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ZWO (Holland), SERC (Great Britain) and FNRS (Belgium). It was meant to be 
valid for a period of three years, and it was intended to be renewed by tacit 
agreement unless explicitly denounced by one or more of the member parties. 

In its essence, the convention just limited itself to formalize the existent 
situation, and not much changed afterwards in the usual functioning of CE CAM; 
however, by putting explicitly on an official document the rules of the game, 
defining the composition and the functions of the Scientific Council, the tasks 
and prerogatives of the Director, fixing the annual contributions to be versed 
by the member organizations, the convention finally gave CECAM the legal 
structure it had been lacking since its foundation. The main innovation 
concerned the Director: he (or she) was to be designated by the Scientific 
Committee, and would stay in charge for three years, with a possibility for a 
second mandate. This condition wiped out any problem potentially arising with 
CECAM's founding father and eternal Director, Carl Moser, who would in any 
case be forced to retirement in 1990. At the first meeting of the Scientific 
Council of the "new" CECAM, held on March 20, 1987, Moser was confirmed 
in his function of Director, for three years starting January 1, 1987, "under 
reserve that it be consented by the law regulations on the age of retirement".38 

Continuity and changes 

In 1990 two CE CAM publications, of quite different character but in some 
sense related, saw the light. One was a collection of personal reminiscences 
by some of the protagonists of the Centre's life during the "Moser kingdom", 
prepared as a tribute to Carl Moser on the occasion of his retirement.39 Daan 
Frenkel had circulated the proposal of producing such a collective memory 
during a special meeting held at Orsay in October 1989 to celebrate the 
twentieth anniversary of CECAM. The proceedings of that meeting were also 
published in 1990.40 Though the meeting was intended to provide insights for 
the future, looking forward to potential developments, the list of the subjects 
covered give a fair representation of the impressive expansion in the range and 
scope of the scientific fields covered by CECAM's activities since its creation 
as a centre solely oriented to quantum chemistry. And some of the authors, 
before discussing future possibilities, introduced their talks by a retrospective 
look at the way in which CECAM had contributed to the development of their 
specific field. 

In fact, all along the 80's CECAM's scientific activity had kept expanding, 
both in the number of initiatives and in the range of subjects covered. Here 

38 Compte-rendu de la lere reunion du Conseil CECAM qui s'est tenue au siege du CNRS a Paris 
le mardi 20 Janvier a 14h30. CNRS Archives, Depot de Gif-sur-Yvette, versement 910001. 

39 Recol/ectionsofCECAM- For Carl, CECAM, Orsay 1990. 
40 Perspectives for Computational Sciences in the 1990's, CECAM, Orsay, 4-6 October 1989. 
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again, for an accurate evaluation the reader is referred to the reconstruction 
provided by Berendsen. A few numbers give an idea of that growth: while in 
the decade 1970-1979 CECAM had organized 30 workshops and as many 
discussion meetings, these numbers grew in the following decade (1980-1989) 
respectively to 80 workshops and 72 discussion meetings (that sometimes also 
took the name of preliminary, or planning, meeting). Such had been the growth 
of the different subjects covered, far away from the original confinement to 
computational chemistry, that Moser was led to comment that "There are some 
who feel that the program of CECAM workshops doesn't have nearly enough 
"chemistry" subjects. We seem to be concerned only with physics, astrophysics 
and molecular biology".41 

There were, however, a few novel problems arising along with this 
enlargement of activities. One was a crude problem of space. If in 1969 
CECAM could be happily hosted in Building 506 thanks to the amount of free 
space there, by the late eighties the increasing need of more room for the 
expanding computing facilities of CIRCE came into conflict with the growing 
number of workshops and related activities, requiring seminar rooms that were 
no longer easily available. Moser had to raise the issue with CNRS Scientific 
Director and ask for his intervention to define "the rules of "cohabitation" 
between CIRCE and CECAM in this building" when the director of CIRCE 
planned to appropriate one of the two CECAM seminar rooms and convert it 
into offices for his group.42 Cohabitation, somehow, continued. 

