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Re: Gaussian Flame-wars

e From: "Phil Hultin" <hultin.,at,.cc.UManitoba.CA>
e Subject: Re: Gaussian Flame-wars
e Date: Tue, 11 Dec 2001 16:52:36 -0600

Max Valdez wrote:
>I think Gaussian is a great tool, but it has a LOT of little secrets and
>"pugs", and the support is not so good, I don't think the spend
>that much money on customer support, given the price of the product.

I absolutely agree with this statement. I think I represent a new kind of
scientist working with tools like Gaussian. I am an experimentalist, not a
computer whiz, [...]

So what's the point of all this? Well, maybe people would be less prone to
jump on Gaussian (as they have over this makefile thing) if they didn't feel
that the philosophy of Gaussian Inc. was similar to that of the "high
priest"” - only the initiates will have the secrets revealed and then only
after years of study. A nice start would be to make the program work the
way the manual implies that it should (or to make the manual describe how
the program actually works). Even better: bring the program into the 21st
century by providing a user interface that is actually user-friendly. What
the priests and initiates regard as "a philosophy and aesthetic of
simplicity" looks quite otherwise to many of us on the outside!

Dr. Philip G. Hultin
Associate Department Head and

Associate Professor of Chemistry
IlIniversitv af Manitnha
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Contexte

Objet d'étude inscrit dans'la.thématique genérale des rapports entre
science et ordinateur (Agar, 2006, et'refs. citées)

Objet.d'étude s'inscrit aussi dans la question de I'histoire du logiciel
(Campbell-Kelly,:2007,2003) (Mahoney, 2008) (Ensmenger, 2009)

MAIS : histoire .du logiciel dans les communautes.scientifigues peu ete
developpee (voir tout.-de méme, par ex. Spencer, 2015)

Objet

Chimie computationnelle : science qui s'est developpee a partir des
annees 1980, avec ordinateur comme élément constitutif

Objectif

Mettre ajour (certaines) des tensions prOVOﬁuees parle logiciel dansla
communauté scientifiqgue: choisie : nécessited'un-corpus-qui les révele

Décrire ~la" complexité - de- la ‘question - (particulierement ‘actuelle)  de
I' ouverture / « openness »
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Au dela de ce « big picture.», notre . domaine.precis.est au coeur d'enjeux-techniques,
industriels et economiques :

- constructeurs: cherchent.a promouvoir |e terminal graphigue pour le vendre a l'industrie
pharma et utilise:computational chemistry comme promesse-techno-scientifique

-contexte économique mais aussi politique

= en pleine epoque’de la « entrepreneurship science », dans:le domaine voisin‘des
biotechnologies (Jones)

— bouleversement des-pratiques de « federally funded science » a « entrepreneurship .
science »...Bayh Dole act, technology transfer, pression des universites americaines sur.. .
la question du ‘patenting, copyright... (Slaughter Roades, Popp Berman)

—dans‘un 'domaine scientifiqgue (chimie,
pharmacie...) ou-culture du brevet et-du
secret est forte. (contrairement a
«-computing science »; « republique des
informaticiens »...) (Mowery, Flichy)

Beaucoup se sont interesses aux :
transformations de I'activité scientifique liees
a-ces mutations-de lordinateur mais::

n'a.pas été abordeé le software en tant
qu'outil du scientifique-; outil construit'par-le
scientifique dans ce-contexte; ala-frontiere
du-scientifique, du technique, de
I'economique et du.politique. (un:objet
frontiere, Leigh Starr)
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A quelle « culture epistémique » appartient la computational chemlstry ?.deux
cultures differentes mais entremelees

-uneisue de la phyS|que quantique, puis_ la .chimie théorique complexité
mathématique, reductlonnlsme de la chimie a la physique, narration de la « purete
théorique »

et I'autre de la spectroscople chlmle physique et chimie organlque descrlptlon
newtonienne de boules et ressorts, pragmatique, épistémiquement attachée a la-
chimie et a sa.facon historique de representer les molécules, liée plus tot a
I'industrie et dont la.complexité épistémique réside dans'la parametrlsatlon et
optimisation plutét que dans'le caIcuI

Méme:dans chimie -quantique : (dlscours de Coulson): tensmns entre |deal de
calcul "ab initio" et paramétrisation - methodes semi emplrlques

Tout un spectre de methodes avec 'des modéles épistémiquement divers; aux
origines ' scientifiques dlfferentes reliés a des champs disciplinaires dlfferents
mais:avec un-objet suffisamment.commun (et rendu commun par l'outil) pour

i+ définir un domaine avec ses journaux; ses conferences dans les années 80s....et
sa mailing Ilst en 1991. .
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CCL.NET

Wombat Bioactivity Database:

computational chemistry list, Itd.

About CCL
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Computational Science & Engineering Online
___ a laboratory without walls for scientific computing
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Welcome to the CCL Website!




CCL is born

CCL gets Gopher

CCL gets WEB

CCL gets money from NSF

CCL gets domain

CCL buys small iron

E-mail Listserwver and FTFP archives for computational
chemist=s are established at 05C a= a hobby project of Jan
Labanow=lki .

CCL Introduces Gopher interface to messzage=s and it= FTF
zite. CCL grow= in number of =zubscriber=sz and mnesszages.

CCL Introduces WEE interface to messages and its FTP =ite.

After wour help with support letters, CCL got a 3—-wear
grant from the Hational Science Foundation (HSE)

Ju=t in ca=ze., Jan Labanowslki per=zonally registers the
domain oof. mef =ince the good domains arse being bought by
the million=s by domain name investors.

After deliberations and all the advice not to (... HaF
=omcetbingy =olid 1f roo fare money. . .) CCL decided to
operate from PCs running Linux and Apache Web Server.

Computational Chemist_ry List: (CCL) :"bref historique

1991.:0hio Supercomputing Center.

Communauteé de scientifiques geeks mais -pas computer scientists.

Discipline eémergente (journaux; congres...) : communauté a cimenter.

accessible et ouverte a tous = areneinformelle
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Subscribers
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2300 400 1
2000 F
300
1700 "
]
& i
@ 200
1400 |- @ I
=
1100 [ 100
L J
800 | I Y I Y [ I N [ [ [ [ [ (S I I |
MJIJTASONDITPMAMIJASODNDIPMAMI JASONDIFMA
% | 93 | o4 |9! 0||||||||||||||||||||||||||||||||||||||||||||||||||
Month JFMAMI JASONDJI FMAMI JASONDJEMAMI JABONDJ FMAMJI JASONDJ FMA
91 | ” | n | o | a5
Month

-croissance reguliere puis stabilisation (approx. 10 messages
par jour)
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90s:: Internet=email ; entreattrition et explosion



Rules

By posting to the list, you agree to adhere to the rules outlined in this document.
These rules, regarding what topics are acceptable/unacceptable and commercial announ

discussions. Do not reopen Pandora's box - please.

Acceptable Topics

Topics which may appear on the list include:

« softwarelhardware-related issues
o bugs: Reporting bugs in chemistry software and possible worlearounds
o programs and utilities
o availability: Information on the availability of particular software, data, etc.
o hardware-related issues relevant to the computational chemistry community

e announcements of
o new chemistry software
o computational chemistry-related workshops and symposia

» methods
o new methods and techniques in computational chemistry
o QEA guestions and answers about solving computational chemistry problems

s opinions about services and products

Commercial Ahhouncements

Commercial software: software sold to anyone fo
to the list, please respect the following rules:

* Be brief - Short (25 lines or less) commercial pi
* Be straightforward -- The subject line should b
* Mo reposting - Reposts of software announcen

* No "vaporware” -- Announcements of “vapona:
are not allowed.

Formes et themes du débat liees a I'administration (qui peut

poster?) et la modération. Terms of service: quels sont les

sujets admis?

Tensions académique/commercial



Definition « threaded conversation »

« threaded conversation » est une forme de conversation asynchrone
publique unique et propre:-a Internet-> ma|lmg list, newsgroups, jusqu'a
comms de blogs, murs facebook. -

quaS| -oralité + topicality : echanges publics autour d'un su1et defml (ref '
"public sphere" Habermas) L

full disclosure of methods?

.:Re: full disclosure of methods?

.

