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Preface

T he workshop on Met hods for Macromolecular Mod eling (M3 ) , held at New
York University on 12- 14 October 2000, attracted 187 part icipants from E u
rop e, Asia , t he Americas , and t he Middle East . (see monod .biomath .nyu.edu j
rvhganj confOO.ht ml for more informat ion). The exciti ng program was made
possib le by t he dedicat ed work of t he international advisory committee whose
members were P. Deuflh ard , J . Hermans, B. Leimkuhler , A. E . Mark, S.
Reich, T . Schlick, and R. Skeel. We are indebted to the following agen
cies and institutions for their generous support: the Bu rroughs Wellcome
Fund, Depar tment of Energy, Nationa l Science Foundation , Nationa l In sti
t utes of Health, Comput ational Biomedicine Ini ti ative at Mount Sinai School
of Medicine, and NYU's Courant Insti tute of Mathem at ical Sciences, Depart
ment of Chemist ry, and Science Council.

This volume is a collect ion of 19 review and original articles by t he speak
ers and participants of t he M3 workshop. The topics covered include molecu
lar dynamics methods, Mont e Carlo methods, ot her conformationa l sampling
method s, free energy methods, long range interactions and fast elect rost at ics,
and statist ical approaches to pro tein st ruct ures. A perspective art icle int ro
duces t he cont ribut ions in this volume and reflects on fut ure prosp ects in
macromolecular modeling.

Tamar Schlick and Hin Hark Gan
New York
November 20, 2001
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