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1. Computational chemistry ?
2. Computational Chemistry List (CCL) ?
3. CCL en tant que corpus ?

4. Quelles tensions ?
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decigion-making of today’s computational chemists and molecular modelers. An industry standard for over 20 years and 1 refer ér“"—"SE ter Tue. 26 J_r ] -L"UE'FI om: " e

the basis for Tripos’ expert melecular modeling environment, S%YBYL provides the fundamental components for

understanding molecular structure and properties with an emphasis on the discovery of lsad candidates. L. COm3L h: ect: u]!"pl_.ter Assisted Chemi ST'I"' Course Info R

Titrate . utah. Subject: Re: Pe erfodic Table idge ;
Computational chemists understand the impact that continual innovation can bring to the technologies used in their in CH“] 2. ucdavis. edu: '.- IJ_'.E-C‘Z ; Popu lation Anal Y5 15 10 GaussianFrom: mei@ve
silico discovery programs. They realize the benefits of complementing their cwn chemical intuition with validated subiect: excited statesDa Fri, 29 Jan 1992 16:47:38 -0600From: s1iu
science. Well-designed and frequently updated software can save valuable time and often means the difference c.umich. :nd| subject: Gaussian and excited states ; Fri, 29 ]'[* g3 15
between success and failure. Tripos’ premier computational informatics offering, SWBYL, leads the way in innovation b

L ) . ) ) " X ct: conference AnnouncementbDate: 01 Feb 93 19 19-0500From: SBPM
with its ever-growing suite of technologies and our commitment to applied science and freguent product enhancements. ]:de da }~ csiro. au=subiect: DMF die]e-:tri-:l:s.te |-.. an, 1 Fﬂh _J< 17157
- oid. ¢ ct: 3 truct —» 2D drawing?Fre inmet. 1an
SYBYL Overview Brochure S FIH (4MB) SYBYL System Requirements .31.'11":'. I,:J e Sl bl e LUDEU L :_l M_S_OT&G,.. nme _.l"'r :
33 13:04:575u h_e : softy ulating zeta potential and e
Feb 93 11:27:53 ESTFrom: Kevin Moore <kmoore@ncsc.orgs=Subject: MOLSOL
arspate: Fri, 5 Feb 1993 16:17:32 +0100From: ivan andalf.ciam. unibo. 1
_<hobby_clark@quickmail. clemson. edu>5Subject: Memory and CPU for Starde

- CONIT

THE OFFICIAL GAUSSIAN 03 WEB SITE

The Official Gaussian Website

i L ra

(MR ¥ L S = .
d.harvard.edu (ji1] cheney)subject: Compu ter Progra Al ik
semienpircal calculations simple oxidesFrom: Sﬂrdﬂr € Tech Support The Latest News
n deSI..E:'e-;t' EXpert Know-How wanted !!Date: 02 Mar Events
e.Edu_(Gene Cér't risubject: Co MD p "5, Date: Tu People + Congratulations to Keiji Morokuma on being awarded the Imperial Prize of the Japan Academy.

nyone have s “ELLfT’

This well-deserved honor is in recognition of "the integrated impact of chemistry in [his] work in

5 5 ‘_. Links
sl ate: - sun, 7 Mar 95 1 = understanding structure, function and reactivity of molecules by theoretical/computational approaches.”
Al ct: vMo _}‘:"3' y M ~d° visibiebate: J Pice e Professor Morokuma will be presented the prize by Japanese Emperor Akihito in a ceremony in Tokyo
gbate: 9 0800 (p5T F;"; 18 L _3 Eg E; Ijlr 5 e June Sth. Additional information
993 02:32:09 -0800 (PST)From: Than a55an(

; “L;Cf?Hiﬂ'i_ _E:EEH:"-" Eo;;— ,,g_r\ ;I] i “},“I ?;SPT"J[ 1:1;:1 + Gaussian Workshop in Sydney in September

' J N o ] ool | [

,rr éf,‘}cég,e;ﬁ“c “:'.’H Sy Ef’ Wi : ‘r“r':'[if + Gaussian 03 Revision E.01 available:

J.l _05005 ,JE' i K""l; the r5132 s ja‘__" ;EI 18 Mar o Read the release notes for more details.

e
-:t : _,C?.L Caonfer

E'CH' UNINA. I

en R.

o Includes support for Intel Macs (details)

'Elé : Ef_ﬁép réﬁéu Iu%] :rJ &2 ”Eju 2 o The_AMD Opteron and EM64T platforms now ha_ve separate versin_ns of Ga_‘ussfan 03. For

ence speakers - thanksDate: Thu, 25 Mar
Tsubject:
yrate queryDate: Tue
wilsonDate: Thu, 1 Apr 1993 16:33:29 +0200From: olesag

maximal performance, be sure to purchase and install the appropriate version for your hardware.
You can use the:
o o R cat [prucfcpumfu o

olTum. uio. nosu IJ_e:t Bi0s) ymDate: 01 Apr 1993 11:43:13 -0600 (CST)From: CUNDARIT@memstvxl.memst.edus
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1.2 Computational
Chemist

-Developers : écrivent le
code puis:le diffusent
-Users :-utilisent le code
-Vendors : vendent le code
-NSF, DoD : financent.des
projets

-Supercomputers ; allouent
des ressources de calcul
-Hardware vendors +
Operating systems .
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1.3 Comment cette
communauteé
scientifique a traite le
probleme du software
dans ce contexte ?

=science/technologie
-formes d'innovation
-software en sociéte
-objet technologique qui VOLUME 11
influence l'activité scientifique.

Software as a boundary
object.
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2. Computational Chemistry
List (CCL)
2.1. Principe

2.2. Genese et contexte de création

2 » 3 . H iStOi re Wombat Bioactivity Database:

http:flwww.ccl.netlindex.shtml

CCL Home
About CCL Messages in a queue: 0 (approx. wait time: 00:00 hours)
Rules, Instructions, | Page supported by:
Supporting CCL, ',eﬂﬂ
”p"’a_di“g il to c Computational Science & Engineering Online
LLL ST, SEHLE ... a laboratory without walls for scientific computing
Policy, Privacy %o NLIN
Policy, About Us
Contact Us
Drug Discovery | Welcome to the CCL Website!
Training
I'. Drug Discovery -‘I AR CAMD Rivisian sunna b ) -




Attack of the killer workstations

o From: jle $#at#l world std.com (Joe M Leonard)
o Subjsct Attack of the killer workstations
o Dgie Tue, 10 Dec 21 20:04:44 0500

Beviewing the recent discussion regarding C ws. Fortran and structured ws.
spagetti coding, isn't it reasonable to consider the time of the programmer
as more important that the code's runtime [(within reason)? Giwven that
approx. 5§20k workstations are comparable to Cray machines, isn't 10-ishk
overhead more than worth the human time savings through better-thought-
out programming |(structured, modular, OO0, etc.)? I hope the day's past
for really needing to count cycles in loops - as one can wait for the next
wversion of workstation xxx to gain appreciable speedups.

Chwviou=sly, this isn't the case for mwpp mwachines, for which the consensus is
that one must rethink and/or reimplement algorithm's in order to use

the hardware to advantage. 3till, this might prowve to ke an example where
clearer coding styles might turn out to be a win after all...

Joe Leonard

Jle f#at#i world.std.com

2:1. Mailing List : discussion‘list

Communication asynchrone. 'Internet. Email. Subscription. 90s.
Modération Influe sur la réactivite.. Communaute déclaree.

Pas d'édition. Pas.d'anonymat. Echange privé ou public.

Archives consultables.



E-mail Listserwver and FTFP archives for computational
CCL is born chemists are established at 0SC a=s a hobby project of Jan
Labanow=lki .

