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WebMO 22.0 is now available!

WebMO

What is WebMO?

WebMO is a web-based interface to computational chemistry packages.

* WebMO allows students and non-specialists to run state-of-the-art
computational chemstry programs from the web-browser on their
computer

e Intuitive for novices: point-and-click molecular editor, pre-defined job
types, reasonable default values

® Flexible for experts: advanced job options, full access to input and <
output files
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WebMO Demo Serverfis now up and running!

Login information
You may login to the WebMO Demo Server using the following guest credentials:

e Username: guest
¢ Password: guest

Job Time Limit: Since the WebMO Demo Server is a shared resource, jobs are limited to 30 sec of CPU time.
Formaldehyde HOMO
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WebMO Login

Version: 22.0.008e
Computational Chemistry on the WWW

Username: guest
Password: guest

Usernamefljguest
Connect using WebMO app

Logln
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Status “{* NewJob ~ § -] Refresh |} Download v % MoveTo ~  (J Delete % Utiities ~ & Logout
bt guest Show all w Show all w [ Show all

ﬁ webmo

& 30 sec B Number Date Status

& :::’:S”Ed ] 1096738 C3 Single Point - Quantum Espresso  8/M7/2022 328 Failed 00sec P B ©
F:ers [] 1096738 C10H14M2 Optimize + Vib Freqg - Gaussian BMTR2022 3:23 Failed 31.0 sec ,’3 s £

. Inbox [l 1096737 F3 Molecular Crbitals - Gaussian 81712022 1:59 Complete 57sec M

g Trash ] 1096736 Rn Molecular Orbitals - Gaussian 8/17/2022 1:49  Failed 00sec P B ©
E:g?ﬁ;g:?em [] 1096735 Kr Malecular Crbitals - Gaussian SMTI2022 1:45 Complete 26sec
Search [] 1096734 C10H14M2 Optimize + Vib Freg - Gaussian 8MTr2022 1:44 Failed 46.0 sec ;) Sl £
| Search... | (] 1096733 Ne Natural Bond Orbitals - Gaussian ~ 8/17/2022 1:43  Complete 10.0sec S0
| Displayed jobs w |

Search [] 1096732 C10H1602 Molecular Energy - Gamess aMTr2022 1:41 Complete 36.0 sec ,’3
Q Help [] 1096731 CEHIO2N Molecular Energy - Gaussian aMT2022 1221 Complete 5.9 sec ,’3

[] 1096730 C4F12Ga Matural Bond Orbitals - Gaussian BMT2022 1:03 Complete 26.6 sec ,’3
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@ 30 sec
@ unlimited

i 0 jobs
Progress

« Job manager
« Build molecule

Build a new molecule

using the WebMO editar,

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

« Choose engine
« Job options
« Submit job
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Build Molecule

Status

g quest
ﬁwebmo
@ 30 sec
@ unlimited

% 0 jobs

Progress

File Edit Tools Build Cleanup Calculate Lookup Help

« Job manager
« Build molecule

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

« Choose engine
+« Job options
« Submit job

.JEditur help
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&j 30 sec u

@ unlimited

Progress

File Edit Tools Build Cleanup Calculate Lookup Help

« Job manager
« Build molecule

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

« Choose engine
« Job options
« Submit job
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Cleanup @ Mechanics Optimization C
M Z 78D FisemEbZ 1T

File Edit Tools Build Cleanup Calculate Lookup Help

Generate Bonds

Add Hydrogens
Hyhridization

Mechanics Optimize

omprehensive - [dealized
Comprehensive - Mechanics

Selection Only
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Choose Computational Engine

Status

Lest
E . ) Gamess

« Enginge Description

Ab initio and semi-empirical calculations

ﬁ webmo
@ 30 sec Ab initio and semi-empirical calculations
.@ unlimited

@Djubs OMulprﬂ
o

Progress Om opac

+« Job manager
« Build molecule
+ Choose engine

) NWChem

_JORCA

Choosa the desired
computational engine

from those installed. O PSi4

« Job options
+ Submit job

Q Help

) Quantum Espresso
) @Chem
) TeraChem

) Tinker

Ab initio calculations

Semi-empirical calculations

Ab initio calculations

Ab initio calculations

Ab initio calculations

Periodic plane wave DFT

Ab initio calculations
GPU-accelerated ab initio calculations

Maolecular mechanics calculations

buchner.chem.hope.edu »




