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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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MA. ACS, OHIO-STATE. EDU>Subject: partial charges for fictive atoms in G92Date: Mon, 15 Mar 1993 12:55 ESTFrom: HSUS&chemv2 rps.qkiq-state.edusuhfec : Prablem with vibrational freq
, 15 Mar 1993 21:55:05 -0600 (csT)From: chris Parkinson <mbdtscp@hpc. ch.man. ac.ukssubject: MM2 code for UNIX systemsDate: Tue, 16 Mar 93 11:49:33 cMTSubject: Re: MM2 code for UN
ar 1993 13:58:36 -0400From: ZSHI®ac.dal.casubject: Information about IEM RS6000Date: 17 Mar 93 16:1B8:00 EDTFrom: "STEPHEN R. HELLER" ﬁsrhe1lﬂrh_srr._r315d' gov>Subject: Software
st Girona Seminar on Molecular SimilarityDate: Thu, 18 mar 93 10:40:05 CETFrom: ZSYAMPOLXEBCESCALBOHSTVMA, ACS, OHIO-STATE. EDUSubject: First congress of the ISTCP (pa
:11 -05005ubject: Keep the noise down, piﬂ seDate: 19 Mar 93 11:37:00 ESTFrom: nauss@srair-emhl.army.milsubject: Program ::11ﬂd GRIDDAte: Fri, 19 mar 93 14:33:18 ESTFrom: Ge
1 -0600 (csT)From: Andy Holder <AHOLDEREVAXL.UMKC.EDU: -5U h"e-:t: Announcing AMPAC 4, 5Date: 21 mar 1993 17:36:57 -0600 (CST)From: Andy Holder <AHOLDERGVAXL . UMKC. EDU>Subject : sem 1_
.milsubject: What about simulated annealing?pate: wWed, ar 93 14:11:32 +0100From: dufner@ws0l. pc. chemie.th-darmstadt. de (Hagen Dufner)subject: efg in g92From: L}r1sfap|m

ject: SC&A Conference speakers - thanksDate: Thu, 25 Mar 92 10:18:48 -0500From: aul95Gc]eveland. freenet. edy (Dr. Gene A. ansor_ Subject: Bar l1rq files in MopacFrom: zrf10128E
@CHEMNA, DICHI. UNINA. ITSubject: Tooking for ACES programFrom: Robert Laird mrhdtsr16hph.ck.ran.ac.LkmSLh‘ect Fe-0 calculationDate: Mon, 29 Mar 93 15:49:03 BSTFrom: rafapa@ob
uk=subject: Po];r_rﬂ QlﬂrfE ate: Tue, 30 h'r 1993 19:31:32 +0200From: c62@aixfilel.urz,uni-heidelberg.de (Andreas Schulz)subject: NBO analysesDate: Tue, 30 lar 193“ 16 Oi 42
ulzysubject: stephen R. wilsonDate: Thu, 1 Apr 1993 16:23:29 +0200From: oles@gollum. uio.nosubject: BiosymDate: 0L Apr 1993 11:43:13 -0600 (CST)From: CUNDARIT@me
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1.1.2. Computational Chemistry & Software
-Portabilité, Diffusion, Publication, Copyright (licence);
Maintenance...

-80s, 90s : Commercialisation du monde académique

-Business models
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Home > Discovery Informatics > SYBYL

SYBYL
Computational Informatics Software for Molecular Modelers

svBYLY is a sute of computational informatics software designed to enhance the drug discovery workflows and
decision-making of today's computational chemists and molecular medelers. An industry standard for over 20 years and

Supplemental Technolodies  the basis for Tripos' expert molecular modeling environment, SYBYL provides the fundamental components. for
Benchware
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M@royal.crc.uno, edu=subject: Re: density problemDate: wed, 20° Jan 93
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THE OFFICIAL GAUSSIAN 03 WEB SITE 'I‘-:‘
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The Official Gaussian Website ‘irlﬂ
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ACS
= Congratulations to Keiji Morokuma on being awarded the Imperial Prize of the Japan Academy. - !
This well-deserved honor is in recognition of "the integrated impact of chemistry in [his] work in N

understanding structure, function and reactivity of molecules by theoretical/computational approaches." -« ~

Professor Morokuma will be presented the prize by Japanese Emperor Akihito in a ceremony in Tokyo fe

June Sth. Additional information ‘;

* Gaussian Workshop in Sydney in September I‘Ib .

= Gaussian 03 Revision E.01 available: ;15
o Read the release notes for more details. 19

o Includes support for Intel Macs (details) Tue

o The AMD Opteron and EM64T platforms now have separate versions of Gawssian 03. For r 9

maximal performance, be sure to purchase and install the appropriate version for your hardware. ‘I::-ht
You can use the:

cat /proc/cpuinfo _ . .
software for pCDate: Fri, 12 Mar 93 04:51:15 GMTFrom: jim@g

vibra t10rh1 TIEq

2 code for UN
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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 .

vendent Minfrastructure
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1.3 Comment cette
communaute
scientifique a traité le
probleme du software
dans ce contexte ?

=science/technologie
-formes d'innovation
-software en sociéte

REVIEWS IN
COMPUTATIONAL

CHEMISTRY

JOURNAL OF

Computational
Chemistry

VOLUME 11

BWILEY

I8N 0192 -B651




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.

