
Contents

1 Introduction and Overview of This Book . . . . . . . . . . . . 1
Gregory R. Bowman, Vijay S. Pande, and Frank Noé

2 An Overview and Practical Guide to Building Markov State
Models . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . 7
Gregory R. Bowman

3 Markov Model Theory . . . . . . . . . . . . . . . . . . . . . . 23
Marco Sarich, Jan-Hendrik Prinz, and Christof Schütte

4 Estimation and Validation of Markov Models . . . . . . . . . 45
Jan-Hendrik Prinz, John D. Chodera, and Frank Noé

5 Uncertainty Estimation . . . . . . . . . . . . . . . . . . . . . 61
Frank Noé and John D. Chodera

6 Analysis of Markov Models . . . . . . . . . . . . . . . . . . . 75
Frank Noé and Jan-Hendrik Prinz

7 Transition Path Theory . . . . . . . . . . . . . . . . . . . . . 91
Eric Vanden-Eijnden

8 Understanding Protein Folding Using Markov State Models . 101
Vijay S. Pande

9 Understanding Molecular Recognition by Kinetic Network
Models Constructed from Molecular Dynamics Simulations . 107
Xuhui Huang and Gianni De Fabritiis

10 Markov State and Diffusive Stochastic Models in Electron
Spin Resonance . . . . . . . . . . . . . . . . . . . . . . . . . . 115
Deniz Sezer and Benoît Roux

11 Software for Building Markov State
Models . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . 139
Gregory R. Bowman and Frank Noé

v



http://www.springer.com/978-94-007-7605-0