Configure Gaussian Job Options

@ Status Job Options | Advanced Praview Motes
3 guest

e wiebmo Job Name | CBH& |

CaICUIation(,j: g 30 sec

@ unlimited
,’4 0 jobs

Geometry oo

« Job manager
« Build moleculs

Optimization [ s
Configure aptions for

Basis set|L ===

« Submit job
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WebMO Job Manager

Status « " NewJob - ] Refresh |2} Download v ™ MoveTo v () Delete % Utiities v & Logout
E guest Show all  w Show all w~ Show all w Show all w
g webmo
@ 30 sec B Number Description Date Status
) O 1096747 Geometry Optimization - Gaussian 8/17/2022 5:06
@j 0 jobs
- [] 1006746 CGHE Maolecular Energy - Gaussian 8M7i2022 5:04 Complete 1.8 sec
olders
ey Inbox [] 1096745 H3N Geometry Cptimization - Gaussian 8172022 5:01 Complete 50sec
Trash
B [ 1095744 cCBLIZ Geometry Optimization - Gaussian anT2022 3:.40 Complete 15.6 sec ﬂ
[Manage folders
Empty trash [] 1096743 C8Li2 Geometry Cptimization - Gaussian SMTI2022 337 Failed Iosec P B ©
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Status € " NewJob v ] Refresh (2] Download ~ % MoveTo v  {J Delete % Utiities ~ & Logout

EQUEH Show all  w Show all - Show all

ﬁ webmo

B Number Date Status Actions

@ 30 sec
@ unlimited . ) )
[] 1096747 C&HE Geometry Optimization - Gaussian anMTi2022 5:06 Complete 27 .0sec p
{‘j 0 jobs
Fold [] 1006746 CEHE Molecular Energy - Gaussian 8M72022 5:04 Complete 1.8 sec ,O
olders
. Inbox [] 1096745 H3N Geometry Optimization - Gaussian 8172022 5:01 Complete 50sec
Trash
ﬂ [] 1096744 C8Li2 Geometry Optimization - Gaussian aMT2022 340 Complete 15.6 sec p
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View Job 1096747: C6H6, Geometry Optimization - Gaussian

Status
B guest
ﬂwebmo
@ 30 sec
@ unlimited
%Ojobs
Summary
« CBHE
« Job# 1096747

» 81772022
« 27.0sec

Actions

ﬁ_ﬁ Job Manager
EJ Raw output
wm JSON output
E Jupyter

— A files

‘i’ Help

Notes

Malecule Viewer | Data Viewer

File Edit View Cleanup Calculate Lookup Help
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» Geometry Sequence Energies

SRR ) < 15 5E o D RS R A

0 -227 694862346

1 -227.780455791 Ej] _IE'- ‘T\\ l\Q 7#/1} %
2 -227.871545195 JUL

3 -227.888420790

4 -227.390787601

5 -227.883779313

6 -227.891285359

7 -227.290258500

8 -227.891282365

9 -227.891337812

10 -227.801189575

11 -227.801337314

12 -227.891353990

13 -227.891224907

14 -227.891359356

15 -227.891355780

16 -227.891358679

17 -227.891359947
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Configure Gaussian Job Options

@ Status Job Options | Advanced Prawiew
g quest

ﬁ webmo Job Name | CEHS |

. _
| | j: g 30sec [ Calculation | Viorational Frequencies .}
Calcu at|0n(' @unimited | “Theon . |HartecFock V|

i, 0 Jobs Basis Set  [Minimal: STO-3G

Vibrational  [Jees —
« Job manager Multiplicity | Singlet v |

s« Build molecule

Frequencies | seeseer

Configure options for

Basis set X e

« Submit job
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