More relevant on scientific grounds, a significant change intervened 
throughout the 80's in the organization of the workshops. While their number 
grew steadily, their duration was drastically shrinking. On the average, the 30 
workshops held in the first decade had kept the participants occupied for a 
period of seven weeks. Between 1980 and 1989, the 80 workshops lasted on 
average only two weeks; some of them, more and more as time passed by, 
only about a week. There were several reasons for that. Besides organizational 
problems (holding more meetings necessarily meant less time to devote to 
each one of them on CECAM premises, which also explains why a growing 
number of workshops did not take place at Orsay), the increasing diffusion of 
computing facilities throughout Europe made it unnecessary to stay for long 
periods of time at Orsay to exploit the once unique possibilities offered by 
CIRCE. People could now envisage workshops being just an occasion for 
theoretical discussions and elaboration of projects, while the actual 
computational work could be more easily performed at their domestic 
institutions. The organizers of the workshops had to find the best compromise 
to lighten the burden of heavy computational costs (in terms of time and money) 
while keeping the meetings long enough to guarantee effective intellectual 

41 C. Moser to W. Niewpoort, January 20, 1986. CECAM Archives, Lausanne, Box 043. 
42 C. Moser to J.C. Lehmann, July 15, 1987, CECAM Archives, Lausanne, Box 048. 
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interaction between participants, a characteristic of CECAM workshops 
regarded by many as the fundamental key to their success, even more than 
the availability of excellent computing resources. CECAM's "old guard" 
insisted on keeping workshops as long as possible, and both Moser and his 
successor Giovanni Ciccotti encouraged the renewal of the former policy of 
having at Orsay long-time visitors, an habit that had been slowly disappearing. 

Computer development was a subject very dear to Moser, who devoted 
a good part of his personal efforts to that matter. A discussion meeting on 
"Special Purpose Computational Machines" was held in Holland in 1984. Soon 
after, in close collaboration with Berendsen, Moser tried for a while, relying on 
his extended network of personal relations, to set up a joint effort for the 
creation of a European centre for the construction of special purpose parallel 
architecture computers. A thick correspondence on the subject is preserved in 
Moser's files, involving not only scientists of the CECAM inner circle, but the 
wider community of people working at the time to design new computer 
architectures tailored for specific scientific tasks. In the end, mainly because of 
the lack of the necessary industrial support, nothing came out of that proposal; 
the issue of future developments of computer design, however, remained one 
of Moser's main concerns. 

Among the different research areas investigated by individual visitors and 
discussed in workshops, molecular simulation may serve as an example to 
judge the relevance of CE CAM related contributions to the advancement of the 
field. Already in the ?O's, following the 1972 workshop on the simulation of 
water, a workshop held two years later on "Methods in molecular dynamics -
Long time-scale events" was the starting point for the introduction of the mass 
tensor technique by Charles Bennett, while at the same time, during the long 
periods of time they spent at Orsay, Gianni Jacucci and Giovanni Ciccotti 
developed their subtraction technique, and soon after Ciccotti and Jean-Paul 
Ryckaert started the work on constrained dynamics that incorporated the 
SHAKE algorithm just in time for it to be used during the 1976 workshop on the 
simulation of proteins. Moving into the 80's, it was during a 1983 workshop that 
Daan Frenkel and Tony Ladd wrote their paper on the calculation of free 
energies; in 1984, the encounter between Shuichi Nose and Bill Hoover at 
another CECAM molecular dynamics workshop led Hoover to work on his 
modified version of the Nose thermostat, while a group of participants, including 
Nose and Hans Christian Andersen, produced a detailed report on "New 
molecular dynamics methods for various ensembles". In the summer 1985, 
CECAM organized at Orsay the first workshop devoted to a stochastic 
approach to chemical reactions, a topic that was resumed in three following 
summer workshops, from 1986 to 1988, all of them dedicated to "Computer 
simulation and the theory of chemical reactions in solution", whose outcome 
was the development of the "Blue Moon Ensemble". Some of these results 
were reached during the workshops themselves, others resulted from further 
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elaboration of ideas originated in workshop discussions. And, beyond the 
achievements that were direct results of CECAM activities, there is little doubt 
that in general CE CAM acted throughout this period as an effective "resonance 
box" for ideas that, even if produced elsewhere, found in the peculiar 
international atmosphere of the workshops the perfect environment to diffuse 
and be circulated among the scientific community at large. 

