Molecular dynamics Trajectories
for activated processes



Introduction

* Molecular dynamics simulation methods
produce trajectories of atomic positions as a
function of time

* Optionally velocities and energies can also be
produced in trajectories

e Simulations on 10-100ns were carried out
which gives trajectories with large amounts of
data.



Desmond

trajectories

* Trajectories of
different frames can
be visualized and
analyzed.

* Difference in
Interactions,
conformational
positions can be
visualized.
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Trajectories can be analyzed by RMSD,
RMSF,calculations.Also we can analyse

Coloumbic interactios
Covalent bond interactions
Vanderwaals interactions
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Clustering MD trajectories
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Cluster metrics for MD trajectory
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Plot for trajectories for different
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M« JEL

Molecular dynamics extended library

New Search  Quick Search: user: \ | password:

MoDEL is a large library of molecular dynamics trajectories of representative protein structures, prepared with the state-of-the-art technology

SEARCH BY KEYWORD MoDEL. Molecular Dynamics Extended Library. v 2.0beta

SEARCH BY SEQUENCE

BROWSE BY ID More than 1,700 trajectories of proteins representative of all monomeric soluble structures in PDB have been studied by
BROWSE BY FOLD means of state-of-the-art atomistic molecular dynamics simulations in near-physiological conditions. Trajectories and

analysis performed on them are stored in a large data warehouse, which can be queried for dynamic infermation on
proteins, including interactions. This web site is the main entry point to the library,showing the simulated structures basic,
pre-made, analysis on them. The web site is in constant update, not only on the simulations available, but also on the
analysis and tools included.

MoDEL Professional Platform

MoDEL Professional Platform is customer-oriented service in Computational biology based on MODEL database, the know-
how of our team, the computational power of our center.

MeJEL |

Professional Platform |

More than 1,700 trajectories of proteins representative of all monomeric
soluble structures in PDB

Trajectories and analysis performed on them are stored in a large data
warehouse, which can be queried for dynamic information on proteins,
including interactions.
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Molecular dynamics extended library

New Search  Quick Search: \ password:

MoDEL is a large library of molecular dynamics trajectories of representative protein structures, prepared with the state-of-the-art technology

SEARCH BY KEYWORD Keywords will be searched on Uniprot Descriptions, and hits obtained tested for homology against MoDEL database.
SEARCH BY SEQUENCE

BROWSE BY ID kinasé

BROWSE BY FOLD Number of hits found: 202
PDB e-value description
1KPB 0.0 HUMAN PROTEIN KINASE C INTERACTING PROTEIN 1 (ZINC PROTEIN) ;
1KAS | 0.0 BETA-KETOACYL ACP SYNTHASE Il E
1KKH . 0.0 Mevalonate Kinase
1KPF 4 0.0 - PROTEIN KINASE C INTERACTING PﬁOTEIN

1ATR 0.0 HEAT-SHOCK COGNATE 70 KD PROTEIN
1F2F 0.0 PROTO-ONCOGENE TYROSINE-PROTEIN KINASE SRC



M« DEL

Molecular dynamics extended library

Mew Szarch  Quick Search:

BROWSE BY 1D

1KKH. Crystal Structure of the Methanococcus jannaschii Mevalonate Kinase

PDBESum
MSD

SRS
MMDEB
Jenalib
OcA
Proteopedia
CATH
SCOP

FOS

CSA
ProSAT
Whatcheck

Simulation: | AMBER 8.0 P9 (T3P}, 10000

[=]

Time Slice: | 1-10000

[=]

Structure Fragment: | (PRO AT - ASHN A317)

[=]

GECOMETRY

SECONDARY STRUCTURE

FLEXIBILITY & DYNAMICS

INTERACTIONS & CONTACTS

more details:

password:

Program Version AMBERS.0
Simulation time 10000 ps
Total atoms 55837

Force field parmag tip3P

Switch to 30 (Jmol]

a Jmaol animation

B trajectory video

™ Flexserv

li_f‘*‘ Download trajectories
Do you need a custom-made analysis? M*:v JEL

Professional Flatform
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