* ., Re: full disclosure of methods?

e .Re: full disclosure of methods

»Let Doug ‘ Initial
Phrir of p o Message
shasi » Be e From: st-amant { *at * } cgl.ucsf edu (Alain St-Amant)

;:?: - poy * Subject: Re: full disclosure of methods?

fa11c D' of ¢ Date: 5at, 26 Jun 93 12:21:56 -0700

impl = g

resud = p

used  of ¢ . p Douglas Smith recently wrote in the current discussion on the discl

the ¢ in t 1'1 of parameters:

; The imp = Besides, who ever said we had to reveal all our secrets and make
and peg = readily available and accessible? When software copyrights and p
for pf = really provide adequate protection, maybe I will agree with that
ever ip  I'1ll assume that Dr. Smith is referring to the specific algorithms
algo The dimplemented that make the program more efficient but do not affect
i1t ¢ gand results. In which case, I might agree.
an o for Of course, I couldn't disagree more if he is referring to some deve
"evo aye 1n the methodology that actually affects the final results in any w
into alg The point that interests me however, is the question of software co
Iwli it and patents to which Dr. Smith alludes. I have been trying to get
make gan  for what can be copyrighted and patented and I get a different answ

"gy everyone. (Can only specific code be copyrighted or can the structu
int algorithms be copyrighted as well? How 'modified' should code be b
I w 1t can be called legally (and ethically if anyone is interested in
mak an opinion) a new program? Or is it simply forbidden for code to
L "evolve"

into a new program?

I will summarize to the net any e-mail sent to me, but I think that

make for an interesting discussion and it would be as interesting t

who 1




-.Controverse scientifique :
utile pour I'historien,
oblige les acteurs a se

deévoiler.

--Sociologie pragmatique
des épreuves : la situation
de crise (tensions) permet
d'observer des
changements de
structure...et rend les

acteurs bavards.

full disclosure of methods?

e Fropy 'DE DOUGLAS A SWITH, UNIVEESTTY OF TOLEDOC" <DEWITH - AatT- uoft0Z uf

o Subject full disclosure of methods?
* Dafe: Sat, 26 Jun 1993 11:21.56 -0500 (EZT)

Mark Thomwpson recently wrote, regarding the SAM1 topic currently under

discussion:
»Let me address the more fundasmwental issue that this topic
*hrings forth. I share Graham Hurst's concerns. One of the

Re: full disclosure of methods?

e From: st-amant { *at * } cgl.ucsf.edu (Alain St-Amant)
e Subject: Re: full disclosure of methods?

¢ Date: Sat, 26 Jun 93 12:21:56 -0700

Douglas Smith recently wrote in the current discussion on the disclosure

of parameters:

= Besides, who ever saild we had to reveal all our secrets and make them

= readily available and accessible? When software copyrights and patents

= really provide adequate protection, maybe I will agree with that attitude.
I'11 assume that Dr. Smith is referring to the specific algorithms that are
implemented that make the program more efficient but do neot affect the final
results. In which case, I might agree.

Of course, I couldn't disagree more if he is referring to some development

in the methodology that actually affects the final results in any way.

The point that interests me however, is the question of software copyrights
and patents to which Dr. Smith alludes. I have been trying to get a feel

for what can be copyrighted and patented and I get a different answer from
everyone. Can only specific code be copyrighted or can the structure and
algorithms be copyrighted as well? How ‘modified' should code be before

it can be called legally (and ethically if anyone is interested in expressing
an opinion) a new program? Or is it simply forbidden for code to

"evolve"

into a new program?

I will summarize to the net any e-mail sent to me, but I think that this would
make for an interesting discussion and it would be as interesting to hear how

2rs



Subject: Re: Taxol modellingDate: Fri, 1 Jan 93 14:11:05 ESTFrom: Francl Micnelle M <mirancGCC. prynmawr. ed“ -Date: Mon, 4 Jan 93 12:33:36 -0800From: hcj®gull.uncc, edu (Harry C.
kfz-heidelberg. de>subject: energy contribution of hbonds?Date: 06 Jan 1993 10:55:29 -0500 (EST)From: "dwj@l11Ty. com rDnLg Johnson MCTR7)" <JOHNSON_DOUGLAS_WELILLY.COM=Subject: u

: CADD videosDate: wed, 6 Jan 93 1 . S EMhiy 1E " @ an PO acesDate: Thu, 7 Jan 93
| 1Date: 08 Jan 1993 09:19:39 -050Aﬁa 5% W&Hﬁtaﬁiﬁﬁ EM‘ElI" Hﬁfﬁ'fﬁ‘ iﬁiﬁ Bf‘dﬂﬂg nethodsDate: F
vi@tiberius.tc. cornell. edusFrom: scsupham@readim. ac.ukDate: Mon, 11 Jan 93 17:54:05 GMTSubject: DMol questionsDate: Mon, 11 Jan 1993 14:33 ESTFrom: WIN SXRAY2@UTkyvx02. Toud
or doubled messagesDate: wed, 13 Jan 93 13:38:09 ESTFrom: rsefeck@watson. ibm, comsubject: data-flow programs for molecular modelingDate: wed, 13 Jan 93 13.:8.09 ESTFrom: rsefeck@
GAMESS and MOPACDate: Thu, 14 Jan 1993 10:42: 3‘ -0500 kES"‘FrDr' HERMANGULNA, BWH. HARWARD. EDUSUbject: RE:HELPDate: Thu, 14 Jan 1993 11:18:26 -0500From: jle@world.std.com (Joe

gov (Ron Shepard)subject: Re: Cartesian vs Internal coordinatesDate: Fri, 15 Jan 93 06:48 COTFrom: CUNDARITHMEMSTVXL.BI TNETEOH:TuvA ACS. QHIO- STATE EDUSu 1ecf Steric strain at T

ﬁ”ﬁ'%@iiﬁiﬁé’ﬁ de milliers de. meﬁssagﬁmgaﬁigeﬁ . 'texte + date - ﬁUtéimi”ﬁ.eiﬁe?iﬁf

0-STATE ZEDU =51k ] i SLr:ey RESUNTSDate: wWed, 20 Jgn 1993 15:47 C5TF JORGE M NARIO" <1SMCMEroyal.crc.uno. edu=Subject: Re: deﬂs1ty problemDate: Wed, 20 Jan 93
ke to t€ @a ®nn$ $ 2@@[“%@ #hst.f.Phys.Chem. I <pcl@pcte.chemie. uni-erlangen.desbate: 21 Jan 93 07:50:00 ESTFrom: nauss@urair-emhl.army.milsub
Jan 93 iR el @IHSTVMA. ACS. OHIO-STATE. EDU>Subj ect: force constant symmetry and Gaussian90Date: 22 Jan 93 13:06:32 UTFrom: "BD

le RecurrenceDate: Fri, 22 Jan 1993 13:36:26 +0000From: BDIEAL <BDIEALZcamsci.com-Subject: RE:: PDB on the MacDate: Thu, 21 Jan 93 17:31:46 -0500From: system@alchemy.chem.utoron
From: arne@mango.mef.ki.se (Arne Elofsson)Subject: Re: charmm and 56Is - charmm nelsqrnuE“Date Sun, 24 Jan 93 15:05:30 -0500From: chm_ramsay@emunix. emich. edusubject: CHEMiCALC:
subjec s rast 1an 1993 07:20:59 -0600 (CST)From: AHOLDER@VAX1.UMKC.EDUSubject: Semiempirical referencespate: Tue, 26 Jan 93 12:57:08 -0500From: watanabe@tammy. ha
ate: ET géﬁ éw =DAVID. W. ELROD//DD. ID=55W. DWELROD/PRMD=UP JOHN /ADMD=TELEMATL /C=US /@sprint. comsubject: Computer Assisted chemistry Course Info RequestedDate: W
3 20:38:08 GMT Sub act: uD- Mac conversion...Date: Wed, 27 Jan 93 14:21:29 -0700From: Jon Rusho =rusho@nitrate.chem.utah. edu=subject: Re: Periodic Table widgetDate: wed, 27

93 14:47:36 -0500From: ca esthW|y harvard, eduate: Thu, 28 Jan 1993 15:28:31 PSTFrom: VOODOO CHILE <morris@gnll.ucdavis.edu=Subject: Population Analysis in GaussianFraom: mei@ve
1993 14:23:55 +22303823 (EsT)Date: Fri, 29 Jan 93 15:07:15 CSTFrom: shepard@dirac.tcg.anl.gov (Ron shepard)subject: excited statesDate: Fri, 29 Jan 1993 16:47:38 -0600From: s1iu