Active readers (Lurkers)



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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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 abordés
3.3.1 learning

3.3.2 religious wars

3.3.3 help in using software
3

.4 Mining



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-heidelberg. de>subject: energy contribution of hbonds?Date: 06 Jan 1993 10:35:29 -0500 (E=T\Trqm:, "rdedif141Tu com fnnun dnkneqn meTp7i !t anukesi paner ac Wil Ty aonncnbdges s

: CADD videosDate: wed, 6 Jan 93 13:03:33 -0800From: chiremv!andromeda! jeffb@uunet.uu.NeT (1 ] T O I ] ] T 193
"Datg 08 Jan 1993 ?% :19:39 -0500 (EST)From: "dwj@lilTy.com {Doug Johnson MCTR7)" <JOHNSOE_ — — I bt : Fe —: F
vidtiber rne 05 GMTSubj - . ' . out
ar duulﬂet&ts maAﬁt{eum ﬂmﬂi‘htér’actinahbject: dag | cka
GAMESS and MOPACDate: Thu, 14 Jan 1993 10:42:35 -0500 (EST)From: HERMANBULNA.BWH.HARVARD. [ Toe

gov (Ron shepard)subject: Re: Cartesian vs Internal coordinatesDate: Fri, 1% Jan 93 06:48 CD Tt T
OFrom: dwscgﬁ& onsanto. cmrsub_'(ect next Molecular craphics MQIH r@ [ in 9
n 93 15:2m rom: oosten@rulhml,Leidenuniv.nl (A.B. van 00 ijF | _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 +0L00From: Inst.f. Phys.Chem. I <pclﬁpctc sub
Jan 93 13:2 rom: "D. Mathieu" <DEWINDT%FRSACLL.BITNETEOHSTVMA. AC EDU=5ub "BD
1e Recur‘rehg'm 22 Jan 1993 13:36:26 +0000From: BDIEAL <BDI EALﬁcmﬁmject Iron
From: arne@wangu mef. k1 se (Arne Elofsson)subject: Re: charmm and 5GIs - charmm nevsgrnu “Da [y
subject: This 1s testDate: 26 Jan 1993 07:20:59 -0600 (CST)From: AHOLDER@VAL.UMKC. EDUSL jec . ha
ate: 27 gp%? 32 0500From: /PN=DAVID.W.ELROD/DD. ID=55M. DL';E éj DMD=TELEN W
3 20:38:0 lbiect RE: XWD->Mac conwersion...Date: wed, 27 Jan 9d -0700From: Jo 27

93 14:47:36 -0500From: caves@tammy.harvard,edubate: Thu, 28 Jan 1993 15 28:31 PSTFrom: VoODJ Aye
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
radnmski@mnndl.ccrc.uga.edunate: 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: Electronic Periodic TablesDate: 02 Feb 1993 14:36:03 -0500 (EST)From: ZURAW:3 an.
and NanotechnologiesDate: Wed, 3 Feb 93 10:46:20 MSTFrom: QINGSONGEminmet,lan.mcgill. caDate: Id &
OF TOLEDD" <DSMITHREUoFt02.utoledo.edusSubject: Re: Plotting orbitals from a 690/692 Calculat S0L
3 +0100 (NFT)Date: 05 Feb 93 09:28:33 ESTFrom: Elldot King <71127.1231&compuserve. com=5ubjec 0. 1
<pobby_clark@guickmail. clemson. edu»subject: E-mail searchbate: @ Feb 1993 10:08:20 -1812From Irde
500 {(EST)From: 5E011ack@ester.mse.uc.EDU (5.K. Pollack)subject: Phosphazene Modelingbate: Mo 50
Date: Tue, 09 Feb 1993 21:39:58 -0500 (EST)From: "DR. DOUGLAS A. SMITH, UNIVERSITY OF TOLEDO 10

5. From: Zhou Feng <feng@lisboa.ks.uiuc. edu=Date: Wed, 10 Feb 93 16:23:41 -06005ubject: paral i ad
T-25ubject: Re: ZINDO programbate: 11 Feb 1993 13:06:18 +0100From: schettle@chemix. mpi- 15)5
714031%hkuxa. hku, hk@OHSTVMA, ACS. OHIO-STATE, EDUSUbject: Mo Flotting program!Date: Fr ACS
£: Re: X Windows for PC ..Date: Sat, 13 Feb 93 12:21:47 +0900From: Katushi Kobayashi <ikob@l . u
11, edu=subject: MPW FortrantDate: Tue, 16 Feb 93 13:28:40 ESTFrom: Kenneth McGreevy <kgreey . PS5
TFrom: "W, Todd Wipke" <wipke@5ECS.UCSC.EDU=Subject: Final €all Summer Undergraduate Researc v 5
hu, 18 Feb 93 14:22:08 P5TFrom: rawdautodesk.com (Robert A whiteside)subject: Re: Question a she
feld chargesbate: Fri, 19 Feb 93 14:49:00 ESTFrom: "lanet Del Bene" <FRO42008@YSUE. YSU. EDU=S avi
k Kjemi" <bjerkese@kjemi.unit.no=5ubject: Summary. Scaled freq for 5 and HDate: Sun, 21 Feb 49;
: Carl Jugpate: Tue, 23 Feb 93 15:08:43 PSTFrom: wsonnen@alnitak.usc.edu (Wayne Sonnen)subje ! @ha
gysubject: Re: Hydrogen bond.Date: Wed, 24 Feb 93 17:21 EDTFrom: <PODOSHNNAZNYUACFL, BITH i _ hu,
nl.govsubject: X-Window terminal emulator for MacDate: Thu, 25 Feb 93 17:19:09 -0500From: fe ly 2
d.harvard, edu (ji11 cheney}sub%ect Computer Prngran to Evaluate wigner 3j Coefficientspate: ' ' tio
sew1ewE1rcaT calculations simple oxidesFrom: sender@chemdcl.tau.ac.qil (5enderowitz Hanoch)su : : 19