The issue of the choice of Moser's successor was discussed by the 
Council at the 1988 meeting, when the procedure for the appointment of the 
new director was established. It was agreed that the directorship would be a 
full-time function, and that the choice should fall on an active scientist, whose 
administrative duties were to be kept at a minimum, thus allowing him to devote 
the major part of his time to scientific activities relevant to CECAM. 43 

Candidatures were advanced throughout the following year. Following 
interviews with prospective candidates in June 1990, the final choice of the 
Council fell on Giovanni Ciccotti, professor of Molecular Physics at the 
University "La Sapienza" in Rome. As a computational theoretical physicist, 
Ciccotti was really a "CECAM's child": his long-standing activity in molecular 
dynamics and statistical physics had started during a stay at Orsay in 1974, at 
the invitation of his friend and colleague Gianni Jacucci, and since then his 
achievements, both in research and in organizational endeavours, had been 
strictly connected to CECAM related activities. Ciccotti was officially designed 
as Moser's successor on October 1 1990. To give a clear indication of the 
changing and widening range of scientific areas falling under CECAM related 
researches, he managed to have them shifted, for the sake of official CNRS 
evaluation, from section 04 (Atoms and molecules; optics and lasers; hot 
plasmas) to section 02 (Physical phenomena, theories and models). Ciccotti 
made a substantial effort to resume the practice of having at CECAM long-term 
visitors, and, in the course of his mandate, managed to equip CE CAM with first­
class computer hardware.44 In the way of managing practices, he definitely 
shared with his predecessor a nonchalant attitude toward bureaucratic 
obstacles and a disregard for the "paper shuffling game", that were difficult to 
reconcile with the rather stiff handling of such matters by French administrators. 
These peculiar traits of character would soon be put to test by the new 
institutional crisis that was preparing. 

43 CECAM Scientific Council, Meeting of 20 September 1988, "Procedure for Appointment of 
New Director", CNRS Archives, Depot de Gif-sur-Yvette, versement 910001. 

44 A detailed list of the equipment owned, or on leasing, by CE CAM "thanks to Giovanni Ciccotti's 
far reaching policy", is in a report "Computing at CECAM", undated and with no signature, 
but most likely compiled by Stefano Baroni and dating from the very early days in Lyon. 
CECAM Archives, Lausanne, Box 124. 
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Leaving Orsay 

In 1992, the CNRS Director General Frangois Kourilsky launched MIPS 
(Moyens informatiques pour la science), a large project aimed at an upgrade 
and a full renovation of the national resources for computational science. 
Charged with the implementation of the project was Victor Alessandrini, an 
Argentinian born theoretical physicist, professor at the Universite Paris XI in 
Orsay, who was since 1988 one of the CNRS representatives in CECAM's 
Scientific Council. Within the larger MIPS project, the creation of a new 
supercomputing centre was envisaged, endowed with the best available 
machines and coupled to a research laboratory, originally designed to be 
located as a brand-new institution in Marseille. This option revealed itself too 
ambitious to be realized, and it was decided that the new centre would be 
installed at Orsay, replacing CIRCE that was going to be dismantled. Creating 
such a supercomputing centre and research laboratory at the Orsay site 
implied for CNRS reconsidering its relationship with CECAM. At the end of 
1992 Kourilsky sent to the President of CECAM's Council an official letter 
denouncing the convention, effective December 31, 1993. Kourilski suggested 
that to "optimize our interface with CECAM" ... "it seems desirable to us that 
CE CAM becomes the European component of this laboratory, the ensemble of 
these activities being placed under CNRS responsibility".45 A more detailed 
proposal would be soon circulated to SC members. 