CCL Introduces Gopher interface to messzage=s and it= FTF

CCL gets Gopher zite. CCL grow= in number of =zubscriber=sz and mnesszages.
CCL Introduces WEE interface to messages and its FTP =ite.
CCL gets WEB

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

CCL gets money from NSF

Ju=t in ca=ze., Jan Labanowslki per=zonally registers the
CCL gets domain domain o=f. mef =ince the good domains are being bought by
the million=s by domain name investors.

After deliberations and all the advice not to (... HaF
CCL buys small iron soRething =ofid if pog have moncer. .. ) CCL decided to
operate from PCs running Linux and Apache Web Server.

2.2. Computational Chemistry List (CCL)
1991. Ohio Supercomputing Center.

Communauté de scientifiques geeks mais pas computer scientists.
Discipline émergente (journaux, congres...) : communauté a

cimenter.



Subscribers

Number of subscribers Messages per month
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Month

2.3. Historique

-croissance reguliere puis stabilisation (approx. 10 messages par
jour)

-academic / for profit

-senior positions/ graduate students

-developers / users

-USA / pays émergents

90s : Internet=email ; communauté geek et en train de se définir.



3.CCL en tant que corpus

3.1. les acteurs en interaction
3.2. informel et barrieres abaissees

3.3. themes abordes
3.3.1 help in using software
3.3:2 learning

3.3.3 religious wars, flame wars



Supject: Re: Taxol model lingbate: Fri, 1 Jan 93 14:11:05 ESTFrom: Francl Micnelle M <mfranc [GCC, orynmawr. edu=Date: Mon, 4 Jan 93 1.2:33:36 -0800From: hcj®gull.uncc. edu {Harry C.

kfz-heideTberg. de=subject: energy contribution of hbonds?bDate: 06 Jan 1993 10:55:29 -0500 {E=TV\Eram: Mehod@TdTw cam fnngn dnheeqs METDTYN CIAUMERK AALEE AS WAL TV Aokecnbdart s )
: CADD wideosDate: wed, 6 Jan 93 13:03:33 -0800From: chiremv!andromeda! jeffb@uunet.uu. NET {1 | B T [ ] ' ' ' EE
|'Date: 08 Jan 1993 09:19:29 -0500 (EST)From: "dwj@1i1ly.com (Doug Johnson MCTR7)" <JOHNSON_ ! L it - ; ! - —i: F

. 3.1. Acteurs en interaction. = EEEEEE

GAMESS and MOPACDAte: Thu, 14 Jan 1993 10:42:35 -0500 (EST)From: HERMANGULNA. BWH. HARVARD. oe

gov (Rng shepard}subject: Re: car;esian Vs :nteqna11cunrd1nﬁtesnate Fri, 1% Jan 93 06:48 CE i Tt T
OFrom: dmsclag monsanto. comsubject: next Molecular Graphics <h . . [ 9
n 93 15:29§&umw nostend ru:{hwl Leidenuniv.nl (A.B. p‘ ran ou&é&élﬁﬁ rtSw ' | _du

0-STATE.EDU>Subject: RE: PC Survey RESULTSDate: wed, 20 Jan 1993 15:47 CSTFrom: "JORGE M. ' [ 192

ke to test a program.Date: Thu, fl Jan 93 12:19:42 +0100From: Inst.f. Phys.Chem. I <pcllpctc T ' ' [~ Sub
Jan 93 13:2 rom: "D. Mathieu" <DEWINDTHFRSACIL.BITNETEOHSTVMA,AC EDU>5ub - - — {— +——"BD
1e Recur‘rehg'm 22 Jan 1993 13:36:26 +0000From: BDIEAL <BDI EAL%ﬂ?%wct | i . ' fezd . [i= ron
From: arne@mango.mef. k1 se (Arne Elofsson)subject: Re: charmm and 5GIs - charmm nehsgrnu “Da - - LC:
subject: This 15 testDate: 26 Jan 1993 07:20:59 -0600 (CST)From: AHOLDERGVAKI.UMKC. EDUSL jec . ha
ate: 27 gpg_r? 32 0500From: /PN=DAVID.W.ELROD/DD. ID=55M. Dt';E éj DMD=TELEN W
3 20:38:0 1b1ect RE: XWD->Mac conwersion...Date: wed, 27 Jan 9d 00From: o 27

93 14:47:36 -0500From: caves@tammy, harvard, edubate: Thu, 28 Jan 1993 15 28:31 PSTFer VQOoDa Eve
1993 14:23:55 +22303823 (ES5T)Date: Fri, 29 Jan 93 15:07:15 C5TFrom: shepard@dirac.tcg.anl.go Tiu
CHEM. CMU.EDUSUbject: RE: Gaussian and excited statesDate: Fri, 29 Jan 93 16:35:12 ESTFrom: L 1 15
radnwski@nnndl.ccrc.uga.eduDate: Mon, 1 Feb 1993 12:04:28 +0100From: cfatlOl9@servus. rus.unt PM

: youkha@biosym. comsubject: Summary: Internals & Non-BondsDate: Tue, 2 Feb 93 11:12:51 CSTF HnE
un. nl=subject: E1ectrun1c Periodic TablesDate: 02 Feb 1993 14:36:03 -0300 (EST)From: ZURAW%a an.
and Nanute 1n010g1e We 93 10: 16 20 M w QINGSONGEminmet. Tan. mcgill. capate: d e
OF TOLEDOQ" @u é s SL H rhitals from a G90/692 Calculat S0L
3 +0100 (N l] 71127.12318compuserve. cam=5ubjec 0. 1
<hobby_ cTarknqu1ckra11 clemson. edu»Subwect E ra11 searchDate: 6 Feb 1993 10:08:20 -1812Fon Irde
500 kEST)FrDF 011ack“ester mse. uc. EDU (5. K. PDTTack)Sub1ect Fhosphazene ModelingDate: Mo 50
Date: Tue 53 0500 (EST)From: "DR. DOUGLAS A. SMITH, UNIVERSITY OF TOLEDQ 10

5. From: Zh g Uiuc, edy>Date: wed. 10 Feb 93 16:23:41 —0600subject : paral ' ad
T-25ubject: NDO prngrawDate i ix.mpi- I5)5
714031% fkuxa.lku.fkf@HSvaA ACS. OHIO-STAT| : ! ; Fri ACS
tiTRea ¥ wgndnws for PC ..Date: Sat, 13 F The Structural <Ekub@1 n.u
11, edu=subject: MPW FortrantDate: Tue, 1 e L S L <Kgreeyv . P5
;I'FFDIT: "';-.'l.j 'Jl'cudd Wipke" <1-.'1'p|-ceC'LSECS.UCSC.5 Tre inkﬁljjllmt:-i“[.n of the Regear"c \.}S
W, 18 Feb 93 14:22:08 PSTFrom: rawdauto 1 ; bstion 3 she
feld chargesbate: Fri, 19 Feb 93 14:49:00 e Public e B, EDU=5 f"'\km avi
k Kjemi" <bjerkese@kjemi.unit.no=5ubject: An Inguiry into & i 1 Feb ——40:
: Carl lugbate: Tue, 23 Feb 93 15:08:43 p Catogory of Botirgeais Society B subje \(% figr'g @ha
gysubject: Re: Hydrogen bond.Date: W : F1.BITN _ hu,
nl.govsubject: X-Window terminal emulator j rom: fe ly 2
d.harvard, edu (ji11 cheney)subject: Compu . TtsDate: tio
sewiewEircaT calculations sipre oxidesFr i3 s Hahe a¢ bnoch) sy . 19

n.desubject: Expert Know-How wanted !!Dat ; A i ONALD B. | Tue
tate.Edu (Gene Carter)subject: Co MD para . ' i Greg L r 9
11ing software: Does anyone have STELLA?D ARYJO@Nur LiiedsLer 1. eulizun JecL. FUB SUDUIT UPgal 1240 TUNEET Ul Jdil Ladandwsk | = )8 iece 1. nee=Dat

