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General News
FUTURE MEETINGS AND WORKSHOPS

A summary table is given below, further details may be found inside.

TOPIC DATES LOCATION

TAQUEOUS SYSTEMS READING UNL | December 18 1092
f VERSITY

CCP5 PROGRAM LIBRARY

Details are contained in this Issue of accessing the CCP5 program library
through E-mail automatically. Also details of accessing the Allen/Tildesley
example programs at Cornell are repeated from the last issue.

CRAY NEWS

As most of our readers are aware, the Atlas Centre now has a Cray Y-
MP8{/8128 installed. It js currently available for trial use. There are 8 pro-
cessors, 128 Mwords of memory and 100Gbytes of disk storage. Each processor
has about 1.4 times the peak performance of an X-MP processor.

CCP5 participants are reminded that CCP5 has an annual allocation of
Cray time at Rutherford which will be transferred to the Y-MP. This is avail-
able for the development of simulation programs which are of general use to
the CCP5 community. Readers who wish to use some of this allocation should
write to the CCP35 Secretary, Dr. M. Leslie, TCS Division, SERC Daresbury
Laboratory, Daresbury, Warrington WA4 4AD.

INTEL NEWS

The past year has been one of considerable activity for the Parallel Supercom-
puting Service at Daresbury. In the autumn of 1991 the SBCC established a
Parallel Supercomputing Committee (chaired by Professor C.R.A.Catlow) to
consider, under peer review, bids from HEI groups to use the Intel iPSC/860
systern, In the initial review 26 substantial allocations were approved, to-
gether with a number of more modest pump priming awards. Recently the
ABRC/SMC has funded, as part of the ABRC’s renewed programmme of invest-
ment in National High Performance Computing, an upgrade of the iPSC/860
to a 64-pracessor system, doubling the present machine ¢pu capacity. Accom-
panied by an increase in disc capacity of the Concurrent File System (to 12
(iBytes), the upgrade is now complete and offers a resource capable of housing
both resident SERC Board communities and new users from other Research
Councils.

The Committee is scheduled to meet in Novernber/December to consider
allocations for the coming vear, and it is important for both existing and new
users that proposals should be submitted as soon as possible (definitely not
later than 25 October). It remains our aim to provide a high level of scientific



support to users of the iPSC /860, should you apply for paraliel supercomputer
resaurces, a computational scientist at Daresbury will be nominated to give
you as much help as possible with your project. If you would like any further
information, please do not hesitate to contact Dr Yeung (tel. 0925-603178,
Email address : h.k.fyeung@uk.ac.daresbury}, Dr Martyn Guest {tel. 0925-
603247, Email address : m.f.guest@uk ac.daresbury) or Dr Paul Durham.

CCPs FUNDS FOR COLLABORATIONS

CCP5 can make available funds of up to £300 per annum for groups of two or
more UK researchers wishing to undertake a collaborative project within the
scientific area covered by CUP5. The funds are intended to caver travel and
subsistence costs. Researchers who wish to apply for funds are reguested to
subinit a brief proposal (about 1/2 a page) describing the intended work to Dr.
M. Leslie, SERC Daresbury Laboratory, Daresbury, Warrington, Cheshire,
Alternatively reply by Email to M.LESLIE@UK.AC.DARESBURY

CCP5 VISITORS PROGRAM

CCP5 organises a visitors program which funds the visit to the UK of overseas
collaborators. We would normally expect a visitor to visit three sites in the
UK and give a lecture at each site. These lectures would be open to all
members of CCP5 as well as members of the host university. The visit would
normally last between one or two weeks. CCP5 would pay [or the cost of travel
to the UK and within the UK between universities. CCP5 would expect some
contribution towards accommodation expenses at the host university to be
met by the university. We will also consider longer collaborations or visits just
one place if this can be justified by the nature of the work to be done. Recent
visits sponsored by CCP5H have been by Professor C. Zannoni and Professor
V. 5. Filinov. If vou have an overseas collaborator who you would like to
invite under this program, please make a request to Dr. M. Leslie, SERC
Dareshury Laboratory, Daresbury, Warrington, Cheshire. UK Alternatively
reply by Email to M. LESLIE@UK.AC.DARESBURY

UPDATE TO NMAILING LIST

It 1s some time since readers were asked to confirm their entry on our mailing
list. Readers are asked to notify any changes by filling in the form in this issue
and returning it to the address on the form. It is not necessary to complete
the form if your address is correct.

EMAIL distribution list

We also maintain an EMAIL distribution list to allow us to notify people
about forthcoming conférences and workshops. A large number of the EMAIL
addresses on this list are now incorrect due to changes in computers and
networks. Please notify your correct EMAIL address if you do not receive
EMAIL from us. A message was sent to all members on the list in September.
UK universities are also gradually installing central mail servers and it is



preferable if your entry on our list is of the form Persons name@university
rather than userid@address of computer as we then do not need to update
our list if you move to a new machine. [t would be helpful to us if you are
registered with a mail server to let us know so that we can anunend the mailing
list. Notification of Email address changes may be made on the form provided
in this issue or by Email to

JANET: M.LESLIE@DARESBURY
INTERNET: M LESLIE@daresbury.ac. uk

EARN/BITNET: M.LESLIESdaresbury.ac.uk@ukacrl

REQUEST FOR CONTRIBUTIONS

The deadline for contributions for the next newsletter will be 31 December
1992, Readers are reminded that contributions are always welcome., We do
need more contributions for the next issue.

Contributors to the current issue.
QOur thanks go ta:

C. E. Dean Daresbury Laboratory
M. Leslie

S. E. Marshall

W, Smith

D. Fincham Department of Physics
Keele University

P. Tildesley Department of Chemistry
Southampton University

S. C. Parker School of Chemuistry
University of Bath






SERC DARESBURY LABORATORY
CCP5 REGISTRATION FORM
COMPUTER SIMULATION OF CONDENSED PHASES

In order to receive the CCP5 newsletter and information regarding activities of CCP3, it
is necessary to register your name on the CCP5 mailing list. Please complete the section

helow,

Title: Initials; Surname:

Job Title:

Department:

Organization:

Street:

Town: County /State:

Zip/Postecode: Country:

Electronic Mail Address

INIPORTANT NOTICE
Linder the terms of the U's DATA PROTECTION ACT 1984, we are obliged to notify

vou that vou are on our regular mailing lists and that your name and address are held on
our computer. The Act requires your consent to your name and address being so held.
Qur receipt of this completed form will indicate your acceptance.

Signature:

Please return this form to:-
W. Smith, TCS Diviston, SERC Daresbury Laboratory, Warrington WA4 4AD, UK.

Please complete section below to enable us to ammend our records.

New application Change of title or name

Change of Address Change of EMAIL Ad-

dress

—
|






Advertisement for PD RA

Appilcatlons are invited from computatlonal phys:c;sts and chenusts with an
interest In melecular simulation, for a postdoctoral Research Associate posi-
tion in macromolecular simulations with the aid of parallel computers. The
position is tenable for two years and will be based at Daresbury Laboratory
in the Theory and Computational Science Division, .
' The ‘position is funded by an SERC grant to C'CPS the Collahorative
Computational Project for the Simulation of Condensed Phases. The aim of
the project is threefold:

1. To develop macromolecular simulation programs for parallel computers
2. To sfudy techniqﬁes for in-:.or.p.orating long range forces
- 3. To study the dynamics of macromolecules in solution.

The project will be supervised by Drs. W. Smith and D Fincham. In<
formal enquiries may be made to Dr. Smith (Tel: 0925 603257; E-mail:".
W.Smith@uk.ac.daresbury).

Daresbury Laboratory is a leading centre in the application of parallel
computing to scientific research, the major facility being a 64-processor Intel
iPSC/860 supercomputer. The Associate will be expected to collaborate with
several university groups in the U.K,

The starting salary will be in the JRA/SRA range (11,234-16,420 pounds
sterling) and will depend on qualifications and éxperience etc,

Closing date: 15 October 1992.

Workshop on aqueous systems: preliminary announce-
ment

A CCP5 workshop to discuss the behaviour of aqueocus systeins will be held at
the Reading {University Chenustry Departiment on December 18, 1992, The
meeting will be held on an informal basis and no registration will be needed.
There will be four 1 hour talks and plenty of time for discussion. Speakers
will include A, Soper, A.J. Stone and A, Wallgvist. Further inquiries may be’
addressed to '

Dr P.M. Rodger
Chem. Dept.,
Reading Uni,
Whiteknights,
Reading, RG6 2AD

E-mail scsroder @ uk.ac.rdg.am.cms
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POLYMERS in MOTION

16th December 1992

Or.ga'nised 'by-the' Institute of Physics as part of the
CONDENSED MATTER AND MATERIALS CONFERENCE
15th - 17th December1992

The second c')rie—'da'y symposwm dﬁ“t'ﬁ'e ge’nera;l. field of'."P'olymer Dynamics entitled
"Polymers in Motion” follows the successful 1990 meeting in Cambridge. This time it takes
place within the large CMMP '92 conference in Sheffield, allowing participants to make use
of adjoining symposia, industrial exhibitions and plenary events. Topics 10 be covered
include:

* Dynamics of Polymer-like Fluids (Surfactants, Colloidal Assemblies)
* NMR Techniques

* Molecular Rheology

+ Dynamics at Surfaces and Interfaces

+ Dynamics of Segregation

+ Polymeric Liquid Crystals

Confirmed speakers 10 dae include:

M. Brereton (Leeds) M. Cates (Cambridge),
D. Durand (Le Mans and CNRS) M, Mackley (Cambridge),
G. Odell (Bristol).

Further conmributions to both oral and poster sessions are invited.

To submit a title or request regiswation For further information on the

deails please send 1o0: symposium please enquire from:
CMMP 92 Dr. Tom McLeish

Meetngs and Conferences Department Department of Physics

The Institute of Physics University of Sheffield

47 Belgrave Square Housflield Road

London SW1X 8QX Sheffield S10 2UN



The CCPS Program lera,ry

W Snnth

CCP3 Program Library Conditions of Distribution. -

The CCP5 Program Library provides programs and documentation free of charge to -
academic centres upon application to Dr. W. Smith, TCS Division, $.E.R.C. Daresbury -
Laboratory, Daresbury, Warrington WA4 4AD, U.K.. Please supply a magnetic tape to -
receive the copies. Industrial and commercial applicants should enclose a £100 handling .
charge. No magnetic tape need be sent in this case. Listings of programs are available if
required. Please note that use of inappropriate packing for magnetic tapes {e.g. padded
bags) may result in them being returned without the required software. Please ensure
that these forms of packaging are not used. A list of programs available is presented in’ -
the following pages.
All applicants will be required to sign an agreement not to exploit the .
programs for comnmercial purposes e.g. for resale or distribution as part or -
whole of a commercial product. : o
Readers should also note that we are authonsed to suppiy the example programs
originally published in the book “Computer Simulation of Liquids”, by M.P. Allen and - -
D.J. Tildesley {Clarendon Press, Oxford 1987). These are supplied in the same manner. -
as the resident C'('PS programs. We are grateful to Mike Allen and Dominic Tildesle)f- :
for their permission. : -
We should also like to renund our readers that we would welcome further contnhu
tions to the Program Library. The Library exists to provide support for the research
efforts of everyone active in cornputer simnulation and to this end we are always pleased
to extend the range of software available. Il any of our reacders have any programs thev
would like to make available, please would they contact Dr. Smith. :
Please Note: For copyright reasons we are not able to supply the programs-.
CASCADE, SYMLAT. THBFIT, THBPHON and THBREL free of Charge to
Universities outs:de the United Kingdom. .

Prdcf'ré'hls 'fr"o'm "the”Boo'k "‘Computer Slmulatlon of quu:cls" by M. P' e
Allen and D. Tildesley, Clarendon Press, Oxford 1987. '

These programs originally appeared on microfiche in the book “Computér .S'iﬁu.d'eiti.on.
of Liquids” by M. P. Allen and D. J. Tildesley, published by Oxford University Press,.

1987. They are made freely available to members of CCP5, in the hope that they will be
useful. The intention is to clarify points made in the téxt, rather than to provide a piece .
of code suitable for direct use in a research application. We ascribe no commercial value .

to the programs themselves. Although a few complete programs are provided, our aim . -
has been to offer building blocks rather than black boxes. As far as we are aware, the
programs work correctly, but we can accept no responsibility for the consequences of any -
errors, and would be grateful to hear from you if you find any. You should always check



out a routine for your particular application. The programs contain some explanatory
comments, and are written, in the main, in FORTRAN-77. One or two routines are
written in BASIC, for use on microcomputers. In the absence of any universally agreed
standard for BASIC, we have chosen a very rudimentary dialect. These programs have
been run on an Acorn model B computer.” Hopefully the translation of these programs
into more sophisticated languages such as PASCAL or C should not be difficult.

M.P.Allen

CCP5 Program Library E-Mail Service

From January 1 1991 it will be possible for CCPS members to get copies of CCP5 pro-
grams through E-mail aulomatically. To do’so they should send an E-mail message
to info-server@uk.ac.daresbury. The contents of the e-mail message should be as
follows {Note: the use of upper and lower case is significant - this is a unix systeml): )

request sources -
topic index CCP/ecps
topic CCP/cepS/program-name

Where program-name is the name of the desired source code. A mail server will au-
tomatically process this message and return a copy of the source code to your e- -mail
address. Please note the following however: '
The program source will be returned to vou in uue format, which is a form of
encoding most suitable for mail messages: It can easily be decoded on any unix system
using the uudecode conunand. (Check your local unix man file {or details). Also, to
speed the transfer. the source will be split into files of 1200 records each, so expect two
or three such files for the average CC'P5 program. Once again, uudecode will help you
to sort things out. S
Readers who do not have unix facilities should include the foltowing lines at the start
of the above message:

line-limit: annnn
coding: off

Where nnnnn is the number of records in the source (in most cases 6000 should be

enough). The program will be sent in plain FORTRAN as a single file. It may takea

while to arrive, but be patient! Also beware in case your system mailer cannot handle'. )
messages of this size. '

The programs from “"Computer Simulation of Liquids” are also available. To access,
them use program-name F.01, for example.

Readers must realise that the terms of use and distrubution of the CCP5 programs -

that have applied hitherta will be maintained. Users should not redistribute or sell the.
programs, nor is any liability accepted for their use, either by SERC or the program
authors. It is a requirement on the user that the programs be fully tested for their-
intended purpose. Any bugs found should be reported to the librarian, for the benefit
of other users.

Lastly readers should realise that this means of transfer does not include any program .



documentation. So if you are unable to make sense of the programs, write {or the
documentation! _ _

We are grateful to Mr. P. Griffiths of Daresbury's ITS Division for implementing
this {acility.

Availability of the Alien/Tﬂdesley example programs at Cornell

Appendix F of the Book “Computer Simulation of Liquids” by M. P. Allen and D. J.

Tildesley describes a method whereby the example programs may be obtained from the’
statistical mechanics group FTP facility at Cornell, This facility is no longer operational
as advertised, due to software and hardware changes. However, the programs are still
avallable. To obtain them, please [ollow the procedure outlined here. The description
helow is taken from the HELP file that is distributed by the file server; to obtain the
Allen/Tildesley example programs, simiply use “"ALLEN_TILDESLEY" as the pwc}\age
name {without the quotes. note underscore character . not hyphen - ).

STATMECH is a fle distribution service for the Statistical Mechanics community’
that uses electronic mail facilities to deliver files. To communicate with STATMECH,"
send an EMAIL message to: statmech@cheme.tn.cornell.edu Commands are sent in
the body of hte message you send to STATMECH (not in the subject line). Several
comunands may be sent at one time; just put one conunand per line. '

STATMECH corunands:
SENDME package Sends all parts of the specified package.
SENDME package.n Sends part n of the specified package.

LIST {pattern} Gives'a brief description of all packages mat.chmg pattem”"..
If pattern is onutted, a description of all packages is sent. ..
HELP Sends this help file.

For each request you make, a transaction log is returned to you indicating the status
of the request. The status report will indicate whether the request was successfully
completed. and when the file was or will be sent, Large files are sent only durning off-
peak hours.

Problems, quesuons and comments about STATMECH service on this system should
be directed to “statmech-mgr@cheme.tn.cornell edu”. :
Steve Thompson, School of Chemical Engineering, Cornell University, Ithaca NY 14853 -
USA.

10.



THE CCP3 PROGRAM LIBRARY.

ADMIXT (MD,LJA/MIX,LF, TH+MSD+RDF] W. Smith
CARLOS [MC,VS+Aquo,TH] B. Jonsson & $. Romano
CARLAN [DA,CARLGS structure analysis] B. Jonsson
& S. Romano
CASCADE  [LS,DIL,EM,TH+STR] M. Leslie & ¥W. Smith
CURDEN [DA,Current Density Correlations] W. Smith.
DENCDR [DA,Density Correlations] W. Smith

HLJ1 [MD,LJA,LF,TH+MSD+RDF] ~ D.M. Heyes S
HLJ2 [MD,LJA,LF,TH+MSD+RDF+VACF]  D.M. Heyes ..
HLJ3 [4D,LJA,LF/LC, TH+MSD+RDF] D.M. Heyes

HLI4 [MD,LJA,LF/CP+CT,TH+MSD+RDF]  D.M. Heyes
HLJS (MD,LJA/SF,LF,TH+MSD+RDF] D.M. Heyes

RLJ6 [4D,LJA,TA,TH+MSD+RDE]  D.M. Heyes

HMDIAT TMD,LJD,G5+G4, TH+MSD+(C) S.M. Thompson.
HSTOCH {MD/SD,VS+BA ,LF+Ca,TH] W.F. van Gunsteren.

