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YR T dDTotal chargeDEZET-11IZEE L., ExecutertRZE#HT,

Assign charges by acpype — O *

Commands for Cygwin:
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Add molecules® 4704 TEnter # of moleculesD{EZI31IIZEELOKRE %
9,

[ salvate/Build Cell
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Enter # of molecules |ﬂ |

St
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Simulation Cell  option

Sixed 35,267 HO
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TRSN, OKIRAVE|T & MERESNT=RDP D FRRITIZRREIND,

Winmostar N= 95 HB3032 M= 57548
Marked Order: 2 - 0-0-10

Marked Atom: X=1.02 ¥=02=0
Length= * Angle= * Dihedral= * Lper=*

simulation Cell  option

(®) Set Density [giem™3] | 1.0 I

() Set Distance from Solute [nm]  0.4415

() Set Lattice Constants [nm] 0,955 0,935 0,935 Import
Q0.0 Q0.0 Q0.0
Box Tvpe cubic w

Taokal Mumber of Akoms: 95

Feset, .. Build Cancel

Charges Avail: User
L&X tho= 1.000 g/cm~3

a= 9.850 b= 9.850 c= 9.850
alpha= 90.000 beta= 30.000 gamma= 30.000
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(COR—DDIREIF2E B LIEFRETH D)

1. TINSA=RTF7AILRADTALIM)DETY . AEBMN=LIENEI)YIT B,
B -o7-15EE0pen Directory for Parameter Set/R2 %9,

2. Winmostar® A > Ab—)L I+ )L LI ICDFTBParam 74 LA BERSH, T
JATA—=STHRMNDDT, ZZICEETHRELIZMi0-1-174/)LFZIE—T

Do

DCOFTEMD Setup - ] *
[CJExtending Simulation # of Threads
- et Cusemper 1
) . Basic  pdvance OPT/FREG  MD Propertias
o (5A-5 T2 WBOFAL IR TE. BEETH?
Multiplicity
E m:l"\'[ij by iiﬂj Parameter Set | 3ob-3-1 ~
Cpen Directory for Parameter Set |
Reload Parameter Set I&
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(COR—UDIREIL2EI B LIEFRETH D)
1. Winmostar® DCDFTBMD Setup™> k7 TReload Parameter Seth2> %

S

2. 'NOTE: Loaded ** parameters. |ERRENT=L0KRIVEH T,

DCOFTERMD Setup

[ Extending Simulation

Basic  Advance OPTJFREQ MD
Charge

Multiplicity 1

o
<II

Parameter Set

Open Directory For Parameter Set

Reload Parameter Set GJ

Reset... Load... Save...

- O X

# of Threads

[Juse MPI 1

Properties

Executable dftb_serial.00.x

oK Cancel
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ChargelZl-11Z2¥E9 5.

2. ExecutablelZIXERAT 5/ 1T DIEFEZEIRT 5, 2019F5AFF R D /N
AF)TlE,. DUT7ILETDIEEXAItb_serial.00.x, HEHETDIHEIE
dftb_mpiomp_mpich.00.x%EZEIRT 3,

DCOFTEMD Setup - O P
[ ]Extending Simulation # of Threads IZ'
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Charge Executable
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Parameter Set | mio-1-1 il

N
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1. RIZ.AdvanceA27IZTTHIRDFULLEDAMPXHIZFTvIEAND, CDERTE
[Z&KYDFTB3LRIILTitESN B,

2. LR+ KREVWGEIE. DCIZFzyvIE AN, HlZAIEBUFRADIZI6G].
DELTARIZI31EA DT BE. 1N TF7EGAIZL. IXIXBAD T )YRIZREFHE
L=DCEMNBEHINS,

Basic  Advance OPT/FRED MDD Properties  OQptions

Method SCC v le
THIRDFULL SUBTYPE | AUTO v
DAMPXH BUFRAD |6 |
MAXITER (200 | pELTaR [ ] |
ECOMY  [1.0d-09 |

DCONY | 1.0d-06 |

[ loIse

1: DFT-DZ af Gi

Reset, ., Load... Save. .. (1] 4 Cancel
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XRIZ. MDATIZTMDIZF T voE ANS,