n.desupject: Expert Know-How wanted !!Date: 02 Mar 1993 08:13:18 -0500 (EST)From: "DONALD B. L | Tue
tate.Edu (Gene Carter)subject: Co MD parameters,Date: Tue, 2 Mar 93 17:22:53 CSTFrom: Greg L r 9
11ing software: Does anyone have STELLATDate: 04 Mar 1993 17:08:31 -0500 (EST)From: MARYJIORNur cieasLer i eulioun J€CL. FUD SUDUIT UFgall 240 IUNTFT O Jail Ladanwsk | <K lwee 1, nev=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
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23 -0600 (CST)From: Andy Holder <AHOLDEREVAXL . LMKC . EDU> subject: Announcing AMPAC 4.5Date: 21 Mar 1993 17:36:57 -0600 LCST}FFDW Andy Holder <AHOLDERﬁVAx1 UMKC. EDU>Subject: semic
.mi15ubject: what about simulated annealing?Date: Wed, 24 Mar 93 14:11:22 +0100From: dufner@ws01.pc.chemie.th-darmstadt.de (Hagen Dufner)subject: efg in g92From: "Christopher 3
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MOGCHEMNA, DICHI. UNINA. ITSubject: Tooking for ACES programFrom: Robert Laird <wbdtsr1@hpb.ch.nan.ac.uk>5ubject: Fe-0 calculationDate: Maon, 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



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.



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.

kfz-heidelberg. de>subject: energy contribution of hbonds?Date: 06 Jan 1993 10:55:29 -0500 (EST)From: "dwj@li1ly.com {Doug Johnson MCFR7)" <JOHNSON_DOUGLAS_WEALILLY.COM=Subject: u
: CADD videosDate: wed, & Jan 93 13:03:33 -0800From: chiremv!andromeda!jeffb@uunet.uu. NET (Jeff Blaney)subject: Re: Polygon-based solvent accessible surfacesbate: Thu, 7 Jan 93
| IDate: 08 Jan 1993 09:19:29 -0500 (EST)From: "dwj@1i17y.com {Doug Johnson MCTR7}" <JOHNSON_DOUGLAS_WALILLY.COM=Subject: replies to my posting about PDB searching methodsDate: F
viBtiberiys £ roenndT adiereame crcinhamfnnasdinnsas nbRatas Mo 4T Tan 03 AT DAL suTenkhdaors minT guastignsDate: Mon, 11 Jan 1993 14:33 ESTFrom: WILLIAMSHXRAY2@uTkyvx02.loud
or doublec q |EEE ls ograms for molecular modelingDate: wed, 13 Jan 93 13:38:09 ESTFrom: rsefeck@

GAMESS ant nna C: RE:HELPDate: Thu, 14 Jan 1993 11:18:26 -0500From: jle@world.std.com (Joe
gov (Ron @ NDARITH *’Elv'STVXl.B:TNET@-OHSTWA.ACS.OH:O-STATE.EDUSL.‘b_‘{Iect: Steric strain at T
OFraom: dm: . . . . emres. tn, cornell, edu=subject: UHF calc’s on diradicals/Tsbate: Mon, 18 Jan 9
o2 15:2¢ A Social History of Bitnet and Listserv, 1985-1991 eutron?Date: wed, 20 Jan 93 10:11:36 ESTFrom: landman@hal. physics.wayne. edu

0-STATE. EI " <1sMCMEroyal. crc.uno. edu=Subject: Re: density problemDate: Wed, 20 Jan 93

April-June 2000 (vol. 22 no. 2)

ke to test i-erlangen. de=Date: 21 Jan 93 07:50:00 ESTFrom: nauss-:’-:r;r"air-ewhl.amry.lrﬂsuh
Jan 92 13 pp.32-41 force constant symmetry and Gaussian90Date: 22 Jan 93 13:06:32 UTFrom: "BD
12 R2CUrT pavid Alan Grer n the Macbate: Thu, 21 Jan 93 17:31:46 -0500From: system@alchemy. chem. utoraon
FrOn AT Mary campbell 24 Jan 93 15:05:30 -0500From: chm_ramsayBemunix. emich. edusubject: CHEMiCALC:
Subject: 1 pirical referencesbate: Tue, 26 Jan 93 12:57:08 -0500Fram: watanabe@tammy.ha
ate: 27 1: DOI Bookmark: http://doiieeecomputersociety,org/10,1109/85,841135 Asprint. comsubject: Computer Assisted Chemistry Course Info RequestedDate: W
3 20:38:01 ruslm@m’tqate.chew.utgh.edE:-SL:bject: qte: Pem’nd%c Table wWidgetDate: wed, 27
93 14:47:: marris@gnl2. ucdavis, edu=subject: Population Analysis in GaussianFrom: mei@ve
1993 14:2: -‘ABETRAET epard)subject: excited statesDate: Er‘i, 29 Jan 1\593 16:47:38 -0600From: s1du
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
ur.nl=subs appeared on Bitnet, an acadernic network based on IBM computers, The early wversions of 2. polaroid. copsubiect: 20 structure —= 20 drawing?Erom: OINGSONGERTNmet. T2,
and Nanote  Listserv became operational in the mid 1980s, and its early archives show how netwoark 3 Feb 93 13:04:575ubject: software for calculating zeta potential and e
OF TOLEDO'  users learned to use the software and, perhaps more importantly, how to manage Thu, 4 Febh 93 11:27:%3 ESTFrom: Kevin Moore -:k|.“c|nr'e@-ncsc.nr‘g:-subject: MOLSoL
2 40100 {1 network-based organizations. ar Pnpersl}ate: Fri, 5 Feb 1993 16:17:32 +0100From: ivan@gandalf.ciam.unibo.
<hobby_ Tin e e e e e e e ey L1ark"™ <hobby_clark@guickmail. clemson. eduxSubject: WMemory and CPU for starde