& D.M, Heyes
MCN [MC,LJA,TH] . Corbin
MCLSOU [MC ,LJA,TH] C.P. Williams & S. Gupta .
MCHMOLDYN [MD/MC,L1S+FC+AQ,LE+QF/G5+03, TH+RDF] A. Laaksonen
MCRPHM [MC,RPE, TH+RDF) D.M. Heyes

MDATOM [MD,LJA,G5,TH+RDF+MSD+QC]  S.M. Thompson
MDATOM (MD,LJA,LF,TH+MSD+RDF] D. Fincham
MDCSPC2P  [PRMD,BHM,LF,TH+STF+RDF+VACF+MSD] W.Smith
MDCSPC4B  [PRMD,BHM+FC,G5+G4, TE+STF+RDF]  W. Smith
MDDIAT [1D,LJD,LF+CA,TH+MSD] D. Fincham '
MDDIATQ  (MD,LJD+PQ,LF+CA,TH+MSD] D. Fincham
MDIONS [MD,BHM,LF, TH+MSD+RDF+STF} D. Fincham
& ¥. Anastasiou
MDLIN [MD,LJL,G5+04, TH+MSD+QC]  S.M. Thompson.
MDLINQ [MD,LIL+PQ,G5+04 , TH+MSD+QC)  S.M. Thompson’
MD3DLY.C [MD,LJA/MIX,LF/LC,TH+MSD+RDF] M. Bargiel,
W. Dzuinel, J. Kitowski and J. Moscinski
MDMANY [MD,LJS+FC,LF+QF , TH]} D. Fincham & ¥, Smith
MDMIXT [MD,LJS/MIX,LF+QF ,TH] W. Smith o
MDMPOL [MD,LIS+FC/MIX,LF+QF ,TH] W. Smith & D. Fincham
MDNACL [MD,BHM,LF,TH+MSD+RDF]  W. Smith
MDPOLY [MD,LJS,G5+Q4, TH+MSD+QC]  S.M. Thompson
MOMULP (MD,LIS+PD+PO/MIX,LF+QF , THT  W. Smith
MDSGWP [MD,LJA/SGWP,LF ,TH+VACF+RDF+QC]  W. Smith
& K. Singer
MDTETRA [(MD,LIT,05+04, TH+MSD+QC] S.M. Thompson
MDZOID [MD,GAU,LF+QF ,TH+MSD+RDF+VACF] W. Smith
NAMELIST ([UT, Namelist amulation] K. Refson
NSCP3D [UT, Hard sphere packing] M. Bargiel & J. Moscinski
PINCLJ [PIMC,LJA,MC, TH+RDF+GC] K. Singer & W. Smith
SCN {MC,LJA,RFD,TH] §. Corbin

1l



SMFK [MC-SCF, Cylindrical Pelyelec.l 4.P. Lyubartsev
SLS_PRG  [MD,Proteins,LF,TH+RDF} 4. Raine

SOTON_PAR [MD,LJA,LC,TH] M.R.S. Pinches

SURF {MD,BHM/TE/2D,L¥ , TH+RDF] .M. Heyes

SYMLAT [LS,PIL,EM+STM,TH+STR] Harwell

TEQUILA  {GP] A&. Wilton and F. Mueller-Plathe

THBFIT [LS,PTIL,EM,Potential fitting] Rarwell

THBPHON {LS,PIL/3B,EM,Phonon dispersion] Harwall
THBREL [LS,PIL,EM,TH+STR] Harwell

Key:
Program types: MD Molecular dynamics
MG Monte Carlo
PRMD Parrinello-Rahman MD
LS  Lattice simulations -
SD Stochastic dynamics
DA Data analysis :
uT Utility package
PIMC Path Integral Monte Carlo
GP Graphics program
Systam models: LJA Lennard-Jones atoms
LI Lennard-Jones diatomic melecules
LIL Lennard-Jones linear molecules
LIT Lennard~Jones tetrahedral molecules
LIS Lennard-Jones site molecules
RPE Restricted primitive electrelyte
BHHM Born-Huggins-Heyer ionics
SGWP Spherical gaussian wavepackets
g Tosi-Fumi ionics
VS Variable site-site model
BA Bond angle model
PD Point dipole model
PQ Peint quadrupole model
MIX Mixtures of molecules
GAU Gaussian molecule model
FC Fractional charge model
PIL Perfect ionic lattice model
DIL Defective ionic lattice model
3B 3~body force model
2D Tuo dimensional simulation
SF Shifted force potential
FC Fracticnal charge model
AQ Aqueous solutions
Algorithm: G5 Gear 5th order predictor-corrector

12



G4 Quaternion plus 4th. order Gear P-C.

LF Leapfrog (Verlet)

QF Fincham Quaternion algorithm _
Qs Sonnenschein Quatermion algerithm. -
LC Link-cells MD algorithm

cp Constant pressure

CT Constant temperature

TA Toxvaerd MD algorithm.

CA Constraint algorithm . -

EN Energy minimisation

SYM Symmetry adapted algorithm
RFD Rossky-Friedman-Doll algorithm

Properties: TH Thermodynamic properties.
MSD Mean-square-displacament
RDF Radial distributior function
STF Structure factor
VACF  Velocity autocorrelation function
Gc Quantum corrections
STR Lattice stresses

13-



Programs from the Book “Computer Simulation of Liquids”

Periodic boundary conditions in various geometries.
5-value Gear predictor-corrector algorithm

Low-storage MD programs using leapfrog Verlet algorithm
Velocity version of Verlet algorithm

Quaternion parameter predictor-corrector algorithm
Leapfrog algorithms for rotational motion

Comstraint dynamics for a nonlinear triatomic molecule

W ~ o WORY e

[i=]

Rattle algorithm for comrstraint dynamics of a chain molecule
Hard sphere molecular dynamics program
Constant-NVT Monte Carlo for Lennard-Jones atoms
Constant-NPT Monte Carlo algorithm
The heart of a constant $\mu$VT Monte Carle program
Algorithm to handle indices in constant $\mu$VT Monte Carlo
Routines to randomly ratate moleculas
Hard dumb-bell Monte Carlo program
A simple Lennard-Jones force routine
Algorithm for aveiding the square root operation
The Verlet neighbour list
Routines to construct and use cell linked-iist method
Multiple timestep molecular dynamics
Routines to perform the Ewald sum
Routine to set up alpha fcc lattice of linear molecules. . ..
Initial velocity distribution
Routine to calculate translational order parameter _
Routines to fold/unfold trajectories in periodic boundarles
Program to compute time correlation finctiomns

" Constant-NVT molecular dynamics - extended'systém”method”
Constant-NVT molecular dynamics - constraint method _
Constant-NPH molecular dynamics ~ extended system method
Constant-NPT molecular dynamics - constraint method

 Cell linked-lists in sheared boundaries

" Brownian dynamics for a Lennard- Jones fluld

An efficient clustering routine S

The Voronoi construction in 2 and 3¢ =~

Monte Carlo simulation of hard lines in 2d =

Routines to calculate Fourier transforms

= = b b e e e
[ B o LI L B R A N L~ ]

MET A MM MMM MM T YW W ONT WM MMM M T M M T % mom oM omom ot moem om
W oW W W W wWWwRN B RKNNRMD N & R - ; T - X ;
DD AD O CDRANRE DN SO D
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~
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DL_POLY: A Macromolecular Simulation Package

W. Smith : Daresbury Lébofdtofjf

C. Dean L

D. Fincham. - Keele UmverSJty and Daresbury Laboratory
D. Tildesiey. - Unwersnv of Southampton SR

The Collaborative Computational Project CCP3, dealing “with computer simulation of
molecular systems, has recently been awarded a grant by the Computalional Science Ini-
tiative for postdoctoral assistance to develop a Macromolecular Simulation Package on
the Daresbury Laboratory [ntel iPSC/860 parallel computer. The project is expected to
become fully active in late 1992, though much preliminary work has already been done.

The purpose of this package, named DL_POLY, will be to apply the parallel molecular dy-
namics methods devised by participants in the CCP35 project {1-8] in a sophisticated pack-
age capable of accurate dynamical modelling of complex systems, with a special emphasis
on macromolecules, but with capabilities in most other areas of molecular simulation. [t
is hoped that the wide range of expertise available through CCP35 will permit the develop-
ment of a world-beating package that will be free to academic groups. The open nature of
the project is intended to encourage wider utilisation of the best techniques of simulation,
provide proven and adaptable source code essential to the new projects and reduce the
dependency of the community on commercial “black box’ codes, which are incompatible
wilh [ree academic exchange.

The initial objective is the development of a Replicated Date (RD) i1t program which will



be suitable for both the Intel iIPSC/860 and serial workstations. The program will incorpo-
rate traditional simulation models, including atomic and molecular ions, rigid and fexible
(macro-)molecules, multicomponent systems and a variety of ensembles and boundary
conditions. Bond forces (including valence and dihedral angles) will also be incorporated.
Nonbonded forces will be handled by the Replicated Data method. The long ranged forces
wil] optionally be handled via direct summation or. the Ewald method [4,7].

In the longer term, domain decomposition algorithms (i.e. Link Cells) will be incorporated,
based on existing parallel methods [6,8]. The Fast Multipele Method (FMM) {10; will be
developed for long range forces, with the PPPM {9} method as an option for periodic
sysleras.

[t is intended that the code development take place in conjunction with a study of palymeric
species in solution.

In the initial phases the project will be assisted by the Parallel Applications Team at
Daresbury.
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CASCADE and THBREL - Impléementation on tle INTEL
iPSC/860 _ - _ :

C. E. Dean, M. Les.lie, and $. E. Marshall

SERC Daresbury Laboratory, Daresbury, Warrington WA4 4AD

S. C. Parker

School of chemjsti"y,'[?niii'e'rsitﬁ of Bath,

Introduction

CASCADE and THBREL are energy minimization programs in the CCP3
program library dealing with ionic crystals defects. The energy is minimised
using a modified Newton-Raphson technique.

The programs

In both programs a second derivative matrix and gradient vector are caleu-
lated, the matrix is inverted and a step direction calculated from the product
of the inverse second derivarive matrix with the gradient vector. A step is
then taken in this directron. This is only carried out once, as subsequent
steps use a tatrix update algorithm which involves only calculating the gra- .
dient vector and matrix vector multiplications. The time consuming parts of ..
the codes are the calculation of the gradient vector and updating the second
derivative matrix inverse using matrix vector multiplication. __

The codes have been parallelised using the portable harness FORTNET
and has run on INTEL, MEIKO!I860) and MEIKO{T300). To parallelize
the gradient calculation step the existing vector code is used, This sets up -
a hist of pairs and then caleulates the interactions hetween them. The pairs
list 1s set up on all nodes but the interaction calculation is only carried out
on one node controlied by a master process using a global counter. A global
sunt 15 then carried out to give the gradient vector. The global counter is
stored in FORTNET. On the INTEL the master process Is interrupt-driven
and runs vn one of the nudes that perforins floating point arithmetic, On the
MEIKO the master process currently runs on a node which performs no other
floating pomnt arithmetic. The three-body part of the gradient caleulation can,
be divided into sectinns which do the same amount of work. This pars is
therefore he parallelised more easily by sharing the work equally over all the
nodes.

The matrix 15 distributed evenly over all the nodes. To do this the matrix
is divided into sections consisting of a number of rows and all columns. Each
section 1y calculated using the global counter method using all nodes storing
the partial sums in a buffer. The buffer is then globally summed and copied
to the elemments of the distributed array on the nodes on which it 1s required.

A distributed matrix inverter has been written to carry out the matrix
inverston. The input matrix is ovarwritten by the result and the work space
requirad is of order N with only V*/numnodes of words of storage per node
for the matrix. [Numnodes = number of nodes}. A 2048 x 2048 matrix takes
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236 seconds to invert on 8 nodes corresponding to 73 Mflops. The BLAS
library rank one operation routine DGER is called to perform most of the
floating point arithruetic, It has a rated performance of 11.3 Mflops per node.
1 CRAY X-MP processor takes 150 seconds running at 206 Mfops using a
different algorithm to perform the same calculation.

The final step in both calculations is the distributed matrix vector multi-
plication for which the gradient vector will be available on all nodes lollowing
the global sum.

Timings

For “real” problems, CASCADE needs to be distributed over up to 8 iPSC/860
nodes. Timings for 1 {8) nodes on the ipsc/860, MEIKO(i860) MEIKO(t800)
and CRAY X.MP for three problem sizes (N = numnber of variables) are (830
variables needs 16Mbytes for a single node calculation and could not he done
on METKO)

"MACHINE T N INTEL ~ | MEIKO | MEIKO CRAY |

1860 1860 T&00 XMP

"STEP ; i <
| Matrix 208 | 13.9(3.4) | 26.0(10.0) | 131.0(55.0) 171
Caleulation | 410 | 34.3(9.4) | 63.0(31.0) | 320.0 (170.0) | 4.24
! 630 66 9{194) | -(66.0) | -{3720) { 825
Matrix i 208 3(49) & 17.0(180) @ 105.0(70.0) 0.28
'Inversion ! 410} wq (13.6) | 193.0(58.0) © 797.0{290.0) | 1.1
’ 130l 483 (2T4) L - (150.0) 1 - {T91.0) 5,88
TCradiens 2087 114 (2.0) . 200040}, 06020y | LG
Caleniation [ 410 1 275 (4.7) 1 48.0(10.0) | 216.0(45.0) | 281
o Per Uyebe) 16300 454 (8.9) - (16.0) f - (8.0 Dl
CTreration ;208 1 1228 (36.6) - 2380 (49.0) | 9230 (217.0) [ 1224
L Step CA10 ) 1TT.9(4T.3) . 3510 (54.0) ¢ 1339.0 (283.0) | 7.4l
| L 630 ! 2‘%8,3 (59.9) ' - (96.0) - - (439.0) 27 73
TTotal Time © 208 [ 436.1 (180.4)  685.0 (243.0) & 3120.0 (979.0) | 44.0
3 410 ,m L{281.9) © 1317.0 (438.0) 0 53980 (1872.0) | 758
030§ 11971 (441.1) S{T93.0) - (3724.0) £33.0

The matrix calculation step runs 3.3 thnes faster on 8 nodes than on 1 node
for the largest case; the timing ratio s getting worse for larger systems, This is
because this step carries out O( N °) commuaication. However the poor scala-
hility is not important as this step is only carried out once and only represents
57 of the total time. The matrix inversion step scales very hadly for matrices
of this size. The communication is O{N) and the calculation is Q{N?} s0
the scalability improves capidly with problemn size. The poor scalability does
not matter as Lhe inversion is only doue once and represents 10% of the total
execution tune. Larger systems will have hetter scalabitity fur this step. The
gradient calculation speedup on the INTEL is 5.8 for the largest sysiem; this
step improves its scalability with problem size. This step tnvolves the bulk of
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the execution time, Do S :

Comparing the INTEL and MEIKQO, the MEIKO(I860) is about 2 times
slower and the T800 is. 10 times slower. For both machines the scalability on
increasing the number of nodes is worse-reftecting the slower communication.
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Molecular dynamics study of a model 1somenzat10n reaction at thc hquxd vapor mterface of
a Lennard-Jones fluid. :

Benjamin, I .
J. Chem. Phys. (USA) vol 94, 662 8 (1991)

Progress in the development of a molecular dynatmics code for high- cncrgy cascade
studies.

Diaz de la Rubia, T. and Guinan, MW. . - -

J. Nucl. Mater. (Netheriands), vol.174, 151 -7 (1990)

Monte Carlo study of rhe generahzcd reaction- chffusmn lamce -gas modcl system ST
Gonzalez-Miranda, J.M. and Marro, J. '
J. Stat. Phys. (USA), vol.61, 1283-93 (1990) -

Free energy calculations invelving NHy* in water.” = &
Boudon, S. and Wipff, G.
1. Comput. Chem. {USA), vol.12, 42-51 (1991) -

Monte Carlo study of hard-body fluids at a hard wall: pure fluids and mixtures of o
spheres, heteronuclear dumbbells and linear triatomics. =
Nezbeda, I., Rami Reddy, M. and Smith W.R,

Mol Phys. (UK), vol.71, 915-29 (1990) -

Rotational insertion bias: a novel method for simulating dense phases of structurcd RN
particles, with particular application to water.

Cracknell, R.F., Nicholson, D., Parsonage, N.G. and Evans, H.

Mol. Phys. (UK), vol.71, 931-43 (1990)

Quadrupolar hard Gaussian-overlap fluid. -

Boublik, T., Vega, C., Lago, S. and Diax Pena, M.
Mol. Phys. (UK), vol.71, 1193-203 {1990)
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Liquid-vapour coexistence of the Gay-Berne fluid by Gibbs-ensemble simulation. -
de Miguel, E., Rull, L.F., Chalam, M.X. and Gubbins, K.E.
Mol. Phys. (UK), vol.71, 1223-31 (1990)

Short-wavelength collective excitations in liquids.

de Graaf, L.A. and de Schepper, LM.

J. Phys., Condens. Matter (UK), vol.2, suppl.A, 99-103 (1990) e :
{European Physical Soctety First Liquid Mattcr Conference, Lyon France 7- 11 Juiy 1990)

Femtosecond molecular dynamics of liquid carbon disulphide at high pressure

Kohler, B. and Nelson, K. A.

J. Phys., Condens. Matter {UK), vol.2, suppl.A, 109-13 (1990)

(European Physical Society First Liquid Matter Conference, Lyon, France, 7-11 July 1990)

Constant-temperature molecule dynamics.

Nose, S.

J. Phys., Condens. Matter (UK), vol.2, supplA 115 19(1990) ' -
{European Physical Society First Liquid Mauer Conference, Lyon, France 7-11 July 1990)

Density-functonal theory for the interfacial properties of a dipolar fluid.
Teixeira, P.1. and Telo da Gama, M.M.
J. Phys., Condens. Mauer (UK), vol.3, 111-25 (1991)

Cluster Monte-Carlo algorithms for random Ising models.
Dotsenko, V1.8., Selke, W. and Talapov, A.L.
Physica A (Netherlands), vol.170, 278-81 (1991)

Monte Carlo simulation of the g-state clock model on a two-dimensionat random lattice. . -
Zhang, Jian-Bo and Ji Da-Ren
Phys. Lett. A (Netherlands), vol.151, 469-72 (1990)

Surface-induced ordering in models for 'frustrated’ face-centred-cubic alloys. -
Schweika, W., Binder, K. and Landau, D.P.
Phys. Rev. Lett. (USA), vol.65, 3321-4 (1990)

Tight-binding molecular-dynamics study of defects in silicon.
Wang, C.Z., Chan, C.T. and Ho, K. M.
Phys. Rev, Lett, (USA), vol.66, 189-92 (1991)

- Structure of the amorphous Fe-B alloy modeled by molecular dynanﬁés. |
Stepanyuk, V.S., Katsnelson, A.A., Trushin, O.S. and Szasz, A.
Phys. Staws Solidi A (Germany), vol.122, K7-9 (1990)

Finite-size effects in kinetic phase transitions of a modet reaction on a fraCtal surface
scaling approach and Monte Carlo investigation,

Albano, E.V.

Phys. Rev, B, Condens. Mauer (USA), vol.42, pt.B, 10818-21 {1990)

Theory of metallic glasses. 1. Electronic structures,

Ching, W.Y ., Guang-Lin Zhao and Yi He
Phys. Rev. B, Condens. Manter (USA), vol.42, pt.B, 10878-86 (1990)
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Oscillatory segregation at a metal alloy: relation to ordered bulk phases.
Tersoff, I,
Phys. Rev: B, Condens. Matter (USA), vol.42, pt.B, 10965-8 (1990)-

Simulation of lattice-strain-driven BCC — FCC phase transitions in PD thin ﬁlms
Bolding, B.C. and Carter, E.A. :
Phys. Rev. B, Condens. Matter (USA), vol.42, pt.B, 11380-3 (1990)

Ab initio molecular dynamlcs study of the 51(001) surface.
Uda, T. and IThara, S.
Solid State Phys. (Japan), vol,.25, 867- 73 (19903 In Japanese

Computer modelling of the dlffusmn mechanisms of fluorine in amorphous 5111con w
Silverman, A., Adler, ], and Weil, R.

Thin Solid Fllms (Switzerland), vol.193-194, 571-6 (1990).

(17th International Conference on Metallurgical Coatings and 8th International Thln Fllm
Conference, San Diego, CA, USA, 2-6 Apnl 1990).

Range profile calculation by direct numerical Solunon of linearized Boltzmann uansport
equations. :
Poasselt, M.

Vacuum (UK), vol.42, 9-12 (1991),

(Vacuum, Electron and Ion Technologies, Sixth Bulgarian Summer School Vama Bulgana,
21-26 Sept.1989),

Collisionally induced stochastic dynamics of fast. ions in solids.
Burgdorfer, J.
AIP Conf. Proc. (USA), n0.203, 476-86 (1990)

The scaling exponent for 2-dimensicnal 6-state Potts model.- |
Chen Tian-Lun and Huang Wu-Qun
Commun, Theor. Phys. (China), vol.14, 107-10 (1990)

Models of defect-mediated melting.
Janke, W.
Int. J. Theory Phys. (USA), vol.29, 1251-70 (1990) .

