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A WebMO Job Manager - Microsoft Internet Explorer
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WebMO Job Manager
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Build Molecule

Status L — - - 1
File Edit Tools View Build Adjust Clean-Up Help

® nkimura 7
€8 webmo nd
¢J unlimited @"{

(@ unlimited @

i#,0jobs
Progress

o Job manager ‘
« Build molecule ‘

Build & new molecule
using the WebMO
editor, or import an
existing molecule
from s file.
Additionally, you can
export the molecule
to a variety of file
formats.

|l

l#]4]

e Choose engine
o Job options
o Submitjob

\J Editor help

1]

Build Mode - C {click= add atom; drag = add bond; click & drag = add atom & bond; letter = change atom)

( Import Molecule Export Molecule »
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Build Molecule

Status

File Edit Tools View Build Adjust Clean-Up Help
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# nkimura
gwebmo
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Progress

e Job manager
* Build molecule

Build a new molecule
using the WeoMO
editor, or import an
=xisting molecule
from s file.
Additionally, you can
export the molecule
to s variety of file
formats.

e Choose engine
e Job options
e Submitjob

" ) Editor help

Import Molecule Export Molecule
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Build Molecule

Status

® nkimura
€8 webmo
& unlimited
() unlimited
sk 0 jobs

File Edit Tools View Build Adjust Clean-Up Help

Progress

o Job manager
« Build molecule

Build s new molecule
using the WebMO
editor, or import an
existing molecule
from s file.
Additionally, you can
export the molecule
to a variety of file
formats.

¢ Choose engine
e Job options
o Submitjob

"Editor help

Build Mode - C {click= add atom; drag = add bond; click & drag = add atom & hond; letter = change atom)

4 Import Molecule Export Molecule
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Edit Tools View Build Adjust Clean-Up Help
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Progress

e Job manager
« Build molecule

Ed

Build a new molecule
using the WeoMO
editor, or import an
existing molecule
from s file.
Additionally, you can
export the molecule
to a variety of file
formats.
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e Choose engine
e Job options
o Submitjob

Q Editor help

Comprehensive Cleanup using Mechanics

( Import Molecule Export Molecule »
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4 Build Molecule - Microsoft Internet Explorer
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Build Molecule
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Progress

o Job manager
« Bulld molecule

Bulld a new molecule
using the Wabh

o Job options
o Submitjob

9 Editor help

View Mode - Rotate (drag = rotate XY, ctrl-drag = rotate Z)

- [ Open Editor || Close Editor Import Molecule
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Status Descﬂpﬁm

® nkimura
% webmo
&} unlimited Molecular mechanics calculations
() unlimited

igh, 0 jobs

Semi-empirical calculations

Progress

e Job manager
e Build molecule
e Choose engine

Choose the desired
computational engine
from those installed.

« Job options
e Submitjob

Q Help
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Configure Tinker Job Options

Status Job Options Advanced Preview

o bio
£ webmo Job Name |04 H10

& unlimited Calculation  [Molecular Enerey ~|
() unlimited Force Fleld Molecular Enerey

i 0jobs

Vibrational Frequencies
Transition State Optimization
Progress Saddle Calculation

e Job manager
o Bulld molecule

« Job options

Configure options for
the selected job and
computational
angine

o Submitjob

" ] Help
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4 Configure Tinker Job Options - Microsoft Internet Explorer
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Configure Tinker Job Options

Status Job Options Advanced Preview
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Progress

e Job manager
o BHulld molecule
« Job options
Configure options for
the selected job and
computational
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e Submitjob
" ] Help
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A WebMO Job Manager - Microsoft Internet Explorer
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e C4H10
e Job#21
e 9/11/2007
e 0.0sec

Actions

L Job Manager

& Raw output
& print

QD Help

View Mode - Rotate (drag = rotate XX, ctrl-drag = rotate Z)

