
MOLECULAR DYNAMICS OF PROTEINS I

CB_23_24 LECTURE N. 13 Rome, tue oct 24 2023.
Partly based on materials from the lab of jaanhan Chen 
(https://people.chem.umass.edu/jchenlab/ ) and Berend
Smit
(http://www.cchem.berkeley.edu/molsim/personal_pages/b
erend/index.html )











NOTE, the basic scaling of the Verlet’s integrator:
is detemined by the computation of forces O(N2)



WHY?   How many points you need to resolve a sin function?



MOLSIM/CECAM School http://www.acmm.nl/molsim/molsim2020/pictures/MolSim2020-
GroupPicture.png

(Notes by Berend Smit)























A NICE MOVIE BY Giff Ransom Strongly recommended as a recapitulation
https://slideplayer.com/slide/4795252/



Where to start ?

• GROMACS http://www.gromacs.org

• NAMD VMD https://www.ks.uiuc.edu/Research/namd/

• K. Hinsen MMTK https://github.com/khinsen/MMTK

• . Marchi ORAC  http://www.chim.unifi.it/orac/

• CECAM ICTP SCHOOL https://www.cecam.org/workshop-details/60

MolSim School (http://www.acmm.nl/molsim/molsim2020/ )



HOMEWORK
Familiarize with the GROMACS Package: tutorial n.1 at
http://www.mdtutorials.com/gmx/index.html