CHEM. b 6 Kd Jan 93 16:35:12 ESTFraom: Louis.Grace@um, cc,umich, edusubject: Gaussian and excited statesDate: Fri, 29 Jan 93 15
re.dmrsIS% ia! ﬁﬁfw ? lgéﬁalylsié fTatlEJlg'_ser"\.us.rus.um’-stuttgart.desubject: conference AnnouncementDate: 01 Feb 93 19:26:49-0500From: SBRM
: youkha@biosym. comsubject: Summary: Internals & Non-BorffsDate: Tue, 2 Feb 93 11:12:51 C5TFrom: (baell) <baell@syd.dah.csiro.au=subject: DMF dielectricbate: Mon, 1 Feb 93 17:57
un.nl>subject: Electronic Periodic TablesDate: 02 Feb 1993 14:36:03 “0500 (EST)From: ZURa“%afhenafleia.pa]araid.cursubject: 3D structure -»> 20 drawing?From: QINGSONGEminmet.lan.
and NanotechnologiesDate: wed, 3 Feb 93 10:46:20 MSTFrom: QINGSONGEminmet.lan.mcgill.caDate: 3 Feb 93 13:04:575ubject: software for calculating zeta potential and e

-OLET' tHLmiﬁm u>subject: Re: Plotting orbitals from a 690/692 CalculationDate: Thu, 4 Feb 93 11: 27:53 ESTFrom: Kevin Moore -:kwnnre@ncsc.nr‘g::-subject: MOLSOL
3 +0100 ESK 3 ESTFrom: E1110t King <71127.123 1@compuserve. comsSubject: call fnr PapersDate: Fri, 5 Feb 1993 16:17:32 +0100From: ivan@gandalf.ciam. unibo. i
«bﬂbbf_CTarleL1CkFa11 clemson. edi®subj ect: E- mail searchbate: 6 Feb 1993 10:08:20 -1812From: "Eabby ark «bubby_cTark@quickwaiT.cTewsar edu=5ubject: Memory and CPU for 5tarde
500 {EST)From: spollack@®ester.mse. uc.EDU k: K. Pollack)subject: Phnsphazehe hndeTwngDate Mon, 8 Fe 93 7:58:51 ESTFrom: adit@kodak. COh (Ad] reasuryxa]a Subject: Coordinates o

Date: TRe #0500 (E R ITH MITHAYT Y02, utaled hi ara i nd r*ar ye: Wed, 10
- Nouveauté : utiliser ces techniques avec le.e thread sc@éﬁfj niteé = -
-25ub Re: ZINDO programbate: ll Feb 993 13:06:1 100From: ett Ier1x mpi-stuttgart,mpg. desub 1ecf Mac surrer}Frar f}eresa@s1 0 are ga~ Iferesa Windus)s
"1'031°’ e IMESQFBOH I0-5STATE. EDUSUbject: MO Plotting program!Date: Fri, 12 Feb 92 09:48:41 CETFrom: Norbert Mueller <K360171%EDVZ. UN L4nz. AC. MEOHSTVMA. ACS
E dods Sat, 13 Feb 93 12:21:47 +0900From: Katushi Kobayashi <1knb@1es.pc.uec.ac.j >Date: Sat, 13 Feb 1993 14:47:09 +0100 (WET)From: PREINERT@biolan.u
11.edu.SLbJe_t. MPW Fortran?Date: TLe, 16 Feb 93 13:28:40 ESTFrom: Kenneth McGreevy <kgreev 3hp1dasl.sid.ﬁp.CUWmsubiect Re: ¥ Windows for PC ..Date: Tue, 16 Feb 93 11:29:01 PS
TFrom: "W, Todd Wipke" <wipke@SECS.UCSC.EDU=Subject: Final €all Summer Undergraduate Research Fellowship (SURF)Date: Wed, 17 Feb 1993 14:15:16 -0500 (E ;Frnr' "DR. DOUGLAS A, 5
hu, 18 Feb 93 14:22:08 P5TFrom: rawRautodesk.com {Robert A whiteside)subject: Re: Question about PDB formatDate: Thu, 18 Feb 93 17:02:32 PSTFrom: f1shermscr1pps edu (Cindy Fishe
feld chargesbate: Fri, 19 Feb 93 14:49:00 ESTFrom: "Janet Del Bene" <FRO42008@YSUEB, YSU.EDU=Subject: BSSE calculationDate: Fri, 19 Feb 83 11:53:05 -0500From: G. Ravishanker <ravi
k Kjemi® <bjerkese@kjemi.unit.no>subject: summary. Scaled freq for 5 and HDate: sun, 21 Feb 1993 20:51:19 +0100 (MET)subject: Long Time-scale DynamicsDate: Mon, 22 Feb 93 16:49:
: Car] Jugpate: Tue, 23 Feb 93 15:08:43 PSTFrom: wsonnen@alnitak.usc.edu (Wayne Sonnen)subject: dna base chargesDate: 23 Feb 93 15:38:36-2300From: "Alexandre MICU PL6A" <alex@ba
gysubject: Re: Hydrogen bond,Date: wed, 24 Feb 83 17:21 EDTFer: <PODOSNNARNYUACFL, BITNETEOHSTVMA, ACS, OHIO-STATE, EDU=Subject: X-Window terminal emulator for MacDate: Thu,
nl.govsubject: X-window terminal emulator for MacDate: Thu, 25 Feb 93 17:19:09 -0300From: feng@sgi.chem.temple.edu (Feng LheanLb'ecf ¥-windows Server on M5-windowsDate: Thu, 2
d.harvard, edu (i1l cheney)subject: Computer Frogram to Evaluate v1gner 3j coefficientsDate: Fri, 26 Feb 1993 22:08:57 +0100From: ole.swang@kjemi.uio, nosubject: Tanguage questio
ser1ﬂrE1rcaT calculations simple oxidesFrom: sender@chemdci.tau.ac.il Sﬂﬂd“IDn1t2 Hanoch) SLb.ect MOPACE, ODate: Sun, 28 Feb 93 13:44:41 oMT-2:00Date: Mon, 1 Mar 19932 15:25:18
n.desubject: Expert Know-How wanted !!Date: 02 Mar 1993 08:13:18 -0500 (EST)From: "DONALD B. BOYD" <BOYD_DONALD_B@L:LLY.COk.:ubdect. new book on cnhpttat1nha1 chemistrybate: Tue
tate.Edu (Gene Carter)subject: Co MD parameters,Date: Tue, 2 Mar 93 17:22:53 CSTFrom: Greg Landrum <landrum@chenres.tn.cornell. edusSubject: Re:Cache on the MacDate: Tue, 2 Mar 9
11ing software: Does anyone have STELLATDate: 04 Mar 1993 17:08:31 -0“00 rEST.,FrmT: MARYI0@northeastern. edusubject: PDB subdir organizationTFrom: Jan Labanowski <jkl@ccl.net=Dat
ar 93 17:30:16 GMTDate: sun, 7 Mar 93 12:36 ESTFrom: <SMLLOB@PSUWM. PSU.EDU=Subject: Minimum allowable interatomic separationsFrom: sender@chemdcl.tau.ac.i] {Senderowitz Hanoc
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Small data mining: Social Network Analysis

Qui poste dans quels fils ?

