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kiilso tagja

eter Pulay was born in Veszprém
on 20 September 1941. He was
allowed to finish the 8-year
elementary school in 7 years,
according to his language teacher “this kid
is interested in nothing — except sciences”,
and his father built him a laboratory
bench on the open veranda of their flat in
Budapest. He attended the Petéfi Grammar
School, he was an active competitor of
the High School Mathematical Gazette,
joined the Chemistry Club and attended
the discussions of the High School
Mathematical Society. Although he had
scored high in the national high-school
math competition, he was admitted to the
Eo6tvos Lorand University as chemistry
major in 1958, from where he received
his MA diploma in 1963 and his PhD in

ulay Péter Veszprémben sziiletett

1941. szeptember 20-an. A

nyolcéves altalanos iskolat hét

¢év alatt végezte el, nyelvtanara
szerint ,,ezt a kolykot semmi sem érdekli,
kivéve a tudomanyt”, édesapja budapesti
lakasuk nyitott veranddjan berendezett
neki egy laboratdriumot. A Pet6fi
Gimndaziumba jart, aktiv versenyzdje volt
a Kozépiskolai Matematikai Lapoknak,
belépett a Kémikusok Klubjéba, €s
latogatta a K6zépiskolai Matematikai
Tarsasag eldadasait. Elokeld helyezést ért
el az orszagos kozépiskolai matematikai
tanulmanyi versenyen, 1958-ban mégis
kémia szakra jelentkezett az E6tvos Lorand
Tudomanyegyetemre, MA diplomé4jat
1963-ban vette at. PhD fokozatot 1970-ben
szerzett a Stuttgarti Egyetemen.
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theoretical inorganic chemistry from the
University of Stuttgart in 1970.

In 1963-74 he worked in the Research
Group for Inorganic Chemistry of the
Hungarian Academy of Sciences, in 1975-
77 he was Senior Research Fellow, in
1977-80 associate professor at the E6tvos
Lorand University. In the 1970’s he was
visiting scientist and professor in several
universities in the US, in 1980 he did

not return to Hungary and since 1982 he
has been professor at the University of
Arkansas, Fayetteville, in 1983 he became
Roger B. Bost Distinguished Professor,
and in 2005 Milded B. Cooper Chair

in Bioinformatics and Computational
Research. Now he is professor emeritus.
Between 1970 and 1979 he directed eight
theses and dissertations in Budapest, later
several PhD’s, post-docs and undergraduate
students up to now.

He is the author/co-author of more than
280 publications. In 1979 the Journal of
the American Chemical Society listed

him among the most cited authors (No.
64), see http://pubs.acs.org/journals/
jacsat/125promotion/articles.html

His main fields of research are Theoretical
Chemistry and Vibrational Spectroscopy;
AD Initio Gradient Methods; Molecular
Potential Surfaces; Calculation of Magnetic
Properties, Molecular Electronic Structure
Calculations, Geometry Optimization and
Dynamics in Large Molecules, Parallel
Computation of Electronic Structure.

PULAY PETER

1963-t61 1974-1g az MTA Szervetlenkémi-
ai Kutatdcsoportjaban dolgozott, 1975-t61
1977-ig tudomanyos fdmunkatars, 1977-t6l
1980-ig docens volt az ELTE-n. Az 1970-
es években tobbszor volt vendégkutatd és
professzor kiillonb6z6 amerikai egyeteme-
ken, 1980-ban nem tért vissza Magyaror-
szagra. 1982-ben lett az Arkansas Egyetem,
Fayetteville professzora, 1983-ban Roger
B. Bost professzor, 2005-ben a Bioinfor-
matikai €s Szamitastechnikai Kutatointézet
Milded B. Cooper vezetdje lett. Jelenleg
professor emeritus.

1970 ¢s 1979 kozott nyolc dolgozat €s disz-
szertacid témavezetdje volt Budapesten,
késObb szamos hallgatd, PhD és posztdok-
tori hallgatdo mentora volt.