The CNRS proposal, specifying at which conditions CECAM would be 
"the European component of this laboratory", was addressed by Alessandrini 
to the SC members in January 1993. In the accompanying letter, he 
commented that "we should be able to maintain a reasonable amount of 
independence in the management of the traditional CECAM activities",46 but 
this was not enough to dispel the feeling that in the proposed scheme CECAM 
would be in some sense a subordinate body to the CNRS laboratory. This 
perception was manifest in the commenting letter sent to SC members by the 
Council President, Daan Frenkel: "Although the CNRS plans are, at present, 
still in a preliminary stage, it was clear from the briefing that we received from 
Victor Alessandrini that it is envisaged that the present CECAM activities would 
be incorporated in this novel scientific computing center. This would have 
consequences for the way in which CECAM operates as the presence of the 
new super-computer necessitates the CNRS to have more direct control over 

45 Letter by F. Kourilsky, December 17, 1992, CECAM Archives, Lausanne, Box 122. The 
proposed CNRS laboratory was called !CI (Ins ti tut de Calcul In tens it); it was to be part of the 
large supercomputing centre, which was actually inaugurated in December 1993 as IDRIS 
(Institut du developpement et des ressources en information scientifique), still its present 
denomination. 

46 V. Alessandrini to CECAM Council members, January 25, 1992, CECAM Archives, Lausanne, 
Box 122. 
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personnel working in the same building. In particular, it was explained that, in 
the new structure, there would be only one director who would be appointed 
directly by the CNRS. This director would be in charge of both the national and 
the European scientific activities. Moreover, long-term visitors would also have 
to be approved by the CNRS".47 Frenkel asked the Council members to be 
informed on their views on the matter, to be discussed at the extraordinary 
Council meeting scheduled for March 8, and in particular "to consider explicitly 
how much of the independence of CE CAM your organisation is willing to trade 
in exchange for the possibility to have access to the super-computer(s) at 
Orsay". 

The reactions of the representatives of CEA, CNR, FNRS, NOW and 
SERC to the CNRS proposal were enclosed in the preparatory material for the 
March meeting. In the joint SERC-NOW discussion paper it was explicitly 
stated that the Council faced three options: a) closing CECAM on Dec. 31, 
1993, b) moving CECAM to a different site, c) retaining CECAM at the Orsay 
site, in symbiosis with the ICI. Frenkel made it clear that at the meeting only 
option c) would be discussed; other options would be considered only if 
"unexpectedly, no satisfactory arrangement for option c) can be found". 
Nonetheless, already at least two different informal proposals to host CECAM 
were advanced before the meeting took place, by Michel Mareschal from the 
Universite Libre de Bruxelles, and by the director of the Italian computing 
centre, CINECA, near Bologna.48 

At the March meeting, a consensus was reached that "it should be 
possible to arrive at a new CECAM convention that would be satisfactory both 
to the CNRS and to the other partner organizations". A hectic period followed, 
with several drafts of the new convention being circulated and going back and 
forth, but no satisfactory solution was found. Another note by Alessandrini 
further clarified the viewpoint of CNRS: he stated clearly that "maintaining in 
our Orsay site an organisation with uncorrelated European and international 
policies, whose main concern would be to drift away from CNRS as much as 
possible" was an option that could not be considered. He reinforced his point 
asserting that "CNRS management of CECAM is required by the very strong 
coupling we intend to set up with the future supercomputing centre", and 
claiming that "CECAM has always been a CNRS laboratory with an European 
projection".49 Clearly, the circumstance that Alessandrini happened to be at the 

47 D. Frenkel to CE CAM Council members, January 29, 1992, CE CAM Archives, Lausanne, Box 
122. 

48 All the relevant documentation is preserved in Box 122 of the CECAM Archives in Lausanne. 
49 V. Alessandrini to CECAM Council members, April 20, 1993, CECAM Archives, Lausanne, Box 

122. Regarding the last statement about the CECAM status, it can be interestingly confronted 
with what Moser was explicitly stating on that same point: "CECAM is a European 
organization and is not a laboratory of CNRS": C. Moser to K. Morakuma, July 23, 1987, 
CECAM Archives, Lausanne, Box 048. 
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same time the CNRS representative in the Council conducting the negotiations 
on the CECAM matter, and the designated director of the future CNRS 
supercomputing centre, did nothing to ease the relations. In May, Frenkel 
informed the Council members that no consensus had been reached yet on a 
possible compromise, given the essential differences between the draft 
conventions prepared by Leech and Bertoni (SERC-CNR) and by Alessandrini, 
mainly related to the role and management of research to be conducted at 
CECAM. 