Critical phenomena in an immiscible lawice-gas cellular automaton.
Chan, C.K. and Liang, N.Y.
Europhys. Lett. (Switzerland), vol.13, 495-500 (1990)

Monte Carlo calculation of orientationally anisotropic pair distributions and energy transfer
in a model monolayer.

He, M. and Siders, P.

J. Phys. Chem. (USA), vol.94, 7280-8 (1990)

A Monte Carlo study of the coexistence region of the restricted primitive model.

Graham, [.S. and Valleau, J.P.
J. Phys. Chem. (USA), vol.94, 7894-8 {1990}
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Molecular dynamics simulations of liquid water using the NCC ab initio potential.
Niesar, U,, Corongiu, G., Clementi, E., Kneller, G.R. and Bhattacharya, D.K.
J. Phys. Chem. (USA), vol.94, 7949-56 (1990)

Extending the collocation method to multidimensional molecular dynamics: direct
determination of thc intermolecular potcntlal of Ar-H,O from tnable far-infrared lascr '
Spectroscopy. - SR
Cohen, R.C. and Saykally, R I '

J. Phys. Chemn. (USA), vol.94, 7991 8000 (1990)

Isothermal compressibility of SPC/E water.
Motakabbir, K.A. and Berkowitz, M. .-
J. Phys. Chem. (USA), vol.94, 8359- 62(1990)

Field strength dependence of dielectric saturatlon in llquld Water
Alper, H.E. and Levy, R.M. :
1. Phys. Chem. (USA), vol.94, 8401-3 (1990)

Free energy and phase diagram of a ﬁianguiaf nonlinear llam;c.c with a bisfabie substrate,
Vlastou-Tsinganos, G., Flytzanis, N. and Buttner, H. S
J. Phys. A, Math, Gen. (UK}, vol.23, 4553-67 (1990)

Geometrically induced transitions between e.quil.ibdum.c.r.ystal sha.pé.s..... O
Leung, K. and Zia, R.K.P.
J. Phys. A, Math. Gen. (UK), vol.23, 4593-602 (1990)

Molecular dynamics of Ni-P amorphous system by rapld coolmg from mc]t and subsequent-
relaxation through deep-freczing. :

Stepanyuk, V.S, Katsnelson, A A, and Trushin, O.S. :

J. Non-Cryst. Sohds (Netherlands), vol.125, 139- 42(1990)

Computer simulation of the crystal volume distribution in a fully crystallized glass.
Application to the estimation of the precipitate size distribution after the completion of the:
state of diftusion-limited growth from supersaturated sotid solution..

Shepilov, M.P. and Bochkariov, V.B.

J. Non-Cryst. Solids {(Netherlands), vol.125, 161 7 (1990)

The structure ofr vitreous and liquid GeSe, a neutron diffraction study..' -
Susman, S., Yolin, K.J., Montague, D.G. and Price, D L. :
J. Non-Cryst. Solids (Netherlands), vol.125, 168-80 (1990)

Superdegenerate point in FCC phase diagr.am: CVM and Monte Carlo inves tigatioﬁs; .
Tetor, R., Finel, A. and Ducastelle, F.
J. Stat. Phys. (USA), vol.61, 121-41 (1950)

Critical wetting in the square Ising model with a boundary field.

Albano, E\V,, Binder, K., Heermann, D.W. and Paul, W.
J. Stat. Phys. (USA), vol.61, 161-78 (1990)
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Simulation calculation of dielectric constants: comparison of methods on an exactly solvable
model.

Morrow, T.J. and Smith, E.R.

J. Stat. Phys. (USA), vol.61, 187-201 (1990)

Molecular dynanncs study of thc structure and dynamlcs of network glasscs
Vashishta, P, Kalia, R.K., Antonio, G.A., Rino, I.P,, Iyetomi, H. and Ebbsgo, I.
Solid State Ion Diffus. React (thherlands), vol.40-41, 175-9 (1990).. o
(7th International Conference on Solid State Ionics, Hakone/Tsukuba, Japan 5 11
Nov,1989)

Computer simulation of complex polymer syswms

Kremer, K. and Grest, G.S.

Phys. Scr. Vol. T {Sweden), vol.T33, 36-41 (1990)

(Third Nordic Symposium on Computer Simulation in Physics, Chemistry, Biology and o
Mathematics, Laht, Finland, 25-26 Aug.1989) .

Computer simulation of interfacial fluctuation phenomena.

Mouritsen, O.G., Jorgensen, K., Ipsen, J.H., Zuckermann, M.J, and

Cruziero-Hansson, L.

Phys. Scr. Vol. T (Sweden), vol.T33, 42-51 (1990) ' I :
(Third Nordic Symposium on Computer Simulation in PhySlCS Chcmxstry Blology and
Mathematics, Lahti, Finland, 25-26 Aug.1989)

Computer simulation of binary hard-disc mixtures.
Fraser, D.P., Mouritsen, O.G. and Zuckermann, MJ
Phys. Scr. Vol. T (Sweden), vol. T33, 81-5 (1990). ' EE ' -
(Third Nordic Symposium on Computer Slmulauon in Physws Chemlstry, Blology and' o
Mathematics, Lahti, Finland, 25-26 Aug.1989)

Molecular dynamics at constant tcmperature

Toxvaerd, S. and Olsen, O.H. -

Phys. Scr. Vol. T (Sweden), vol, T33, 98 101 (1990) A ' ' :
(Third Nordic Symposium on Computer Simulation in Physics. Chcmxstry, Biology and' -,
Mathematics, Lahd, Finland, 25-26 Aug.1989)

Convergence properies of molecular dynamics and Monte Carlo simularions - a direct
comparison for one-dimensional fluids.

Emren, A.T. and Nordholm, S.

Phys. Ser. Vol. T (Sweden}, vol.T33, 116- 21 (1990) o S
(Third Nordic Symposium on Computer Simulation in Physms Chemlsn'y, Blology and
Mathematics, Lahti, Finland, 25-26 Aug.1989) e

A new sampling scheme for path integral calculations,

Cruzeiro-Hansson, L., Baum, J.O. and Finney, J.L.

Phys. Scr. Vol. T (Sweden), vol. T33, 122-5 (1990). e EE _
(Third Nordic Symposium on Computer Slmuianon in Physxcs Chcmlsuy, Biology and o
Mathematics, Laht, Finland, 25-26 Aug.1989) "
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Continuous-space Monte Carlo Study of generalized lattice-gas model: systems with and .
without lattice mismatch. L
Nieminen, J.A. and Kaski, K.

Phys. Scr. Vol. T (Sweden), vol.T33,.133-40 (1990). . -

(Third Nordic Symposium on Computer Simulation in Physics. Chemlstry, Bmlogy and
Mathematics, Lahti, Finland, 25-26 Aug,1989)

Computer simulation of mass transportin a driven difoSl've SYSEemL - o i
Andersen, J.V. and Mouritsen, O.G.

Phys, Scr. Vol. T (Sweden), vol.T33, 141-6 (1990). . RO
(Third Nordic Symposium on Computer Simulation in Phys1cs Chemlstry, Blology ’md o
Mathematics, Lahti, Finland, 25-26 Aug.1989) S : o

Interface tension in QCD matter.

Karkkainen, L. and Rummukainen, K. .

Phys. Scr. Vol. T (Sweden), vol.T33, 152 4 (1990) _ s ®
(Third Nordic Symposium on Computer Simulation in Physics. Chemlstry, Blology ancl .
Mathematics, Lahti, Finland, 25-26 Aug.1989)

Monte Carlo study of the critical behaviour of a systcm wnh coupted phase transitions. -
Vives, E. and Planes, A. o _ : -
Phys. Scr. Vol. T (Sweden), vol.T33, 176-9 (1990) : ' :

{Third Nordic Symposium on Computer Simulation in Phys1cs Chemlsuy, Blology and
Mathematics, Lehn, Finland, 25-26 Aug. 1989) - Lo

Computer 51mu]at10n of vortex formanon durmg domam growth

Jeppesen, C., Mouritsen, O.G. and Flyvbjerg, H.

Phys, Scr. Vol. T (Sweden), vol.T33, 180-4 (1990). _ - TR
(Third Nordic Symposium on Computer Simulation in Physics. Chemistry, Blology and-- o
Mathematics, Laht, Finland, 25-26 Aug.1989) _

Layering and wetting transitions in a multilayer system.

Nieminen, J.A. and Kaski, K.

Phys. Scr. Vol. T (Sweden), vol.T33, 185- 8 (1990) '

{Third Nordic Symposiuvm on Computer Simulation in Physics. Chemlstry, Bmlogy anda
Mathematics, Lahti, Finland, 25-26 Aug.1989)

Atomic structure and positron states at dislocation loops in Al,
Makinen, S., Hakkinen, H. and Manninen, M.

Phys. Scr. Vol. T (Sweden), vol.T33, 206-9 (1990).

(Third Nordic Symposium on Computer Simulation in Physms Chemistry, Blology and-. o
Mathematics, Laht, Finland, 25-26 Aug. 1989) - :

Molecular dynamics of metals with many-atom mtera’ctions.

Hakkinen, H. and Manninen, M.

Phys. Scr. Vol. T (Sweden), vol.T33, 210-15 (1990). '
(Third Nordic Symposium on Computer Simulation in Physics. Chemistry, Blology and
Mathematics, Lahii, Finland, 25-26 Aug.1989)

Density-functional approach for superionic conducrors: effects of host-lattice deformarions.

Roman, H.E. and Dieterich, W.
J. Phys., Condens. Matter. (UK), vol.2, 8813-25 (1990)
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A ggregation of tetrahedral and quartoctahedral Delaunay smphces in 11qu1d and amorphous
rubidium.

Medvedev, N.N.

I. Phys., Condens. Matter. {UK), vol 2,9145-54 (1990)

Apphcaoons of stausncal nuclear phySICs to nuclear specn oscopy
Hansen, P.G., Jonson, B, and Richter, A.
Nucl. Phys. A (Netheriands), vol'-AS}S.13--34(1990)'--'*---"'- B S

Ergodic convergence properties of supercoolod 11qu1ds and glasses
Thirumatai, D. and Mountain, R - . . : s
Phys. Rev. A, Stat, Phys, Plasmas Flmds Relat Interdlsmp Top (USA) vol 42 45?4 8'}'
(1990)

Transport coefficients of the Widom- Rowlmson mixture..

Luo, H., Hoheisel, C. and Karkheck, J.

Phys. Rev. A, Stat, Phys. Plasmas Fiu1ds Retat Interchscxp Top (USA), vol 42 4609 13
(1990) :

Gas-gas phase separation in binary inverse-12 systems;. -
Schouten, J.A., Sun, T.F. and De Kuijper, A.
Physu:a A (Netherlands}, vol. 169 17 28 (1990)

Short time correlanons in hqmds molccular dynamlcs 51mu1auon of hard spheroxds
Talbot, J., Kivelson, D., Tarjus, G., Allen, M.P., Evans G.T. and Frenkel, D.
Phys. Rev Lett. (USA), vol.65, 2828 31 (1990) :

Structural and electronic prOpemes of the 11qu1d polyvalent elements II The dwalent
elements, . ... . : _ . L D
Yank, W. and Hafner J'

Phys. Rev. B, Condens. Matter (USA), vol.42, 6926 38 (1990)

Monte Carlo ransfer-matrix study of the frusrrated XY moclel
Thijssen, J.M. and Knops, H.J.F. .
Phys. Rev. B, Condens. Matter (USA), vol 42, 2438 44(1990)

Numerical determination of the phase dzagram for the <p4 model in two d1mens1ons
Toral, R, and Chakrabarti, A.
Phys. Rev. B, Condens. Matter (USA), vol, 42 2445 54 (1990)

Three-state antiferromagnetic Potts models a Monte Carlo smdy
Jian-Sheng Wang, Swendsen, R.H. and Kotecky, R.
Phys. Rev. B, Condens. Matter (USA) voi 42, 2465- ?4(1990)

Computer simulation of defects in ionic sohds

Harding, J.H.
Rep. Prog. Phys. (UK), vol.53, 1403- 66(1990)
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Modification of electron and positron sources due to the reflection of particles from backing
materials.

Berger, M.J.

Trans. Am. Nucl. Soc. (USA), vol.62, 226-7 (1990).

(1990 Winter Meeting of the American Nuclear Society (papers in summary form only
received), Washington, DC, USA, 11-15 Nov.1990). . D o

Heterogeneous nucleation of binary alloy particles. . . - -
Anton, R., Schmidt, A. and Schunemann, V.
Vacuum (UK) vol.41, 1099-101 (1900). . . '
(11th Intgernational Vacuum Congress (I"VC 11) and 7th Internatlonal Confcrencc on SOlld-.
Surfaces (ICS8-7), Cologne, West Germany, 25-29 Sept.1989) _ o

Local electron concentration-dependent electronic stopping power model for Monte Carlo :
simulation of low-energy ion implantation in silicon, o : -
Klein, K.M., Park, C. and Tasch, A.F. -

Appl. Phys, Lett. (USA), vol.57, 2701-3 (1990)

A description of random walks with colhsxon amsotropy and Wlth a n{mconstant mean frcc
path. _ o
Goulet, T., Mattel, I. and Jay-Gerin, J.-P.

Can. J. Phys. (Canada), vol.68, 912-17 (1990) . -

An embedded-atom-method study of diffusion of an Ag adatom .On. (1 1 1) Ag N
Rilling, W.K., Gilmore, C.M., Andreadis, T.ID. and Sprague, J.A.
Can. J. Phys. (Canada), vol.68, 1035-40 (1990)

Liquid-vapor interface of TIP4P water; comparison between a polarizable and a
nonpalarizable model.

Motakabbir, K. A. and Berkowitz, M.L.

Chem. Phys. Lett. (Netherlands), vol.176, 61-6 {1991)

Molecular dynamics study of cyclohexane interconversion.
Wilson, M.A. and Chandler, D, :
Chem. Phys. (Netherlands), vol.149, 11-20 (1990)

Fundamental aspects of chemicalkinetics in condensed phzises. )
Harris, J.G. and Stillinger, F.H. :
Chem. Phys. (Netherlands), vol.149, 63-80 (1990)

Diffusion, viscosity and structural slowing down in soft sphere alloys near the kinetic glass. -
ransition.

Barrat, J.-L.., Roux, J.-N. and Hansen, J.-P,

Chem. Phys. (Netherlands), vol.149, 197-208 (1990)

Dynamical correlations in a binary melastable fluid:
Ullo, J. and Yip, S.
Chem. Phys. (Netherlands), vol.149, 221-31 (1990)

Monte Carlo simulation on the hydration of vitamin C molcculc
Mee Young Sohg and Mu Shik Jhon
I. Mol. Liq. (Netherlands), vol.47, 35-51 (1990)
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Far infra red circular dichroism and molecular dynarnics.
Evans, M.W.
J. Mol. Liq. (Netherlands), vol.47, 109-19 (1990)

Monte Carlo simulation studies of the solvanon of ions. 3 The non mtramolccularly :
H-bonded form of glycine zwitterion. : Co
Alagona, G. and Ghio, C.

J. Mol, Lig, (Netherlands), vol.47, 139- 60(1990)

What can gas phase reactions tell us sbout soiunon reacuons" S ) '
Li, Y.S. and Wilson, K.R. . . T
J. Chem. Phys. (USA) vol. 93 8821 7 (1990)

Kinetic phase transitions in a surface reaction model with local mteracnons
Bagnoli, F,, Sente, B., Dumont, M. and Dagonnier, R. - - o
J. Chem. Phys. (USA) vol.94, 777-80 (1991) '

Light scattering by alkali halide melts: a computer sunulauon study
Madden, P.A., O'Sullivan, K., Board, J.A, and Fowler, P.W.
J. Chem. Phys. (USA) v0l.94, 918-27 (1991)

Structure and dynamics of liquid waier between plates.
Zhu, §.-B. and Robinson, G.W,
J. Chem. Phys. (USA) vol.94, 1403-10 (1991)

Molecular dynamics algomhm for muitlplc time scales systemns w:th dzsparatc masses..
Tuckerman, M.E., Beme, B.]. and Rossi, A.
J. Chem. Phys. (USA) vol.04, 1465-9 (1991} .

Phase transitions of the 6-clock model in two d1mens10ns
Yamagata, A. and Ono, 1.
I, Phys, A, Mat. Gen. (UK), vol.24, 265-75 (1991)

Computer simulation study of oxygen migration in YBaZCu;.O-,
Islam, M.S.
Supercond. Sci. Technol. (UK), vol.3, 531-6 (1990)

Ab initio molecular dynamics simuiation of molten K Sl

Galli, G. and Parrinello, M.

J. Phys., Condens. Marter. (UK), vol.2, 227- 31 (1990)

(European Physical Society First Liquid Matter Conference, Lyon, Frarice, 7-11 July 1990)

Anisouopy of the viscosity of nematic liquid crystals and of oriented ferro-fluids v1a
nonequilibrium molecular dynamics.

Hess, S., Schwarzl, LF. and Baalss, D.

J. Phys., Condens, Matter. (UK}, vol.2, 279-84 (1990) '

(European Physical Society First Liquid Matter Conference, Lyon, France, 7-11 Iuly 1990)

Molecular dynamics (MD) simulation for polymers.

Kremer, K. and Grest, G.S.

J. Phys., Condens, Matter. (UK}, vol.2, 295-8 (1990) ' '
(European Physical Society First Liquid Mauer Conference, Lyon, France, 7-11 July 1990)
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Nonequilibrium critical behaviour of the triplet annihilation mode[

Dickman, R.

Phys. Rev. A, Stat. Phys, Plasmas Flnids Relat. Interdlsmp Top (USA) vol 42, 6985 90 -
(1990}

Monte Carlo dynamlcs of opnrmzatwn problems a scahng descnptlon
Sibani, P., Pedersen, .M., Hoffmann, K.H. and Salamon, P. . . '
Phys. Rev A, Stat, Phys Plasmas Fluids Relat. Interd1301p Top (USA), vol 42 7080 6

(1990)

Cluster variational method for a fluid in a narrow capilla.ry

Yelasco, E. and Tarazona, P.- : B
Phys. Rev. A, Stat, Phys Plasmas Flmds Relat Interd.lsmp Top (USA) vol 42 ?340 6
(1990 . _ _

Ising model in a time-dependent magneric field., -

Lo, W.S. and Pelcovits, R.A.

Phys. Rev. A, Stat. Phys. Plasmas Fluids Relat. Interdiscip. Top. (USA), vol42, 7471-4 -
(1990) N

Crossover scaling in semidilute polymer solutions: a Monte Carlo test.

Paul, W, Binder, K., Heermann, D.W, and Kremer, K, _

J. Phys. II At.Mol. Cluster Phys. Chem. Phys. Mech. Hydrodyn (Frdnce), voll 3? 60
(1991) _ .

Solution of the Percus-Yevick equation for hard spherocylinders. IT. Dependence of the’ paxr
correlation function on the elongation, _ :

Sevilla, P., Lago, S. and Padilla, P. =

Phys. Chcm Lig. (UK), vol.22, 217-33 (1991)

Tcmperaturc dependencc of thcrmodyna,tmc quanmles from sxmulatlons at a smgle
temperature, :
Rickman, J.M. and Phillpot, S.R.