ar 93 17:30:16 GMTDate: sun, 7 Mar 93 v F??dfﬂfi Lauwwﬂrﬂ : 88 - Vinimum allowable interatomic separationsFrom: sender@chemdcl.tau.ac. 1] {Senderowitz Hanoc
secc.fi.cnr.1tsubject: MO Theory Made vis : | 9 Mar 93 10:52:25 -0500From: gallion@auriga.rose.brandeis.edu (steve gallionjsubject: GROW

uplingDate: Thu, 11 Mar 93 18:54 EDTF I10-STATE. EDU>Subject: software for PCDate: Fri, 12 Mar 93 04:51:15 GMTFrom: jim@quanta.phy.
r 1993 02:32:09 -0800 (PST)From: Thomas N bCt: PDB source file...Date: sun, 14 Mar 93 11:06:13 +0100From: doelz@comp.bioz.unibas.ch (Re
VA, ACS, OHIO-STATE. EDU=Subject: partial ch Mar 1993 12:55 ESTFrom: HsUs@chemv2.mps.ohio-state.edusubject: problem with vibrational freg
, 15 Mar 1993 21:5%:05 -0600 (CST)From: C bject: MM2 code for UNIX systemsDate: Tue, 16 Mar 93 11:49:33 cMTSubject: Re: MM2 code faor UN
ar 1993 13:58:36 -0400From: ZSHIZac.dal.c & g 17 Mar 92 16:18:00 EDTFrom: "STEPHEN R, HELLER" <srheller@asrr.arsusda.govs=Subject: Software
st Girona Seminar on Molecular Similarit bm: ZSYAMPO1%EBCESCALEOHSTVMA. ACS. OHIO-STATE. EDUSUbject: First congress of the ISTCP (pa
:11 -05005ubject: Keep the noise down, p B air-enhl, army. milsubject: Program called GRIDDate: Fri, 19 mar 93 14:33:18 ESTFrom: Ge
23 -0600 (€sT)From: Andy Holder <AHOLDER®E bate: 21 Mar 1993 17:36357 -0600 (CST)From: Andy Holder <AHOLDERPMAX1 UMKC. EDU>Subject: semic
.miTsubject: what about simulated anneald dufner@ws01. pc. chemie. th-darmstadt.de (Hagen Dufner)Subject: efg in g92From: "Christopher 1

ject: 5C&A Conference speakers - thanksDa bacleveland. freenet.edu (Dr. Gene A. Nelson)Subject: Batching f1?es in MOPACFrom: zrf10128&aw
MOBCHEMNA, DICHI. UNINA. IT5ubject: Tooking B hpb.ch.nan.ac.uk}subject: Fe-0 calculationDate: Maon, 29 Mar 93 15:49:03 B5TFrom: rafapa@obel
uk>subject: Polyrate QueryDate: Tue, 30 W Y. uni-heidelberg.de (Andreas schulz)subject: NBO analysesDate: Tue, 30 Mar 1993 16:04:42 -
ulz)subject: stephen R. WilsonDate: Thu, @i0. nosubject: BiosymDate: 01 Apr 1993 11:43:13 -0600 (CST)From: CUNDARITEmemstyxl.memst.edus



Subject: Re: Taxol modellingDate: Fri, 1 Jan 93 14:11:05 ESTFrom: Francl Micnelle M =mTranc|@cc,prynmawr. edu=Date: Mon, 4 Jan 93 12:33:36 -0800From: hcj@gull.uncc.edu {Harry C.
5T) <JOHNSON_DOUGL! WaLT LLY. Lor~.:¢b ect:

kfz-heidelberg. de>subject: energy contribution of hbonds?Date: 06 Jan 1993 10:55:29 -0500 (EST)From: "dwj@li1ly.com {Doug Johnson MC u
: CADD videosDate: wed, 6 Jan 93 13:03:33 -0800From: chiremv!andromeda! jeffb@uunet.uu.NeT (1eff Blaney)subject: Re: Polygon-based
| IDate: 08 Jan 1993 09:19:29 -0500 (EST)From: "dwj@1i11y.com (Doug Johnson MCTR7)" <JOHNSON_DOUGLAS_WELILLY.COM=Subject: replies t
vi@tiberius.tc. cornell. edu=From: scsupham@reading. ac.ukDate: Mon, 11 Jan 93 17:54:05 cMTsubject: Dvol guestionsDate: Mon, 11 Jan 1

ar dm;b]ecj messagesDate: 'a-:;ad, 13 Jan 93 13:38:09 EsTFrom: rsefeck@watson. ibm, comsubject: data- T]DE programs for m]eﬂﬂar modeTling( . The Str.u::tural
GAMESS and MORACDate: W, 14 Jan 1993 10:42:35 -0300 (EST)From: HERMANGULNA. BWH. HARVARD. EDUSY ject: RE:HELPDate: Thu, 14 Jan 1 i o . S

gov (Ron sh epard‘SL.b ect: Re: Cartesian vs Internal c|3|3r"d1r1afes|:‘are Fri, 15 Jan 93 0-5 +Es COTFrom: CUNDARITHMEMSTVXL.BITNETEOHSTVMA T d]’l&furmdt‘iun of the i |

OFrom: dms h bj ic r onfPm. e. <harbowy@chemres.tn. cornell. edussubject: ~"Public Sphere no
n 93 15:29: lt ﬁ ﬂc'llﬁl \a P\“ Ttsngpe Em q:urnrcur1+e19ffr"ur1 neern”’Dafe wWed, 20 Jan 93 1SS p-- y oW
at 15:47 : s

0-STATE. EDU> :ml.b ject: PC Survey RESULTS wed, 20 Jan 199 CSTFrom: "JORGE M. SEMINARIO" <]SMCMEroyal.crc.uno. edu=Sul An Tnguiry i
ke to test a program. Date Thu, 21 Jan 93 12:19:42 +0L00From: Inst. f.PI.fs.Lher. I <pcl@pcte. chemie, uni-erlangen. de=Date: 21 Jan 03 EMESSEEREEE:|rdiy e @Dttt
Jan 93 13:27 isré am -ﬁ'\'gfmngNET@OHS""JT*';-'\.ACS.OHZO-S_-A_'E.EDU:-SL;bject: force constant symmetry and Eep
le Recurrench g Q BDIEAL <BDIEALGcamsci.com=Subject: RE:: PDB on the MacDate: Thu, 21 Jan 93 8

From: arne@mango.mef.ki.se (Arne Elofsson)Subject: Re: charmm and 56Is - charmm r1elsquLE"’Date Sun, 24 Jan 93 15:05:30 -0500From:
subject: This 15 testDate 26 Jan 1993 07:20:59 -0600 (CST)From: AHOLDER@VAXL.UMKC.EDUSubject: Semerpwmaﬂ referencesbate: Tue, Jm‘gen Hﬂht‘:l‘lﬂdﬁ ; .ha
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3 20:38:08 GMTSU I(E‘ CQ hﬁ%mmp uegpn@r :29 -0700From: Jon Rusho <rusho@nitrate. chem.utah. edus>St transtated by The ﬁum

93 14:47:36 -OROOFrmT ca~ es@ammy. harvard. edubate: Thu, 28 Jan 1993 15:28:31 PSTFrom: VWOODOO CHILE <morris@gnl2.ucdavis.edu=Subje il the

1993 14:23:55% +2230 (:=1) “Jl.“a e; Fri, 29 Jan 93 15:07:15 C5TFrom: shepard@dirac.tecg.anl.gov (Ron Shepard)subject: excited states o F?'E‘*-!fﬂtf Law?‘t“lr-'-- Bl
CHEM. CMU. E s? M*d excited statesDate: Fri, 29 Jan 93 16:35:12 ESTFrom: Louis.Grace@um. cc.umich. edusubject: Gaug SR : T 5
chDI"SI\'I iman .’“'r"'L Date: Mon | ; e :
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CHARMmM & CHARMM

o From "Don Gregory" <Don Gregory F#at#l MSICOM=

o Subject: CHARMm & CHARMNM
o Date: 28 Mar 1994 02:04:11 +0000

Subject:

