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This issue of the Theoretical Chemistry Accounts is 
dedicated to Professor Fernando Rei Ornellas on the occa-
sion of his 70th birthday. Prof. Ornellas is a theoretical and 
computational chemist who pioneered the field in Brazil, 
devoting his career to the study of gas-phase chemistry from 
first principles and to the formation of the next generations 

of computational chemists. As part of this celebration, an 
international scientific conference—Configurating Interac-
tions: Computational Chemistry in São Paulo—CICCSP—
was held at the University of São Paulo (USP), Brazil, in the 
week of July 10–11, 2019. This topical collection contains a 
selected sample of contributions from his former students, 
colleagues and collaborators.

After completing a B.S. in Chemistry and a M.Sc. 
degree in Physical Chemistry at the Institute of Chemistry 
of the University of São Paulo, Professor Ornellas moved 
to Bloomington, Indiana, where he had been accepted as a 
Ph.D. student in the Chemistry Department in 1976, under 
the supervision of Professor Stanley Hagstrom. After com-
pleting his degree requirements, a crucial decision to return 
to Brazil was made; it was a difficult one because at the 
time there were not any theoretical/computational chemistry 
research activities being carried out in Brazilian universities, 
and worse, the computational infrastructure in the univer-
sities was inexistent. By the time of his return, November 
1980, the federal university system was chaotic, with most 
activities paralyzed due to a general strike in the country. 
It lasted for months. Unexpectedly, after visiting a former 
member of his Master dissertation committee, Professor José 
Roberto Leite, at the Department of Condensed Matter, in 
the Institute of Physics, he learned of a new research insti-
tute, latter known as Institute of Advanced Studies—IEAv. 
This Institute had just been created in the campus of the 
Aeronautical Technological Center, in São José dos Cam-
pos, nearby São Paulo city, and was looking for scientists 
with a background in atomic and molecular computational 
physics. They offered him a position as associate researcher, 
and much to his surprise, they had a slightly better version 
of the Cyber computer he was using at Indiana University, 
so he could continue developing his configuration interac-
tion code exactly where he had stopped. At this place, he 
and his students were able to carry out a series of ab initio 
calculations for the first time in Brazil. Very soon, a close 
collaboration with the Institute of Chemistry at the Uni-
versity of São Paulo gave him the opportunity to start his 
own research group and to teach quantum chemistry in the 
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Chemistry Department under the perspective of a quantum 
chemist. With no senior colleague in the area to consult with, 
those were years of very difficult decisions and hard work. 
After a period at the Max-Planck Institut für Astrophysik 
in Garching, Germany, and a short stay at Indiana Univer-
sity, where Professor Ernst R. Davidson had returned now to 
chair the Department, Professor Ornellas obtained a copy of 
the MELD suite of programs which opened the opportunity 
for his students to carry out ab initio calculations in a routine 
way when most other incipient groups could only do sem-
iempirical computations. In 1988, he moved full-time to the 
University of São Paulo as assistant professor; then in 1990, 
he became associate professor, and in 1992, full professor. 
In 1995, he spent about 1 year at the Institute for Molecular 
Science, in Okazaki, Japan, as a visiting professor in the 
group of Professor Suehiro Iwata.

As a graduate school supervisor, his working motto was 
“get the right answer for the right reason”. With this guid-
ing principle, his students learned to appreciate the effort 
behind a rigorous calculation and acquire a critical view 
of the various theoretical approaches. He was very enthu-
siastic about teaching, especially quantum chemistry, and 
facing the challenge of having chemistry majors assimilate 
quantum mechanics concepts and language. He considers his 
most precious assets to have contributed to the educational 
and professional supervision of his students, now inde-
pendent researchers holding academic positions in various 
institutions.

Besides coordinating the VI Brazilian Symposium of 
Theoretical Chemistry, in 1991, and committee member in 
other editions of this symposium, Professor Ornellas acted 
as an ad hoc advisor for Brazilian and Argentinian funding 
agencies and several professional journals. He has been a 
member of the Editorial Board of Theoretical Chemistry 
Accounts since 2010. He was elected member of the Sci-
ence Academy of the State of São Paulo in 2012, and Chair 
of the Department of Fundamental Chemistry in 2009 for a 
2-year term, and Director of the Institute of Chemistry from 
2010 to 2014.

Aside from his academic life, Professor Ornellas and 
his wife Emilia enjoy traveling around the world learning 
about different cultures and exotic places. History and phi-
losophy of religion are also part of his preferred readings. 
In summary, Professor Ornellas was a strong participant in 
the process of building and consolidation of the Brazilian 
theoretical and computational chemistry, staying active as 
organizing meetings, head of the institutions and patiently 
mentoring and guiding students. He continues active doing 
research, teaching and passing his chemistry knowledge with 
enthusiasm for young students. Besides his numerous aca-
demic qualities, we think that everyone who had contact with 
Professor Ornellas can testify that he is a wonderful human 
being. In the name of all his students and collaborators, we 

would like to thank all the authors who contributed to this 
Festschrift.
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