Phys. Rev. Lett. (USA), vol.66, 349-52 (1991)

Chemical lithiation of 2H-Ta$S,: a single-atom Monte Carlo simulation..
Weber, M. and Butz, T.
Phys. Rev. Lett, (USA), vol.66, 361-4 (1991)

Muitip.liciry dependence of Bose-Einstein correlations and quantum statistics.
Fowler, G.N., Friedlander, E.M., He, X.C., Shih, C.C. and Weiner, W.
Phys. Lest. B (Nethcrlands) vol. 253 421-6 (1991)

Analytical O(a) distributions for Bhabha scattcrmg at low anglcs -
Jadach, S., Richter-Was, E., Ward, B.F.L. and Was, Z. :
Phys. ]_x:tt. B (Netherlands), vol.253, 469-77 (1991)

On the helicity modulus, the critical temperature and Monte Carlo simulations for the
two-dimensional XY-model. '
QOlsson, P, and Minnhagen, P.

Phys. Scr. (Sweden), vol.43, 203-9 (1991)
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Correlation functions and electronic noise in doped semiconductors.
Kuhn, T., Reggiani, L. and Varani, L.
Phys. Rev. B, Condens. Matter (USA), vol.42, 11133-46 (1990)

Statistics and dynamics of 1cosahedra11y twinned and single-crystal FCC clusters
Boyer, L.L. and Broughton, 1.Q.. -
Phys. Rev. B, Condens. Matter (USA), voi 42 11461 8 (1990)

Structural and electromc propertles of the ltqmd polyvalent elements III The mva]ent
elements,

Hafner, J. and Jank, W.

Phys. Rev. B, Condens. Matter (USA), vol. 42 11530 9(1990)

Contrnuous coeimg of a one- drmensmnai bonded ﬂuld ] Monte Carlo srmuiatmn study
Brey, J.J. and Ruiz-Montero, M.],
Phys. Rev. B, Condens. Matter (USA), vol.43, 585-90 (1991)

Computer simulation of phase transitions associated with surfat:e' miscibility gaps.
Yinshi Liu, and Wynblarr, P.
Surf. Sci. (Netherlands), vol.243, 245-52 (1990)

Opumized second order QCD versus parton shower models m ete anmhtlatmn
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J. Chem. Phys. (USA), vol.94, 2149-58 (1991)

Molecular dynamics studies of the liquid-vapor interface of.\'&ater.
Townsend, R.M. and Rice, S.A.
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diatomics.

Labik, S., Malijevsky, A. and W.R. Smuth
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Effective Knudsen diffusivities in structures of randomly overlappmg ﬁbers
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(10th International Conference on Spcctral Line Shapes Austm TX USA 25 29 .Tune
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Unmixing of binary alloys by a vacancy mechanism of diffusion:a c'omputer simulation; ;
Yaldram, K. and Binder, K.
Z. Phys. B. Condens. Matter (Germany), vol.82, 405-18 ( 1991)

Applications of the interface approach to some frustrated Ising models on a simple cubic™
lattice.

Gang Sun and Yohtaro Ueno

Z. Phys. B, Condens. Matter (Germany)‘ vol 82 425-9 (1991)

The lattice covering time problem for sttes visited k-times.
Mirasso, C.R. and Martin, H.O.
Z. Phys. B. Condens. Matter (Germany) vol.82, 433- 6(1991)

Monte Carlo simulation study on reorganization energy of electron- t:ransfcr reactions in
polar solution, '
Enomoto, Y., Katitani, T., Yoshimori, A., Hatano, Y, and Saito, M. -

Chem. Phys. Lett (Nethcrlands) vol, 178, 235-40 (1991)
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Time-dependent solution of the Liouville-von Neumann equation: non-dissipative evolution,
Berman, M. and Kosloff, R.
Comput. Phys. Commun. (Netherlands}, vol.63, 1-20 (1991)

Feynman path integradon in quantum dynamics.
Makri, N.
Comput, Phys. Commun. (Netherlands), voi.63, 389-414 (1991) . .

Nonadiabatic processes in condensed matter: serniclassical theory and implcmenfatidn.
Webster, F., Rossky, P.J. and Friesner, R.A.
Comput. Phys. Commun. (Netherlands), vol.63, 494-522 (1991)

Molecular dynamics study of an agueous LiF solution.
Sheng-Bai Zhu and Wilse Robinson, G. o
Z. Nat.forsch. A, Phys. Phys. Chem. Kosmophys. (Gennany), vol 46A 221-8 (1991)

Flow-induced first-order transition of the aggregation in a lattice gas.
Seki, S,, Uwaha, M. and Saito, Y.
Eurephys. Lett. (Switzerland), vol.14, 397-402 (1991)

Four-body nonadditivity in liquid water.
Gil-Adalid, L. and Ortega-Blake, L
J, Chem. Phys. (USA), vol.94, 3748-52 (1991)

The shape of linear and star polymers with and without cxclﬁded volumé.
Bishop, M., Clarke, ] H.R., Rey, A, and Freire, J.J. :
J. Chem. Phys. (USA), vol.94, 4009-11 (1991)

Hard star-shaped bodies and Monte Carlo smuianons
Wojciechowskd, KW,
J. Chem. Phys. (USA), vol.94, 4099-100 (1991)

Self-avoiding walk cornectivity constant and theta poiht 0.r.1 pcrcolatirﬁ g lattices. -
Barat, K., Karmakmar, S.N. and Chakrabarti, B.K.
J. Phys. A, Math. Gen. (UK), vol.24, 851-60 (1991)

Monte Carlo simulation of the fully frustrated XY model.
Nicolaides, D.B.
J. Phys. A, Math. Gen. (UK), vol.24, L231-5 (1991)

Computer simulation studies of fluid spreading.
Abraham, D.B., Heinio, }. and Kaski, K.
J. Phys. A, Math, Gen. {(UK), vol.24, L309-15 (1991)-

One- and two-dimensional oxygen ordering in YBa,Cu,05.. - - -
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J. Less-Common Met. (Sw1tzcrland) vol.168, 39-51 (1991). .

{Thermodynamics and Phase Relations of Exotic Materials Symposmm Anahclm CA USA
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Investigations on the intermediate phase of 3-state antiferromagnetic Potts model by Monte
Carlo interface methods.

Ono, 1. and YHamagata, A,

J.Magn. Magn. Mater. (Netherlands), vol.90-91, 309-11 (1990).

(Yamada Conference XXV on Magnetic Phase Transitions, Osaka, Japan, 13-16 April 1990}

Monte Carlo simulations on and of two-dimensional dynamical lattices: a theoretical overview,
Alberty, I.M.
Int. J.Mod. Phys. A (Singapaore), vol.6, 879-912, (1991) .

Non-local free-energy density-functional theory applied to the electrical double layer. II.-
2:1 electrolyies.

Mier-y-Teran, L., Zixiang Tang, Davis,H.T,, Scriven, L.E. and White, H.S.

Mol, Phys. (UK), vol.72, 817-30 (1991)

Non-equilibrium molecular dynamics simulations of structured molecules. L. Isomeric effects
on the viscosity of butanes.

Rowley, R.L. and Ely, J.F.
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Non-equilibrium molecular dynamics algorithm for the calculation of thermal diffusion in
simple fluid mixtures, -

Evans, D.J. and Cummings, P.T.

Mol. Phys. (UK}, vol.72, 893-8 (1991)

A search for prewetting in a mblecular dynamics simuiation.” - -
Nijmeijer, M.I.P,, Bruin, C., Bakker, A.F. and van Leecuwen, JM.J,
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Monte Carlo simulation of hard cyclic pentamers in two dimensions. Equation of state and
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Mol, Phys. (UK}, vol.72, 941-53 (1991)

A Monte Carlo renormalization group study of zero and finite temperature conductivity of a
three-phase systemn,

Ei-Misiery, A.E.M., Ahmed, E. and Tawansi, A.

Physica B (Netherlands), vol.168, 128-36 (1991)

Monte Carlo calculation of delayed gamma dose rate in complex geometry using the concept
of effective delayed gamma production cross section.

Liew, S.L. and Ku, L.P.

Nucl, Sci. Eng. (USA), vol.107, 114-30 (1991)

Quantum Monte Carlo permurbation calculations of interaction energies.
Caffarel, M. and Hess, O.
Phys. Rev. A, ALMol. Opt. Phys. (USA), vol.43, 2139-51 (1991) - .

Variaional Monte Carlo calculations for the t’-J model with Fermi holes and boson spins.

Bonesteel, N.E. andWilkins, J.W.
Phys. Rev. Lett. (USA), vol.66, 1232-5 (1991)
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Quantum Monte Carlo algomhm for constrained fermions: application to the mﬁmte-U
Hubbard model.

Zhang, X.Y., Abrahams, Elihu. and Kotliar, G.

Phys. Rev, Lett. (USA), vol.66, 1236-9 (1991)

Dynamics of chemical reactions in solution using 'in’ and *out’ observables,
Charutz, D.M. and Levine, R.D,. : o
Phys. Rev, Lett, (USA), vol.66, 1251 4 (I99I)

Divergence Df energy ﬂucruatlons ina growmg mterface
Paczuski, M.,
Phys. Rev. Lett. (USA), vol.66, 1545 (1991)

Estimation of the central charge by Monte Carlo mmulanons
Lauwers, P.G. and Schutz, G. : y
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Numerical evidence for a topological phase transmon ina two d1mensmna1 spm modci '
Kunz, H. and Zumbach, G. . S
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Dynamical triangulated fermionic surfaces.
Ambjorn, J. and Varsted, S. '
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Finite-size scaling and Monte Carlo simulations of ﬁrst order phasc t:ransmons
Jooyoung Lee, and Kosterlitz, J M.
Phys Rev. B, Condens. Matter (USA) vol.43, pt.B, 3265 7’? (1991)

Variational Monte Carlo smdy of generalized flux phases in the t—I model. L
Ogata, M., Doucot, B. and Rice, T.M. o
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Monte Carlo simulation of smg]e domain Si{100) surfaces

Kawamura, T. and Maksym, P.A.

Surf. Sci. (Netherlands), vol.242, 143-7 (1991). - : -
{Yamada Conference XXVI 'Surface as a New Material’, Osa.ka Japan 2 6 July 1990)

A molccuia.r-dynzmnc smdy of the structure and thermaodynamic propcmes of melts in thc' :
Ca0-Al,O, system. .
Bukhtoyarov, O.1. and Voronova, L.L

Sov. J. Glass Phys.s Chem. (USA), vol.16, 1 6(1990)

Translation of: Fiz. Khim. Stekla (USSR), vol.16, no.1, 3- 8(1990)

Reverse Monte Carlo (RMC) simulation: modelling structural dlsordcr in crystals glasscs-
and liquids from diffraction data.

McGreevy,R.L., Howe, M.A., Keen, D.A. and Clausen, K.N,

Neutron Scatiering Data Analysis 1990. Invited and Contributed Papers from the
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Collective vibrations of an o-helix. A molecular dynamics study.
Pleiss, J. and Jahnig, F,
Biophys. J. (USA), vol.59, 795-804 (1991)

Molecular dynamics of rigid polyatomic mo]ecuics in tranépéuter arrays. |
Craven, C.J. and Pawiey, G.S.
Comput. Phys. Commun, (Netherlands), vol.62, 169-78 (1991)

Multi-million particle molecular dynamics. I. Design conmderatlons for vcctor processmg
Rapaport, D.C, _
Comput. Phys. Commun, (Netherlands), vol.62, 198-216 (1991)

Multi-million particle molecular dynamics. II. Design cdnsidératibné for vecfbr proccééing.
Rapaport, D.C.
Comput. Phys. Commun, (Nerhcrlands) vol.62, 217 28 (1991)

Molecular dynamics on hypercube paralle! computers.
Smith, W.
Comput. Phys. Commun. (Netherlands), vol.62, 229 48 (1991)

A constraint algorithm for the computer simulation of complex molecular 11qu1ds
Morriss, G.P. and Evans, D.J. : e
Comput. Phys. Commun. (Netherlands), vol.62, 267-78 (1991)

Correlations in the plastic crystal phase of n-butane.
Refson, K. and Pawley, G.S.
Comput Phys. Commun. (Netherlands), vol.62, 279 88 (1991)

The refinement of NMR structures by molecular dynamics smulanon.
Torda, A.E. and van Gunsteren, W.F. :
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Chynoweth, S., Klomp, U.C. and Scales, L.E, .
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Efficiency in statistical mechanical simulatons of biomolecules - computer programs for
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Teleman, O., Svensson, B. and Jonsson, B,

Comput. Phys. Comrmun, {Netherlands), vol,62, 307-26 (1991)

A new method of error analysis for molecular simulations. -
Deitrick, G.L., Scriven, L.E. and Davis, H.T.
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On the convergence of the SHAKE algorithm.
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Ergodic measures for the simulation of dielectric properties of water.
Mountain, R.D. and Thirumalai, D,
Comput. Phys. Commun. (Netherlands), vol.62, 352-9 (1991).

- A loose-coupling; constant-pressure molecular dynamics al gonthm for use in the modcllm g
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Brown, D, and Clarke, JH.R,
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Zneng Liping, i Risheng, Li Mingyao, Shen Weizu, Lin Junying and Zou Zh1y1
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- Order-disorder transitions in quasi-two-dimensional argon'sochnt c':lust‘er‘s. -
Bosiger, J., Bombach, R. and Leutwyler, S.
J. Chem. Phys. (USA), vol.94, 5098-114(1991)

Structure and mcnnodynarmcs of vapor condcnsatc ina ﬁmtc systcm -
Peters, G.H. and Eggebrecht, J. S
J. Phys. Chem. (USA}, vol.95, 909 20(1991)

Flexible simple point-charge water in a self-supporting thin film.- -
Zhu, S§.-B., Fillingim, T.G. and Robinson G.W. :
J. Phys. Chem. (USA), vol.95, 1002-6 (1991)

Minus sign problem in the Monte Carlo simulation of lattice fermion systems
Furukawa, N, and Imada, M.
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Cell-to-cell scaling approach to the dlelecmc brcakdown model
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Molecular-dynamics study of the glass transition in N130P2,0
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Mater. Sci. Eng. A, Struct. Mater., Prop, Microstruct. Process (S\wtzcrland), vol A133
423-6 (1991)

(Seventh International Conference on Rapidly Quenched Materials, Stockholm, Sweden,
13-17 Aug.1900) _
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Effects of pairwise versus many-body forces on high-stress plastic deformation.
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Wetting and drying transitions at a fluid-wall mterfacc Densxty-funcnonal theory Versus
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van Swol, F. and Henderson, J.R.
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Nagatani, T. and Sagues, F. '
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Jensen, L.
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Dynamics ofSwendscn -Wang clustcrs in 2D Ising model SRR
Stauffer, D. :
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Fluid interface in two dimensions close to the critical point.. -
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Phys. Rev. B, Condens. Matter (USA), vol.43, pt.B, 6163-6 (1991) - .-

HCP-BCC transition and the free energies of the HCP and BCC structures of zirconium.
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Vigliante, A., Fan, J.D., Reiter, G. and Moss, S.C. :
Phys. Rev. B, Condens. Matter (USA), vol.43, pt.B, 6739-41 (1991)
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Zubkus, V.E,, Kundrotas, P.J., Molotkov, S.N., Tatarskij, V.V. and Tomau, E.E.-
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The microscopic mechanisms of dimer opemng in the early stages of SI deposmon on
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Non-equilibrium molecular dynamics simulation of the rapid solidification of metals
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A first-principles study of short range order in Cu-Zn.- :

Slutter, M., Turchi, P.E.A., Johnson, D.D., Pinski, F.I,, Nxcholson D M and
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Neurron Scattering for Materials Science Sympostum, Boston, MA, USA, 27-30 Nov.1989
Sponsors: Argonne Nat. Lab.; Army Res. Office; Brookhaven Nat. Lab.; Los Alamos Nat. -
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Computer simulation of fractal behaviors in a-Ge/Au bllayer thm ﬁlms
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Wetting transitions at a solid-fluid surface.
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The shortest path of SAWs with bridges.
Guttmann, A.J. and Yang, Y.S.
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Molecular dynamics studies of brittle failure in silica: effect of thermal vibrations. s
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Phase transitions in the spin-3/2 BEG model.
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Ergodic and nonergodic refaxation nmescales for metastable RNA foldmg
Fernandez, A, and Belinky, A. : :
Ber. Bunsenges. Phys. Chem. (Germany) vol. 94, 1512- 14 (1990)

Molecular dynamics simulations of water with Ewald summanon for the long range -
electrostatic interactions,

Belhadj, M., Alber, HE. and Levy, RM.

Chem. Phys. Lertt. (Netherlands), vol.179, 13- 20 (1991)

A new MCRG calculation of the crirical behavior of the 3d Ismg modcl

Baillie, C.F.

Comput. Phys. Commun. (thhcrlands), vol.63, 17- 23 (1991) S

(IMACS 1st International Conference on Computational Physics, Bouldcr CO,, USA
11-15 June 1990)

Generalized Langevin model for molccular dynarmcs of an activated reaction in solution. .
Benjamin, [, Lee, L.L,, Li, Y.S., Liy, A. and Wilson, K.R. =
Chem. Phys. (Netherlands), vol. 152 1-12 (1991)

An exact theory of friction for reactive collisions in a solvent using an interaction:
representation.

Charutz, D.M. and Levine, R.D.

Chem. Phys, (Netherlands), vol.152, 31-43 (1991)

Velocity dependence of friction.
Zhu, 5.-B., Singh, S., Lee, . and Robinson, G.W. -
Chem. Phys (Netherlands), vol.152, 221-8 (1991)

Gas phase cluster fonnannn of sochurn chioride and water: Montc Carlo s1mulanons
Rode, B.M.
Z. Nat.forsch. A, Phys. Phys. Chem. Kosmophys. (Germany), vol. 46A, 351- 6(1991)

Monte Carlo simulations with an improved potental function for Cu(II) water mcludzng :
neighbour ligand corrections. : :
Rode, B.M. and Islam, $.M.

Z. Nat.forsch, A, Phys, Phys. Chem. Kosmophys. (Germany), vol.46A, 357-62 (1991)
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OPL.S potential functions for nucleotide bases. Relative association constants of
hydrogen-bonded base pairs in chloroform.

Pranata, J., Wierschke, S.G. and Jorgensen, W.L.

J. Am, Chem.Soc. (USA), vol.113, 2810-9 (1991)

Solvation dynamics for an ion pair in a polar solvent: time-dependent fluorescence and
photochemical charge mansfer. -
Carter, E.A. and Hynes, J.T.