OFFICE MEMO CHARM & CHALRMM
On March 27, Ilva Logunowv [(U.of Illinois)
the latest wersion of CHARMm. Fir=st the
ahd then a brief point of clarification.
available from Molecular Simulations, Bur
Western T.53. academic users can call ddam
[617) 229-9300 for pricing ahd informatio
The =tandard discount to academics is 90%
list-price.
Just to mwake sure evervohe is clear onh th
CHLABMi (little m) iz the commercial wersi
CHAEMM i= the academic wversion distribute
group at Harwvard.
The added capa_bj_'l'ir'i.:: ta CHIRMw +that wals

e gaussian98

Summary of transfering software to PC

o Fropy <JEONG { *at * % ac.dal ca=
o Subizct Summary of transfering software to POC
o Date: Mon, 25 Oct 1993 10:42:16 -0300

My original question i=:

-

Can one install a unix svstem like linux on a 456 and then run

> quantumn chemistry software like G927

-

I thought =0 in principle but I =sun not sure.

It i= interesting to see that there are gquite a few people tLrying to do

.he impression that wou can run
wd big memory(leMB), big disk
hawve to transfer the codes to
. yvet (There iz a tool for that

10 responsed.

o From: Gerge Gorelsky <serge %l at 1% yorku ca=

o Subiect gaussiany

o Date Wed, 16 Jun 19595 10:33:37 -0400 (EDT)

Dear collegues.

Thile running some DTF calculations on rutheniuwm complexes with
Fauzsian 95, from time Lo Cime I get the warhing mwessage like this:

#FEF Warning!'!':

The smallest alpha delta epsilon is

0.64964135D-02

Thiz message appears after convergehnce of 3ICF iterations. My

questions are

1. what are alpha delta epzsilon here?
Z. 13 this a matter for serious concern?
3. 13 this problem related to the bhasis set or is it Sonme Cconvergence

problems?

Lny help would be deeply appreciated. Thank wou.
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CHEM.CMUL L After the engineers built the cormputer networks, users had to build the social networks e@um. cc. umich. edusubject: Gaussian and excited statesDate: Fri, 29 Jan 93 15
radomski@r  that rmade them useful, Listsery, the combined mailing list and file server, was an t.desubject: conference AnnouncementDate: 01 Feb 93 19:26:49-0500From: SBPM
: youkha@t  irmportant tool for those interested in building network-based organizations. It first 11) <baell@syd. dah. csiro. au=subject: DMF dielectricDate: mon, 1 Feh 93 17:57
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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

3.3.Topics
-Help in using software
-Learning

-Religious wars (Flaming, Trolling)

Commercial Ahhouncements

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

* Be brief - Short (2% lines or less) commercial pi
* Be straightforward -- The subject line should be
* Mo reposting - Reposts of software announcen

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



gaussian98

o Fropy Serge Gorelsky <serge %l at 1% vorlou ca=

* Subiect gaussian 3

o Date: Wed, 16 Jun 199% 10:33:37 -0400 (EDT)

Dear collegues.

~=Help in-using

While runnihg some DTF calculations on ruthenium complexes with Software
Faussian 98, from time Lo Cime I get the warhing mweszsage like this:
#FFF Warning!!: The =smallest alpha delta epsilon i= 0.64264155D-02

Thiz message appears after convergence of 3CF iteration=s. My

questions are

1. what are alpha delts epsilon here?
Z. 12 this a matter for serious concern?

3. 12 this problem related to the basis set or iz it some Cconvergehnce

problems?

Any help would be deeply appreciated. Thank wyou.

-Learning

Macromolecular modeling review

o Fropy <rzwenson | *¥at * ) magnus. acs. ohio-state edu=

o Subiect: Macromolecular modeling review
o Dafe Mon, 01 Aug 1924 17:45:06 -0400

I am inwvolwved in the organization of a special topics course for graduate
students (principally in Biochemistry and the biological sciences) covering
various aspects of "protein engineering®™. We would like to include a
compohent this year covering the use of computational methods for the
modelling of mutated protein structures, particularly with respect to
predicting the structural consequences of awmino acid substitutions. Another
aspect that could bhe included is the application of such methods in the de
novo  design of novel protein structures.

I would greatly appreciate input from the group as to any good, general
review articles, books, etc. that would introduce the basics to students
with general biochemical training and wvaried expertise in the subject area.
Thank wou.



full disclosure of methods?
-Religious wars (Flaming,
o Fropy "DE. DOUGLAS A SWITH, TRHIVEESTTY OF TOLEDC" <DEbOTH - AatT- uweftd 2w Tro"in g)

o Subiect full disclosure of methods?
o Dafe: Sat, 26 Jun 1953 11:21:56 -0500 (EZT)

Mark Thompson recently wrote, regarding the 24M1 topic currently under

di=zcussion:
>*Let me address the more fundamental issue that this topic
*hring=s forth. I zhare Graham Hurst's concern=s. One of the

*hazic tenetz of good science iz that of reproducikbility,
»ahd independant werification.
Thi=s i=. I EPink: univErsallv true and accevbted. Howewver. it is rarely
commercialization ople
parameters
publish
Lers

o Frome ross[ AT Jzenc mmwb ucsE EDTT (Bl Eoss)
o Subject commercialization

o Dgie: Tue, 10 Mar 52 10:45:13 -0800

I think that ecodes dewveloped under govt funding should be made
availahle for distribution/maintenance costs. I haven't devoted

wuch thought to the ideal legal permissions to grant. If subsequent ; Edited by
- Michael Mandiberg

commercialization adds walue, the precommercial wversion should
remain available on the samwe terms. This "nothing for anyone™
policy is the closest I can imagine to fair for myriad unsung
contributors as well as being the appropriate consequence of

public funding (assigning credit is another side of the coin).

Once & transition to commercial code has occurred, further
deveopiments transpire under knowh ground rules and participants

can negotiate & slice of the pie. Hopefully funding agencies factor
in the degree of commercialization in allocating funds.

BEill Ross

Gabriella Coleman: Hacker

and Troller as Trickster




Subject: Re: Taxol modellingDate: Fri, 1 Jan 93 14:11:05 ESTFrom: Francl Michelle M =miranc|@cc,orynmawr. edu=Date: Mon, 4 Jan 93 12:33:36 -0800From: I“.C'.”gLH unce. edL "H arry C.
kfz-heidelberg. de>subject: energy contribution of hbonds?Date: 06 Jan 1993 10:55:29 -0500 (EsT)From: "dwj@li1Ty. com (Doug Johnsese MeZpZi <lounein Dollnl A8 Wi 2Ly fan.cubdoct s
: CADD videosDate: wed, & Jan 93 13:03:23 -0800From: chiremv!andromeda! jeffb@uunet.uu,NET (Jeff Blaney)subject: Re: Polygon-ba

| IDate: 08 Jan 1993 09:19:29 -0500 (EST)From: "cwj@li11y.com (Doug Johnson MC7R7)" <JOHNSON_DOUGLAS_WELILLY.COM>Subject: repliel SEEVEN SHAFIN AND SIMON SCHAFFER
vi@tiberius.tc. cornell. edu=From: scsupham@reading. ac.ukDate: Mon, 11 Jan 93 17:54:05 cMTSubject: ool guestionsDate: Mon, 11 Ja

or doubled messagesbate: wed, 13 Jan 93 13:38:09 ESTFrom: rsefeck@watson.ibm. comsubject: data-flow programs for molecular mode]