Analyse de réseaux
soclaux:-permet
cartographier les fils et les
acteurs (ici 2001).

point rouge ="un fil

oint vert = un posteur
gros = gros-nb total-de
messages)

liens': "poste dans unfil"
(gros = gros nb-de
messages dans ce-fil)

majorité des fils = petits



Small data mining: Social Network Analysis
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contribuent
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From: arne@mango.mef.ki.se (Arne Elofsson)Subject: Re: charmm and 56Is - ch aII m newsgroup?ba te Sun, 24 Jan 93 15:05:30 -0500From: chm_ramsay@emunix. emich. edusubject: CHEMiCALC:
subj eC é ]: ﬁgé qu % aé“ %mﬁﬂjﬂl |subjact H‘%refer er"fesDare Tue, 26 Jan 93 12:57:08 -0500From: watanahe@tammy. ha
ate: IJ §é@ﬁ é§0 ceux: Elséhﬂ hKJ) k&ﬁﬁé# comsubject: Computer Assisted Chemistry Course Info Rem:esredtare i
3 20:38:08 aMTSubject: XWD->Mac conversion. DLTe u_d, 27 Jan 93 14:21:29 -0700From: Jon RUsho <rusho@nitrate. chem.utah. edussubject: Re: Periodic Tahle widgetDate: wWed, 2

93 14:47:36 -0500From; .es' At amn ’Ilal ard. edupate: Thu, 28 Jan 1993 LE.:S 31 PSTFrom: V0ODOO CHILE <marris@gnl2. ucdavis, edussubject: PupL.1at1'Dr1 Analysis in GaussianFrom: mei@ve

Chet, EF?Qﬁw??é"EfEmmmﬁfQi? D S URROTE I PR, (RO ciied statenne: brl, 22 Jun L33 Lock7iaE Sootomon: Sl

radomskid nr'dl ccrc. Lq:..edL'E: te: Mon, 1 Feb 1993 12:04:28 +0100Frur' f‘r t10198servus. rus.uni-stuttgart. desubject: Conference announcementDate: 01 Feb 93 19:26:49-0500From: SBPM

-3L|-\| 0sym Lomspject summar Internals & Ni ondsbate: Tue, Z Feb 93 ll 12.51 CS‘ rom: (baell) <baell@syd.dah.csiro.aussubject: OMF dielectricpate: Mon, 1 Feb 93 17:57
. s, ? F'e j@:rl-‘ u& UEIQOHE* i@S us‘in ena@leia. polaroid. comsubject: 30 structure -> 20 drawing?From: QINGSONGEminmet.lan.
and NanotechnologiesDate: Wed, 3 Feb 9 LO 46:20 MSTFrom: QINGSONGEMmInmet. lan, |*cm ceE=fe ] Feh 93 13:04:575ubjact: software for calculating zeta potential and e
OF TOLEDO" <DSMITH@ aunft02. utnledo. edus :,Lh ect: Re: Plotting or h1rc1s from a G90/G92 \_:

cula rmr*l:crﬂ Thu, 4 Feb 93 l.:.’.EZ ESTFrom: Kevin Moore -=:k|.“u:|-3r'e-3-r*=cs-:.-Jr'?J:vSL.-IJ_"-e-:t‘. MOLSOL

3 40100 QUET B2 0 =11 LSTr} 1 27 a2 Ocmpnuserye, com=subject: call fnr Pe ersbate: Fri, 5 Feb 1993 16:17:32 +0L00From: ivan@gandalf.ciam, unibo. i
buhh? é\ !éeﬁ ﬁﬁiéd@f‘ ﬁéf ﬂaiH Yflé deFtdFﬂ ):08:20 -1812From: Babb P <hobby_clark@guickmail. clemson. edu=Subject: Mem .Jr":i and CPU for starde
500 (EST)From: SE lackBester.mse. uc.EDU (5. K. Pol] cckml.b_ect. Phosphazene ModelingDate: Mon, 8 Fe 95 0“ 58:51 ESTFrom: adit@kodak.coMm (Adi Treasurywala) LfJ ject: Coordinates o
Date: Tue, 09 Feb 1993 21:39:58 -0500 (EST)From: "DR. DOUGLAS A, SMITH, UNIVERSITY OF TOLEDO" =DSMITHZuoft0Z.utoledo.edussubject: p rallel workstations and serversDate: wed, 10
s.From: zhou Feng <feng@lishoa.ks.uiuc. edu=Date: wed, 10 Feb 93 16:23:41 -06005ubject: parallel CHARMM?Date: wed, 10 Feb 93 15:46:42 -0800From: r1'ck1-:-'-b1'-js‘rf| comsubject: DIBUG ad

T-25ubject: Re: ZINDO programpate: 11 Feb 1993 13:06:18 +0100From: sd ett]edchemix. mpi-stuttgart. mpg. desubj &ct: Mac summ eryFr om: theresa@si. 1. anes]ab gov (Theresa windus)s
714031%hkuxa. hku. hkBOHSTVMA. ACS. OHIO-STATE. EDUSUbject: MO Plotting program!Date: Fri, 12 Feb 92 09:48:41 CETFrom: Norbert Mueller <k36017L%EDVZ. UNI-Linz. AC. %GOHSTVMA. ACS
t: Re: X Windows for PC ..Date: Sat, 13 Feb 93 12:21:47 +0900Fram: rtsh Kobayashi <ikob@les.pc.uec. ac. jp=Date: Sat, 13 Feb 1993 14:47:09 +0100 (WET)From: PREINERTEhiolan.u

[J .com>subject: Re: X Windows for PC ..Date: Tue, 16 Feb 93 11:29:01 PS

11, edussubject: MPW Fortran?Date: Tue, 16 Feb 93 13:28:40 ESTFrom: Kenneth McGreevy <kgreevy@hpldasl,sid.
‘Fra' "W, Todd wipke" <wipke@5ECS.UCSC.EDU>Subject: Final Call Summer Undergraduate Rﬂseerff Fellowship ( LIRF Date: Wed, 17 Feb 1993 14:15:16 -0500 (EST)From: "DR. DOUGLAS A. 5

. 18 Feb 93 14:22:08 PSTFrom: raweautodesk.com (Robert A whiteside)subiect: Re: Ouestion about PDE formatDate: Thu. 18 Feb 93 17:02:32 PSTErom: fisher@scrioos.edu (Cindv Fishe
Bubhlelinﬁ =]

commercial w | Clear Terms | Documents ~ | Granularity r|J 300 | Separate Lines for Terms ]

software support method open commercial

CCL2001 890(formatACSjour...; ® @ ®* e ® 29 ® @ = ® ® =

a
®
®
__[.;
(]
¢
L
-
I
&

CCL2001 8l3(gaussianmakef...;

CCL2001_556(programmingla...; @ @ &4 - @ P 050 © @ 25
CCL2001_465(symmetrychang...; @ . 4 4
ulz)subject: stephen R, wilsonDate: Thu, 1 Apr 1993 16:33:29 +0200From: oles@gollum. uio.noSubject: BiosymDate: 01 Apr 1993 11:43:13 -0600 (C5T)From: CUNDARITEmemstyxl.memst.edus



1993 : debuts de la CCL : etiquette prohibe flame
war (la bandwidth est rare) -> ce fil est la premiere
de l'histoire. contexte de communauteé scientifique

en train de se définir, de strategies editoriales,

commerciales, de startegies bureaucratiques
nouvelles -> qui font réagir.

2001 : champ bien établi, a traverseé pIu5|eurs
crises (Ilees au marche de I'emploi et a I'apparition
d'autres promesses technoscientifiques, comme la
blomformathue), un logiciel particulier (Gaussian)