J. Chem. Phys. (USA), vol.94, 5961-79 (1991)

Classical and quantum continuum percolatlon w1th hard core mteractlons
Saven, J.G., Skinner, I.L. and Wright, J.R.
J. Chem. Phys (USA), vol.94, 6153-9 (1991)

The small shear rate response of electrorheological suspensions. 1. Simulation in the.
point-dipole limit,

Klingenberg, D.J., van Swol, F. and Zukosk:t C.E

J. Chem. Phys. (USA), vol.94, 6160-9 (1991)

Scaling structure in a simple growth model with scréenihg: forest formation model,
Nagatani, T.
J. Phys. A, Math. Gen. (UK), vol.24, 1.449-54 (1991)

Dynamical phase diagram of the two- -dimensional p-state clock model
Leroyer, Y, and Rouidi, K.
J. Phys. A, Math. Gen. (UK), vol.24, 1931- 45(1991)

Molecular dynamics study of the collective density excuations in monatomic glass.
Dzugutov, M.

Marer. Sci. Eng. A, Struct. Mater., Prop. M1crostruct Process. (Switzerland), vol A134
921-6 (1991) :
(Seventh Intenational Conference on Rapidly Quenched Materials, Stockholm, Sweden,
13-17 Aug. 1990)

Molecular dynamics simulation of structural anisotropy in glassy metals.

Tomida, T. and Egami, T.

Mater. Sci. Eng. A, Struet. Mater,, Prop. Microstruct. Process. (Switzerland), vol.A134,
931-4 (1991)

(Seventh International Conference on Rapidly Quenched Materials, Stockholm, Swedcn,
13-17 Aug. 1950)

Atomic motion at the glass transition; comparison between experimental and
molecular-dynamics investigations.

Bruning, R,, Ryan, D.H., Srom-Olsen, J.O. and Lewis, L.J.

Mater. Sci. Eng. A, Struct Mater., Prop. Microstruct. Process. (watzerland), v01A134
964-7 (1991)

(Seventh International Conference on Rapidly Quenched Materials, Stockhoim, Sweden,
13-17 Aug. 1990)

Universality of continuum percolation for impenetrable disk modei

Sang Bub Lee
New Phys. (Korean Phys, Soc.) (South Korea), vol.30, 681-9 (1990). In Korean

SMITH-92/133 K3y



Meodified path integrals and complex Monte Carlo method in the statistical theory of wave
propagation in dispersive media.

Filinov, V.S.

Waves Random Media (UK), vol.1, 141-31 (1991)

Equilibrium distribution of shapes for linear and star macromolecules.

Cannon, J.W., Aronovitz, J.A. and Goldbart, P. :
J. Phys I, Gen. Phys. Stat. Phys. Condens. Matter. Cross.-Discipl. Phys (Francc)
vol.l, 629-45 (1991) o
Molecular dynamics of the frozen-in glassy state of N130P30

Stepanyuk, V.S, Katsnelson, A.A., Szasz, A., Trushin, O.S. and Nayak P.

Phys. Status SD]ldl B (Germany), vol 164, 395-400 (1991)

Gluon overlap factors extwacted from Monte Carlo lattice calculations.
Morimatsu, O., Green, A.M. and Paton, J.
Phys. Lett. B (Netheriands), vol.258, 257-61 (1991)

Molecular-dynamics study of incommensurate phases in a three-dimensional crystal: -
Parlinksi, K., Denoyer, F. and Eckold, G.
Phys. Rev. B, Condens. Matter (USA), vol.43, pt.B, 8411-20 (1991)

Incompletely ordered phase in the three-dimensional six-state clock model: evidence for an
absence of ordered phases of XY character.

Ueno, Y. and Mitsubo, K.

Phys. Rev. B, Condens. Matter (USA), vol.43, pt.B, 8654-7 (1991)

A model for fast computer simulation of waves in excitable medza

Barkley, D SR
Physica D (Netherlands}, vol.49, 61-70 (1991).

(Waves and Patterns in Chemical and Biological Media, Pushchine, USSR, -
28 May-1 June 1990)

Simulation of MBE growth of Si on Si (100).
Kawamura, T,
Solid State Phys. (Japan), vol.26, 180-6 (1991). In Japanese

Solution of the nonlinear radiative transfer equations by a fully implicit matrix Monte Carlo
method coupled with the Rosseland diffusion equation via domain decomposition.
N'Kaoua, T.

SIAM I. Sci. Stat. Comput. (USA), vol.12, 505-20 (1991)

Phase diagram of the ANNNI mode! in the Hamiltonian limit.
Arnizmendi, C.M., Rizzo, A.H., Epele, L.N. and Garcia Canal, C.A.
Z. Phys. B, Condens. Mauer (Germany), vol.83, 273-6 (1991)

Moate-Carlo simulation of an inhomogeneous reaction-diffusion system in the biophysics of
receptor celis.

Fricke, T. and Schnakenberg, ],

Z. Phys. B, Condens. Matter (Germany), vol.83, 277-84 (1991)
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The critical temperature in mode coupling theory and magnetic resonance data on molecular
dynamics in glassy liguids.

Dzuba, S.A,

Z. Phys. B, Condens. Matter (Germany), vol.83, 303-4 (1991)

Microscopic description in the Gaussian approximation of the nematic-isotropic phase
transition, .
Pashkov, P.A. and Vasiliev, S.I.

Can. J. Phys. (Canada), vol.69, 154-60 (1991)

Accelerator methods for Momc Carlo computer 31mu1auons

Swendsen, R.H.S.

Comput. Phys, Commun. (Netherlands), vol.65, 281- 8(1991)

(IMACS 1st International Conference on Computational Phys1cs, Boulder, CO, USA, 11-15
June 1990). Sponsors: IMACS. .

Multigrid simulation of the XY model.,
Hulsebos, A., Smit, J. and Vink, J.C. .
Nucl. Phys. B, Part, Phys, (Netherlands), vol.B356, 77588 (1991)

Different time coordinate algorithms of Monte-Carlo methods for the non-linear *smoothed’
Boltzmann equation.

Khisamutdinov, A.L

Dokl. Akad. Nauk, SSSR (USSR), vol,316, 829-33 (1991). In Russian

Dynamical correlations in liquid Lithium,
Pratap, A., Rani, M., Jain, K.C. and Saxena, N.S. . . -
Indian J. Pure Appl. Phys, (India}, vol.28, 657-8 (1990) : -

Energy deposition mechanisms and biochemical aspects of DNA strand breaks by ionizing
radiation.

Chatterjee, A. and Holley, W.R.

Int. J. Quantum Chem. (USA), vol.39, 709-27 (1991)

Concentration-driven surface transition in the wetting of .n.lixed. alkanethiol monolayers in
gold.

Utman, A., Evans, S.D., Shnidman, Y., Sharma, R, Eilers, J.E. and Chang, J.C.

J. Am. Chem.Soc. (USA), vol.113, 1499-506 (1991)

A dynamic simulation method suppressing uninteresting degreeé of freedom,
Romiszowski, P. and Yaris, R.
J. Chem. Phys. (USA), vol.94, 6751-61 (1991)

Normal mode analysis of the velocity correlation function in supercooled liguids.
Madan, B., Keyes, T. and Seeley G.
J. Chem. Phys. (USA), vol.94, 6762-9 (1991)

Molecular dynamaics algorithm for muliiple time scales: systems with long range forces
Tuckerman, M.E., Bemne, B.J. and Martyna, G.J,
J. Chem. Phys. (USA), vol.94, 6811-14 (1991)
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Monte Carlo simulation and self-consistent field theory for a single chain on a diamond
lattice.

Yuan, X.-F. and Masters, A.J.

J. Chem. Phys. (USA), vol.94, 6908-19 (1991)

Structure function of linear polymers in the ideal and excluded volume regime.:.
Bishop. M. and Saitiei, C.J.
1. Chem. Phys. (USA), vol.94, 6520-3 (1991)

Morphological evolution in DLA under thermal convection.
Nagatani, T. _
J. Phys. Soc. Jpn. (Japan), vol.60, 1181-4 (1991)

Computer simulation for stability of quatemary sohd soluuons
Kazakov, A.l. and Kishmar, I.N.
J. Cryst. Growth (Netherlands), vol.110, 803-14 (1991)

Incorporating solvent and ion screening into molecular dynarmcs usmg thc ﬁmtc-dlffcrence
Poisson-Boltzmann method. > :

Sharp, K.

J. Comput. Chem. (USA), vol.12, 454-68 (1991}

Density functional calculations with sirnulated annealing - clusters and amorphous R
materials. . :

Jones, R.O. and Hohl, D.

Phys. Scr. Vol. T (Sweden), vol. T35, 154-8 (1991). .. o ' IR
(10th General Conference of Condensed Matter D1v1szon of the European Physzcal Soc1ery,
Lisbon, Portugal, 9-12 April 1990). Sponsors: Soc. Portuguesa de Fisica; UNESCO

A computer simulation study of cavities in the hard disc fluid and crystal.
Speedy, R.J. and Reiss, H.
Mol. Phys. (UK), vol.72, 1015-33 (1991)

Computer sitmulation study of the dynamxc cross-correlations in 11qu1ds
Padro, J.A,, Trullas, J. and Sese, G, SRR
Mol. Phys. (UK), vol.72, 1035-49 (1991)

Unified wreatment of adiabatic ensembles.

Graben, HW. and Ray, I.R. _

Phys. Rev, A, Siat, Phys. Plasmas Fluids Relat. Interdiscip. Top. (USA), vol.43, 4100-3
(1991)

Dimensionality dependence in the singular dynarmic scaling in the dilute Ising model.
Biswal, B. and Chowdhury, D.

Phys. Rev. A, Stat. Phys, Plasmas Fluids Relat. Interdiscip. Top. (USA), vol.43, 4179-81
(1991)

Self-diffusion coefficient for the hard-sphere flnid.

Erpenbeck, }.J. and Wood, W.W. S '

Phys. Rev, A, Stat. Phys. Plasmas Fluids Relat. Intcrdlsmp Top (USA), vol 43, 4254 61
{1991)
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Use of the McQuarrie equation for the computation of shear vxscosny via cqulhbnum
molecular dynamigcs. o _
Chialvo, A.A. and Debenedetti, P.G.

Phys. Rev. A, Stat. Phys. Plasmas Fluids Relat. Interdlsmp Top (U SA) vol 43 4289 95
(1991) _

Transport properties of an interacting-lattice-gas model in a chargfe- densuy gra(hent by
Monte Carlo simulation. LTS
Pandley, R. and Songping Gao

Phys. Rev. A, Stat; Phys. Plasmas Fluids Relat. Interdiscip. Top. (USA), vol 43 4365 71
{1991)

Diffusion-limited aggregation on SIBI‘pmSkI carpcts a computcr smmlatlon study

Zhuang, G-C. and Yao, K-L. .

Phys. Rev. A, Stat. Phys Plasmas P1u1ds Relat Interdxsmp Top (USA), 01 43 4406 8
- (1991) . : . e . :

Melting and the electronic absorpnon of bcnzcne argon clusters
Fried, L.E. and Mukamel, S. e
Phys. Rev. Lett. (USA), vol.66, 2340 3 (1991)

Smmulatlon of random packmg of Rqsch:g rmgs in flssﬂe solunons

Third Imcmanonal Confcrcncc on Nuclear Fuel Reprocessmg and Waste Management RECOD
'9] Proceedings, Sendai, Japan, 14-18 April 1991. Sponsors: Atomic Encrgy Soc, Japan,

Japan Ind. Forum; ANS; Eur. Nucl. Soc.: et al. (1991) 854-9, v012 T

Monte Carlo simulation of minimum bias events at the LHC cnergy

Ciapetti, G. and Di Ciaccio, A. RS
European Committee for Future Accclcrators La:gc Hadron Colllder Workshop Procccdmgs
(CERN 90-10: ECFA 90-133), Aachen, Germany, 4-9 Oct.1990. Sponsors: Comm. Eur.
Communites: Deutsche Forschungsgemeinschaft; CERN; et ai(1990) 155-63 voi.2

A comparison of bottom production in different event gcnerators .

Cudell, J.R., Di Rosa, O., ten Have, 1., Nisati, A., Odorico, R. and S_]ostrand T

European Committee for Future Accelerators: Large Hadron Collider Workshop. Proceedings
(CERN 90-10: ECFA 90-133). Aachen, Germany, 4-9 Oct.1990. Sponsors: Comm. Eur.
Communities: Deutsche Forschungsgememschaﬂ CERN; et al (1990) 164-72 v012

On the calculation of the exact gg — Zbb cross section mcludmg z dccay and b qua:k mass effects,
van Eijk, B. and Kleiss, R.

European Committee for Future Accelcrators Large Hadron Colhder Workshop Proccedlngs
(CERN 90-10: ECFA 90-133), Aachen, Germany, 4-9 Oct.1990. Sponsors: Comm. Eur.
Communities: Deutsche Forschungsgemeinschaft; CERN,; et al (1990), 183-94 vol.2

'Thcrmodynamlcs of orderin g
Inden, G.
Scand. J. Metall. (Finland), vol.20, 112- 20(1991)

The disjoining pressure in thin fluid films conﬁnmg polymer chains: a Monte Carlo study
Grimson, M.J. =
Chem. Phys. Lett. (Netherlands), vol.180, 129-32 (1991)
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Computer simutation of formation of vinyl chloride 1,2-dichloreothane by laser induced
radical chain reaction. : .
Wang Lixin and Xu Jiren

Chin, J. Lasers (China), vol.17, 596-601 (1990). In Chmese

English translation in: Chin. Phys. Lasers (USA)

Monte Carto simulations of water and supercritical conditions. I Thennodynamlc and
structural properties. e .
Kalinichev, A.G.

Z. Nat.forsch. A, Phys. Phys. Chem. Kosmophys. (Germany), vol 46A 433 44(1991)

Isotope effects for ion-implantation profiles in silicon.

Svensson, B.G. and Mohadjeri; B.

Nucl. Instrum. Methods Phys. Res B, Beam Imgeract Mater. At (Netherlands), vol BSS
650-4 (1991). S

(Eighth International Conference on ion Implantat:lon Technology (IIT 90), Gu1ldford UK,
30 July - 3 Aug.1990). Sponsors IOP; Univ. Surrey

Calculation of cha.nneimg effects in fon 1mp1antanon

Bausells, 1., Badenes, G. and Lora-Tamayo, E. - -~ B

Nucl. Instmm Methods Phys Res B Beam Intgeract Mater At (Netherlands), vol B55
666-70 (1991). o

{(Eighth Intemational Conference on Ion Imp!antauon Technology (IIT 90) Guﬂdford UK,
- 30 July 3Aug 1990) Sponsors 10P; Umv Surrey

Reacnon dynaxmcs on bameriess reaction surfaces a model for isoergic gas phase
proton-transfer reactions.

Lim, XK.F. and Brauman, I.I,-- = ..

J. Chem. Phys. (USA) vol. 94 7164-80 (1991)

MoleCUIar dynamlcs smulanon of locaJ cham motion in bu].k amorphous polymers

1. Dynamics above the glass transition. . .
Takeuchi, H, and Ryong-Joon Roe

J. Chem. Phys. (USA), vol.94, 7446-57 (1991)

Molecular dynamlcs sunulatlon of locai chain'motion in bu]k amoxphous polymers
11. Dynamics at glass transition, : :

Takeuchi, H. and Ryong-Joon Roe: =~ -

J. Chem. Phys. (USA), vol.94, 7458-65 (1991)

Ultrafast dynamlcs of a Qua51 -dissociative dsatormc moieCuIe in solunon II o
Zhu, S.-B, and Robinson G.W. . B
J. Chem. Phys. (USA) vol.95, 2967- 70(1991)

Monte Carlo slmulanons of 11qu1d acetic acid and melhyl acetate w1th the OPLS potennal
functions. :

Briggs, .M., Nguyen, T.B. and Jorgensen, W.L.

J. Chem. Phys. (USA), vol.95, 3315-22 (1991}

Optmization of direct simulation Monte Carlo (DSMC) codes for vector processmg
Prisco, G.
J. Comput. Phys. (USA), vol.94, 454-66 (1991)
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Si(111): (2x1) reconstruction and surface phonons from ab-initio molecular dynamics.
Ancitotto, F., Andreoni, W, Selloni, A., Car, R. and Partinello, M.

Phys. Scr. Voi T (Sweden), vol. T35, 21-5 (1991),

(10th General Conference of the Condensed Matter Division of the Euu'opcan Physmal
Society, Lisbon, Portugal, 9-12 April 1990). Sponsors; Soc. Portugesa de Fisica; UNESCO

Monte Carlo and molecular dynamics simulations of polymers. -

Kremer, K. and Grest, G.S,

Phys. Scr. Vol. T (Sweden), vol.T35, 61-5 (1991),. ST

(10th General Conference of the Condensed Matter Division of t.he Euuopean Phys1ca1
Society, Lisbon, Portugal, 9-12 April 1990). Sponsors: Soc. Portugesa de Fisica, UNESCO'

Fluid interfacial phenomena.

Telo de Gama, M.M.

Phys. Scr. Vol. T (Sweden), vol.T35, 79-81 (1991)
(10th General Conference of the Condensed Matter Division of the Euniropean Phys1cal o
Society, Lisbon, Portugal, 9-12 April 1990). Sponsors Sac. Portugesq de Fisica; UNESCO

Surface tension, adsorption and surface entropy of l1qu1d vapour systems by atomzsnc
simulation. - : :
Salomons, E. and Mareschal, M. '

J. Phys., Condens. Matter. (UK}, vol.3, 3645 61 (1991)

Monte-Carlo modeling of electron mgnais from heterogeneous spec1mens w1th non- planar
surfaces. .
Russ, J.C., Radzimski, Z.J,, Buczkowski, A. and Maynarcl L.

J. Comput.-Assist. Microse. (USA), vol.2, 59-89 (1990)

Dense two-dimensional classicals Coulomb gas on a nia:ri.gela'r lattice.
Jong-Rim Lee and Teitel, S, :
Phys. Rev. Lett, (USA), vol.66, 2100-3 (1991)

Structure and thermodynamics of SixGe.x alloys from ab initio Monte Carlo simulations, -
de Gironcoli, S., Giannozzi, P. and Baroni, S. :
Phys. Rev. Lett. (USA), vol.66, 2116-19 (1991)

Determination of the chemjocal potentials of polymeric systems from Monte Carlo simulations.
Kumar, S.K., Szleifer, I. and Panagiotopoulos, A.Z.
Phys. Rev, Lett. (USA), vol.66, 2935-8 (1991)

Theory of epitaxial growth and recovery on Si(001).

Vvedensky, D.D., Clarke, S. and Wilby, M.R,

Prog. Surf. Sci. (UK), vol.35, 87-101 (1990).

(Fifth Symposium on Surface Physics, Chlum Castle, Czechoslovakia, 8-12 Oct.1990)

Moeonte Carlo simulation of catalytic CO oxidation.

Smilauer, P. and Matolin, V.

Prog. Surf. Sci. (UK), vol.35, 193-6 (1990). o
(Fifth Symposium on Surface Physics, Chium Castle, CzechoslovakJa 8 12 Oct_ 1990)
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Structure of hard spheres in contact with a sphericat wall..
Chui, S.T.
Phys. Rev. B, Condens. Matter (USA), vol.43, pt.A, 10654 8 (1991)

Conductivity and 1/£ noise study of three-component random resistor networks
Kolek, A. and Kusy, A.
Phys. Rev, B, Condens. Matter (USA), vol.43, pt.B, 11274- (1991)

Monte Carle simulation of hard—spherc ﬂmd and solid in a confined gcometnj :
Chui, §.T. -
Phys. Rev. B, Condens Matter (U SA), vol 43 pt.B, 11523 6 {1991)

The relativistic linear Boltzmann transport equation applied to nucleon-nucleus and
pion-nucleus transport.