GAMESS and MOPACDate: Thu, 14 Jan 1993 10:42:35 -0500 (EST)From: HERMANGULNA.BWH. HARVARD. EDUSUbject’ RE:HELPDate: Thu, 14 Ja

gov (Ron shepard)subject: Re: Cartesian vs Internal coordinatesbate: Fri, 15 Jan 93 06:48 COTFrom: CUNDARTITYMEMSTVXL. BITNETEOHS

OFrom: dmschn@bblt.monsanto. comsubject: next Molecular Graphics Society rveet1r1gFr"|:||T m.e. <harbowy@chemres.tn.cornell, edu=5ubje

n 93 15:29:22 +0100Fr"c||“ oostend 2ruhml. Leidentniv. ] (A.B. van Qosten)Subject: protont+electron=neutron?bate: wed, 20 Jan 9 AND THE

0-STATE. EDU>Subject: PC Survey RESULTSDate: wWed, 20 Jan 1993 15:47 CSTFrDIT: ""JORGE M. SEMINARIO" <JEMCMEr oyal. cro. uno, edu

ke to te %ﬂsidh Jan 93 12:19:42 +0L00Fr om: Inst.f.Phys.chem. I <pcl@pctc.chemie.uni-erlangen.de=Date: 21 Jan
jan 93 18wl el" <DEWIN .FRSAClL.B:*NE*':OHSWTv’A.ACS.OHZO-S‘-A‘-E.EDU::-SL;bject: force constant symmetry
le Recurrencebate: Fri, 22 Jan 1993 13:36;26 +0000From: BDIEAL <BDIEAL@camsci.com>Subject: RE:: PDB on the MacDate: Thu, 21 Jan AIR _Pl JMP
From: arne@mango.mef.ki.se (Arne Elofsson)Subject: Re: charmm and 56Is - charmm newsgrou “Date: Sun, 24 Jan 93 15:05:30 -0500Fr

subject: This 1s testDate: 26 Jan 1993 07:20:59 -0600 (CST)From: AHOLDEREVAXL.UMKC.EDUSU E_ecr Semerpwmaﬂ referencesbate: Tu

ate: ET Jan 95 08 g 3.{ UKOOFFGIT PN DAVID. W. ELROD DD. ID=55W. DlnELROD PR["’ID=UP]OHN :k[:{”l[::TELE["F-.k:L C=US @Spr'if]t.CEII"Sl.-b_'.'ECt: C':”TpL't MOBBES, BOYLE, AND THE EXPERIMENTAL LIFE

3 20:38:08 aWTSubject: RE: XwD->Mac conwversion...Date: Wed, 27 Jan 93 14:21:29 -0700From: Jon Rusho <rusho@nitrate.chem.utah. ed :

93 14:47: 36 s0300Fropn: caves@tammy. harvard. EdHDatE Tha .23 ]al'l 1993 1528, ;J. STFrom: fOODOO CHILE <morris@gnl2.ucdavis. edu=sy

1993 14:8: G (¥ ‘br [j fg p § (Ron shepard)subject: excited sta
EETFrom: Lot

n sci i ru
CHEM. CMU. EDU ubject: RE: Gaussun ar exc1ted Etesmte Hq%ar‘ U:s 115. Grace@um, cc. umich. edusubject:

radmrﬂﬂ' Il;lmdl cere. LEI edubate: Mon, 1 Feb 1993 12:04:28 +0100Fr om: ’_Tarlolg' IServus. rus. uni-stuttgar dﬂsi;b ?%t Emd‘r;arﬂr.@ An -
: youkha mar lals &ggn-Eo : aell@syd. dah. csiro. 3
'.{n\ffrﬂ:-SL*l ﬁﬁ&ﬁﬁeﬁ: caabeﬁgéﬂ IFééJ 5&&&!‘& 5 %é Z&éﬁ %‘éh}ﬂarmd cEI*S'b ject: 30
and Namted rmhgmscate Wed, Feb 93 10™%:20 MSTFrom: QINGSONGEminmet.lan.mcgill. caDate: 3 Feb 93 13:04:575ubject
OF TOLEDO" <DSMITH@uoftO2, utoledo. edus -Subject: Re: Plotting Orbitals from a G90/692 CalculationDate: Thu, 4 Feb 93 11:27: 53 EST]
3 +0100 (NFT)Date: 05 Feb 93 09:28:32 ESTFrom: E11iot King <71127. 1231@compuserve. coms5subject: call for PapersDQte Fri, 5 Feb
bubbf_dark quickmail. clemson. edus SLb_ect E-mail searchDate: 6 Feb 1993 10:08:20 -1812From: "Bobb dark <hobhy_ clarke quckr
500 {(EST)From: s E ollack@ester,mse. uc.EDU (5.K. P011ack“5!.b'ect Phnsphezene ModelingDate: Mon, 8 Feb 93 07:58:51 ESTFrom: aditE
Date: Tue, 09 Fe 1993 21:39:58 -0500 (EST)From: "DR. DQUGLAS A. SMITH, UNIV % SITY OF TOLEDOQ" <DSMITHE LDTT-OL utoledo. edu i
£