500 LE:uT“FrDF EDT];Ck*ester . Mse. uc. EDU kS K. PDT]&CR*SIb ect: Phnsphazene ModelingDate: hun 8 Feb 93 07:58:51 ESTFrom: adit@Kodak.com (Adi Treasurywala)subject: Coordinates o
Date: Tue, 09 Feb 1993 21:39:58 -0500 (EST)From: "DR. DOUGLAS A. SMITH, UNIVERSITY OF TOLEDO" <DSMITHZuoft02,utoledo.edu>Subject; parallel workstations and serversbate: wed, 10
5. From: Zhou Feng <feng@lisboa.ks.uiuc, edu=Date: Wed, 10 Feb 93 16:23:41 -06005ubject: parallel CHARMMTDate: Wed, 10 Feb 93 15:46:43 -0800From: rickl@biosym. comsubject: DIBUG ad
T-25ubject: Re: ZINDO programDate: 11 Feb 1993 13:06:18 +0100From: schettle@chemix. mpi-stuttgart.mpg. desubject: Mac summeryFrom: theresa@si.fi.ameslab.gov (Theresa Windus)s
714031%hkuxa. hku, hk@OHSTVMA, ACS. OHIO-STATE, EDUSUbject: Mo Flotting program!Date: Fri, 12 Feb 93 09:48:41 CETFrom: Norbert Mueller <K3G0171%EDVZ.UNI-Linz.AC.H%BOHSTVMA. ACS
t: Re: X windows for PC ..Date: sat, 13 Feb 93 12:21:47 +0900From: Katishi Kobayashi <ikob@les.pc.uec.ac. jp=Date: Sat, 13 Feb 1993 14:47:09 +0100 (WET)From: PREINERT@biolan.u
11, edu=subject: MPW FortrantDate: TLe, 16 Feb 93 13:28:40 ESTFrom: Kenneth McGreevy <kgreev 3hp1dasl.sid.ﬁp.CUWmsubject: Re: ¥ Windows for PC ..Date: Tue, 16 Feb 93 11:29:01 PS
TFrom: "W. Todd Wipke" <wipke@5SECS.UCSC.EDU=Subject: Final Call Summer Undergraduate Research Fellowship (SURF)Date: wWed, 17 Feb 1993 14:15:16 -0500 (EST)From: "DR. DOUGLAS A, 5
hu, 18 Feb 93 14:22:08 PSTFrom: raw@autodesk.com (Robert A whiteside\SLb'ect Re: Question about PDB furwatDate Thu, 18 Feb 93 17:02:32 psTrrom: fisher@scripps.edu (Cindy Fishe

feld chargegpat FM ﬂﬂﬂ" P 7 E.SSE-’G culatganpat ri, 19 Feb 3 11:53:05 J0500Erom: avishanker <ravi
S 32 Commu iﬁﬂﬁdﬁé formelle (Erv ing Goffman backstage)
Caﬂ JugDate: -Lie 23 Feb 93 15:08:43 PSTFrom: wsonnen@alnitak. L.Sc edLi kuar_\,ﬂe sonnen)subject: Hna base ch sDaTe 23 Feb 93 15:36:36- ZEUOFrDF M CU PloA" <alex@ba
gJSLbﬂect Re: Hydrugen bond. Date: wed, 24 Feb 93 17:21 EDTFrom: <PODOSNNA%NYUACF1.BITNETEOHSTVMA. ACS.OHIO-STATE. EDU-Subject: X-window terminal emulator for MacDate: ||L,
nl.govsu = g m ﬁ ig wt 25 Feb 93 17:19:09 -0500From: feng@sgi.chem.temple.edu (Feng d1er1jSL'b|eft ¥-windows Server on Ms- .nndm.sDate Thu,
d. harv ardAbhi Sé E % iﬁiEiL a’uate wigner 3j Coefficientspate: Fri, 26 Feb 1993 22:08:57 +0100From: ole,swang@kjemi.uio.nosubject: language qL'estm
sermhﬁwcaﬂ calculations simple oxidesFrom: sender@chemdcl.tau. ac. ﬂ kSendemmtz Hanoch)subject: MOPACE.ODate: Sun, 28 Feb 93 13:44:41 cMT-2:00Date: Mon, 1 Mar 1993 15:25:19
n. desu dect Expert Know-How lanted !!Date: 02 Mar 1993 08:13:18 -0300 (EST)From: "DONALD B. BOYD" <BOYD_DONALD_B@L:LLY.cow::-subject: new book on computational chemistryDate: Tue
tate. Edu (Gene CarrﬂrJSngrsamhj i‘iel$e, 2 Mar 93 17:22:53 C5TFrom: Greg Landrum <landrum@chemres.tn. cornell. edussubject: Re:CaChe on the MacDate: Tue, 2 Mar g
1Ting Software: DOEs ary L q 3 17:08:31 -0500 (EST)From: MARYJO@northeastern.edusubject: PDB subdir organization?From: Jan Labanowski <jkl@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. 1. cnr. 'ItSLb ect Thepry Made visibleDare: Tue War 09 11:23:12 1993pate: Tue, 9 Mar 93 10:52:25 -0500From: gallionBauriga.rose.brandeis.edu (steve gallion)subject: GROW
uplingDate: ﬁéﬂgrﬁphxﬁqﬁ .'-'kCFl.B:TNETu?-—OHSTVFTA.ACS.OHZO-STATE.EDU::-SLijECt: software for PCDate: Fri, 12 Mar 93 04:51:15 cMTFrom: jim@guanta. phy.
r 1993 02:33:09 0800 oy I amdra. chem. washington. edusSubject: PDB source file...Date: sun, 14 Mar 93 11: 06:13 +0100From: doelz@c comp. bioz. unibas.ch (
WA, ACS, OHIO-STATE. EDU» SLb.ect partial char‘ges for ﬁctve atoms in G92Date: Mon, 15 Mar 1993 12:55 EST From: HsUS@chemy? .mps. ohio-state, edusubject: Problem with vibrational freq