280-nal 1s tobb publikacid szerzdje €s/vagy
tarsszerzdje. 1979-ben az Amerikai Kémi-
al Tarsasag feltiintette a legtobbet idézett
szerzOk listajan (No. 64.) Lasd.: http://
pubs.acs.org/journals/jacsat/125promotion/
articles.html

F0 kutatési teriiletei: elméleti kémia és
vibréciods spektroszkdpia, Ab initio gra-
diens modszerek, molekulaszerkezetek,
magneses tulajdonsagok kiszdmitasa, mo-
lekulak elektronszerkezetének kiszamitasa,
nagy molekuldk geometriai optimizécioja
¢s dinamikdja, elektronszerkezet paral-

lel kiszamitasa. ,,Kevés kvantumkémikus
gyakorolt olyan nagy hatast a kémiara,
mint Pulay Péter. Mindenki arrdl almodik,
hogy legyen egy felségteriilete, neki pedig
négy van: az analitikai gradiens modszer,
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“Few quantum chemists have made a
greater impact on chemistry than Peter
Pulay. While everyone dreams of hitting
one ‘home run,” Pulay has four: analytical
gradient method, NMR parameter
calculation, local correlation, and direct
inversion in iterative subspace (DIIS).
These are household terms in the field

and part of nearly all quantum chemistry
programs used by countless chemists.”

— his colleges say. Pulay’s research has
paved the way for Nobel Prize winners,
including John Pople, who won the Nobel
Prize in 1998 for his calculation of these
derivatives based on earlier developments
by Peter Pulay. ” See: http://www.nobel.se/
chemistry/laureates/1998/chemback98.pdf
The Pulay Stress (named for Peter

Pulay) is an error that occurs in the stress
tensor obtained from plane-wave density
functional theory calculations due to the
incompleteness of the basis set.

He is member of the American Chemical
Society, fellow of the World Association of
Theoretical Organic Chemists, chairman
of the University of Arkansas Section

of the ACS (1989), elected member of

the International Academy of Quantum
Molecular Sciences (1990), member of
the Board of Directors of the International
Society for Theoretical Chemical Physics
(1994), doctor honoris causa of the E6tvos
Lorand University (2001), fellow of the
American Association for the Advancement
of Science (2005), He is/was member of

PULAY PETER

az NMR paraméter kiszamitasa, a lokalis
korrelacio €s a kozvetlen inverzi6 iterativ
alterekben (DIIS). Ezek alapfogalmak, és
szinte minden, szamtalan kémikus altal
hasznalt kvantumkémiai program részét
képezik” — mondjak munkatarsai. Pulay
kutatdmunkdja kovezte ki az utat tobb No-
bel-dijas, koztiikk John Pople szamaéra, aki
1998-ban kapott Nobel-dijat ,,a Pulay Péter
altal korabban kidolgozott derivativok ki-
szamitasaért.” Lasd: http://www.nobel.se/
chemistry/laureates/1998/chemback98.pdf
A (Pulay Péterrdl elnevezett) Pulay-fe-
sziiltség olyan hiba, amelyik a sikhullam
slirliség funkcionalis elméleti szamitasok-
bol kapott fesziiltség tensorban fordul eld a
bazis szet pontatlansdga okan.