Long, D.G.

Riv. Nuovo Cimento (Italy), vol.14, no.4, 1-37 (1991)

Reconstructions of GaAs(001) surfaces from molecular dynamics.
Holender, .M. and Jedrzejek, C. S

Surf, Sci. (Netherlands), vol.247, 222-5 {1991).

(Fourieenth International Seminar on Surface Physics, Przesieka, Poland, 21-26 May 1990)

Molecular dynamics simulations of matenals phenomena.

Landman, U., Luedtke, W. and Barnett, R.N. - ' s
Many-Atom Iateractions in Solids. Proceedings of the Intcmatmnal Workshop, Pajulahn,
Finland, 5-9 June 1989, 103-33 '

The structural and electronic properties of molten metals, semimetals, and semiconductors.
Hafner, J. :
Many-Atom Interactions in Solids. Proceechngs of the Internanonal WorkshOp, Pa)ulahn '
Finland, 5-9 June 1989, 144-55

First-principles interatomic potentials in transition metals: multi-ion interactions and their -
analytic representation.

Moriarty, J.A. :
Many-Atom Interactions in Solids. Proceedings of thc International Workshop, Pajulahu
Finland, 5-9 June 1989, 158-67

Simulation of surface premelting.

Stoltze, P.

Many-Atom Interactions in Solids. Proceedings of the Intemational Workshop, Pajulahti,
Finland, 5-9 June 1989, 218-90 '

Thermodynamic and structural properties of small particles of condensed phase.
Protsenkao, S.P.
Fluid Mech. - Sov. Res. (USA), vol.20, 98-105 (1991)

Stability and mechanism of disordering of crystals with Lennard-Jones interaction of '
particles.

Galashev, A.Ye.

Fiuid Mech. - Sov. Res. (USA), vol.20, 123-30 (1991)
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Ionic liquid in supercooled state.

Shiff, V.K.

High Temp. (USA), vol.28, no.4, 497-501 (1990) Translanon of Teploflz Vyz T emp.
(USSR), vol.28, no.4 672-6 (1990)

Is there a growihg correlation lehg&i' near the gi'a'sé transition? -
Dasgupta, C., Indrani, A.V,, Ramaswamy, S. and Phani, M.K.-
Europhys. Lett. (Sw1tzerIand),vol 15, 307- 12(199I)

Molccular dynarmcs s1mulat10n of structural amsotropy in glassy mctals and its re:lauonshlp
to magnetic anisotropy. . o e
Tomida, T. and Egami, T.

J. Appl. Phys. (USA), vol.69, no.8, pt.2B, 5451-3 (1991). - -~ ¢

(Thirty-Fifth IEEE Conference on Magnetism and Magnetxc Matenais San chgo, CA USA
29 Qct. - 1 Nov.1990). Sponsors: AIP; IEEE; et al -

Distribution of iron moments in a-Fe glass by first- pnnmples $pin- po]anzed calculauons
Yong-Nian Xu, Yi He and Ching, W.Y. . o :

J. Appl. Phys. (USA), vol.69, pt.2B, 5460-2 (1991)

(Thirty-Fifth IEEE Conference on Magneusm and Magnetic Materials, San Dlego CA USA,
29 Oct, - 1 Nov.1990). Sponsors: AIP; IEEE; et at

A low energy limit to boron channeling in silicon. .= . |
Lever, R.F, and Brannon, KW, S
J. Appl. Phys. {(USA), vol.69, 6369- 72(1991)

A semicontinuum modcl for the hyd:ated cicctron
Pommeret, S. and Gauduel, Y.
J. Phys. Chem. (USA), vol.95, 4126-30 (1991) .- - -

Accelerated Monte Carlo by embcddéd éllti'st.c.r.dyn&niics.-. oo
Brower, R.C., Gross, N.A. and Moriarty, K.J.M.
J. Comput. Phys. (USA), vol.95, 167-74 (1991)

A comparative study of the simulated-annealing aid Monte Carlo-with-minimization. = . -
approaches to the minimum-energy structure of polypcptldcs [Met]-enkephalin.

Nayeem, A., Vila, J. and Scheraga, H.A. .

J. Comput. Chem (USA), vol.12, 594-605 (1991)

A method for modeling icosahedral virions: rotauonal symmcl:ry boundary condmons |
Cagin, T., Holder, M. and Pettitt, B.M, >
J. Comput Chem. (USA), vol.12, 627-34 (1991} .

Molecular simulations of DD-peptidase, a model B-lactam-binding protein: synergy between
X-ray crystallography and computational chemistry.

Boyd, D.B., Snoddy, J.D. and Ho-Shen Lin

I. Comput. Chem. (USA), vol.12, 635-44 (1991)

One dimensional classical spin models with Iong range amsotroplc interaction. An extreem
nematogenic latrice model. . .

Romano, S.

Lig. Cryst. (UK), vol.10, 73-83 (1991)
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Molecular dynamics simulation of liquids on the Connection Machine,
Mel’cuk, AL, Giles, R.C, and Gould, H.
Comput. Phys. (USA), vol.5, 311-18 (1991)

Theory of defects in conducting polymers. II. Application to p{.)l)./acétyle.ne. |
Wallace, D.S., Stoneham, A.M., Hayes, W, Fisher, A.J. and Testa, A. .. .
J. Phys., Condens Matter. (UK), vol.3, 3905 20 (1991) L

Computer simulation of transfonnatlon mduced plastlcuy usmg ﬁmte clcmcnt mcthod..
Ramakrishnan, N., Okadz, H. and Atluri, S.N. _ - L
Acta Metall. Mater. (USA), vol.39, 1297-308 (1991)

Finger formation in a driven diffusive system, -
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Early base-pair fluctuauons and thc activation of mRNA sphcmg
Fermmandez, A. .
Physica A (Netherlands) vol.173, 522-31 (1991)
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Wenizcovitch, R.M, and Martins, J.L.
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Computer simulation of oxygen segregation in CZ/MCZ silicon crystals and comparison with
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Influence of the back- JUImp correlauons on the Ferrm~Dxrac stausncs

Barszczak, T, and Kutner, R,

Int. J, Mod. Phys. C, Phys. Comput. (Singapore), vol.2, 227 31 (1991)
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Critical behavior of a system with orientational and positional degrees of freedom: a Mosnte
Carlo simulation study. :
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Study of the two-dimensional next-nearest-neighbour percolation model.
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Acta Phys. Sin. (China), vol.40, 169-74 (1991). In Chinese.

English translation in: Chin. J. Phys. (USA)
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study.
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Disorder-induced amorphlzanon of mtermetalhc compounds a molccula: dynarrucs study.
Massobrio, C., Pontikis, Doan, N.V. and Martin, G. '
J. Nucl. Mater, (Netherlands), vol.179-181, pt.B, 921-3 (1991)." : '
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Mod. Phys. Lett. B (Singapore), vol.5, 907-14 (1991)
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Int. J. Mod. Phys. C, Phys. Comput. (Smgapore) volz 284 '}’ (1991) L e

{Computational Physics, CP90 Europhysics Conference, Amsterdam, thherla.nds IR
10-13 Sept.1990) S
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Bishop, M. and Clarke, J.H.R.
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Statics and dynamics of the two-spin-facilitated kinetic Ising model.
Reiter, J.
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Cardini, G., Righini, R, and Califano, S. . N
J. Chem, Phys (USA), vol.95, 679-85 (1991~ = = . =
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Wang, D, Mead, L.R, and de Llano, M.
1, Math Phys (USA), vol.32, 2258-62 (1991}
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J. Non- Cryst Solids (Netherlands), vol.130, pt.2, 1190- 3 (1991)
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phospholipase A,. . S
Shiratord, Y. and Nakagawa, S.

J. Comput. Chem. (USA), vol.13, 717- 30 ( 1991)

Numerical solutions of Boltzmann equations for the discrete velocuy gas
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Phys. Rev. A, Stat Phyus. Plasmas F1u1ds Relat. Interdiscip. Top (USA), vol.43,.

6581-91 (1991)

Analync derivation of percolanon th.resholds in amsotropxc systems of pcrmeabic ob_]ects
Drory, A., Balberg, L., Alon, U. and Berkowitz, B. :
Phys. Rev. A, Stat. Phyus. Plasmas Fluids Relat. Interdiscip, Ti op. (U SA), vol 43,
6604-12 (1991)

Theory and sxmulanons for hard dlSk models of bmary mixures of molccuies wnh mtcrnal
degrees of freedom. . _ :
Fraser, D.P., Zuckermann, M.J, and \/Iountsen, O G

Phys. Rev. A Stat. Phyus. Plasmas Fluids Relat. Imerdlsmp Top. (USA) vol. 43

6642-56 (1991) o .

Kinetic study of pulsed desorption ﬂows inro vacu'um'.-- :

Sibeld, D. and Urbassek, H.M.

Phys. Rev, A, Stat. Phyus. Plasmas Fluids Relat. Interdiscip. Top. (USA) vol. 43
6722-34 (1991)

Computer simulations of quasilattice models for novel fexroele‘cn'ic liquid-crys'ta.ls-.": S
Perchak, D.R. and Petschek, R.G.

Phys. Rev. A, Stat. Phyus. Plasmas Fluids Relat. Imcrdzscxp Top (USA), vol. 43
6756-70 (1991) L _

Oxygen-oxygen carrelations in liquid water.
Gaballa, G.A.
Proc. Indian Natl. Sci. Acad. A (India), vol.57, 87-94 (19931) -~ .. .-~

Crossover in the power spectrum of a driven diffusive lattice-gas moclel
Anderson, J.V., Jensen, H.J. and Mouritsen, O.G.
Phys. Rev. B, Condens. Matter (USA), vol.44, 439- 52(1991)

Determination of the location and order of the drying wansition w:th a molccular dynamlcs
solution.

Nijmeijer, M.J.P., Bruin, C,, Bakker, A.F. and van Lccuwcn JM.J.

Phys. Rev. B, Condcns Marter (USA), vol.44, 834-7 (1991)

Monte-Carlo solution of a linear equation for nonisotropic diffusion.

Rasulov, A.S,

International Youth Workshop on Monte Carlo Methods and Parallel Algorithms, Primorsko,
Bulgara, 24-30 Sept. 1989, (Singapore: World Scientific 1991) p.103-6

Energy deposition in solids by fast electrons.
Lyo Zhengming
Chin. J. Nucl, Phys, (China), vol.13, 81 94(1991)

Molecular dynamics study of h ydrophoblc aggregation in water/methanc/mcthanol systems.
Wallqvist, A.
Chem, Phys. Lett. (Nethcrlands), vol 182 237-41 (1991)
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Effect of step edge wansition rates and anisotropy in simulations of epitaxial growth,
Chason, E. and Dodson, B.W.

J. Vac. Sci. Technol, A, Vac. Surf. Films (USA), vol.9, pt.2, 1545-50 (1991).

(37th National Symposium of the American Vacuurn Society, Toronto, Ont., Canada,
8-12 Oct.1990)

The effect of orthogonal electric fields on the molecular dynamics of liquid water, principle
three of group theoretical statistical mechanics.

Evans, M. W.

J. Mol. Liq. (Netherlands), vol.48, 1-7 {1991)

Molecular dynamics of liquid water probed .'by neﬁn‘oﬁ scatferihg. :
Teixeira, ., Bellissent-Funel, C. and Chen, S.-H.
J. Mol. Liq. (Netherlands), vol.48, 123-8 (1991)

Computer simulation of the depolarized Rayleigh scattering in fluid N2
Steele, W.A.
J. Mol. Liq. (Netherlands), vol.48, 321-33 (1991)

Ignition probabilities for compact ignition tokamak dcmgn pomts o
Stotler, D.P., Goldston, R.J. and The cit Team -
Fusion Technol (USA), vol.20, 7-25 (1991)

Dia gnosncs and rnodeimg of RF dlscharge dxssoaauon in NQO S
Khne, L.E,, Partlow, W.D., Young, RM,, Mitchell, R.R, and Congedo, TV
IEEE Trans Plasma Sci. (USA), vol.19, 278-85 (1991) _ -

A theoretical study of polyelectrolytc effects in protem DN A interactions: Montc Carlo free
energy simulations on the ion atmosphere contribution to the thermodynamics of A repressor-
operator complex formation.

Jayaram, B., DiCapua, F.M. and Beveridge, D.L.

J. Am. Chem, Soc. (USA), vol.113, 5211-15 (1991)

Theoretical foundations of dynamical Monte Carlo simulations. - -
Fichthern, K.A. and Weinberg, W.H.
J. Chem. Phys, (USA}, vol.95, 1090-6 (1991)

A molecular-dynamics study of the velocity distribution of the reagent and product of -
thermally activated chemical reaction.

Gorecki, 1.

J. Chem. Phys. (USA), vol.95, 2041-7 (1991)

Simulation of highly strewched chains using long-range Moente Carlo.
Deutsch, J.M. and Reger, 1.D.
J. Chem. Phys. (USA), vol.95, 2065-71 (1991)

Monte Carlo description of Af homopolymerization: diffusional effects,
Gupta, A.M., Hendrickson, R.C. and Macosko, C.W.
J. Chem. Phys. (USA), vol.95, 2097-108 (1991)
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Reaction dynamics from liquid structure.
Lee, L.L,, Li, Y.S. and Wilson, K.R.
J. Chem. Phys. {(USA), vol.95, 2458-64 (1991)

Electric moments of rodlike molecules due to asymmetry of li gand bmdmg 1nduced by electric
fields. -

Antosiewicz, J. and Porschke, D.

J. Chem. Phys. (USA), vol.953, 5983-8 {1991)

Sterically hindered fragmentation in reactive sotids.
Miller, C.A., Kerstein,A.R. and Torguato, S.
J. Phys. A, Math Gen. (UK), vol.24, 3077-93 (1991) .

Effect of chemical kinetics uncertainties on calculated consnments ina troposphenc
photochemical model.

Thompson, A.M. and Stewart, R.W.

J. Geophys. Res. (USA), vo0l.96, 13089-108 (1991)

Molecular dynamics studies of the coherent density correlation function in a super-cooled
simple one-~component liquids.

Dzugutov, M. and Dahlborg, U.

J. Non-Cryst. Solids (Netherlands), vol. 130, pt.1, 62 5 (1991) :

(Relaxations in Complex Systems. International Discussion Meeting, I—Ierakhon Greece
18-29 June 1990)

Two-step freezing process in the mixed crystal RADP.

Grimm, H., Courtens, E. and Parlinski, K.

J. Non- Cryst Solids (Netherlands), vol.130, pt.1, 76-9 €1991). :
{(Relaxations in Complex Systems. International Discussion Mcctmg, Herakllon Gxeece
18-29 June 1990)

Mixed alkali effects in ionic conductors: a new model and computer simulations.

Bunde, A., Ingram, M.D., Maass, P. and Ngai, K.L..

J. Non-Cryst. Selids (Netherlands), vol. 130, pt.2, 1109-12 (1991).

(Relaxations in Complex Systems. International Discussion Meeting, Heraklion, Greece,
18-29 June 1990)

On the characternstic structural clustering in metal-metalloid amorphous systems
Stepanyuk, V.S, Szasz, A., Kawsnelson, A.A, and Trushin, O.8S.
J. Non-Cryst. Sohds (thhcr ands), vol.130, 311-18 (1991).

Representation of 1on implantation distributions in two and three dimensions.
Ashworth, D.G,, Boyer, M.D.J. and Oven, R
J. Phys. D, Appl. Phys. (UK), vol.24, 1120-5 {1991)

Hard dumbbell fluid g, and g, from Monte Carlo.
Adams, D.J.
Mol. Phys. (UK), vol.73, 757- 62(1991)

New analytical and numerical results on viral coefﬁc:cnts for 2 D hard convex bodies.
Tarjus, G., Vio, P., Ricei, $.M. and Talbot, J.
Mol. Phys. (UK}, vol.73, 773-87 (1991)
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Theory and computer simulations of heteronuclear diatomic hard-sphere molecules (hard
dumbbells), : _ .
Archer, A.L. and Jackson, G.

Mol. Phys. (UK), vol.73, 881-96 (1991).

Molecular dynamics investigation of the inter- and intermolecular motions in liquid methanol
and methanol-water mixtures. :

Palinkas, 6., Bako, 1., Heinzinger, K. and Bopp, P

Mol. Phys. (UK), vol. 73 £97-915 (1991)

Geometrical analysrs of the structure of sunple 11qu1ds percolanon approach |
Naberukhin, Yu.l,, Voloshin, V.P. and Medvedev, N.N. RS
Mol. Phys. (UK), vol 73,917-36 (1991)

Monte Carlo study of self-avoiding walks ona percolauon clustcr

Kyung Yoon Woo and Sang B. Lee . oo
Phys. Rev. A, Stat. Phys. Plasmas Fluids Relat. Interdzsmp Top (USA), vol 44, S
999-1007 (1991) S

Correlation in the motion of atoms in liquid siIicon.

Stich, L.

Phys. Rev. A, Stat. Phys. Plasmas Fluids Relat. Interdlsmp Top. (USA) vol.dd, -
1401-4 (1991) _ S

Kinetic asymmetry between crystal growth andf dﬂssoiuuon on a flat surface cornputer
simulation study at high temperatures. L
Cheng, V.K.W.

J. Chem. Soc. Faraday Trans. (UK), vol.87, 2467-72 (1991} . .

The spinodal decomposition process of polymer films,

Forrest, B.M. and Heermann, D.W.

J. Phys, II, At. Mol. Cluster Phys. Chem. Phys. Mech. Hyd.rodyn (Francc) voll
009-19 (1991)

First order phase transitions and tunnelling with an application to the two-dimensional Potts
model.

Horsely, R.

Phys. Lett. B (Netherlands), vol.265, 146-52 (1991)

Dynamic anomalies in a supercooled liquid: a molecular dynamics study. .
Wahnstrom, G.

Phys. Scr. (Sweden), vol.44, 116-19 (1991) .
{Studsvik Condensed Matter Days 1990, Studsvik, Sweden 21-23 May 1990)

Icosahedral order and defects in metallic liquids and glasses.
Qi, D.W. and Wang, S.
Phys. Rev. B, Condens. Matter (USA), vol.44, 884-7 (1991). -

Effective potentials, constraints, and critical wetting theory.

Fisher, M.E. and Jin, A.J.
Phys. Rev. B, Condens, Matter (USA), vol.44, 1430-3 (1991)
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Surface meltmg simulation of Au(l 10). :

Ercolessi, F., larlon, S., Tomagnini, O., Tosatti, E. and Chen, XJ

Surf. Sci. (Netherlands), vol.251-252, 645 0 (1991)

{(11th European Conference on Surface Science (ECOSS-11), Salamanca, Spain, - -
1-4 Oct.1990)

Molecular dynanucs study of the reaction Cs+ICH3 — CsI+CI-I3 by the moIeCular beams
technique. _ '
Banares, L., Aguilar-Navarro, A. and Urena, AG L '

An. Fis. A, Fenom. Interacciones (Spain), vol.86, 140-8 (1950). In Sparush

Fractal analysis of tonic najectones in electrolyte solunons
Gil Montoro, J.C., Abascal, J.L.F. and Turg, P.
Chem. Phys. Lett. (Netherlands), vol.183, 125- 8(1991)

A new steric substituent consmant Qs based on molecular mechamcs calculanons

Hirota, M., Sakakibara, K., Komartsuzaki, T. and Akai, I,

Comput. Chem, (UK), vol. 15 241-8 (1991). B '
(Second Biennial Workmshop on Molecular Mechanics and Molecular Dynamxcs Tallahassee,
FL, USA, 26-30 March 1990)

Conversion of ab-initio force fields and structures to molecular mechanics energy functions.
Palmo, K., Pietila, L.-O. and Krimm, S.