, 15 Mar 1983 21:55:05 - (esT)Fram: r1s Parkinson <mbdtscp@hpc. ch. man. ac. uk>subject: MM2 code for UNIX systemsDate: Tue, 16 Mar 93 11: 49133 gMTsubject: Re: MM2 code for UN
ar 1993 13:58:36 —Q«IOOF-E N; FI ﬂcF? es: Information about IBM RSG000Date: 17 Mar 93 16:18:00 EDTFrom: "STEPHEN R. HELLER" <srheller@asrr.arsusda. gov=subject: Software
st Girona Seminar on MolecuTar simlarityDate: Thu, 18 Mar 93 10:40:05 CETFrom: ZSYAMPOLXEBCESCALEOHSTVMA, ACS. OHIO-STATE. EDUSUbject: First congress of the ISTCP (pa
111 -05005ubject: Keep the noise down, easeDafe 19 Mar 93 11:37:00 ESTFrom: nauss@rair-emhl. army.milsubject: Program called GRIDDate: Fri, 19 mar 93 14:33:18 ESTFrom: Ge

23 -0600 (C5T)From: Andy il subject: Announcing AMPAC 4, 5Date: 21 Mar 1993 17:36:57 -0600 (CST)From: Andy Holder <AHOLDERG @VAXL. UMKC. EDU>Subject: semic
.milsubject: what about= ﬁ gﬂvﬁﬁ;hﬁiﬁéé 24 frar 93 14:11:32 +0100From: dtlfner"- tws01. pc. chemie. fh darmstadt.de (Hagen Dufner)Subject: efg in g92From: "Christopher 1
ject: sC&A Conference speakers - thdnksDate: Thu, 25 Mar 93 10:18:48 -0500From: aul95@cleveland.freenet.edu (Dr. Gene A. Nelson)subject: Batching f'|fes in MOPACFrom: zrf10128&aw
MOBCHEMNA, DICHI . UNINA. ITSubject: looking for ACES programFrom: Robert Laird <|.'bdtsr1_lpb.ch.n’an.ac.uk::-subject: Fe-0 calculationDate: Mon, 29 Mar 93 15:49:03 BSTFrom: rafapa@obe]

uk=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 -
Lﬂz}subject: Stephen R. wWilsonDate: Thu, 1 Apr 1993 16:33:29 +0200From: oles@golTum. uio.nosubject: BiosymDate: 01 Apr 1993 11:43:13 -0600 (CST)From: CUNDARIT@memstvxl.memst.edus



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 {EST)From: "dwj@l111Ty.com {Doug Johnson MCTR7)" <JOHNSON_DOUGLAS_WELILLY.COM=Subject: u
: CADD wideosDate: wed, 6 Jan 92 13:02:33 -0800From: chiremv!andromeda! jeffb@uunet. uu. NET {Jeff Blaney)subject: Re: Polygon-based solvent accessible surfacesbate: Thu, 7 Jan 83
I'Date: 08 Jan 1993 09:19:39 -0500 (EST)From: "dwj@1411y.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: WILLIAMSHXRAY2@EuTkyvx02.Toud
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 -0500 (EST)From: HERMAN@ULNA.EBWH.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: CUNDARITAMEMSTVXL,BITNETEOHSTWMA, ACS.OHIO-STATE,EDUSUbject: Steric strain at T
OFrom: dmschn@bblt. monsanto. comsubject: next Malecular Graphics Society MeetingFrom: m.e. <harbowy@chemres.tn.cornell,edu>Subject: UHF calc's on diradicals/Tsbate: Mon, 18 Jan 9
n 93 15:29:22 +0100From: oosten@rulhml.Leidenuniv.n] {A.B. van Oosten)subject: Re: proton+electron=neutron?bate: wed, 20 Jan 93 10:11:36 ESTFrom: Tandman@hal.physics.wayne. edu

0-STATE. EDU>Subject: RE:
ke to test a program.Date: Thu, 21 Jan 93 12:19:42 +0100From: Inst.f.P
Jan 93 13:27:12 avTFrom: "D. Mathieu" <DEWINDT%FRSACLL,BITNETEQHSTVMA,
le Recurrencepate: Fri, 22 Jan 1993 13:36:26 +0000From: BDIEAL <BDIEAL
From: arne@mango.mef.ki.se (Arne Elofsson)subject: Re: charmm and 5GIs

Subject: This 1s testDate: 26 Jan 1993 07:20:59 -0600 (CST)From: AHOLD

are: 27 Jan 93 08:59:32-0500From: /PN=DAVID.W.ELROD/DD.ID=55W. DWELROD/
3 20:38:08 aWTSubject: RE: XwD->Mac conversion...Date: Wed, 27 Jan 93