accapare l'attention _par son succes et les débats
qu'il provoque



Plan

1. Introduction

2. Chimie computationnelle : éléments
d'histoire

3. CCL : liste de discussion, exploitation du
corpus

4. Debats et tensions dans les
deux fils choisis



Supject: Re: Taxol modellingbate: Fri, 1 Jan 93 14:11:05 ESTFrom: Francl Micnelle M <mfranc [GCC. orynmawr. edu=Date: Mon, 4 Jan 93 12:33:36 -0800From: hcj®gull.uncc, edu {(Harry C.
kfz-heideTherg. de=subject: energy contribution of hbonds?bDate: 06 Jan 1993 10:55:29 -0500 {EST)From: "dwj@l111Ty.com {Doug Johnson MCTR7)" <JOHNSON_DOUGLAS_WELILLY.COM=Subject: u
: CADD videosDate: wed, 6 Jan 93 13:03:33 -0800From: chiremv!andromeda! jeffb@uunet. uu. NET (Jeff Blaney)subject: Re: Polygon-based solvent accessible surfacesbate: Thu, 7 Jan 83
Ilpate: 08 Jan 1993 09:19:39 -0500 (EST)From: "dwj@1i11y.com (Doug Johnson MCTR7)" <JOHNSON_DOUGLAS _WELILLY.COM=Subject: replies to my posting about PDB searching methodsDate: F
vi@tiberius.tc. cornell. edusFrom: scsupham@reading. ac.ukDate: Mon, 11 Jan 93 17:54:05 GMTSubject: OWMol guestionsDate: Mon, 11 Jan 1993 14:33 ESTFrom: WILLIAMSHXRAY2EuTkyvx02.1Toud
or doubled messagesDate: wed, 13 Jan 93 13:38:09 ESTFrom: rsefeck@watson.ibm, comsubject: data-flow programs for molecular modelingbate: wed, 13 Jan 93 13:38:09 E5TFrom: rsefeckd
GAMESS and MOPACDate: Thu, 14 Jan 1993 10:42:35 -0300 (EST)From: HERMAN@ULNA.BWH.HARVARD.EDUSubject: RE:HELPDate: Thu, 14 Jan 1993 11:18:26 -0500From: jle@world.std.com (Joe
gov (Ron shepard)subject: Re: Cartesian vs Internal coordinatesbate: Fri, 15 Jan 93 06:48 COTFrom: CUNDAR:T%MEMSTVXI.BITNET@OHSTVMA.A{S.OH:O—STATE.EDUSub?ect: Steric strain at T
OFram: dwschn@bblt.munsantu.cnmsub?ect: next Molecular craphics Society MeetingFrom: m.e. <harbowy@chemres.tn.cornell, edu=Subject: UHF calc's on diradicals/T5Date: Mon, 1§ Jan 9
n 93 15:29:22 +0100From: oosten@rulhml.Leidenuniv.nl (A.B. van Oosten)subject: Re: proton+electron=neutron?Date: wed, 20 Jan 93 10:11:36 ESTFrom: landman@hal.physics.wayne. edu
0-STATE.EDU»Subject: RE: PC Survey RESULTSDate: wed, 20 Jan 1993 15:47 C5TFrom: "JORGE M. SEMINARIO" <JSMCMEroyal.crc.uno.edu=Subject: Re: density problemDate: Wed, 20 Jan 93
ke to test a program.Date: Thu, 21 Jan 93 12:19:42 +0100From: Inst.f.pPhys.chem. I <pcl@pctc.chemie.uni-erlangen.de=Date: 21 Jan 93 07:50:00 ESTFrom: nauss@wrair-emhl.army.milsub

Jan 93 13:27:12 aMTFrom: "D. Mathieu" <DEWINDTHFRSACLL.BITNETEBOHSTVMA.ACS.OHIO-STATE. EDU>Subject: force CDnStanﬂﬁimetr and Gaussian90pate: 22 Jan 93 13:06:32 uUTFrom: "BD
j I%E. :
! 3
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From: arne@mango.mef.ki.se (Arne ETDfsséstlguctumnd Eﬁ— hg i q 5 ﬁ ﬁ} n:
su

: chm_ramsay@enunix. emich. edusubject : CHEMiCALC:
subject: This 1s testDate: 26 Jan 1993 07:20:59 -0600 (CST)From: AHOLDEREVAX1.UMKC,EDUSubject: Semiempirical referencesDate: Tue, 26 Jan 93 12:57:08 -0500From: watanabe@tammy. ha
ate: 27 Jan 93 08:59:32-0500From: /PN=DAVID.W.ELROD/DD. ID=55W. DWELROD/PRMD=UF J0KN /ADMD=TELEMAIL /C=U5/@sprint. comsubject: Computer Assisted Chemistry Course Info RequestedDate: W
3 20:38:08 aWTsubject: RE: XwD-=Mac conversion...Date: Wed, 27 Jan 93 14:21:29 -0700From: Jon Rusho =rusho@nitrate.chem.utah. edu=Subject: Re: Periodic Table widgetDate: wed, 27
93 14:47:36 -0500From: caves@tammy,harvard, edubate: Thu, 28 Jan 1993 15:28:31 PETFrom: VOODOO CHILE <morris@gnll.ucdavis.edu=Subject: Population Analysis in GaussianFraom: mei@ve
1993 14:23:55 +22303823 (EST)Date: Fri, 29 Jan 93 15:07:15 C5TFrom: shepard@dirac.tcg.anl.gov (Ron shepard)Subject: excited statesbate: Fri, 29 Jan 1993 16:47:38 -0600From: s1iu
CHEM. CMU. EDUSubject: RE: Gaussian and excited statesDate: Fri, 29 Jan 93 16:35:12 ESTFrom: Louis.Grace@um. cc.umich. edusubject: Gaussian and excited statesDate: Fri, 29 Jan 93 15
radomski@mondLl. ccrc, uga. edubate: Mon, 1 Feb 1993 12:04:28 +0100From: cfatl019@servus.rus.uni-stuttgart.desubject: Conference AnnouncementDate: 01 Feb 93 19:26:49-0500From: SEPW
: ynukha@biusym.cumsugject: summary: Internals & Non-BondsDate: Tue, 2 Feb 93 11:12:51 CSTFrom: {gae11} <baell@syd. dah. csiro. au=5ubject: OWF dielectricDate: Mon, 1 Feb 93 17:57
un.nl=subject: Electronic Periodic TablesDate: 02 Feb 1993 14:36:03 -0500 {EST)From: ZURAW:athena®@leia.polaroid.comsubject: 3D structure -» 2D drawing?From: QINGSONGEmMinmet.lan.
and NanotechnologiesDate: Wed, 3 Feb 93 10:46:20 MSTErom: QINGSONGEminmet,lan.mcgill. caDate: 3 Feb 93 13:04:575ubject: software for calculating zeta potential and e
OF TOLEDO" <DSMITHREUoTt02.utoledo.edusSubject: Re: Plotting orbitals from a 690/692 calculationDate: Thu, 4 Feb 93 11:27:53 ESTFrom: Kevin Moore <kmunre@ﬂcsc.nrg}subject: MOLSOL
1 40100 (NFTIPate: 05 Feh @3 NOQ:28:313 F&TErom® F11int Kino «71137 12M@comnuserve comsSuhiact: €all for Panersnater Fri. 5 Feh 1903 1A:17:37 +0100From: dvan@nandalf ciam unihn. d
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semiemgircaT calculations simp1e oxidesFrom: sender@chemdcl.tau.ac. 1] (Seﬁderuwitz Hanoch)subject: MOPACE.ODate: Sun, 28 Feb 93 13:44:41 GUT-2:00Date: Munf 1 Mar 1393°15:25:19

n.desubject: Expert Know-How wanted !!Date: 02 Mar 1993 08:13:18 -0500 (EST)From: "DONALD B. BOYD" <BOYD_DONALD B@LILLY.COM=Subject: new book on computational chemistryDate: Tue
tate.Edu (Gene Carter)subject: Co MD parameters,Date: Tue, 2 Mar 93 17:22:53 CSTFrom: Greg Landrum <landrum@chenres.tn.cornell. edusSubject: Re:Cache on the MacDate: Tue, 2 Mar 9
11ing software: Does anyone have STELLATDate: 04 Mar 1993 17:08:31 -0500 (EST)From: MARYJIO@northeastern.eduSubject: PDE subdir organization?From: Jan Labanowski <jkl@ccl. net=Dat
ar 93 17:30:16 GMTDate: sun, 7 Mar 93 12:36 ESTFrom: <SMLLOB@PSUWM. PSU.EDU=Subject: Minimum allowable interatomic separationsFrom: sender@chemdcl.tau.ac.i] {Senderowitz Hanoc
secc.fi.cnr.itsubject: MO Theory Made visibleDate: Tue Mar 09 11:23:12 1993Date: Tue, 9 Mar 93 10:52:25 -0500From: gallion@auriga.rose.brandeis.edu (steve gallion)subject: GROW

