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Simulation time [ps] # of snapshots From parent

[ Free boudnary condition Predision Medium - Details...
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Enzemble NVT ~ | Temperature [K] 1.

Simulation time [ps] # of snapshots Initial velodity Random e

[ Free boudnary condition Precision Medium w Details...
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Simulation time [ps] # of snapshots Initial velodty From parent
[JFree boudnary condition Predsion Medium w Details...

Reset... Import... |v Export... 0K Cancel
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FTER @Kz (D) 2-Matrix
Elem ¥ i £

1272 H 23,1400 2.9300 11.5000
1278 H 22,1100 1.6200 12,0800
1274 H 23,8200 1.5000 13,7500
1278 0 8.5300  16.8400 14.3300
1276 H 2.8400 17868000 14,7000
1277 0 7.1300 1667000 14,8300
1278 C 9.2100 15,2400 14,0000
1279 C 6.8500 15,8400 13.7300
1280 C g.1100 15,7300 12,9400
1281 H 8.8300 16,6800 16.0000
1282 H 10,1800 1617000 12,6700
1283 H 9.3600 14,8300 14,4300
1284 H 2.1700 1657000 12,2500
1285 H G.0100 16,2800 13,2700
1286 H B.5500 14,2600 14,1800
1287 H 8.1500 14,8100 12,3600
1288 C 18,1500 2.5600  4.0800
1289 H  17.9400  1.5000  4.1500
1230 0 13,1100 23100 5.0700
12810 C 18,7700 2.9300  2.7400

W3
¥ JOo¥hk
TESE T2 )14 {thf_liquid) Options ¥
St s
© workl_LMP_MIN RUN =}

L work2_LMP_NVT PEND
L work3_LMP_NPT PEND

<

THa% (work1_LMP_MIN)
d Coordinate (Initial)

B et e
Log (Extracted) 1234 H  17.2300  3.1000  4.3000
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1. STEOETIRRICIEC T, 7O MRRIVFP TERAEED ALY DIREHPEND (F8)
—RUN (&) —END (&) &£&Z{LUFET,
2.

ECOEETAILIDIRENEND (B) (CEETDFTHEFI. COBERIEEOET O
IO b0 [thf_liquid] OIRREEALL END (B) (C&2IEULET,

¥ FoR{ELE70Y b

¥ mf{E-EF0s I

Ok s 0¥t 1xAE
< thf_liquid PEND{3/3) © thf_liquid ALL END
¥ JOiiIok » ¥ oIk
PEFE 7214 (thf_liquid) Cptions ¥ FEZE 24 )4 (thf liquid) Options ¥

=240 1ARE SH ARE
& vorkl_LMP_MIN RUN @ workl_LMP_MIN END

L work2_LMP_NVT PEND L work2 _LMP_NVT END

L work3_LMP_NPT PEND L work3_LMP_NPT END
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1. FEEOOJDOEERATZRIEVNGSIE. TJOST I MRERIVFZOEE I A NS THRE
IRBETEDEE T AIASF =20 )OI UTEIRL., PPS3>DLog (Extracted)z=20'Jw o
ULEd. (TJOTJTvEaFHILRTI LI LAREDKEETT)

2. BEROVZREWES(FLogZE oY I ULET,

v BiEE-£I0I Ik work1 LMP_MIN A7 b (mp. data) I » PoA-Uay
TOsThk JEEE Bl=1 300 cAnQHEOONOAN0 k= 7 210 F
@ thf_liquid RUN(1) @ Extracted Log (C¥winmos1101test1¥UserData¥thf_liquid.wmpjdata¥work1_LMP_MIN¥Imp.log) - O d
LAMMPS (1 Mar 2016-ICHS)
u=zing 1 OpenMF thread(=) per HFI task
1 by 1 by 1 MPI processor grid E
Hinimization stats:
- Stopping criterion = snergy tolerance i
¥ Jo¥rbhk Energy initial, next—to-last, final = T
! (thf liqui . lele.145847821 251.070628063 251.050313369 i
e Fplons¥ Force two—norm initial, final = 594,155 5.14499 1

Force max component initial, final = 250 485 0.771543 1

E=fi
Final line search alpha. max atom mowe = 0. 0166837 0.0128722 1
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