93 14:47:36 -0500From: caves@tammy,harvard, edubate: Thu, 28 Jan 1993 1
1993 14:23:55 +22305823 {EST)Date: Fri, 29 Jan 93 15:07:15 C5TFrom: sh
CHEM. CMU.EDUSubject: RE: Gaussian and excited statesDate: Fri, 29 Jan

radnwski@wnndl.ccrc.uga.edunate: Mon, 1 Feb 1993 12:04:28 +0100From: C
: youkha@biosym. comsubject: Summary: Internals & Non-BondsDate: Tue,

un.nl=subject: Electronic Periodic TablesDate: 02 Feb 1993 14:36:03 -0
and NanotechnologiesDate: wWed, 3 Feb 93 10:46:20 MSTFrom: QINGSONGEMIN
OF TOLEDO" <DSMITHREUoFt02.utoledo.edusSubject: Re: Plotting orbitals f
3 +0100 (NFT)Date: 05 Feb 93 09:28:32 ESTFrom: Elliot King <71127.1231
<hobby_clark@iguickmail. clemson. eduxSubject: E-mail searchDate: 6 Feb 1
500 {(EST)From: 5E011ack@ester.wse.uc.EDU (5.K. Pollack)subject: rhosph
Date: Tue, 09 Feb 1993 21:39:58 -0500 (EST)From: "DR. DQUGLAS A, SMITH
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11, edu=subject: MPW FortrantDate: Tue, 16 Feb 93 13:28:40 ESTFrom: Kenneth McGreevy <kgreevy@®hpldasl.sid. hp. com=Subject: Re: X Windows for PC

PC Survey RESULTSDate: wWed, 20 Jan 1993 15:47 CSTFrom: "JORGE M. SEMINARIO" <JSMCM@roval.crc.uno,edu=5Subject: Re: density problemDate: Wed, 20 Jan 93

USENET News Group ... NO!
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i \.‘J‘Ed, 27
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Jan 93 15
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) 83 17:57

o Frope "BLG A Bone" <roabatpunsima molres. org>
o Subject: TTSENET MNews Group .. O
o Date Wed, 27 Apr 54 11:24:35% 0700

inmet. lan.

Why not start CCL as & USENET NewsGroup ... 7 al and e
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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



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.

Commercial Anhouncements
ACCEPI’HDFE‘ TOP'FCS Commercial software: software sold to anyone fo

to the list, please respect the following rules:

Topics which may appear on the list include:
* Be brief - Short (25 lines or less) commercial pe

« 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

» Be straightforward - The subject line should be
* Mo reposting - Feposts of software announcen

* No "vaporware™ -- Announcements of “vapona:

are not allowed.
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 : Gabriella Coleman trickster)



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?

o Fropy "DE. DOTGLAS A& SWITH, UWNIVEEZITY OF TOLEDO" <DEWITH -AatT- uoft02 ui
o Suhiect full disclosure of methods?
o Date: Sat, 26 Jun 1993 11:21:56 -0500 (EST)

Mark Thompson recently wrote, regarding the Z3AM]1 topic currently under
dizcussion:

»*Let me addresz the more fundamental issue that this topic

*hrings forth. I share Graham Hurst's concernz. One of the

rhazic tenetzs of good science iz that of reproducibility,

rand independant wverification.

Thiz i=, I think, universally true and accepted. Howewer, it iz rarely
followed. For example, there has heen 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

commercialization -Religious wars (Flaming,

Trolling)

o Frame ross] AT Jzeno mmnwh ucsf EDTT (Bill Eoss)
o Subiect commercialization

o Dgie Tue, 10 Mar 22 104313 -0800

I think that codez dewveloped under govt funding should be made
availakbhle for distribution/maintenance costz. I haven't devoted
mach thought to the ideal legal permwissions Lo grant. I subsequent
comnercialization adds value, the precomunercial wersion should
remain available on the sanme terms. Thiz "nothing for anyone®™
policy is the closest I can imagine to fair for myriad unsung
contrilbutors as well as bheing the appropriate consedquence of

pubhlic funding (assighning credit is another side of the coin).

Once g transition to commercial code has occurred, further
deveopments trahspire under knowh ground rules and participants

cah negotiate & slice of the pie. Hopefully funding agencies factor
in the degree of comrercialization in allocating funds.

Eill Ross



- Controverse scientifique : utile pour 1'historien, oblige les

acteurs a se deévoiler.

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

structure...et rendles:acteurs bavards.

-1991...
Changement de statut de lI'ordinateur
Changement de statut du monde academique

Changement de statut du contexte économique



-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,

(voir computing science)

3.-Ouverture du code

- question technique, question idéologique

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

Le cas de Gaussian.



