
 Thereza A. Soares 
Professor Titular 

 Universidade de São Paulo 
 Av. Bandeirantes, 3900, Monte Alegre 

14040-901, Ribeirão Preto, Brazil 
thereza.soares@usp.br 

http://www.biomatsite.net 

 1 

1 
 

 

UNIVERSIDADE DE SÃO PAULO 

FACULDADE DE FILOSOFIA, CIÊNCIAS E LETRAS DE RIBEIRÃO PRETO 

 

 

 

 

 

 

 

 

DEPARTAMENTO DE QUÍMICA 

 

 

 

 

 

 

 

PROJETO PEDAGÓGICO DO 

CURSO DE QUÍMICA  59023  BACHARELADO  

 

Comissão Coordenadora do Curso Química/Bacharelado 

Profa. Dra. Maria Eugênia Queiroz Nassur   (Coordenadora) 

Profa. Dra. Aline Thais Bruni 

Prof. Dr. Arthur Henrique Cavalcante de Oliveira  

Prof. Dr. Herenilton Paulino Oliveira   

 

 

 

2022 

 
 

Ribeirão Preto, March 30th, 2023 

 

Prof. Gregory D. Scholes 

Editor in Chief 

The Journal of Physical Chemistry Letters 

 

Dear Prof. Scholes, 

 

Please find enclosed the manuscript “All-Atom Molecular Dynamics of a Spontaneously 

Formed Lipid-A Vesicle” by Santos and co-workers which we would like to have considered for 

publication in The Journal of Physical Chemistry Letters. 

Lipid-A is one of the most potent stimulators of the host innate immune system whose recognition 

by the host organism is essential to clear infections of invading bacterial pathogens. However, the role of 

monomeric/multimeric forms of Lipid-A in the blood during the immune activation process remains 

uncertain. This is in part because the aggregation state of this complex glycolipid is unknown. We have 

previously developed coarse-grained models of chemical variants of Lipid A based on the hybrid particle-

field/molecular dynamics approach (hPF-MD) and applied it to investigate the aggregation behavior of 

Lipid-A in solution. In this letter we examine the validity of the vesiculation process predicted by the hPF-

MD model by performing atomistic simulations of the spontaneously formed Lipid-A vesicle. Given the 

charged and flexible nature of Lipid-A, we believe this is the first atomistic simulation of a glycolipid vesicle 

and an important benchmark for the hybrid particle-field/molecular dynamics approach. 

We hope the work will be of as much interest to the JPCL readership as our previous Perspective 

(J. Phys. Chem. Lett. 2017, 8, 15, 3586–3594) on the subject, and thank you for your time. 

 

With best regards,  

Thereza A. Soares  

 

 

Your institutional address for easy access, 
if needed 

Address the Editor by her/his name. 
Mention the name of the journal

Mention the title of the work and state your 
interest to have it considered for publication 
in the journal.

BRIEFLY, explain the research background, 
addressed questions, main findings and their 
significance.


This is supposed to read more like a informal 
conversation with the Editor. It should not be 
a copy and paste text of parts of your 
manuscript.


It is important to explain the broad context of 
your work. Leaving the details and 
specificities for the manuscript itself. 
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