z# e Target Group 0 : System
workl_LMP_MIN END
L work2 LMP_NVT EN
L work3_LMP_NPT First Frame [ps] 1.0
e A e BN
< \ > RDF
P83 (workd LMP_NPT) Definition Atom v
1 Coordinate (Initial) 2 Output RDF i
d Coordinate (Final) 300.
Log '
Log (Extracted)
M Animation
Energy plot
(4 Diffusion ConstantM3D /I Show Log
|E Radial Distribution Function 1m0 ERITE N Close

L
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1. Create GroupJ-> RIJ(CHUL\T. Current GroupT2: MOLO1_C4H80 (S[ElITHFZ
=Mk9 D) . Extracted Atom NamesTOZ:#EIRL. New Group Name(Coxygen& A /]
L CCreatez2OUw I ULZET,
— FBRICAA T RIOTERER | INI/&EF | BRIZFTvILTHESE DFRRL
7 TEREFDAtom NameZ R TEE I,
— ZFJ/=. MD | LAMMPS | &R | BMENWMERZIUYOU. FTOERUTZndxT 71
IVZEEIRINE, BRI —T 2S5 (TN <KHEERTEEI, ndxIT71ILIEAT>
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> IR E S ER-BEREI DB D MBS N ENE T,
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