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-heidelberg. de>subject: energy contribution of hbonds?Date: 06 Jan 1993 10:55:29 -0500 (EST)From: "dwj@li1ly.com {Doug Johnson MCFR7)" <JOHNSON_DOUGLAS_WEALILLY.COM=Subject: u
: CADD videosDate: wed, & Jan 93 13:03:33 -0800From: chiremv!andromeda!jeffb@uunet.uu. NET (Jeff Blaney)subject: Re: Polygon-based solvent accessible surfacesbate: Thu, 7 Jan 93
| IDate: 08 Jan 1993 09:19:29 -0500 (EST)From: "dwj@1i17y.com {Doug Johnson MCTR7}" <JOHNSON_DOUGLAS_WALILLY.COM=Subject: replies to my posting about PDB searching methodsDate: F
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“+Syhyl fGSONG@-wh]rret. Tan.
:a potential and e
-gmsubject: MOLSOL
1dalf. ciam. unibo, i
ind CPU for starde
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k Kiemi" bjerkeSEijer1 unit.no=subject: SLrhary scaled freg for 5 and HDate: sun, 21 Feb 19®a®20:51:19 +0100 (MET)Subject: Long Time-scale DynamicsDate: wun, 22 Feb 93 16:48:

: Carl lugpate: Tue, 23 Feb 93 15:08:43 PSTFrom: usnnnen@a1nitak.usc.edu (wayﬂe Sunnen}subject. dna base chargesDate: 23 Feb 93 15:38:36-2300From: "Alexandre MICU FlGA" <alex@ba
gJSLb1ect Re: Hydrugen bond. Date: Wed, 24 Feb 93 17:21 EDTFrom: <PODOSNNAZMNYUACFL. BITNETEOHSTVMA. ACS. OHIO-STATE, EDU=Subject: X-Window terminal emulator for MacDate: |Iu,
nl.govsubject: X-Window terminal emulator for MacDate: *hL, 25 Feb 93 17:19:09 -0500From: feng@sgi.chem.temple.edu (Feng Lhenjsub|eft ¥-windows Server on M5-windowsDate: Thu,
d.harvard, edu (ji11 cheney)subject: Computer Frogram to Evaluate w1gner 3j coefficientsDate: Fri, 26 Feb 1993 22:08:57 +0100From: ole.swang@kjemi.uio. nosubject: Tanguage quest1u
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uk=subject: P01yrate QueryDate: Tue, 30 Mar 1993 19:31:32 +0200Fram: cA2@aixfilel.urz.uni-heidelberg.de (Andreas schulz)subject: NBO analysesDate: Tue, 30 Mar 1993 16:04:42 -
uTz}Squect: stephen R. wWilsonDate: Thu, 1 Apr 1993 16:33:29 +0200From: oles@gallum. uio.nosubject: Biosymbate: 01 Apr 1993 11:43:13 -0600 (CST)From: CUNDARITEmemstvxl.memst.edus
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Supject: Re: Taxol modellingbate: Fri, 1 Jan 93 14:11:05 ESTFrom: Franc! Micnelle M <mrranc |GCC, brynmawr, edu=Date: Mon, 4 Jan 93 12:33:36 -0800From: ncj@gull.uncc.edu (Harry C.

kfz-heideTberg. 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 wideosDate: wed, 6 Jan 92 13:02:33 -0800From: chiremv!andromeda! jeffb@uunet. uu. NET {Jeff Blaney)subject: Re: Polygon-based solvent accessible surfacesbate: Thu, 7 Jan 83
I'Date: 08 Jan 1993 09:19:39 -0500 (EST)From: "dwj@1411y.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: WILLIAMSHXRAY2@EuTkyvx02.Toud
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 -0500 (EST)From: HERMAN@ULNA.EBWH.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: CUNDARIT%MEMSTVXI.BITNET@OHSTVMA.A(S.OHIO—STATE.EDUSub?ect: Steric strain at T
OFrom: dmschn@bblt.monsanto. comsubiect: next Molecular Graphics Society MeetingFrom: m.e. <harbowy@chemres.tn.cornell. edu=Subject: UHF calc’s on diradicals/Tspate: Mon, 18 Jan 9

n 93 15:29:22 ‘Date: Wed, 20 Jan 93 10:11:36 ESTFrom: Tlandman@hal.physics.wayne. edu

0-STATE. EDU=5L MEroyal.crc.uno. edu=Subject: Re: density problemDate: Wed, 20 Jan 93

ke to test 2 2800 1gen. de=Date: 21 Jan 93 07:50:00 ESTFrom: nauss@wrair-emhl.army.milsub
Jan 93 13:27:] i constant symmetry and Gaussian90Date: 22 Jan 93 13:06:32 UTFrom: "BD
le Recurrencel flacDate: Thu, 21 Jan 83 17:31:46 -0500From: system@alchemy. chem. utoron
From: arne@mar S0 ] 93 15:05:30 -0500From: chm_ramsay@emunix. emich. edusubject: CHEMiCALC:
subject: This ' | referencesDate: Tue, 26 Jan 83 12:57:08 -0500From: watanabe@tammy. ha
ate: 27 Jan 9 I comsubject: Computer Assisted Chemistry Course Info RequestedDate: W
3 20:38:08 G vitrate. chem.utah. edu=subject: Re: Periodic Table wWidgetDate: wed, 27

93 14:47:36 -( 140 m ign12. ucdavis. edu=Subject: Population Analysis in GaussianFrom: mei@ve
1993 14:23:55 ' subject: excited statesbate: Fri, 29 Jan 1993 16:47:38 -0600From: s1iu
CHEM. CMU. EDUSL soumich. edusubject: Gaussian and excited statesDate: Fri, 29 Jan 93 15
radamski@maond] W freeware 1ject: Conference announcementDate: 01 Feb 93 19:26:49-0500From: SBRM

