
Subject: Molecular Modelling really possible with pv-wave?
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View Forum Message <> Reply to Message

Hello, you pv-wave / idl gurus!

I tried to do some Molecular Modelling with pv-wave, i.e. to draw a molecule. 
When I scanned the libraries of pv-wave, the only routine I found to do some
kind of modelling was molecules.pro. But this works extremly slow and if I
change the numbers of atoms (balls) to a more realistic number (i.e. several
thousands of atoms (normal proteins)), the code immediadly breaks down, even
if I set the ..locals parameter to an approproate number.

So I wonder, if anyone of you ever wrote a program do draw large molecules, 
with a fast algorithm, so that you won't have to wait several minutes for just
one image? Or even better, a program, able to turn a molecule ones created, so 
that you don't have to create a new image for every new view-angle?

Or is something like that impossible to do with pv-wave?

Any help will be appreciated. Thanks in advance,

Bernd
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