- Foset Viewer | Naw b Lising This Geceratry Export Melecula | _—

Calculated Quantities

Quantity Value

Force Fleld mm3

Total Potential Energy  3.0863 kcal/mol

Server vol.nagaokaut.acjp (16915)

CPUtime 0 sec
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View Job
19: C4H10, Geometry Optimization - Tinker

Status

o bio

£ webmo
& unlimited
() unlimited
W 0Jobs

Summary

o C4H10
e Job#19
e 0/10/2007
e 0.0sec

Actions

Wk Job Manager
& Raw output
& print

(4 ) Help

View Mode - Rotate (drag = rotate XY, ctrl-drag = rotate Z)

« Resat Vowar I[ *Maw Jeb Uik This Glgcmatry ]I Export Melecule |
A\
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Build Molecule

Status - - -
File Edit Tools View Build Adjust Clean-Up Help
® nkimura =
VC"
€8 webmo =24
& unlimited e
(%) unlimited i [
igh 0 jobs =
: | i
Progress °x°
=]

e Job manager =
e Build molecule ==

Build 3 new molecule ‘.,54 R
using the WebMO

editor, or import an

existing molecule R

from a file. 3@ |

Additionally, you can =

export the molecule 1%J

to s variety of file
formats.

e Choose engine
o Job options
e Submitjob

\J Editor help

Adjust Mode (click = select; shift-click = multiple select; right-click = popup menu)

« Import Molecule Export Molecule |

ADDERFNDEN =D F7 A4 3> (TAdjust Dihedral Angle] 744 a>) 90wy
9 %. TAdjust DihedralAngle] 94 > K226 0&EAAL, Apply REVED v Y.
Build Molecule adiuct DI LR

50] |

Status 0K Apply ‘ Cancel ]
p

File Edit Tools View Build Adjust Clean-Up Hel
£ nkimura —

€% webmo
& unlimited
(@) unlimited
iah 0 jobs

Progress

e Job manager
* Build molecule

using the WebMO
editor, or import an
existing molecule
from a file.
Additionally, you can
export the molecule
to a variety of file
formats.

Build a new molecule ( =S

Adjust dihedral angle 7

e Choose engine
e Job options
o Submitjob

() Editor help =
Adjust Dihedral Angle

« Import Molecule Export Molecule

dI—amIZh5.



Adjust Dihedral Angl

Build Molecule

Status « OK ’ Apply H Cancel |

File Edit Tools View Build Adjust Clean-Up Help

® nkimura
gwebmo
&) unlimited
) unlimited
i, 0jobs

Progress

e Job manager
* Build molecule

Build a new molecule
using the WeoMO
editor, or import an
existing molecule
from a file.
Additionally, you can
export the molecule
to 8 variety of file
formats.

| #lal N> iE]3e] [O]4]€

3]

e Choose engine
e Job options
e Submitjob

Li1]

\J Editor help
Adjust Mode - Dihedral Angle: 60.000 deg

( Import Molecule Export Molecule »
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[Job Manager] — lActions] #2) w9 (BFETY Y —14%58E). File—Save
Image #:EIRL T, 7274 ILBEFITTRETS. COFK, 2FEEZHLMLYD
View—Zoom THHK (FS YT FEEFIIRADKRA—I) LTHLE, BRIZNKLLES.
RELEZI7Z7AIIET—TAXEICHRYFITH I EMNEHEKSD.

7) —EADHEARY
View Job] 74V ROT—D2HDRFEZFEFT IV vIL, RVTYT FF—%HL
EFIBICEY 3DORFRFEIIMF—ZWLAENSI VYO TS XH2EANY
4V RYTEIZRTEINS.
View Joh

198: C4H10, Geometry Optimization - Tinker

Status
o bio
9 webmo
& unlimited
() unlimited
i, 0)obs

Summary

o C4AH10
e Job#198
e 0/18/2007
e 00sec

Actions
I Job Manager
& Raw output
& print
P Help

Select Mode - Dihedral Angle: 0,000 deg

-~ Rosat Vawer | I b Lising This Gaceatry

Calculated Quantities
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/2 Build Mol
€ ISH bild_molecule 2] | B3
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49l X |.‘| Google