uplingpate: Thu, 11 Mar 92 18;54 EDTFrom: <PODOSNNA%NYUACFL, BITNET@OHSTVMA. ACS. OHIO-STATE. EDU>Subject: software for PCDate: Fri, 12 mar 93 04:51:15 GMTFrom: jim@guanta.phy.
r 1993 02:33:09 -0800 (PST)From: Thomas Nhan <tom@cassandra.chem.washington.edusSubject: PDE source file...Date: Sun, 14 Mar 93 11:06:13 +0100From: doelz@comp.bioz.unibas.ch (Re
MA, ACS, OHIO-STATE, EDU>Subject: partial charges for fictive atoms in G92Date: Mon, 15 Mar 1993 12:55 ESTFrom: HsUS@chemvZ.mps.ohio-state.edusubject: Problem with vibrational freq
, 15 Mar 1993 21:55:05 -0600 (C5T)From: Chris Parkinson =mbdtscp@hpc. ch.man.ac.uk=5ubject: MM2 code for UNIX systemsDate: Tue, 16 Mar 93 11:49:33 GMTSubject: Re: MM2 code for UN
ar 1993 13:58:36 -0400From: ZSHI®ac.dal.casubject: Information about IBW RS6000Date: 17 Mar 93 16:1B:00 EDTFrom: "STEPHEN R. HELLER" <srheller@asrr.arsusda, gov=Subject: software
st Girona Seminar on Molecular SimilarityDate: Thu, 18 Mar 93 10:40:05 CETFrom: ZSYAMPOLXEBCESCALEOHSTWMA, ACS. OHIO-STATE. EDUSUbject: First congress of the ISTCP (pa
:11 -05005ubject: Keep the noise down, pleaseDate: 19 Mar 93 11:37:00 ESTFrom: nauss@wrair-emhl.army.milsubject: program called GRIDDate: Fri, 19 mar 93 14:33:18 ESTFrom: Ge
23 -0600 (csT)From: Andy Holder <AHOLDER@VAXL.UMKC.EDU»Subject: Announcing AMPAC 4,5Date: 21 war 1993 17:36:57 -0600 (CST)From: Andy Holder <AHOLDER@VAXL.UMKC.EDUsSubject: semic
.milsubject: what about simulated annealing?Date: wWed, 24 War 93 14:11:32 +0100From: dufner@ws0l.pc. chemie.th-darmstadt.de (Hagen Dufner)subject: efq in g92From: "Christopher 3

ject: 5C&A Conference speakers - thanksDate: Thu, 25 Mar 93 10:18:48 -0500From: aul895&cleveland. freenet.edu (Dr. Gene A. Nelson)Subject: Batching fi?es in MOPACFrom: zrf10128&aw
MOBCHEMNA, DICHI. UNINA. ITSubject: Tooking for ACES programfrom: Robert Laird <mbdtsrl@hpb.ch.man.ac. uk=5ubject: Fe-0 calculationDate: Mon, 29 Mar 93 15:49:03 B5TFrom: rafapa@obel
uk>5ubgect: Polyrate QueryDate: Tue, 30 Mar 1993 19:31:32 +0200From: c62@aixfilel.urz.uni-heidelberg.de (Andreas schulz)subject: NBO analysesDate: Tue, 30 Mar 1993 16:04:42 -
ulz)subject: stephen R, WilsonDate: Thu, 1 Apr 1993 16:33:29 +0200From: oles@gollum. uio.nosubject: BiosymDate: 01 Apr 1993 11:43:13 -0600 (CST)From: CUNDARITEmemstvxl.memst.edus
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Fil de-discussion: 1993

- du 23/06/93 au 12/07/93

-29 messages

- 18 contributeurs

-:commence - par un-message -anodin : -Andy -Holder-annonce -la
publication d'un article. donnant les résultats obtenus, pour differents
systemes moleculaires, avec une nouvelle methode semi-empirique
de chimie quantique « SAM1 »

SAM1 reference

e From: Andy Holder <AHOLDER %! at % VAX1.UMKC.I
e Subject: SAM1 reference
e Date: Wed, 23 Jun 1993 17:44:29 -0500 (CDT)

Hi netters. For those of you interested, Michael Dewar's new SAM1
method now has an official reference. It is as follows:

Dewar, M. J. S.; Jie, C.; Yu, G. Tet. 1993, 23, 5003.

This is primarily a listing of results for the new method for a vast
array of systems. It also compares quite favorably with AM1 and
PM3. A more complete paper describing the model will be forthcoming
from my lab in the next year. Professor Dewar felt it important to



Fil de-discussion: 1993

- commence. par.un..message anodin : Andy Holder annonce la
publication d'un article-donnant les résultats obtenus, pour differents
systemes moleculaires, avec une nouvelle methode semi-empirique
de chimie quantique « SAM1 »

--troll: Graham Hurst : « this:-post-disturbs me...-»

--probleme : « it -will- be impossible to independently -reproduce
these results [...]. If the method has not yet been published; then the
results “should ‘not have been accepted for publication since they
cannot be verified. [...] Is the SAM1 method sufficiently described in
this- = paper (or publications it ‘references) to  allow:  independent
verification of-the reported results? »




Fil de-discussion: 1993

--probleme depossibilité: de reproduire-les- résultats car modele
non. décrit ;. probleme  de.  verification.indépendante, probleme
d'ethigque de ‘publication

- la discussion se developpe ensuivant ces themes': tensions,
positions, interrogations des acteurs émergent

--dynamique de la discussion : qui repond a qui(voir schema 1)

- contenu discussion: les themes, entremeles, qui se développent



Fil de-discussion: 1993

Trois directions (trois premieres reponses a Hurst) :

--verifier ; possibilite de reprogrammer soi-méme

-rtravail scientifigue (ouverture et reproductibilite) VS implication
dans.entreprise (développement de logiciels)

--ethique -publication ;- importance peer-review ;, les resultats de
methodes " propriétaires  ne font ‘pas partie ‘de  « open scientific
litterature »

>>> ces trois directions sont ensuite-developpees



Fil de discussion 1993

Un message pivot .- Douglas Smith, 26/06/93
--repond point par point a - Thompson .- monde .ideal /-réel

-- T..:"good:science is that of reproducibility and independent verification® -OK
mais rarement suivi-; parametres en-MM, nota MMZ2, MacroModel, Hyperchem...

- "l-would-never:-have recommended such work -for-publication": OK:“real
problem and-a-good argument for-standardization” mais "utopian and most likely
not-practical®car "codes-and the proprietary nature:of commercial software”

--"Besides; who ever:said we :had to-reveal all-our secrets- and-make them
readily: available ‘and accessible? -\When software: copyrights and - patents  really
provide adequate protection; maybe | will agree-with that attitude "

= - T.: "results of  proprietary ‘methods 'do ‘not belong' in :the ‘open scientific
literature™ “ALORS - "where - do-they belong? -Comparison: of ‘these results: with
“standard” and commonly available "academic” results is healthy and-stimulating.
And, -not- to -tweak :*Mark- Thompson, who -freely distributes  Argus,what: about
Gaussian? [acces ou pas-au-code source]



Fil de-discussion: 1993

Un message pivot': Douglas Smith, 26/06/93

- mangue transparence methode (parametres)

- logiciels propriétaires. : diffusion-et code source

-"protection et rétribution travail'de programmation

>>> vers questions sur « software copyrights and
patents » ;- «.actual trend in.commercializing computational
packages without source codes »