5. From: Zho J;p Iy Iﬂa atigugﬁﬂég ﬁ ‘e HlRlv : wed, 10 Feb 93 15K
T-ESLebject:Sug v gj@ ﬂ gm h fgw g-;r"r m .desubject: Mac summerg
714031%hkuxa. hku, hk@OHSTVMA, ACS. OHIO-STATE, EDUSUbject: Mo Flotting program!Date: Fr"1 lz Feb 93 09:48:41 CETFraom: Norbd
£: Re: X ..m oS fur P.'\_ ..Date:g5at, 13 Fgh 93 12224 :47 +0900From: Katyshi Kobayashi <i ef ac. jp=Da Sat l F
ell. edu> rp! qu'ﬂ lﬁﬁnﬂ:gnsﬂgén ‘perm w?rb.&  re: . _
TFrom: " .npke <1 SECS IJ Subje Ca L<|'|'er Under graduate esearc m. p k:,LI Wed, l Feie : 2 e
.i, 18 Feb 95 14:22:08 P:.*Frcnf ran’aL.tndesk cam ’Rnbert A whiteside)subject: Re: Question e-bul.t PDE formatDate: Thu, 18 Feb 93N T i 1
d char 3 14 0 Janet a @YSUB.Y éﬁﬂf ationDate: Fri, 19 Fe 93 11:53:05 -0500From: G. RAVISNanKer <ravi
k K jemi” &aﬁ &hﬁ ﬁﬁeméﬁfg é{eﬁﬁ rﬁw l@&..seﬂ iU 0: IéS+OlCIO (MET)Subject: Long Time-scale Eynamcsnate Mon, 22 Feb 93 16:49:
: car] Jugbate: Tue, 23 Feb 9% 15:08:43 PSTFrom: wsonnen@alnitak.usc. edu wa“ne sonnenjsubject: dna base chargesDate: 23 Feb 93 15:38:36-2300From: "Alexandre MICU P16A" <alex@ha
g}Sl_;b_":eLt Re: Hydrugen bond. Date: wed, 24 Feb 93 17:21 EDTFrom: <PODOSNNA%NYUACFL.BITNET@OHSTVMA, ACS,OHIO-STATE, EDU>Subject; X-Window terminal emulator for MacDate: Thu,
rﬂ.guvﬂﬁé aimesebava g" MacDate: ‘:hL: 25 Feb 93 17:19:09 -0500From: feng@sgi.chem.temple.edu (Feng d1enj:tb'ect: ¥-windows Server on M5-windowsDate: Thu, 2
d. harvar t m ®rogram to Evaluate u-hgr*er 3] CoefficientsDate: Fri, 26 Feb 1993 22:08:57 +0100Fraom: D1e swang@kjemi.uio. nosubject: language questio
sewierE ircal calculations simple oxidesFrom: sender@chemdcl.tau.ac.q] kSer*r:ler amtz Hanoch)subject: MOPACE.ODate: Sun, 28 Feb 93 13:44:41 cMT-2:00Date: Mon, 1 Mar 1993 15:25:19
n.desubject: Expert Know-How navted !'Date: 02 Mar 1993 08:13:18 -0500 (EST)From: "DONALD B. BOYD" BOYD_DONALD_B"L_LLV.COF:SL<biECt. 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@chemres.tn.cornell.edu>subject: Re:CaChe on the MacDate: Tue, 2 Mar 9
11ing Software: Does anyone have STELLA?Date: 04 Mar 1993 17:08:31 -0500 (EST)From: MARYIO@northeastern.eduSubject: PDB subdir organization?From: Jan Labanowski <jk1&ccl.net-Dat
ar 93 17:30:16 GMTDate: sun, 7 Mar 93 12:36 ESTFrom: <SMLLOBEPSUWM. PSU.EDU=Subject: Minimum allowable interatomic separationsFrom: sender@chemdcl.tau.ac.1] {Senderowitz Hanoc
secc.fi.cnr.1tsubject: 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
uplingDate: Thu, 11 Mar 93 18:54 EDTFrom: <PODOSNNAS NYUJLFl.B:TNET@@HSTWA.ACS.OHZO-STATE.EDU::-SL:bject: software for PCDate: Fri, 12 mar 93 04:51:15 aMTFrom: jim@guanta. phy.
r 1993 02:33:09 -0800 (PST)From: Thomas Nhan <tom@cassandra.chem.washington.edu-subject: PDB source file...Date: sun, 14 Mar 93 11:06:13 +0100From: doelz@comp.bioz.unibas.ch (Re
WA, ACS, OHIO-STATE. EDU» SLb ect: partwﬂ charges for fictive atoms in G92Date: Mon, 15 Mar 1993 12:55 ESTFrom: HsUSGchemy2 .mps. ohio-state, edusubject: Problem with vibrational freg
, 15 Mar 1993 21:55:05 -0600 (CST)From: chris Parkinson <mbdtscp@hpc. ch. man. ac. uk> -Subject: MM2 code for UNIX systemsDate: Tue, 16 Mar 93 11: 49133 gMTsubject: Re: MM2 cade for UN
ar 1993 13:58:36 -0400Fraom: ZSHIGac.dal.casubject: Information about IEM RS6000Date: 17 Mar 92 16:18:00 EDTFrom: "STEPHEN R. HELLER" <srheller@asrr. arsusda. gov=subject: Software
st Girona Seminar on Molecular SimilarityDate: Thu, 18 Mar 93 10:40:05 CETFrom: ZSYAMPOLXEBCESCALEOHSTVMA, 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 (C5T)From: Andy Holder <AHOLDER@VAXL.UMKC.EDU=Subject: Announcing AMPAC 4,5Date: 21 Mar 1993 17:36157 0600 (csT)From: Andy Holder <AHOLDERG @VAXL. UMKC. EDU>Subject: semic
.milsubject: what about simulated annealing?Date: wed, 24 Mar 93 14:11:32 +0100From: dLFner"-_n.SCIl.pc.cheme.th-dar"wstadt.de (Hagen Dufner)subject: efg in g92From: "Christopher 1
ct: 5C&A Conference speakers - thanksDate: Thu, 25 Mar 93 10:18:48 -0500From: aul95@cleveland.freenet.edu (Dr. Gene A. Nelson)subject: Batching fifes in MOPACFrom: zrf10128Gaw
MOBCHEMNA, DICHI . UNINA. ITSubject: looking for ACES programFrom: Robert Laird <|rbdtsr1_lpb.m.naﬂ..ac.uk::-subject: Fe-0 calculationDate: Maon, 29 Mar 93 15:49:03 B5TFrom: rafapa@obel
L|\ Subject: Plﬂyrate 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. wWilsonDate: Thu, 1 Apr 1993 16:23:29 +0200From: ales@gollum.uio.noSubject: BiosymDate: 01 Apr 1992 11:43:13 -0600° (CST)From: CUNDARIT@memstvxi.memst.edus




-Tensions : flame war du 25 juin 1993.

1. Reproductibilité

- question ethique, question pratique

2.-Publication ::reconnaissance du code
-question de statut de la computational science,

(voire computing science)

3.-Ouverture du code

- question technique, question idéologique

4. Commercialisation eventuelle
< question-éthique, question pratique (licensing)

Le cas de Gaussian.



-Tensions : flame war du 25 juin 1993.

1. Reproductibilite
- question ethique, question pratique
full disclosure of methods?

e From: "DR. DOUGLAS A. SMITH, UNIVERSITY OF TOLEDO" <DSMITH -A
e Subject: full disclosure of methods?
» Date: Sat, 26 Jun 1993 11:21:56 -0500 (EST)

Mark Thompson recently wrote, regarding the SAM1 topic currently under
discussion:

>Let me address the more fundamental i1ssue that this topic

=brings forth. I share Graham Hurst's concerns. One of the

>basic tenets of good sclence 1s that of repreducibility,

=and independant verification.

This 1s, I think, universally true and accepted. However, 1t 1s rarely
followed. For example, there has been talk over the years that people

who use molecular mechanics for their research should publish the parameters
used for each study as part of the paper (or at least they should publish
the differences between their parameters and the "standard" parameters

in

the set used, e.g. MM2, AMBER, etc.). I think that this 1ssue was ralsed
in a paper by Peter Kollman a few years ago. This 1s a particular problem
when people use MM2, which has been parameterized by many., many people 1n
addition to Lou Allinger for special situations and molecules. Another
place this occurs 1s 1in programs such as MacroModel, where parameters of all
types and qualities are avallable through user set switches. Similarly,

in other commercial codes such as Hyperchem (with which I have experience)
many parameters other than the "standard" Allinger MM2 parameters

exist.
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2. . Publication : reconnaissance du .code

Probleme de la propriété intellectuelle

Re: full disclosure of methods?

e From: st-amant { *at * } cgl.ucsf.edu (Alain St-Amant)
e Subject: Re: full disclosure of methods?
e Date: Sat, 26 Jun 93 12:21:56 -0700

Douglas sSmith recently wrote in the current discussion on the disclosure

of parameters:

> Besides, who ever sald we had to reveal all our secrets and make thenm

= 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 1s referring to the specific algorithms that are
implemented that make the program more efficient but do not affect the final
results. In which case, I might agree.

Of course, I couldn't disagree more 1f he 1s referring to some development

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

The point that interests me however, 1s the guestion 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 1s interested 1n expressing
an oplnion) 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 1t would be as interesting to hear how



Subject: Re: Taxol modellingDate: Fri, 1 Jan 93 14:11:05 ESTFrom: Francl Micnelle M <mirancl
kfz-heidelberg. dessubject: energy contribution of hbonds?Date: 06 Jan 1993 10:55:29 -0500 (EST ,Fro| "dwj@l41 Ty, com
CADD videnosDate: wed, & Jan 93 13:03:33 -0B800From: chiremv!andromeda! jeffbluunet. uu. NET (1eff Bla rﬂy‘:lb ect: Re:

I'Date: 08 Jan 1993 09:19:39 -0500 (EST)From: "dwj 1111; com {poug Johnson MC7 R 1" <JOHNSON_DOUGLAS_WALILLY.COM=Subject:

vi@tiberius.tc. cornell. edu=From: SFSIpI'**'ﬂid1PJ ac.ukbate: Won, 11 Jan 93 17:54:05 GMTSubject: OMol questionsDate: Mon,
Ty i ar modelingDate: wed, 13 Jan 93 13:38:09 ESTFrom: rsnre:k-

14 Jan 1993 11:18:26 -0300From: j1

4 Jan 93 12:33:3 6 -0800From: ncj@
{(Doug Johnson nL‘R :' .JJHNJJM_DJUGL-:_“_L_LL«.LoFmsLbject: U
Polygon-hased solvent accessible surfacespate: Thu, 7 Jan 93
replies to my posting about PDB searching methodsDate: F
11 Jan 1993 14:33 ESTFrom: WILLIAMSS ARH«ZCley %02, Toud

