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2. The Computational Chemistry mailing List as a corpus

CCL: Computational Chemistry List

Wombat Bioactivity Database:

CCL.NET

computational chemistry list, Itd.

http:/fwww.ccl.netlindex.shtml

CCL Home
About CCL Messages in a queue: 0 (approx. wait time: 00:00 hours)
Rules, Instructions, Page supported by:
Supporting CCL, e . .
Uploading file to Computational science & Engin A ttacCKk of the killerr workstations
CCL Site, Security .. a laboratory without walls for sciel
Policy, Privacy oW NLINE
Policy, About Us
Contact Us o From: jle $#at#E world std com (Joe I Leonard)
Drug Discovery | Welcome to the CCL Website! o Subject: Attack of the killer worlcstations
Training o Date: Tue, 10 Dec 21 20:04:44 -0500
I" Drug Discovery "I A @ AARMD Mivisinm summarks SO0 -

Feviewing the recent discussion regarding C ws. Fortran and structured va.
spagetti coding, isn't it ressonable to consider the tiwme of the prografmmer
&2 more important that the code's runtime [(within reason) ?  Given that
approx. $20k workstations are comparable to Cray machines, isn't 10-ish:
owverhead mwore thahn worth the huwah timwe savings through better-thought-
out programuing [(structured, modular, OO0, etel)? I hope the day's past
for really needing to count cevyoles in loops - as ohne cah wait for the next
version of workstation xxXx to gain appreciable speedups.

Obwiously, thiz isn't the case for mwpp wachines, for which the consensus is
that one mwust rethink and/or reimplement algorithm's in order to use

the hardware to advantage. Still, this wight prove to be an exawple where
clearer coding stvles wight turn out to be a win after all...

Joe Leonard

le $HartH#i world.std.com
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5. Small data mining: Social Network Analysis
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