>>> message de synthese de Hurst, apaise la controverse



Supject: Re: Taxol modellingbate: Fri, 1 Jan 93 14:11:05 ESTFrom: Francl Micnelle M <mfranc [GCC. orynmawr. edu=Date: Mon, 4 Jan 93 12:33:36 -0800From: hcj®gull.uncc, edu {(Harry C.
kfz-heideTherg. de=subject: energy contribution of hbonds?bDate: 06 Jan 1993 10:55:29 -0500 {EST)From: "dwj@l111Ty.com {Doug Johnson MCTR7)" <JOHNSON_DOUGLAS_WELILLY.COM=Subject: u
: CADD videosDate: wed, 6 Jan 93 13:03:33 -0800From: chiremv!andromeda! jeffb@uunet. uu. NET (Jeff Blaney)subject: Re: Polygon-based solvent accessible surfacesbate: Thu, 7 Jan 83
Ilpate: 08 Jan 1993 09:19:39 -0500 (EST)From: "dwj@1i11y.com (Doug Johnson MCTR7)" <JOHNSON_DOUGLAS _WELILLY.COM=Subject: replies to my posting about PDB searching methodsDate: F
vi@tiberius.tc. cornell. edusFrom: scsupham@reading. ac.ukDate: Mon, 11 Jan 93 17:54:05 GMTSubject: OWMol guestionsDate: Mon, 11 Jan 1993 14:33 ESTFrom: WILLIAMSHXRAY2EuTkyvx02.1Toud
or doubled messagesDate: wed, 13 Jan 93 13:38:09 ESTFrom: rsefeck@watson.ibm, comsubject: data-flow programs for molecular modelingbate: wed, 13 Jan 93 13:38:09 E5TFrom: rsefeckd
GAMESS and MOPACDate: Thu, 14 Jan 1993 10:42:35 -0300 (EST)From: HERMAN@ULNA.BWH.HARVARD.EDUSubject: RE:HELPDate: Thu, 14 Jan 1993 11:18:26 -0500From: jle@world.std.com (Joe
gov (Ron shepard)subject: Re: Cartesian vs Internal coordinatesbate: Fri, 15 Jan 93 06:48 COTFrom: CUNDAR:T%MEMSTVXI.BITNET@OHSTVMA.A{S.OH:O—STATE.EDUSub?ect: Steric strain at T
OFram: dwschn@bblt.munsantu.cnmsub?ect: next Molecular craphics Society MeetingFrom: m.e. <harbowy@chemres.tn.cornell, edu=Subject: UHF calc's on diradicals/T5Date: Mon, 1§ Jan 9
n 93 15:29:22 +0100From: oosten@rulhml.Leidenuniv.nl (A.B. van Oosten)subject: Re: proton+electron=neutron?Date: wed, 20 Jan 93 10:11:36 ESTFrom: landman@hal.physics.wayne. edu
0-STATE.EDU»Subject: RE: PC Survey RESULTSDate: wed, 20 Jan 1993 15:47 C5TFrom: "JORGE M. SEMINARIO" <JSMCMEroyal.crc.uno.edu=Subject: Re: density problemDate: Wed, 20 Jan 93
ke to test a program.Date: Thu, 21 Jan 93 12:19:42 +0100From: Inst.f.pPhys.chem. I <pcl@pctc.chemie.uni-erlangen.de=Date: 21 Jan 93 07:50:00 ESTFrom: nauss@wrair-emhl.army.milsub
%an 93 13:27:12 cMTFrom: "D. Mathieu" <DEWINDTHFRSACLL,BITNETEOHSTWMA.ACS.OHIO-STATE.EDU=Subject: force constant symmetry and GaussiandODate: 22 Jan 93 13;DE:32 UFFrDm: "BD
& Recurrencebate: Fri, 22 Jan 1993 13: :Ta ﬁ}‘ Ajc! ﬂf it Rﬂ DEBE H%&lmmﬂ:% -0500From: system@alchemy. chem. utoraon
From: arne@mango.mef.ki.se (Arne ETDFSSM&i‘ﬂ%a é: -ﬁﬁ ] a éu &fﬁiﬁ 5 \ i_ramsay@emunix. emich. edusubject: CHEMiCALC:
subject: This 1s testDate: 26 Jan 1993 07:20:59 -0600 (CST)From: AHOLDEREVAX1.UMKC,EDUSubject: Semiempirical referencesDate: Tue, 26 Jan 93 12:57:08 -0500From: watanabe@tammy. ha
ate: 27 Jan 93 08:59:32-0500From: /PN=DAVID.W.ELROD/DD. ID=55W. DWELROD/PRMD=UF J0KN /ADMD=TELEMAIL /C=U5/@sprint. comsubject: Computer Assisted Chemistry Course Info RequestedDate: W
3 20:38:08 aWTsubject: RE: XwD-=Mac conversion...Date: Wed, 27 Jan 93 14:21:29 -0700From: Jon Rusho =rusho@nitrate.chem.utah. edu=Subject: Re: Periodic Table widgetDate: wed, 27
93 14:47:36 -0500From: caves@tammy,harvard, edubate: Thu, 28 Jan 1993 15:28:31 PETFrom: VOODOO CHILE <morris@gnll.ucdavis.edu=Subject: Population Analysis in GaussianFraom: mei@ve
1993 14:23:55 +22303823 (EST)Date: Fri, 29 Jan 93 15:07:15 C5TFrom: shepard@dirac.tcg.anl.gov (Ron shepard)Subject: excited statesbate: Fri, 29 Jan 1993 16:47:38 -0600From: s1iu
CHEM.CMU.EDUSUbiect: RE: Gaussian and excited statesDate: Fri. 29 Jan 93 16:35:12 ESTFrom: Louis.Grace@um.cc.umich. edusubiect: Gaussian and excited statesDate: Fri. 29 Jan 93 15
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d. harvard, edu {%111 cheney}sub%ect: Computer Prngram to Evaluate wigner 3j CoefficientsDate: Fri, 26 Feb 1993 22:08:57 0100Fr om: ole.swang@kjemi.uio. nosubject: language questio
semiemgircaT calculations simple oxidesFrom: sender@chemdcl.tau,ac.1] (Senderowitz Hanoch)subject: MOPACE.ODate: Sun, 28 Feb 93 13:44:41 cMT-2:000ate: Mon, 1 Mar 1993 15:25:19

n.desubject: Expert Know-How wanted !!Date: 02 Mar 1993 08:13:18 -0500 (EST)From: "DONALD B. BOYD" <BOYD_DONALD B@LILLY.COM=Subject: new book on computational chemistryDate: Tue
tate.Edu (Gene Carter)subject: Co MD parameters,Date: Tue, 2 Mar 93 17:22:53 CSTFrom: Greg Landrum <landrum@chenres.tn.cornell. edusSubject: Re:Cache on the MacDate: Tue, 2 Mar 9
11ing software: Does anyone have STELLATDate: 04 Mar 1993 17:08:31 -0500 (EST)From: MARYJIO@northeastern.eduSubject: PDE subdir organization?From: Jan Labanowski <jkl@ccl. net=Dat
ar 93 17:30:16 GMTDate: sun, 7 Mar 93 12:36 ESTFrom: <SMLLOB@PSUWM. PSU.EDU=Subject: Minimum allowable interatomic separationsFrom: sender@chemdcl.tau.ac.i] {Senderowitz Hanoc
secc.fi.cnr.itsubject: MO Theory Made visibleDate: Tue Mar 09 11:23:12 1993Date: Tue, 9 Mar 93 10:52:25 -0500From: gallion@auriga.rose.brandeis.edu (steve gallion)subject: GROW

uplingpate: Thu, 11 Mar 92 18;54 EDTFrom: <PODOSNNA%NYUACFL, BITNET@OHSTVMA. ACS. OHIO-STATE. EDU>Subject: software for PCDate: Fri, 12 mar 93 04:51:15 GMTFrom: jim@guanta.phy.
r 1993 02:33:09 -0800 (PST)From: Thomas Nhan <tom@cassandra.chem.washington.edusSubject: PDE source file...Date: Sun, 14 Mar 93 11:06:13 +0100From: doelz@comp.bioz.unibas.ch (Re
MA, ACS, OHIO-STATE, EDU>Subject: partial charges for fictive atoms in G92Date: Mon, 15 Mar 1993 12:55 ESTFrom: HsUS@chemvZ.mps.ohio-state.edusubject: Problem with vibrational freq
, 15 Mar 1993 21:55:05 -0600 (C5T)From: Chris Parkinson =mbdtscp@hpc. ch.man.ac.uk=5ubject: MM2 code for UNIX systemsDate: Tue, 16 Mar 93 11:49:33 GMTSubject: Re: MM2 code for UN
ar 1993 13:58:36 -0400From: ZSHI®ac.dal.casubject: Information about IBW RS6000Date: 17 Mar 93 16:1B:00 EDTFrom: "STEPHEN R. HELLER" <srheller@asrr.arsusda, gov=Subject: software
st Girona Seminar on Molecular SimilarityDate: Thu, 18 Mar 93 10:40:05 CETFrom: ZSYAMPOLXEBCESCALEOHSTWMA, ACS. OHIO-STATE. EDUSUbject: First congress of the ISTCP (pa
:11 -05005ubject: Keep the noise down, pleaseDate: 19 Mar 93 11:37:00 ESTFrom: nauss@wrair-emhl.army.milsubject: program called GRIDDate: Fri, 19 mar 93 14:33:18 ESTFrom: Ge
23 -0600 (csT)From: Andy Holder <AHOLDER@VAXL.UMKC.EDU»Subject: Announcing AMPAC 4,5Date: 21 war 1993 17:36:57 -0600 (CST)From: Andy Holder <AHOLDER@VAXL.UMKC.EDUsSubject: semic
.milsubject: what about simulated annealing?Date: wWed, 24 War 93 14:11:32 +0100From: dufner@ws0l.pc. chemie.th-darmstadt.de (Hagen Dufner)subject: efq in g92From: "Christopher 3

ject: 5C&A Conference speakers - thanksDate: Thu, 25 Mar 93 10:18:48 -0500From: aul895&cleveland. freenet.edu (Dr. Gene A. Nelson)Subject: Batching fi?es in MOPACFrom: zrf10128&aw
MOBCHEMNA, DICHI. UNINA. ITSubject: Tooking for ACES programfrom: Robert Laird <mbdtsrl@hpb.ch.man.ac. uk=5ubject: Fe-0 calculationDate: Mon, 29 Mar 93 15:49:03 B5TFrom: rafapa@obel
uk>5ubgect: Polyrate QueryDate: Tue, 30 Mar 1993 19:31:32 +0200From: c62@aixfilel.urz.uni-heidelberg.de (Andreas schulz)subject: NBO analysesDate: Tue, 30 Mar 1993 16:04:42 -
ulz)subject: stephen R, WilsonDate: Thu, 1 Apr 1993 16:33:29 +0200From: oles@gollum. uio.nosubject: BiosymDate: 01 Apr 1993 11:43:13 -0600 (CST)From: CUNDARITEmemstvxl.memst.edus
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Fil de discussion 2001 :: GAUSSIAN