Tagja az Amerikai Kémiai Tarsasagnak
(ACS), az Elméleti Szerveskémikusok
Vilagszovetségének, elnoke volt az ACS
Arkansas Egyetemi Szekciojanak (1989),
valasztott tagja a Kvantum Molekularis
Tudomanyok Nemzetkozi Akadémidjanak
(1994), a Nemzetk6zi Elméleti Kémiai Fi-
zikai Téarsasag igazgatotanacsi tagja (1994),
az ELTE tiszteletbeli doktora (2001), tagja
az Amerikai Tarsasdg a Tudomany Hala-
dasaért-nak (2005). Szerkesztobizottsagi
tagja (volt) a Theochem-nek (1981-88), a
Journal of Computational Chemistry-nek
(1985-t61), az International Journal of
Quantum Chemistry-nek (1990-97), a Bi-
osym Industries tudomanyos tanacsado
testiileti tagja (1992-97), elndke a Parallel
Quantum Solutions LLC-nak (1997).
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the following Editorial Boards: Theochem
(1981-88), Journal of Computational
Chemistry (1985-present), International
Journal of Quantum Chemistry (1990-97),
member of the Scientific Advisory Board
of the Biosym Industries (1992-1997)

and President of the Parallel Quantum
Solutions, LLC (1997).

His honors include the Award of the
Hungarian Academy of Sciences (1979),
Medal of the International Academy of
Quantum Molecular Sciences (1982),
Citation Classic, Current Contents (May
2, 1988), Haliburton Research Award,
University of Arkansas (1990), Creativity
Award of the National Science Foundation,
(1991, 1993-97), Alexander Von Humboldt
Senior Scientist Award (1995), The 2003
Schrodinger Medal of WATOC (World
Association of Theoretically Oriented
Chemists), ACS Award in Theoretical
Chemistry (2017).

In 2007 an international conference

with 300 participant, organized by H.

F. Schaefer and A. Csaszar , was held
honoring P. Pulay’s research contributions:
“Molecular Quantum Mechanics:
Analytical Gradients and Beyond” in
Budapest. His selected papers were
published in book form “Molecular
Quantum Mechanics: Analytical Gradients
and Beyond”, ed. A. G. Csaszar, G.
Fogarasi, H. F. Schaefer, P. G. Szalay,
ISBN 978-963-463-916-9.

PULAY PETER

Elismerései kozott szerepel a Magyar Tu-
doményos Akadémia Dija (1979), a Kvan-
tum Molekularis Tudomanyok Nemzetkozi
Akadémigjanak érme (1982), Citation
Classic, Current Contents (May 2, 1988),
Haliburton Research Award, University

of Arkansas (1990), Creativity Award of
the National Science Foundation, (1991,
1993-97), Alexander Von Humboldt Senior
Scientist Award (1995), the 2003 Schrodin-
ger Medal of WATOC (World Association
of Theoretically Oriented Chemists), ACS
Award in Theoretical Chemistry (2017).
2007-ben tiszteletére H. F. Schaefer és Csa-
szar Attila 300 f6 részvételével nemzetkdzi
konferenciat szervezett Budapesten Mole-
kularis kvantummechanika: Analitikus gra-
diensek és azokon til cimmel. Pulay Péter
valogatott irasaibol kotet késziilt Molecular
Quantum Mechanics: Analytical Gradients
and Beyond, ed. A. G. Csaszar, G. Fogara-
si, H. F. Schaefer, P. G. Szalay, ISBN 978-
963-463-916-9.

A The Journal of Molecular Physics, An In-
ternational Journal at the Interface Between
Chemistry and Physics kiilonszdmot adott
ki Pulay Péter tiszteletére / A Special Issue
in Honour of Professor P&ter Pulay (Volu-
me 105, 2007 — Issue 19-22).

1993-ban a Magyar Tudoményos Akadé-
mia kiils6 tagjava valasztottak a Kémiai
Tudomanyok Osztalyaban.
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The Journal of Molecular Physics, An
International Journal at the Interface
Between Chemistry and Physics published
A Special Issue in Honour of Professor
Péter Pulay (Volume 105, 2007 - Issue 19-
22).

In 1993 he was elected external member of
the Hungarian Academy of Sciences in the
Section of Chemical Sciences.

Contact

University of Arkansas
Department of Chemistry and
Biochemistry

AR 72701-1201 Fayetteville,
Tel.: 479-575-6612

E-mail: pulay@uark.edu.de
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University of Arkansas
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