C. Orynmawr . ad| =Date: Mon,

gull.uncc. edu {(Harry C.

iorld. std. com (Joe

or doubled pessagesDafe: wWed, 13 13g 93 13:38:09 ESTFrom: rsefeck@yatzon w10, ﬂl:Lh ect: data-flow programs for IG]ECL]. C
GAMESS 2 eﬂﬁ n i Jflam wa ﬁgcmzs: m J \.H 3E|J3Lh ect: RE:HELPDate: : 716Gy (
gov (Ron :I ), jeg Q-H ot di it 2ha e LIJnS Phom: CUNDARITHMEMSTVXL. B“ME @OHSTVMA. ACS. OHIO-STATE. EDUSUbjact: Steric strain at T

OFrom: dmschn@bblt.monsanto. _o.:l ject: next Molecular Graphics Soc 19ty heer1quro.: me
n 92 15:29:22 +0L00From: oosten@rulhml. Leddenuniv. nl (A.B. van Qosten)Subject:
0-5STATE.EDU=Subject: RE: PC Survey RESULTSDate: wed, 20 Jan 1993 15:47 CS_FrDI ""JORGE M. SEF:NLRZO” <]5MC
ke to test a program.Date: Thu, 21 J
Jan 93 13:27:12 GMTFrom: "D. Mathieu" <DEWINDT%FRSACLL.BITNETEOHSTVMA

ACS. OHIO-STATE. EDU> th ect:

proton+electron=neutron?Date: wed,

<harbowy@chenres. tn. cornell, edussubject: UHF calc's on diradicals/Tspate: Mon, 18 Jan 9
20 Jan 93 10:11:26 ESTFrom: Tandman@hal .p}“s1 Cs. wayne, edu

oyal. crc.uno, edu=subject:
Jan 93 12:19:42 +0100From: Inst.f.Phys.Chem. <pc l@pctc. chemie. Lﬂi-er]EﬂQEL.de.EhtE.

Re: density problemDate: wed, 20° Jan 93

= 21 Jan 93 07:50:00 ESTFrom: nauss@rair—emhl. army. milsub
force constant symmetry and GaLssian90Eate: 22 Jan 93 13:06:32 UTFrom: "BD
Thu, 21 Jan 91 17:31:46 -0500From: system@alchemy.chem.utoro

le Recur meyiceD b“éé a 26 E:b!: BDIEAL <BDIEAL@camsci.com: JLh.ﬂ’T‘ RE:: PDB on the MacDate: 7:31:46 -0300From: system@alchemy. chem.utoron
Fram: arg .Mpﬁdveﬂ H'h H&l 1armm and S6Is - charmm newsgr -jLF'-’E ate: sun, 24 Jan 93 15:05:30 -0500From: :_chm_ramsay@emunix. emich. edusubject: CHEMICALC:

SLb'h_ : |1s 75 testDate: 26 Jan 1993 07:20: ‘9 -0600 (CST)From: AHOLDEREVAXL.UMKC,EDUS
ate: 27 1 93 08:59:32-0300From: /PN=DAVID.W.ELROD/DD. ID=55W. DWELROD/PRMD=UFJOHN -E{v =TELEMAIL /C=U5 LS[‘II int

Bag i]!ie$ﬁiQﬁ.r‘|?EChﬁigiie‘“tmES‘ﬁlf;,’”p!ﬂ M@gimhéf

1993 14:23:3) +22305623 (EST)Date: Fri, 29 Jan 93 15:07:15 CsTFrom: shepard@dirac.tcg.anl.gov {Ron shepard) sibject:

' SAM1 and AM1 references

pject: semiempirical referen
m Lh.ect:

exh1ted st ytespate: Fri, 29 Jan 1993 16:
CHEM. CMU. EDUSubiect : RE: Gaussian and excited statesDate: Fri. 29 Jan 92 16:35:12 ESTFrom: Louis. Gr:cehLl.::.Irich.eduiLh’ect: Gaussian

and Nat

OF TOLI

3 +0101

<bobby.

.5 e From: ADAMO # - at - # CHEMNA.DICHI.UNINA.IT

.Fron e Subject: SAM1 and AM1 references

"t e Date: Mon, 28 Jun 1993 16:27:52 +0100 (CET)

T: Re:

ei1. ed

TFrom:

W, 18 Dear netters,

Leﬁeﬂ we want add some comments on the debats entitled "SAM1 reference”

cca1 1. It 1s about 1 year that AMPAC realese 4.0 with SAM1 parametrization 1s
g)5ubjs commercially available., This means about 1 year before any clafiricatory (7)
o paper appeared.

sepien 2. Contrary to MOPAC and earlier version of AMAPC (up to 2.1),

Efi%} AMPAC version 4.x 1s 1n a "black box" format. That 1s, only

174 - executable

ar files are availble to the user. So no check 1s possible on the

Sl parametrization.

;p-- 3. It seems to us, that the policy of prof. Holder 1s (and perhaps will be) to

distribute only binary code of the program. In this connectien we had an
e-mall talk with prof. Holder that we add (see below).
Moreover, we should like to know your opinion on the actual trend in
commercializing computational packages without source codes. Does this trend
encourage the development of science? And also: up to what limit a
computational package can be considered as a product of a single research
group?

uk=sub, oL, T - - e

ulz)subject: stephen

D et R .

Wilsonbate: Thu, qpr 1993 16:33:29 +02 OﬂFrm| 0lest qu]1L| uio. ID:Lh.ECT BiosymDate: 01 1pr' 993 11:43:13 -0600° (CST)From: CUNDARITA

Tue, 26 Jan 93 12:57:08 -0500From: l:t_rcbeht_|ry.ha

a'plrﬂr assisted chemistry Course Info ReguestedDate: W

.edu=subject: Re: Periodic Table widgetDate: Wed,
I=5ubject: PJpL]&tiur analysis in GaussianFrom: mei@ve
7138 -0600From: s1du

and excited statesDate: Fri, 29 Jan 93 15
AnnouncementDate: 01 Feb 93 19:26:49-0500From: SEPM
0.au=subject: OMF dielectricDate: Mon, 1 Feb 93 17:57
3D structure -> 20 drawing?From: QINGSONGEMInmet.lan.
o software for calculating zeta potential and e
ESTFrom: Kevin Moore <kmoore@ncsc.org=Subject: MOLSOL
eb 1893 16:17:32 +0100From: 1kgandalf. ciam. unibo. 1
hk|h11.h1e|sar edu h‘ﬂf : Men and CPU for starde
itarkodak. com (Adi rh_ ! }SLEfect: Coordinates o
ject: para allel worksta f1ars and serversDate: wWed, 10
15:46:42 -0800From: rickl@biosym. comsubject: DIBUG ad
meryFrom: tLeresh_s1.fi.areslaﬂ.gar (Theresa windus)s
rbert Mueller <k360171%EDVZ.UNI-Linz.AC. %AOHSTVMA. ACS
Feb 1993 14:47:09 +0100 (WET)From: PREINERTEhiaolarn. u
: ¥ Windows for PC ..Date: Tue, 16 Feb 93 11:29:01 PS
Feb 1993 14:15:16 -0500 (EST)From: "DR. DOUGLAS A. 5
93 17:02:32 P5TFrom: fisher@ 5fr1pps edu (Cindy Fishe
19 Feb 93 11:53:05 -0500From: G. Ravishanker <ravi