- du 8/12/01 au 14/12/01

- 45 messages

-’33 contributeurs en une semaine (rythme + élevé que fil 93)

- commence par un message anodin (Jen-Shiang Yu, PhD Taiwan) :
annonce d'un «benchmark » (benchmark .pour PC : eépoque ou on

bricole les machines - desktop computing)

-- enchainement des premiers messages (voir schéma 2)

--probleme (4°™- et dernier message de Yu) : « We have got the
information from Gaussian Inc. that distributing the modified version
of makefile or the instructions is violation to the licence agreement. »

- déroulement : ce que la licence d'un logiciel scientifique peut:ou
doit ‘permettre ; fil s'envenime ' par l'intervention du président de
Gaussian, Inc. (M. Frisch).




Fil de discussion 2001 :: GAUSSIAN

=-ouverture du code source en tant que garantie de reproductibilité :
tensions avec la licence, différences de Gaussian avec le monde du libre

-Gaussian est ‘un logiciel propriétaire qui laisse son code source
lisible (par souci de transparence epistémique) mais la licence-est TRES
restrictive :

- pas d'initiative dans la compilation
- pas de publication d'output

- on. ne peut compiler Gaussian que sur le materiel prevu par
Gaussian (argument - garantie- de reproductiblité) au - détriment du
benchmarking par la communauté scientifique.

--performance ‘du: calcul (software) et reproductibilité (methode)
sont entremeélées

- refus de la contribution de la communauté // question du support
parla-communaute

- différentes catégories d'utilisateurs (lead users, end users...)



Citation du titre

« a-LLOT of little secrets
and "bugs" »

« the support is not so
good »

computer-whiz VS
experimentalist

« people [...] prone to
jump on Gaussian »

« to make the program
work the way the manual
implies that it should »

« auser interface that is
actually user-friendly »

Re: Gaussian Flame-wars

From: "Phil Hultin" <hultin.,at,.cc.UManitoba.CA>

Subject: Re: Gaussian Flame-wars

Date: Tue, 11 Dec 2001 16:52:36 -0600

Max Valdez wrote:

>I think Gaussian is a great tool, but it has a LOT of little secrets and
>"bugs", and the support is not so good, I don't think the spend

>that much money on customer support, given the price of the product.

I absolutely agree with this statement. I think I represent a new kind of
scientist working with tools like Gaussian. I am an experimentalist, not a
computer whiz, [...]

So what's the point of all this? Well, maybe people would be less prone to
jump on Gaussian (as they have over this makefile thing) if they didn't feel
that the philosophy of Gaussian Inc. was similar to that of the "high
priest" - only the initiates will have the secrets revealed and then only
after years of study. A nice start would be to make the program work the
way the manual implies that it should (or to make the manual describe how
the program actually works). Even better: bring the program into the 21st
century by providing a user interface that is actually user-friendly. What
the priests and initiates regard as "a philosophy and aesthetic of
simplicity" looks quite otherwise to many of us on the outside!

Dr. Philip G. Hultin

Associate Department Head and
Associate Professor of Chemistry
University of Manitoba

Winnipeg, MB, Canada R3T 2N2

(vox) 204-474-9814

(fax) 204-474-7608
mailto:hultin.,at, .cc.umanitoba.ca
http://www.umanitoba.ca/chemistry/


mailto:hultin%40cc.UManitoba.CA
mailto:hultin.,at,.cc.umanitoba.ca
http://www.umanitoba.ca/chemistry/

Fil de discussion 2001 :: GAUSSIAN

--la question de la maintenance (Frisch) avive les tensions : logiciels
sont ''market oriented" et sont maintenant dans un monde qui suscitent
des attentes de clients :'le fil embraye sur le sujet de la maintenance (ou
absence de maintenance); payante (ou pas), de qualité (ou pas)

--cect” conduit -a discuter: la ‘question de l'accessibilite (Hultin)
« user-friendliness », '« black = 'box'» " >>> " QUI " utilise les . logiciels
(différents types d'utilisateurs : développeurs-ou utilisateurs)

>>>. différences -entre -ouverture et -accessibiliteé,
compéeétences neéecessaires pour modeliser; parallele
avec instruments de mesure

- empowerment of users



Comparaison fil- 1993 et fil 2001

--Tensions ; partent de la methode en 1993, partent du
logiciel en:2001

- Articulation logiciel avec : veéerification et publication en
1993, hardware et maintenance (utilisateurs) en 2001

- Copyright, brevets, licences: en-1993, des questlons se
posent (incertitude), diversité des prises de position ; en
2001, conversation . sur .. un. . plan ' juridico- techmque
(|nvocat|on de la proprieté intellectuelle, de la licence) et
industriel {métaphore de la voiture)

-‘Gaussian ;:un classigue mais n'est pas central-en:1993;
l'objet de la discussion 'en 2001
>>>Sentiment - d'injustice de -Gaussian
Gaussian ‘est tres preoccupeé fpar la transparence  (code
source), mais la critigue ne se fait plus sur la transparence
(d'ou Il'absence 'de références a. la reproductibilité et la
publication) mais - sur les formes d'utilisation possibles et
permises-.  (benchmark, “licence, '~ maintenance,. . user-
friendliness)




Bilan

Multiples tensions :

-au-niveau de la construction des logiciels
- de'leur distribution

- de:leur maintenance

- de'leur utilisation

Questions des acteurs :

-.sur ce gque peut et doit étre I'activite scientifiqgue (normes
«idéales » : idéal d'ouverture de-la science, transparence,
vérification - et.” reproductibilité, ' publications : et = peer-
reviewing, productions scientifigues comme bien commun)

- -sur..~les . rapports = entre: -méthodes et logiciels. . les
implémentant

= sur‘la forme-de retribution du travail de codage

- sur le brevet, la propriete intellectuelle, la licence

- sur la-marchandisation des produits de leurs recherches




Methode et programme sont entreméles

- reproductibilité vs'reconnaissance (publi
&-diffusion-de code)

~.parametrisation => transparence
epistémique n'est qu'idéale

~transparence epistemique ::niveau: publi,
niveau. code:-source-:-deux formes
d'ouverture differentes et en-pratique
compliquees (publi :-peer-reviewing,
code.. ouvert mais pas modifiable)

-‘ouverture du code:=/-ouverture'du
software (possibilite de compiler::
I'ouverture depend aussi.du hardware

(Kelty))

-‘cité de la'science (rétribution=publi)-vs
cité industrielle (software=commodity) -
debats sur =/formes propriéte
intellectuelle + licensing policy. qui fagonne
ce monde

~-software bien‘public (contribution
par/pour fa-communauté) ou bien privé
(stabilite garantie) ; question du support

- =/.catégories de users +'empowerment :
ouverture= accessibilité



Bilan

Multiples tensions :

-au-niveau de la construction des logiciels
- de'leur distribution

- de:leur maintenance

- de'leur utilisation

Questions des acteurs :

-.sur ce gque peut et doit étre I'activite scientifiqgue (normes
«idéales » : idéal d'ouverture de-la science, transparence,
vérification - et.” reproductibilité, ' publications : et = peer-
reviewing, productions scientifigues comme bien commun)

- -sur..~les . rapports = entre: -méthodes et logiciels. . les
implémentant

= sur‘la forme-de retribution du travail de codage

- sur le brevet, la propriete intellectuelle, la licence

- sur la-marchandisation des produits de leurs recherches

Perspectives au-dela de |'étude de cas :

--ouverture commevaleur problématigue :  dépend contexte
et arene

--biographies.de logiciels (autres sources)
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