. NSTEP#11000]IZ. DELTAT#[0.5d-15]11Z. EnsembleZINVTJIZ.
NVTTYPE%I 1: Velocity scalingl(Z, PRINTZI10JICEE T 5,
CALCPRESSUREIZFTv9% A5,

OKRZVZEHT,

Basic  Advance OPTJFREG  MD Properties  Ophions

[ MD

NSTEP | 1000 | CALCPRESSURE

DELTAT  [0.5d-15 |

BATHTEMP |298. 15 |

Ensemble MY T e

MYTTYPE 1: Yelocity scalir -

INITTEMP |29Ei. 15 |

PRINT |10 |

Reset, ., Load... SAVE.., (1] 4 Cancel
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™
W—ILARED D B F Y=L | YB3 TEBAZ IV IT B,
A—HYHARORBIZHEWNTAT7AILDFHRFEZITLY., SolverlZlXdcdftbomd%
EIRT S,

Subrmit Remote Job — O *

File Profile Connection Job  Queue Options

Profile | phs_gamess w | | Manage... ¥ Tesk Connection

¥ UsSErname@e:, g, o0, K QueusiPES

Sobver [ dedftbmd | v

Shell Script  (®) Use Default

(CJUse Template Manage... ¥

Options |-q L0 - nodes=1:ppr=%wWM_NUM_PROC%: v

Remote Direckory:

Send & Submit | s cat  grep tail | Get & Open Log File v| Get Al Files

gstat -a  gdel  gstat-s  gskat | gstat -3 pbsnodes —a| Direct Conkral,., -
*

Clear Log Close
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1. EITEHEOMPIEDHRTEEZNRITVAAT H5EL, Use Templatex 1y 9 5,

2. Add TemplateZ 478045 AR =6TTL—r2Z A TILOKEHT,

3. TVTL—rRO)TrH NS, FZTMPICOMM®D #REmodulea< K

DEM, IRADEMFZEITI, FMIFI—THAEZSRDIL,

4. wEER. A0V T ERELEALS,

¥ sakamakiml7z2.27.31.104 Queus:PBS

Solver dedftbmd v

shell Script (@) Use Default

() Use Template
Cpkions ’%LEI -l nodes=1:ppR=%='M_MNUM_PARSLLEL

Add Ternplate x

Scripk name: dedftbmd. |test| |

el
L

| dedftbrid test.txt - ATHE - o

IrfILiF REE B0 R®EM  AILTH)
od $PBS_O_WORKDIR
fi

export LANG=C
pwd

et -v

et +v

echo Uahshhohhdhohh bbb bbb bbb bbb bbb bbb s b s bbb b b o o b b 1

echo

echo

et -v

sel +v

if [ ! -f %\WM_PREFIX%_conf.sh ]; then
echo "Error : config file was not found."

ik EEE

Define variables
Uahshhohhdhohh bbb bbb bbb bbb bbb bbb s b s bbb b b o o b b 1

zleep 5
exit 1
fi
set -v
source S[PYWD]/%WM_PREFIX%_conf.sh || exit 1
WMPICOMM="mpirun --hestfile $PBS_MNODEFILE -n %WW_NUM_PROC% "
FILEIN=2%WM_INPLUTH
WORKDIR=%WM_VWORKDIR%

sat +v
echo Uahshhohhdhohh bbb bbb bbb bbb bbb bbb s b s bbb b b o o b b 1
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Send &SubmitR2UZIRL T3 TZR/IET 5, 771 /L% (Eh20_oh_32.dci
tg—éo

tailR a2 L, VE— M — N\ LEDERITHRDOOT IFAILDREEZRTT B
ET.HENEERTLTWWVEWI EEXH#EET 5,

Get & Open Log FileD#ED VY%=') vy L. Plot Energyx2') vV 9 45&. &t

BERPTLREEIRIILT—DORHERERET 571LT 5IEMNTES (i),

Send & Subrmit Is  cat  aqgrep  tal ‘ Get & Open Log File - ‘ Get All Files
qstat -a  gdel qgstak-s  gstat | qstat ¥ Open LogFile ntral.,, -
i i i Plot B
Send &Suhmltl\ﬂL Is cat  arep tail | Get & Plot Energy v| Get Al Files get hZa._oh. 82, doo ot Energy
it Open stdout
gstat -3 qdel gstat -5 gstat | gstat - pbsnodes -a ‘ Direct Control,,, > g t hZo_oh 32
> u p file Open stderr
B ~ | (pl wa i t...)
PR PR T . —— (d )
>
< >

Clear Log Close




X-Ability

HYORTFTEYT 4

V.

