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Extended Hückel and CACAO viewer

Source:  CACAO/WinCACAO/MOAN package  (freeware)
Davide Proserpio, Carlo Meali

Reference:  (original DOS)  J. Chem Ed. 67 (1990) 399.

                   (molecular symmetry)  J. Appl. Cryst (1998)
Spartan

You need an X-window (Unix/Linux compatible) terminal system to be able to access this package, which had a powerful graphical user interface, and accesses a wide range of  ab initio, density functional, and semi-empirical computational packages, with unified input  and output formats.
To get X-window for a windows (XP,  Win2K) computer:

      See document:   Cygwin-install.doc
In the X-window start-up file (…\cygwin\usr\X11R6\bin and edit the file startxdmcp.bat)
SET REMOTE_HOST=opus.chemistry.mcmaster.ca
User name: your email address
Password:   your password

HyperChem

For Kevin and Sung-kyun – Dr. Werstiuk is intending to set up HyperChem for use during the experiment on Tuesday Nov 15.

===================    no guarantee this will work – ask Werstiuk
Gaussian03 and GaussView

Source: GAUSSIAN    (commercial, $500)

See  http://www.gaussian.com/gv_plat.htm for description

LOCAL CODE: on Werstiuk’s Linux-based fast-PC

Box:  titan@mcmaster.ca  (130.113.108.116)

Log in using X-windows

User: rossjc

PW:  qm4q03

To run Gaussian; type g03

==============