: Long Time-scale DynamicsDate: Mon, 22 Feb 93 16:49:
93 15:38:36-2300From: "Alexandre MICU PLAA" <alex@ba
bject: X-window terminal emulator for MacDate: Thu,
PJSLbfect: X-windows Server on Ms-WindowsDate: Thu, 2
From: ole.swang@kjemi.uio.nosubject: language questio
93 13:44:41 cMT-2:00Date: Mon, 1 Mmar 1993 15:25:19
Subject: new book on computational chemistryDate: Tue
11. edu=subject: Re:CaChe on the MacDate: Tue, 2 Mar g
ir organization?From: Jan Labanowski <jkl@ccl.net=Dat
ionsFrom: sender@chemdcl.tau.ac.i] {Senderowitz Hanoc
uriga.rose.brandeis. edu (steve ga]]ian}SLh'ﬂ’t: GROW
ate: Fri, 12 mar 93 04:51:15 GMTFrom: jimlguanta. plv

93 11:06:13 +0100From: doelz@comp. bioz.unihas. ch

.ohio-state, edusubject: Problem with vibrational TIEq
e, 16 Mar 93 11:49:33 cMTSubject: Re: MMZ code for UN
HELLER" <srheller@asrr.arsusda. gov=subject: Software
TATE. EDUSUbject: First congress of the ISTCP (pa
led GRIDDate: Fri, 19 mar 93 14:33:18 ESTFrom: Ge
om: Andy Holder {AHOLEER:.-AL UMKC. EDU>Subject : semic
Hagen Dufner}Subject: efg in g92From: L}r1sf0p|ﬂr ]
son)subject: erh}1vq files in mopacFram: zrf10126@

1
jonDate: Mon, 29 Mar 93 15:49:03 BSTFrom: ra hel
ect: NBO analysesDate: Tue, 30 Mar 1993 16:04:42 -

nemstyvxl, memst. edus




-Tensions : flame war du 25 juin 1993.

4. Commercialisation éventuelle

- question éthique, question pratique (licensing)
=4) Who paid for 1t?

This 1s the crux of the data 1ssue, but the same reasoning

can be applied to code development. If something 1s the

result of work performed under a publically funded reserach

grant or award from a charitable foundation, 1t seems like the
fruits of that research ought to be fully accessible to the
academic community. Diverting the rewards of work funded by

public moneys to obtain substantial personal gain 1s hard to

> defend.

While this 1ssue 1n the corporate world has been resolved long ago, 1n

the academic world 1t 1s often less clear. In particular, I do not recall
ever seeing a statement in my NIH or NSF applications or in any awards from
those i1nstitutions that I have signed away rights to own the development
rights, or even that the work 1s not my intellectual property. In fact, my
University (and most others, I am sure) would not accept the grant 1f

NIH owned the intellectual property rights - the University typically owns
that.

Enough for now.

Doug

Douglas A. Smith

Assistant Professor of Chemistry

The University of Toledo

Toledo, OH 43606-3390

volce 419-537-2116

fax 419-537-4033

email dsmith(Jat(Juoftd2.utoledo. edu

VO OV W W W WY
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6 -0800From: hcj@gull.uncc. edu

e: Taxol 1 quﬂHirqE'fﬂ' Fri, 1 Jan 93 14:11:05 ESTFrom: Francl Michelle M <mfrar C. orynmawr, edu=Date: Mon, 4 Jan 93 12:

upject: R ] { y

kfz-heidelberg. des subject: energy contribution of hbonds?Date: 06 Jan 1993 10:55:29 -0500 (EST)Fr o d j@1117y. com (Doug Johnson MC7RY: i <JOHNSON_DOUGLAS_WBLILLY. COM>Subject: u

: CADD '-.1'deujs|: e: wed, 6 Jan 93 13:03:33 -Ch‘.‘a(lrlFrlju':ICI"II'E"" andr omeda! jeffb@uunet. uu. NET (1efF Blar _;}‘I bject: Re: Polygon-hased solv ent accessible surfacespate: Thu, 7 Jan 93
Date: 08 Jan 1993 09:19:29 -0500 (EST)From: "dwj@li11y. com (Doug Johnson MCTR7)" <JOHNSON_DOUGLAS_WELILLY.COM>Subject replies to my posting abaLt PDE searching methodsDate: F

11 Jan 93 17:54:05 GMTSubject: DMol guestionsDate: Mon, 11 Jan 1993 14:33 ESTFrom: WILLIAMSEXRA 20uTkyvx02. Toud
arson,ibm. comsu h :-’T r_r:-rh. programs for molecular modelingDate: wed, 13 Jan 93 l:::: 09 ESTErom: rsefeck@
2\$ mLIJJnSH DUsubject? RE:HELPDate: Thu, 14 Jan 1993 11118126 -II“HHFr om: {le@wor1d. std. com (loe
From:” CUNDARITHMEMSTVXL. B'_IE BOHSTWMA, ACS. OHIO-STATE. EDUSUb t: Steric strain at T

@tiberius. tc. cornel . edusFram: scsu pha C. ukDate: Mon,
or doubled essagesDafe: wed, 13 Jf 93 13:38:00 ESTFrom: rspfeck

- ~Tensions : flame war du.

OFrom: dnschnebblt.mansz anta. Coms t: next Molecular craphics Society veeranr om: m. e Lrh-:n y@chemres.tn, cornell, edu=subject: UHF calc’s on diradicals/TsDate:
n 93 15:29:22 +0100From: 005 Tentd 11|| 1.Leidenuniv.nl (A.B. van 00sten)s Subject: pr oton+electron=neutron?Date: Wed, 20 Jan 93 10:11:36 ESTFrom: landmangha
0-STATE.EDU>Subject: RE: PC Survey RESULTSDate: wed, 20 Jan 1993 15:47 CS‘Frm "JORGE M, SEMINARIO" <ISMC /al.crc.uno, edu=subject: Re: der*sit;fr prabl

50:00 ESTFrom: nausse

kﬂ to test a program.Date: Thu, 21 J -.‘. 93 12:19:42 +0L00From: Inst.f.phy ys. Chem. =:p-:l-;3-p-:t-:.-;}*e!"ie.I ni-erlangen. desDate: 21 Jan 93 07 ir-e
an 93 13:27:12 GMTErom: "D. Mathieu" <DEWINDTXFRSACLL.EITNETGOHSTVMA. ACS.OHIO-STATE. EDU>Subject: force constant symmetry and Gaussian90Date: 22 Jan 93 '3:09::; UTFrom: "ED
ey U3 I*ﬂ|'\;. J.e| - utoron

' Diversités d'acteurs, diversités de stratégies scientifiques (vendre,
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ich. edusubject: Gaussian and excited statesDate: Fri, 29 Jan 93 15

CHEM. CMU.EDUSUbject: RE: Gauss _ri exgited ST' itesDate: Fri, 29 Jan 93 16:35:12 E:, Fru3| Louts. Grace@um.
radomsk q M . Mot lﬁv t .. i tg ‘ﬁlﬂzl h t: conference AnnouncementDate: 01 Feb 93 19:26:49-0500From: SEPM
: youkh q pwwg Jq q iﬁqn gq_eﬁlﬂeﬁ . mﬂ " B%e71@syd. dah. csiro. aussubject: DWF dielectricpate: Mon, 1 Feb 93 17:57

un. r] -subject: Electronic Per 13d1’ Tablespate: 02 Feb 1993 14:36:03 -0"00 (EST)From: ’IJRwo_ff:-r_JﬂL pola r-31d comsubject: 3D structure -> 2D draw 1'r-4”’Fru3| QINGSONGEMInmet. 1an.

L

and Nanotechnologiesbate: wed, 3 Feb 93 10:46:20 MSTFrom: QINGSONGEMnmet 15.r.:"-:gﬂ].-::.t_.te. 3 Feb 93 13:04 :575ubject : software for calcula Hrq zeta r~3ter*t1’3.1 and &
OF TOLEDO" <DSMITHEUOFT02.utoledn. edussubject: Re: Plotting Orbitals from a G90/G92 Calculation E_te. Thu, 4 Feb 93 11127153 T PR O
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