¢ BRIEAD @ Build Molecule

Build Molecule
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Build Molecule

Status «
File Edit Tools View Build Adjust Clean-Up Help

£ nkimura =

% webmo =

& unlimited L«E,

(3 unlimited B

s, 0jobs ’x
Progress 1=
o Job manager {i

« Build molecule

Build & new molecule
using the WebMO [«
ditor, or import an >
existing molecule

from s file. ‘E
Additionally, you can

export the molecule E
to 8 variety of file
formats.

 Choose engine | Build Mode - C (click= add atom; drag = add bond; click & drag = add atom & bond; letter = change atom)
« Job options

* Submitjob ( Import Molecule Export Molecule »

/2 Build Molecule - Windows Internet Explorer

=181x]

@: > |e] http:

/biownagaokaut.ac.jp/ “webmo/cei-bin/build_mo

| 7E REE RTW HREAI® U-RD AN | x @

7 BRIEAD

Build Molecule

Status L — - -

File Edit Tools View Build Adjust Clean-Up Help
£ nkimura =
% webmo =

& unlimited @
(%) unlimited BJ‘

ggd 0jobs [x‘
Progress U‘é’
e Job manager ‘i‘

* Build molecule =

Build a new molecule
using the WebMO |
editor, or import an F@
existing molecule

from a file.

Additionally, you can = = =
i }[ﬁcjmprehenswe Cleanup using Mechanlcs|
to a variety of file l;‘

formats. J

e Choose engine C?r;prehensive Cleanup using Mechanics

e Job options
e Submitjob - Import Molecule | Export Molecule |

BESBIND.
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T BREAD

Status

£ nkimura
mwebmo
&) unlimited
() unlimited
ig#, 0jobs

Progress

e Job manager
« Build molecule

Build a new molecule
using the WebMO
editor, or import an
existing molecule
from s file.
Additionslly, you can
export the molecule
to a variety of file
formats.

e Choose engine
e Job options
* Submitjob

File Edit Tools View
o

Q
&)

E

A

| E

Build Adjust  Clean-Up Help

Totai strain energy: 0.423 kcalfmol

A

Import Molecule

Export Molecule
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DA ROTOERE2UES ) w499 %. Choose Computational Engine (& Mopac %%
R. BEFXNEY )y F 3. Moleculeisnearly ... WERJRESNI=50KEI v,

Choose Computational Engine

® nkimura
&% webmo
@ unlimited ¢ Tinker Molecular mechanics calculations

' Mopac Semi-empirical calculations

(%) unlimited
iah, 0jobs

Progress « >

o Job manager
e Build molecule
« Choose engine

Select Server volnagaokaut.ac.jp v

Choose the desired
computstionsl engine
from those installed.

e Job options
o Submitjob

\JHelp

Configure Mopac Job Options
Caluculation: Geometry Optimization
Theory: PM3

Za#ER

Configure Mopac Job Options

Status « | Job Options \ Advanced Preview

2 nkimura

Sﬂ webmo Job Name |02 H4

Q unlimited Calculation |Geometry Optimization ll
@ unlimited Theory PM3 v

‘Q' o Charge IIJ
Progress Muttiplicity ~ [Sinelet ]

e Job manager
e Build molecule
L ]
L ]

Choose engine

Job options

Configure options for
the selected job and
computational
engine.

e Submitjob

\J Help
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Advanced # 7% % ') v % . Addtional Keywords: GRAPHF & A 7.

Configure Mopac Job Options

Status Job Options Advanced Preview

# nkimura
ﬁ webmo Symmetry Number

& unlimited Solvent

(& unlimited Excited State
g 0jobs

Second Geometry (job number)
Progress Precise Optimization

Job manager Cartesian Coordinates
Build molecule
Choose engine | External Parameters

Job options

Additional Keywords IG RAPHF
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