DCDFTBMDET R (NVT—EETHE)

1. tail/R4> %L . Execution of DCDFTBMD terminated normally ... |EFRRS
LTz, DCOFTBMDAIEREIZHR T LIzLFIBTES
2. TDi&. gstat -arth AV FET, Fa—bBTLI=ZEZRER L=, Get All Files

REERT,

Send & Submit

Is= cat  arep tai|| Get & Open Log File V| et All Files

nskat-a  gdel  qgskat-s  gskat ‘ qstat -0 pbsnodes—a| Ditect Contral,,, -

TEMPERATURE = 29815000000 K
KIMETIC EMERGY = 0.13313002 Eh
TOTAL MD EMERGY = -130. 76543067 Eh

## Restart information dumped to “restart_chk™ ek

Execut ion of DCDFTEMD terminated normallw Fri Maw 10 19:26:50 2013
>

<

Send & Submit ls cat  grep tail| Get & Open Log File v| Get All Files

qstat-a  gdel gstat-s  gstat | gstat -3 pbsnodes -a| Direct Conkrol,,,

Clear Log

Close

zet sty_opt.doo
quit

» get sty _opt
>unzip files
(please wait...)
;dune.)

<

Clear Log

Close
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Submit Remote Job™ 4V R IEFALT(CAAU D4R IIZRY ., TRILF—F(L
REVED)VDT B, TIHIWNTEIEN ST 7M1 ILEREKEEnergy Plotys2 k™
MEA<, Energy TermsIZTTEMPERATUREIZF v % AL, DrawR2%49)y
99 5L REOHRERNT ST7ILENS, REH298KHIE TELLTWNSI L%

5CloserfR 2%,

E‘] Energy Plot

ERLT-

340

310 '.

290
280
)

H =G
R 2
-IHa st Renl

LR
“ih " ") m~ ’ m)‘lw

DCDFTEMD Energie

] i

- O X

Energy Terms

[ Final DC-5CC-DFTE Energy
TEMPERATURE

; . — .
|I TEMPERATURE ) ] KINETIC EMERGY

[] TOTAL MD ENERGY

W JJHHU.

260

250 ’f

240

- ‘ [JElock Average  Size:

Sl

0 200 400 600 300 1.000
Time Steps
Calc Ave
¥ axis [] Autoscale 0 1000 [Logarithm Refresh
Y Axis Autoscale 2260127 40,6380 DLogarithm Options. .. ¥ Clo
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BRI T A DAV DDT = A—=2a30R2F )90 B, TIAHILNTEIENS
274 I)LE&2[EECEAnimation 1RO EK, » | (Play/pause) h2E L5
FHENKBEFEHERT D, FERECloserth 2 FHLAnimation s FO#EAL S,

Eq Animation - O *

File  Control  Tools
.lease¥lserData¥hzo_oh_32_dc_data¥traject DCOFTEMD

Frame: 50 P Reload
Frarne: &1
Frame: G2
Frame: 53
Frarne: 54
Frame: 65
Frame: 56
Frarne: &7
Frame: 63 o
Frame: 59
Frarne: 20

P RN L T W)
o Hﬁe E

uc . N L) . a n

Frame: 91 Speed @
Frame: 92 '

Frarne: 93
Frame: 94 D Loap

Frame: 95

Frarne: 96

Frame: 97 | % L
Frame: 93

Frame: 99 Open Yieher

Frame: 100

o

W Expott... ¥

i Resulk | | Close

Plot  Column |5 w || Excel Custom Plot
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