The peak of tension was reached in June, when it became clear that a 
solution of the "stalemate" (as Frenkel evaluated the situation) that would allow 
CECAM's permanence at Orsay, was not possible. An irritated long letter by 
Alessandrini, containing harsh judgements on CECAM's management, 
reaffirmed the points on which CNRS had no intention to compromise, stated 
bluntly that "CECAM, in its present form, comes to an end at the end of this 
year", and basically gave an ultimatum to the Council, directly asking the 
question "whether the organisation you represent is willing to pursue an active 
cooperation with CNRS at the Orsay site".5° Frenkel let Kourilsky know that he 
was "personally worried by the deteriorating atmosphere of the negotiations". 
Whatever the outcome of the issue, he added, any attempt to diminish 
CECAM's relevance as a research institution was out of the question: "Let me 
conclude by stating that I feel that the CECAM collaboration has been 
extremely successful and is worth continuing. In the 25 years since it was 
founded, CECAM has developed into an institution with a great international 
reputation that attracts a constant stream of top scientists in the field of 
computational science. The research experience at CE CAM has been a crucial 
formative experience for many of the leading computational physicists and 
chemists in the CECAM member countries. In fact, without CECAM, Europe 
would never have developed into world leader in the field of computer 
simulation. It is clearly important that this leading role be maintained and 
strengthened". 51 

The final decision to leave Orsay was taken by the Scientific Council at 
the extraordinary meeting held in September. It was agreed that the conditions 
allowing to take what seemed to many the most desirable solution, i.e. to 
maintain CECAM at Orsay, could not be satisfied, and that the remaining 
alternative option was to move CECAM to a different location. A vote was taken 
in that sense, and the resolution to move passed with the favourable vote of 
the representatives of CNR, SERC, NWO and FNRS; CEA abstained. 52 

Proposals to host CECAM (due to leave Orsay by the end of the year) rapidly 

50 V. Alessandrini to CECAM Scientific Council members, June 2, 1993, CECAM Archives, 
Lausanne, Box 122. 

51 D. Frenkel to F. Kourilsky, June 18, 1993, CECAM Archives, Lausanne, Box 122. 
52 Minutes of the extraordinary meeting of the CECAM Scientific Council held on 9 September 

1993, CECAM Archives, Lausanne, Box 122. 
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came from ten different sites, alongside with requests to enter as member of 
the CE CAM partnership by the Swiss FNS (Fonds National Science), the Greek 
FORTH (Foundation for Research and Technology - Hellas), and the 
Universite Libre de Bruxelles, the Ecole Normale Superieure in Lyon, and 
SISSA (Scuola lnternazionale Superiore di Studi Avanzati) from Trieste, these 
latter in case their proposal to host CECAM be accepted. At the regular annual 
meeting of the Council, in November, the site of Lyon was selected: the future 
CECAM would be hosted by the Ecole Normale Superieure at Lyon. 
Instrumental in the matter was the role played by Jean-Pierre Hansen, a 
computational theoretical physicist who had been a member of Loup Verlet's 
group in Orsay and had developed friendly relations with the "CECAM family"; 
he had moved in 1987 from Paris to Lyon, as research director, to help 
establish there the new Ecole Normale Superieure, and had founded its 
Physics Laboratory. The convention defining the status of the new CECAM was 
elaborated by Carlo Maria Bertoni from CNR and Mme Simoen, general 
secretary of FNRS. CECAM was an independent association between the 
member institutions, constituted as a laboratory with the aim "to promote 
cooperation amongst European research organisations and their scientific 
communities in furthering research involving computationally intensive 
methods". 

The new premises of CECAM in Lyon were officially inaugurated with a 
ceremony on April 8, 1994. In the morning of that same day, the Scientific 
Council had held its first meeting in the new location, and selected as CECAM 
future Director Stefano Baroni, from SISSA. In his inaugural speech, Council 
President Daan Frenkel gave his personal evaluation of the state of health of 
the Centre: "In 1993, when it became clear that the old structure of CECAM 
had to change, we had to ask: is there still a need for CECAM? I think that this 
question was convincingly answered by the fact that CECAM received truly 
excellent offers for new premises from ml member countries and even from 
several countries that had not yet joined CECAM". Indeed, the succession of 
events originated by the 1993 "crisis" turned out to be a positive indicator of the 
persisting need of CECAM as an aggregation point for European science. The 
"CECAM family" was further expanding, and seemed to enjoy good health. 
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