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Hi Gary--

I'll be back in the office on Friday for sure (I may make it in on Thursday morning or late afternoon, but don't count on it!), and let's try to talk at some length about how we might use standard tools including NAMD/CHARMM/APBS to do what Bob might consider "productive research" =)

I have uploaded a number of documents into

/home/dynamics/molecular-modeling/papers

and I'd recommend checking out at least a few of them, and in particular:

1. Martin Karplus wrote a brief-ish autobiography in the Annual Review of Biophysics and Biomolecular Structure, and that file is named "Karplus autobiography festSchrift.pdf"-- some of the rest of you may also find it somewhat illuminating, or at least interesting, especially in his descriptions of how he came to work with Linus Pauling, and what it was like.

2. The first ten pages of "Karplus83 McCammon ...", which is a very early review article, offer some insight into the early MD community, before it had a lot of power (really, before it had any power at all).

3. "van Gunsteren98 Mark validation of molecular dynamics ..." is a nice article focusing on validation issues and the problems associated with making sure than any reported calculations have been done right.  Useful even if you just read the first 3 pages--you can see the concern that senior members of the MD community have for the topic of validation.

4. "Tuckerman02 Martyna understanding modern molecular dynamics ... " Tuckerman is very good and I strongly recommend reading the first 4 sections.

5. "Phillips05 Schulten NAMD ... " is the latest report on the NAMD software package.  It's pretty complete and I'd recommend reading it all, though you may want to skip the sections on steered and interactive MD.

6. "Brooks83 Karplus deformable stochastic boundaries..." is a good place to see that periodic boundary conditions were considered a problem a long, long time ago.  For a more recent paper on this, see "Beglov94 Roux..." and "Beglov95 Roux..."  This is the direction I hope to take in the next several years towards killing PBCs once and for all.

7.  If you have time, you might want to open up the "VMD Users guide.." and the "NAMD-tutorial-unix.pdf" to have a look at the NAMD documentation.  As will be clear, they have done a very good job describing what the tools are, and how to use them.

Best,
j