Comput. Chem. (UK), volo.15, 249-50 (1991).

{Second Biennial Workshop on Molecular Mechanics and Molecular Dynamxcs Tallahassee,
FL, USA, 26-30 March 1990)

New approaches to potential energy minimization and molecular dynarics algoriithms. -
Schlick, T.

Comput. Chem. (UK), vol.15, 251-60 (1991),

(Second Biennial Workshop on Molecular Mechanics and Moiecular Dynamics, Tallahassee,
FL, USA, 26-30 March 1990)

Study of the water behavior into a ferrierite zeolite by molecular dynamics mmulatzons
Leherte, L., Andre, J.-M., Derauane, E.G. and Vercauteren, D.P.

Comput. Chem (UK), vol 15,273-85 (1991), '
(Second Biennial Workshop on Molecular Mechanics and Molecular Dynamics, Tallahassee,
FL, USA, 26-30 March 1990)

Lateral variance of implanted ions.
Ashworth, D.G., Oven, R. and Bowyer, M.D.J,
Elecwon. Lett. (UK), vol.27, 1402-3 (199])

Can recoil distribution models account for end-of-range damage?

Venables, D. and Jones, K.S.

Nucl, Instrum. Methods Phys. Res. B, Beam Interact. Mater. At. (Netherlands),
vol.B59-B60, pt.2, 1019-22 (1991). o

(7th Internarional Conference on Ion Beam Modification of Materials, Knoxville, TN, USA,
0-14 Sept.1990)
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Defect depth profiles in B+ and As* implanted Si.

Budinov, H.I. and Karpuzov, D.S.

Nucl. Instrum. Methods Phys. Res. B, Beam Interact. Mater. At. (Netherlands)
vol.B59-B60, pt.2, 1041-4 (1991).

{7th International Conference on Ion Beam Meodification of Materials, Knoxville, TN, USA,
9-14 Sept.1990) S

Oblique ton implementation into nonplana.r targots

Takai, M., Namba, S. and Ryssel, H.. : R
Nucl. Instrurmn. Methods Phys. Res, B, Beam Interact Mater At (Netherlands), ol
vol.B59-B60, pt.2, 1120-3 (1991), '

(7th International Conference on lon Beam Modlﬁcauon of Matcnals, Knoxvﬂle TN USA
9-14 Sept.1990) S R O

Many-body effects in molecular dynamics simulations of Na*(HZO)n' and Cl‘(I-IgO)n-_ o
clusters,

Perera, L. and Berkowitz, ML.L.. .

J. Chem, Phys. (USA), voI 95, 1954 63 (1991)

A study of K*-He and K*- Kr atomic mteractlon potennals based on transverse S
measurements., R
Hogen, M.J. and Ong, P.P,

J. Chem. Phys. (USA), vol.95, 1973-9 (1991)

Bond-length and bond-angle msmbunons in coarse gramed polymer chams L [
Laso, M., Ottinger, H.C. and Suter, UW. . . . .. - L o
J. Chem. Phys. (USA), vol.95, 2178-82 (1991)

Na*Na® and CI'Cl jon pairs in water: mean force potentials by constramed
molecular dynamics.

Guardia, E., Rey, R. and Padro, J.A.

J. Chem. Phys (USA), vol.95, 2823-31 (1991)

Molecular dynamics simulations of chain relaxation and crack propagation in polymer liquid
crysials.

Blonski, S. and Brostow, W.

J. Chem. Phys. (USA), vol.95, 2890-6 (1991)

Comment on; Rheology of n- aLkanes by noncquﬂlbnum molecuiar dynarmcs
Chynoweth, S., Klomp, U.C. and Michopoulos, Y,
J. Chem. Phys. (USA}, vol.95, 3024-5 (1991)

A dynamic load-balancing algorithm for molecular dynaiﬁics si.mu.lat.ion' o.'n molti~procosaor
systems. =
Boillat, J.E., Bruge F. and Kropf, PG.

I. Comput. Phys. (USA), vol.96, 1-14 (1991)

Density-scaling: a new Monte Carlo techmquc in sranst:cai mechamcs ERER
Valleau, J.P. L
J. Comput. Phys. (USA), vol.96, 193- 216(1991)

SMITH-92/133 61.



On the systolic calculation of all-pairs interactions using transputer arrays, - - -
Bruge, F. and Fornili, S.L. : :
J. Comput. Phys. (USA), vol.96, 224-8 (1991)

Diffusion and annihilation reactions of Levy flights with bounded long range hopmgs. s
Albano, E.V. o
J. Phys. A, Math. Gen. (UK), vol.24, 3351-8 (1991)

The critical behaviour of directed Levy ﬂxght on fractal }attices
Guo-Ce Zhuang and Kai-Lun Yao - - SR
J. Phys. A, Math. Gen (UK) vol 24, 3359 62 (1991)

.S1mulat10n of defcct cascade collapse in HCP zucomum..
Kapinos, V.G., Osetskii, Yu.N. and Platonov, P.A,
J. Nucl, Mater. (Netherlands), vol.184, 127-43 (1991)-. -~ -

Dynarnics susceptibility in a supercooled 11qu1d A molecular dynamics’ study
Wahnstrom, G. L

J. Non-Cryst. Solids (Netherlands), vol.130, ptl 109 12 (1991)

(Relaxations in Complex Systems. International Discussion Meeting, Herakhon, Greece B
18-29 June 1990) o '

Viscoelastic relaxation in simple liquids, An interaction-induced phenomenon.
Montrose, C.J., Litovitz, T.A., Bimbaum, G, and Mennella, R.

J. Non-Cryst. Sollds (Netherlands), vol. 134, pt.1, 177-81 (1991). Lo :
(Relaxations in Complex Systems. Intemanonal Discussion Meenng, Hcraklson Greece, :
18-29 June 1990) S : : . : :

Molecular dynamaics simulations of supercooled liquids near the glass transition.: = - =
Barrat, J.-L. and Roux, J.-N. Coo
J. Non-Cryst. Solids (Netherlands), vol. 130, pt.1, 255-61 (1991). o

{Relaxations in Complex Systems. International Discussion Meetmg. Heraklion, Grcecc,

18-29 June 1990)

Computer simulation of models for orientational glasses.

Binder, K.

J. Non-Cryst. Solids (Netherlands), vol.130, pt.1, 262-8 (1991) : o
(Relaxations in Complex Systems. International Discussion Meetmg, Herakhon Greece,
18-29 June 1990) :

Monte Carlo studies of polymer interdiffusion and spinodal decomposition: a review. -
Binder, K., Deutsch, H.-P. and Sariban, A.

J. Non-Cryst. Solids (Netherlands), vol.130, pt.2, 635-42 (1991). S
{Relaxations in Complex Systems. International Discussion Meeting, Heraklion, Greece,
18-29 June 1990)

Self-diffusion in polymer solutions using the bond- ﬂuctuanon MC. algonthm

Paul, W, Binder, K., Heermann, D.W. and Kremer, K. :

J. Non-Cryst. Solids (thherlands) vol.130, pt.2, 650-3 (1991). C
(Relaxations in Complex Systems. International Discussion Meeting, Heraklion, Greece,
18-29 June 1990)
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Entropic barrier model for polymer diffusion in concentrated polymer solutions and random
media.

Muthukumar, M,

J. Non-Cryst. Solids (Netherlands), vol.130, pt.2, 654-66 (1991}, N

(Relaxations in Complex Systems. International Discussion Meeting, Herakhon. Greece,
18-29 June 1990)

Motecular dynamics calculation of half-lives for thermal decay of Lennard-Jones clusters.
Smith, R.W. =
Z. Phys. D, At. Mol. Clusters (Germany), vol.21, 57-64 (1991)

Modeling the dynamics of molecular films by Monte Carlo simulation.

Heinio, I.,, Kaski, K. and Abraham, D.B.

Phys. Scr. Vol.T (Sweden), vol. T38, 28-32 (1991),

(Computer Simulations in Narural Science. Fourth Nordic Symposium, Sandef” ord Norway,
23-25 Aug.1990)

Ion binding properties of calbindin Dy) - a Monte Carlo simulation study.

Svensson, B., Jonsson, B. and Woodward, C.

Phys. Scr. Vol T {Sweden), vol. T38, 35 (1991). : L

{Computer Simulations in Natural Science. Fourth Nordic Symposmm Sandeﬁord Norway,
23-25 Aug,1950)

A fast algorithm for simulated annealing. .

Guo, H., Zuckermann, M., Harris, R. and Grant M.

Phys. Scr. VolL.T (chdcn), vol.T38, 40-4 (1991). ' o
{Computer Simulations in Natural Science. Fourth Nordic Symposium, Sandef‘ ord Norway,
23-25 Aug.1990)

Computer simulation of phase separation and ordering processes in low-dimeasionat systems,
Mouritsen, O.G., Shah, P.J., Andersen, J.V., Poulsen, H.F. and Bohr, H.

Phys. Scr. Vol.T (Sweden), vol. T3R8, 55-65 (1991).

(Computer Simulations in Natural Science, Fourth Nordic Symposium, Sandefjord, Norway,
23-25 Aug.1990)

Two dimensional solids and liquids influenced by small and large substrate potential.-
Vives, E. and Lindgard, P.-A.

Phys. Scr. Vol.T (Sweden), vol. T38, 70-4 (1991). L
(Computer Simulations in Natural Science. Fourth Nordic Symposium, Sandef] ord Norway.
23-25 Aug.1990)

Monte Carlo simulation study of a smectic-nematic-like transition in a two-dimensional lattice
gas model of cylindrical particles.

Vives, E. and Planes, A.

Phys. Scr. Vol.T {(Sweden), vol. T38, 75-8 (1991).

(Computer Simulations in Natural Science. Fourth Nordic Symposium, Sandefjord, Norway,
23-25 Aug.1990) :
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A MC study of the influence of electrostatic interactions on the orientational strtucture of
heteronuclear fluids. :
Lomba, E., Fernandes, A., Martin, C. and Lombardero, M.

Phys. Scr. Vol.T (chdon), vol. T38, 79-83 (1991), '

(Computer Simulations in Natural Science. Fourth Nordic Symposium; Sandef] ord Norway,
23-25 Aug.1990)

Monte Carlg simulation of liquid hydroxylamine: structure and physical proporucs
Michopoulos, Y. and Rode, B.M.

Phys. Scr. Yol.T (Sweden), vol.T38, 84-7 (1991). '
(Computer Simulations in Natural Science. Fourth Nordic Symposium, Sandef] Dld Nomay,
23-25 Aug.1990)

A multispeed model for lattice-gas hydrodynarmcs -
Fahner, G. -
Complex Syst. (USA), vol.5, 1-14 (1991)

A self-adjust growth of cluster - research on cluster growth morphology
Wang Ze-Xin and Chen Zong-Qi
Chin. Sci. Bull. (China), vol.36, 725-8 (1991)

Molecular -dynamics s:mulauon of the static pau-—palr com:lanon funcnon for classwal
fluids.

Clements, B.E., Campbell, C.E., Samsel, P.J. and Pinski, F.J. .

Phys. Rev. A, S[at Phys. Plasmas Fluids Relat. Intcrd;scnp Top. (USA) vol44
1139-47 (1991)

Brownian dynamics and kinetic glass transitions in colloidai suspensions,
Lowen, H., Hansen, J.-P. and Roux, J.-N.

Phys. Rev. A, Siat. Phys. Plasmas Fluids Relat, Intorchsmp Top (USA), vol. 44
1169-81 (1991)

Stochastic modeling of boiling-site interaction.

Kitron, A., Elperin, T. and Tamir, A.

Phys. Rev. A, Stat, Phys. Plasmas Fluids Relat. Interdiscip. Top. (USA) vol 44
1237-46 (1991)

Application of the Monte Carlo method for neutron shielding analysis of transport casks.
Ueki, K.
Int, J. Radioact. Mater. Transp. (UK), vol.1, 169-86 (1990)

Evolving numerical enzymes: accelerating relaxation in the Frenkel-Kontarova model.
Shumway, 8.L. and Sethna, J.P.
Phys. Rev. Lett. (USA), vol.67, 995-8 (1991)

Substrate influence on two-dimensional solids and liquids: a Monte Carlo simulation study.

Vives, E. and Lindgard, P.-A,
Phys. Rev. B, Condens. Matter (USA), vol.44, 1318-28 (1991)
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New approach to the microscopic theory of Fermi systems.. .-
Khodel, V.A, and Shaginyan, V.R.

Sov. J. Part. Nuclei (USA), vol.22, 210-31 (1991). Translation of: .
Fiz. Elem. Chastits At. Yadra (USSR}, vol.22, 436-78 (1991) :

Simulation of sraggered fermions by polymer algonthrns

Montvay, L.

Probabilistic Mer.hods in Quantum Field Theory and Quantum Grav:ty Proceedmgs of a NATO
Advanced Research Workshop, Cargese, Francc, 21 27 Aug 1989 (Ncw York, NY USA
Plenum 1990), p.87-106 - .

Beyond the Gribov horizon in the femto universe,

van Baal, P.

Probabilistic Methods in Quantum Fleld Thcory and Quanrum Gravxty Prococdmgs of a NATO
Advanced Research Workshop, Cargcse, Francc, 21 27 Aug 1989 (Ncw York, NY, USA;
Plenum 1990), p.131-52..

The O(N)-symmetric non-linear o-model to three lcading orders' in 1/N

Flyvbjerg, H. and Varsted, S. = . '
Probabilistic Methods in Quantum Field Theory and Quantum Grawty Proceedmgs of 3 NATO
Advanced Research Workshop, Cargese, France, 21-27 Aug.1989 (New York, NY, USA:
Plenum 1990), p.153-66

The theory of hybrid stochastic algorithms.

Kennedy, A.D. ” ' '
Probabilistic Methods in Quantum Field Theory and Quantum Grav1ty Procecdmgs of aNATO
Advanced Research Workshop, Cargese, France, 21-27 Aug.1989 (New York, NY, USA:
Plenum 1990), p.209-23

Molecular dynamics simulation of semiconductor surfaces on 2 transputer arra’y a3
performance analysis,

Viswanathan, R., Seshadri, J., Joshi, S., Ogdale, S.B., Bhavsar, V.C. and Madhukar, A..
Supercomputing Symposium '91. Symposium Proceedings, Fredericton, NB, Canada, 3-5 June
1991 (Frederickton, NB, Canada: Univ, New Brunswick 1991), p.135-7

Computer simulation of the elastic energy contribution to antiphase boundary energy
anjsotropy. :
van der Heide, R.G. and Allen, S.M. - :

High-Temperature Ordered Intermetallic Alloys IV Symposmm Boston MA USA
27-30 Nov.1990, p.181-6; Sponsors: AirForce Office Sci. Res.; General Electric Alrcraft
Engines; Martin Marieuta Energy Syst. :

Calculation of diffraction patterns associated with electron irradiation induced amofpﬁization
of CuTi.

Devanathan, R., Lam, N.Q., Sabochick, M.J. and Okamoto, P.

Defects in Materials Symposium, Boston, MA, USA, 26-29 Nov.1990 (Pittsburgh, PA, USA:
Mater. Res. Soc. 1991}, p.231-7

A mmpic stausucal theory for grain growth in matendls

Mulheran, P. and Harding, J.H.

Defects in Materials Symposium, Boston, MA, USA 26 29 Nov. 1990 (Pmsburgh PA USA:
Maler. Res. Soc. 1991), p.251-6
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Development of vectorized Monte Carlo particle transport pro grams
Cloth, P. and Filges, D. _
Prog. Nucl. Energy (UK), vol.24, 165-73 (1990). '
(Monte Carlo Methods for Neutron and Photon Transport Calculauons
International Conference, Budapest, Hungary, 25-28 Sept.1990}

TRIPOLI: a general Monte Carlo code, present state and future prospects. o

© Nimal, J.C. and Vergnaud, T. -

Prog. Nucl. Energy (UK), vol. 24 195 200 (1990) o PR
(Monte Carlo Methods for Neutron and Photon Transport (,alculauons
InternationalConference,Budapest, Hungary, 25-28 Sept. 1990)
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Brown, R, and Efremov, NNA. .

Chem. Phys. (Netherlands), vol. 155, 357 68 (1991)

Scaling the WCA reference system for two-dimensional Lennard-Jones fluids,
Cuadros, F. and Mulero, A. _ S -
Chem. Phys. {Netherlands), vol. 136, 33-41 (1991).- '

Zinc ion in water: intermolecular potential wnh approx:mate thrcc body correction and
Monte Carlo simulation. -
Yongyai, Y.P., Kokpol, §. and Rode B.M.

Chem. Phys. (Netherlands), vol. 156, 403-12 (1991) .

The Fano factor in gaseous xencn: a Monte Carlo caiculatlon for X-rays in the 0 I to 25 keV
energy range.

Dias, TH.V.T., Samos, F.P,, Stauffer, A.D. and Conde, C.AN.

Nucl. Instrum, Mecthods Phys. Res. A, Accel. Spectrom. Detect. Assoc. Eqmp
(Netherlands), vol.A307, 341-6 (1991)

Vanation of energy linearity and w value in gaseous xenon radlanon dctcctors for X rays
in the 0.1 to 25 keV energy range: a Monte Carlo simulation study.

Santos, F.P., Dias, T H.V.T., Siauffer, A.D. and Conde, C.A.N.

Nucl. lnstmm Methods Phys Res. A, Accel. Spectrom. Detect. Assoc Eqmp
(Netherlands), vol.A307, 347-52 (1991)
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The absoslute yield, angular distribution and resonance widths of the 6.13, 6.92 and
7.12 MeV protons from the 340.5 keV resonance of the 19F(p,0r0)¢0 reaction.
Croft, S.

Nucl. Instrumn. Methods Phys. Res. A, Accel. Spectrom. Detect. Assoc. Equip.
{Netherlands), vol.A307, 353-8 (1991)

Self-consistent electronic structure of NigxZr, x glasses.
Jank, W., Hausleitner, C. and Hafner, J.
Europhys. Lett. (Switzerland), vol.16, 473-8 (1991)

Theoretical calculations on 1 2-ethanodml Gauchc trans eqml:bnum in gas-phasc and
agqueous soluton,

Nagy, P.1,, Dunn, IIT, W.J., Alagona, G. and Ghio, C.

J. Am. Chem. Soc. (USA), vol.113, §719-29 (1991) .

Thermochemistry on the hydrogenated diamond (111) surfacc
Harris, S.J, Belton, D.N. and Blint, R,
J. Appl. Phys. (USA), vol.70, 2654-9 (1991)

A wansition-rate investigation by molecular dynamics with the Langevin/implicit-Euler
scheme. _ :
Nyberg, A M. and Schlinck, T.