: youkha@biosy 1000 m . 1e11@syd. dah. csiro. au=Subject: DMF dielectricbate: man, 1 Feb 93 17:57
un. nl=subject: [ ] [ ] ‘oid. comSubject: 3D structure -> 2D drawing?From: QINGSONGEMinmet. lan.
and Nanotechn: u m N [ | 13 13:04:575ubject: software for calculating zeta potential and e
OF TOLEDO" <Dt Feb 93 11:27:53 ESTFrom: Kevin Moore <kmoore@incsc.orgeSubject: MOLSOL
3 40100 {NFT)I 50,0 [ ] B [ ] [ ] arsDate: Fri, 5 Feb 1993 16:17:32 +0100From: 1'uan@ganga1f.c1'am. unibo, i
<hobby_clarkac m <hobby_clark@guickmail. clemson. edu=5ubject: Memnrg and CPU for starde
500 (EST)From: | 38:51 ESTFrom: adit@odak.com {Adi Treasurywala)subject: Coordinates o
Date: Tue},1 09 ol I. S !.uthedu.edg:—Subject: parallel 1-.'Drkstatl%|ng and serverg[}ate: Wed lDd
S.From: Zhou f '  Wed, 10 Feb 93 15:46:43 -0800From: rickl@biosym. comsubject: DIBUG a

T-25ubject: T2 1984 18 1see 20000 2002 204 YO0k 008 isubject: Mac summeryFrom: theresa@si.fi.ameslab, gov (Th%resa Windus)s
714031%hkuxa. b 1981 1893 1998 19 1989 2ol 2003 ZOos 2007 18:41 CETFrom: Norbert Mueller <K3G0171%EDVZ.UNI-Linz.AC.%BOHSTVMA,ACS
£: Re: X Winde -Date: Sat, 13 Feb 1993 14:47:09 +0100 (WET)}From: PREINERTEhiolan.u

ell. edu=Subjece: mew FurLrdnrpdLe: Tue, Lo FED M3 13520540 EDIFCUMG KENTELT MLLPEEVY <Kgresvywip iddasL, » 1o, np. com=5ubject: Re: X Windows for PC ..Date: Tue, 16 Feb 93 11:29:01 PS5
TFrom: "W, Todd Wipke" <wipke@SECS.UCSC.EDU=Subject: Final €all Summer Undergraduate Researcﬁ Fellowship (SURF)Date: wed, 17 Feb 1993 14:15:16 -0500 (EST)From: "DR. DOUGLAS A, S
hu, 18 Feb 93 14:22:08 P5STFrom: rawdautodesk.com {(Robert A whiteside)subject: Re: Question about PDB formatDate: Thu, 18 Feb 83 17:02:32 PSTFrom: fisher@scripps.edu (Cindy Fishe
feld chargesbate: Fri, 19 Feb 93 14:49:00 ESTFrom: "Janet Del Bene" <FRO42008@YSUB.YSU.EDU=Subject: BSSE calculationDate: Fri, 19 Feb 83 11:53:05 -0500From: G. Ravishanker <ravi
k Kjemi" <bjerkese@kjemi.unit.no=5ubject: summary. Scaled freg for 5 and HDate: Sun, 21 Feb 1993 20:51:19 +0100 (MET)Subject: Long Time-scale DynamicsDate: Won, 22 Feb 93 16:49:
: Carl 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 F16A" <alex@ba
gysubject: Re: Hydrogen bond.Date: wed, 24 Feb 93 17:21 EDTFrom: <PODOSNNAXNYUACFL.BITNETEOHSTVMA. ACS.0OHIO-STATE.EDU=Subject: X-wWindow terminal emulator for MacDate: Thu,
nl.govsubject: X-Window terminal emulator for MacDate: Thu, 25 Feb 92 17:19:09 -0500From: feng@sgi.chem.temple.edu (Feng Chen)subject: X-windows Server on MS-WindowsDate: Thu, 2
d. harvard, edu {1111 cheney}sub?ect: Computer Prngram to Evaluate wigner 3j Coefficientspate: Fri, 26 Feb 1993 22:08:57 +0100From: 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-2:00Date: 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 C5TFrom: Greg Landrum <landrum@chemres.tn. cornell. edu=subject: Re:Cache on the MacDate: Tue, 2 Mar 9
11ing software: Does anyone have STELLATDate: 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.itsubgect: MO Theory Wade VisibleDate: Tue Mar 09 11:23:12 1993pate: Tue, 9 Mar 93 10:52:25 -0500From: gallion@auriga.rose.brandeis.edu {steve gallionjsubject: GROW

uplingDate: Thu, 11 Mar 93 18:54 EDTFrom: <PODOSNNA%NYUACFL.BITNET@OHSTVMA.ACS.OHIO-STATE.EDU>Subject: software for PCDate: Fri, 12 Mar 93 04:51:15 GMTFrom: jim@quanta.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 19983 21:55:05 -0600 (C5T)From: chris Parkinson <mbdtscp@hpc. ch. man.ac.uk=Subject: MM2 code for UNIX systemsDate: Tue, 16 Mar 93 11:49:33 GMTSubject: Re: MM2 code for UN
ar 1993 13:58:36 -0400From: ZSHIZac.dal.casubject: Information about IEW RS6000Date: 17 Mar 93 16:1B:00 EDTFrom: "STEPHEN R. HELLER" <srheller@asrr.arsusda,gov=5Subject: 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 (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.EDU>Subject: 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: efg in g92From: "Christopher 3

ject: 5C&A Conference speakers - thanksDate: Thu, 25 Mar 93 10:18:48 -0500From: aul95&cleveland. freenet.edu (Dr. Gene A. Nelson)Subject: Batching fi?es in MOPACFrom: zrfl0128&aw
MOBCHEMNA, DICHI. UNINA. ITSubject: Tooking for ACES programfrom: Robert Laird <mbdtsrl@hpb.ch.man. ac.uk=5ubject: Fe-0 calculationDate: Maon, 29 Mar 93 15:49:03 B5TFrom: rafapa@obel
ukysubgect: 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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