J. Chem. Phys. (USA), vol.95, 4986-96 (1991)

Reaction in clusters.
Kaukonen, H.-P., Landman, U. and Clcveland CL
1. Chem. Phys. (USA), vol.95, 4997.5013 (1991)

Correlated two-component percolation. :
Pemov, IV, Stoynev, LI and Babalievskii, FV
J. Phys. A, Math Gen. (UK), vol.24, 4421-6 (1991)

Structure of liquid water with ST2 model potentials in the temperature interval 273-373 K,
Koop, O.Ya. and Perelygin, L.S.

J. Struct. Chem, (USA), vol.31, 585-8 (1990). Transiation of:

Zh. Smukt. Khim. (USSR), vol.31, 69-73 (1990)

Program to calculate the structural and energetic properties of aqueous solutions of binary
systems using the Monte Carlo method.

Goldberg, A.V. and Varnek, A A.

J. Struct. Chem. (USA), vol.31, 686 (1990). Translation of:

Zh. Stukt. Khim. (USSR), vol.31, 173 (1990)

Quantum Monte Carlo algorithm for consirained fermions,
Zhang, X.Y.
Mod. Phys. Lett. B (Singapore), vol.5, 1255-65 (1991)

On the computer simulation of highly polar fluids using large systems, - - -

Kusalik, P.G.
Mol. Phys. (UK), vol.73, 1349.63 (1991}
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Molecular dynamics simulations of wetting and drying in LY models of solid-fluid interfaces in
the presence of liquid-vapour coexistence.

Adams, P, and Henderson, J.R.

Mol. Phys. (UK), vol.73, 1383-99 (1991)

Nebula boundary conditions in Monte Carlo smulanons
Kolafa, 1. _
Mol. Phys. (UK), vol.74, 143-51 (1991)

The equation of state of soft repulsive sphencal molecules
Deiters, U.K.
Mol. Phys. (UK), vol.74, 153-60 (1991)

Path-integral and effective potential Monte Carlo simulations of liquid nitrogen, hard-sphere
and Lennard-Jones potentials.

Sese, L.M.

Mol. Phys. (UK), vol.74, 177-89 (1991)

BHS theory and computer simulations of linear heteronuclear triatomic hard sphere
molecules. :
Amos, M.D. and Jackson G.

Mal. Phys. (UK}, vol.74, 191-210 (1991)

Collective excitations in MgspZn,g glass.

Saxena, N.S., Jain, K.C., Gupta, N. and Saksena, M.P,

Physica B (thhcrlands) vol.174, 136-9 (1991). : '
(International Conference on Neutron Scattering, Bombay, Incha 21 25 Jan 1991)

Application of Baxter’s sticky hard-sphere model to non-ionic micelles.

Srinivasa Rao, K., Goyal, P.S., Dasannacharya, B.A., Menon, S.V.G., Kelkar, V. K
Manohar, C. and Mishra, B.K.

Physica B (Netherlands), vol.174, 170-3 (1991).

(International Conference on Neutron Scattering, Bombay, India, 21-25 Jan.1991)- .

Generation of a large structure (105 atoms) of amorphous Si using molecular dynamics.’
Holender, J.M., and Morgan, G.J.
J. Phys., Condens. Matter. (UK), vol.3, 7241-54 (1991)

Determination of disordered magnetic structures by RMC modelling of neutron diffraction
data.

Keen, D.A. and McGreevy, R.L.

J. Phys., Condens. Matter. (UK), vol.3, 7383-94 (1991)

Molecular dynamics using the tight-binding approximation: application to liquid silicon.
Virkkunen, R., Laasonen, K. and Nieminen, RM. .
J. Phys., Condens. Matter, (UK), vol.3, 7455-64 (1991)

Effectve pair potential reproducing the measured structure factor of liquid Cu near the
melting point. '
Arai, T. and Yokoyama, I.

J. Phys., Condens. Mauter. (UK), vol.3, 7475-84 {1991)
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Ionic diffusion in superionic-conductor melts.
Tankeshwar, K. and Tosi, M.P.
J. Phys., Condens, Matter, (UK), vol.3, 7511-18 (1991}

Computer simulation study of relative diffusion in simple liquids.-. o -
Canales, M. and Padro, J.A. - :
J. Phys., Condens. Matter. (UK), v013 7945. 55 (1991)

The phase diagram of charge polychspcrse colloids: a Montc Carlo study E
Tata, B.V.R, and Arora, A K. S S
J. Phys., Condens. Matter. (UK), vol. 3 7983-93 (1991)

Exclusive quasi-electric scatrering e'xperiment for color transpamncy. :

Borel, H., Fleck, S., Marroncie, J., Staley, F, and Vallet, C.

Nucl. Phys, A (Netherlands), vol.A532, 291C-300 (1991).

(European Workshop on Hadronic Physics with Electrons Beyond 10 GeV, Dourdan, France,
7-12 Oct, 1990) :

Generalized Widom model of amphiphilic systems.

Hansen, A., Schick, M. and Stauffer, D. :

Phys. Rev. A Stat. Phys. Plasmas Fluids Relat Interchsmp Top (USA), v0144
3686-91 (1991) _

Fluctuations of a polymerized membrane between walls.

Gomper, G. and Kroll, D.M.

J. Phys. [, Gen. Phys. Star. Phys. Condens. Mattcr Crms —D1sc1pl Phys (Francc), L
vol.1, 1411-32 (1991) SR

Summation of Coulomb fields in computer-simutated disordered systems. -
Lekner, J.
Physica A (Netherlands), vol.176, 485-98 (1991)

Functional metastable structures in RNA replication.
Fernandez, A.
Physica A {Netherlands), vol.176, 499-513 (1991) .

Dissociation and recombination in an inhomogeneous gas.. .
Kuscer, I,
Physica A (Netherlands), vol.176, 542-36 (1991)

Effect of molecular elongation on liquid-vapor properties: computer simulation and

virial approximation.

de Miguel, E., Rull, L.F, and Gubbins, K.E.

Physica A (Netheriands), vol.177, 174-81 (1991). '

(Current Problems in Statistical Mechanics. Symposmm Hononng chhaei E. Flsher on the
Qccasion of his 60th Birthday, Washington, DC, USA, 23-24 Sept.1991)

Two-tag correlation functions in one-dimensional lattice gases.

Majumdar, S.N. and Barma, M.

Physica A (Netherlands), vol.177, 366-72 (1991). R

(Current Problems in Statistical Mechanics. Symposium Hononng Mlchdcl E Fxshcr on the
Occasion of his 60th Birthday, Washington, DC, USA, 23-24 Sept.1991)
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Crossover from Ising to mean-field critical behaviour in a kinetic Ising model with competing
flip and exchange dynamics.

Droz, M., Racz, Z. and Tartaglia, P.

Physica A (Netherlands), vol.177, 401-6 (1991).

(Current Problems in Statistical Mechanics. Symposium Honoring Michael E. Fisher on the
Occasion of his 60th Birthday, Washmgton DC, USA, 23-24 Sept. 1991)

Numerical simulation of Glauber dynamlcs in the 1-D BEG model
Mendes, LEF. and Lage, E.1.S. - : -
Phys. Lett. A (Netherlands), vol.159, 13- 16 (1991)

Computer simulation of polymer- mduced clustcnng of collmds
Meijer, E.J. and Frenkel, D. '
Phys. Rev. Lett. (USA), vol.67, 1110- 13 (1991)

Superfluidity in clusters of p-H, molecules.- Lo
Sindzingre, P., Ceperley, D.M. and Klein, M.L.
Phys. Rev. Lett. (USA), vol.67, 1871-4 (1991)

Superfluid-insulator transition in disordered boson systems
Krauth, W., Trivedi, N. and Ceperley, D.
Phys. Rev, Lctt (USA), vol.67, 2307-10 (1991)

Microscopic structure of doped borate glasses from molecular dynamlcs snnulat:lons-.
Ambramo, M.C,, Pizzimenti, G. and Consolo, A. -
Philos. Mag. B, Phys. Condens. Matter Electron Opt. Magn. Prap. (UK) v0164
495-508 (1991)

Electron kinetics in simple liquids at high electric fields.
Kundhard:, E.E,
Phys. Rev. B, Condens. Matter (USA), vol.44, 4235-44 (1991)

Atomic dynamics through the glass transition,
Lewis, L.J.
Phys. Rev. B, Condens. Matter (USA), vol.44, 4245-54 (1991)-. -~

Structural, bonding, dynamical, and electronic properties of liquid siliconi: An ab initio
molecular-dynamics study.

Stich, 1., Car, R. and Parrinelio, M.

Phys. Rev, B, Condens. Matter (USA), vol.44, 4262-74 (1991)

Momentum-space Montc Carlo renormalization-group proccdure
Munger, E.P. and Novotny, M A,
Phys. Rev. B, Condens. Matter (USA), vol.44, 4314-25 (1991)

Scaling functions, self-similarity, and the morphology of phase-separating systetns.
Fratz, P., Lebowilz, J.L.., Penrose, O. and Amar, J.
Puys. Rev, B, Condens. Matter (USA), vol.44, 4794.811 (1991)

Nonuniversal critical behavior and first-order transitions in a coupled XY Isin g modcl.'

Lee, J., Granato,E and Kosterlitz, J.M. :
Phys. Rev. B, Condens. Matter (USA), vol.44, 4819 31 (1991)
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Monte Cario modelling of the process of electrical conduction in mixed ionic crystals :
Kolmogorov, Yu.N,, Varaksin, A.N. and Gorbich, L.G. . o
Sov. Phys.-Solid State (USA), vol.32, 2098-102 (1990) Translauan of L

Fiz. Tverd. Tela (USSR), vol.32, 3618-25 (1990} . e

Anharmonic effects and melting of an atomic chain.: - -

Zhukov, V.S. R
Sov. Phys.-Solid State (USA}, vol.32, 2102-3 (1990). Translanon of T
Fiz. Tverd. Tela (USSR), vol.32, 3626-8 (1990). - Lo LT

- Multi-electron secondary emission from solid surface bombarded by fast atomic parucles-.
Leonas, V.B. e e
Sov, Phys.-Solid State (USA), vol.34, 317- 30(1990) Translatmn of .' Lo
Usp, Fiz. Nauk. (USSR), vol.161, 73-100 (1991). T

Knudsen diffusivities and properties of structures of unidirectionat fibers.. .~ - .~
Tomadakis, M.M. and Sotirchos, S.V.
AIChE J. (USA), vol.37, 1175-86 (1991)

Collapse of semiflexible polymers in two dirhénsibné. Mbhic Carlo simulations,
Kolinski, A., Vieth, M. and Sikorski, A. : R : :
Acta Phys. Pol A (Poland), vol.79, 601- 12(1991)

Cut-off mode! of the quark-gluon plasma.

(orenstein, M.L

Chin. J. Phys. (Taiwan), vol.29, 523-8 (1991).- :

(2nd ROC-ROK 8 ymposlum on Medlum Encrgy Physxcs Ta1pe1 Talwan, 19 20 Apnl 1991)

Molecular dynarmcs of a model SNI reaction in water
Keirstead, W.B., Wilson, K.R. and Hynes, J.T.
J. Chem. Phys. (USA), vol.95, 5256-67 (1991)

Molecular hydrodynamic theory of non-Markovian collective orientational relaxation in dense
dipolar hquids. :
Vijayadamodar, G.V. and Bagchi, B.

J. Chem. Phys. (USA vol.95, 5289-99 1991)

Chargc fluctuanon in reverse mlccllcs

Bratko, 0., Woodward, C.E. and Luzar, A, . - -

J. Chem. Phys. (USA), vol.95,5318-26 (199])

Molecular dynamics analysis of transitions between rotational isomers in polymethylene.
Zuniga, ., Bahar, 1., Dodge, R. and Mattice, W.L. :

J. Chem. Phys. (USA), vol.95, 5348-54 (1991)

Molecular dynamics simulation of a dense model bilayer of chain molecules with fixed head

groups.
Biswas, A, and Schurmann, B.L. _
J. Chem. Phys. (USA), vol.95, 5377- 86(1991)
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Comparison between molecular dynamics simulations and the Smoluchowsk] theory of
reactions in a hard-sphere liquid. : : S
Huang-Xiang Zhou, and Szabo, A, - . .0 =

J. Chem. Phys. (USA), vol.95, 5948 52(1991)

Isomerization and inherent structures in liquids: A molecuiar dynamics study of hqmd
cyclohexane, _ -
Harris, J.G. and Stillinger, F.H. L o

J. Chem. Phys. (USA), vot.95, 5953 65 (1991)

Dielectric retaxation dynamics of water and methanol solutions associated w1th thc fonization
of N,N-dimethylaniline; theorcucal analysxs =
Ando, K. and Kato, S. - -

J. Chem. Phys. (USA), vol. 95 5966 82 (1991)

Interaction of monovalent ions with the waver 11qu1d-vapor mterface a molecular dynarmcs
study. R S _ L
Wilson, M.A. and Pohorille, A.

J. Chem. Phys. (USA), vol.95, 60{)5 13(1991)

Monte Carlo prcmsc detenmnanon of Lhe end to-cnd dlstnbutton functlon of self—avoxdmg
walks on the simple-cubic lattice. S T T
Dayantis, I. and Palierne, J.-F.

J. Chem. Phys. (USA), vol.95, 6088-99 (1991)

Comment on: Adsorption and diffusion at rough surfaces, A companson of stausncal
mechanics, molecular dynamics, and kinetic theory [and reply]. - ' e
Valleau, J.P., Diestler, D.J.,, Cushman, J.H., Schoen, M. Hertzner AW Rlley,ME
Thurtell, J.H. and Thurtell, G.W. :

I. Chem. Phys. (USA), vol.95, 6194- 6(1991)

Self-avoiding random surfaces: Monie Carlo smdy usin g oct tree data slructure

- O’'Connell, J., Sullivan, F., Libes, D., Orlandini, E,, Tesi, M.C,, Stella, AL, and
Einstein, T.L. .
J. Phys. A, Math. Gen. (UK}, vol.24, 4619-35 (1991)

Simulation of the effect of vacancy concentration on anisotfojay of spinod.a.l décompo.sition.
Ikeda, H. and Matsuda, H. :
J. Jpn. Inst. Met. (Japan), vol.55, 909-4 (1991). In Japancsc

Host-guest preorgamzauon and complementarity: a molccuiar mcchamcs and molecular
dynamics study of cation complexes of a cyclic urea- amsoic spherand.

Maye, P.V. and Venanzi, C.A. .

J. Comput. Chem. (USA), vol.12, 994-1007 (1991)

Vectorization of the general Monte Carlo classical trajectory program VENUS:

Xiche Hu, Hase, W.L. and Pirraglia, T.
J. Comput. Chem, (USA), vol.12, 1014-24 (1991)
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Electron-photon Monte Carlo calculations: the ETRAN code.

Seltzer, S.M.

Appl. Radiat, Isot. (UK), vol.42, 917-41 (1951).

(Physics of Eiectron Transport Symposium, Gaithersburg, MD, USA, 23 Apnl 1990)
Sponsors: DOE; NIST. o

Dynamical smgulanues near the hqmd—glass transmon theory and molecular dynaxmcs. |
study, . . . _ Lo
Hiwatari, Y., Mlyagawa H and Odagakl T.

Solid State Ion Diffus, React. (Netherlands), vol.47, 179-222 (1991)

A simple model for the molecular dynamics of condensed phases.
Pawley, G.S.
Comput Phys, (USA), vol.5, 479-82 (1991)

A triplet correlation function for Lennard-Jones fluids.:.'
Fushiki, M. :
Mol. Phys. (UK), vol.74, 307- 19(1991)

Properties of the square-well fluid of variable width, IV, Molecular dynamics test of the. -
van der Waals and tong-range approximations.
Benavides, A.L., Alejandre, J. and Del Rio, F..
Mol. Phys. (UK), vol.74, 321-31 (1991)

A Monte Carlo simulation study of the disjoining pressure in thin fluid films sterically - =
stabilized by terminally attached chains.
Gallego, L.J., Rey, C. and Grimson, M.J.
Mol. Phys. (UK), vol.74, 383-95 (1991)

Liquid crystal phase diagram of the Gay-Bei‘ne ﬂui.d..-. o
de Miguel, E., Rull, L.F., Chalam, M.K. and Gubbins, K.E.
Mol, Phys. (UK), vol.74, 405-24 (1991)

News on nematic-biaxial liquid crystals. o
Praefcke, K., Kohne, B., Gundogan, B., Singer,D., Demus, D., Diele, S., Peizl, G -
and Bakowsky, U. _
Mol. Cryst. Lig. Cryst. (UK), vol.198, 393-403 (1991)

(13th International Liquid Crystal Conference, Vancouver, BC, Canada, 22-27 July 1990) -

Computer simulations of mesogenic molecules using realistic atom-atom potentials.
Wilson, M.R. and Allen, M.P, :

Mol. Cryst. Lig. Cryst. (UK), vol.198, 465-77 (1991)

(13th International Liquid Crystal Conference, YVancouver, BC, Canada 2227 July 1990)

Computer simulation of vapor-absorption enthancement into H,Q/LiBr absorbent by
Marangoni convection.

Dong-Ho Rie, and Kashiwagi, T,

JSME Int. . II, Fluids Eng. Heat Transf. Power Combust Thermophys. Prop (Japan),
vol.34, 355-61 (1991)
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Understanding liquid structure.

McGreevy, R.L.

J. Phys. Condens. Matter. (UK), vol.3, F8-22 (1991). '

{International Symposium on the Stnzcmre and Dynamics of L1qu1ds and Gasos in Honour of
Peter Egelstaff: Recent Developments in the Physics of Fluids, Oxford, UK, 3-5 April 1991)
Sponsors; IOP; Royal Soc. Chem.: Royal Soc.; Oxford Univ, Press,

Vanable soft sphere molecular modet for inverse- power-Iaw or Lonnard J ones potennal
Koura, K. and Matsumoto, H. :
Phys. Fiuids A, Fluid Dyn. (USA), vol.3, 2459-65 (1991)

Computer simulation of structural transfonnatlons during precipitation of an ordcrcd
intermetallic phase.

Long-Qing Chen, and Kharchaturyan, A.G. :

Acta Metall. Mater. (USA), vol.39, 2533-51 (1991)

A Monte Carlo study of the structure and composxnon of (001) semlcoherent mterphase
boundaries in Cu-Ag-Au alloys. '
Bacher, P., Wynblati, P. and Foiles, $.M.

Acta Metall. Mater. (USA), vol.39, 2681-91 (1991)

Molecular-dynamics study of a supercooled two- component Lcnna:d Jones system o
Wahnstrom, G.

Phys. Rev. A, Stat. Phys. Plasmas Fluids Relat. Interdlsmp Top. (USA), vol.44,
3752-64 (1991)

Molecular-dynamics study on the influence of nonothbnum cffects on the rate of chemical
reaction. :
Gorecki, J., Popielawski, J. and Cukrowski, A.S.

Phys. Rev. A, Stat, Phys. Plasmas Fluids Relat. Interdiscip. Top, (USA), v0144

3791-5 (1991)

Microcanonical ensemble Monte Carlo method.

Ray, J.R. ' '
Phys. Rev. A, Stat. Phys. Plasmas Fluids Relat. Interdlsczp Top (USA), vol44
4061-4 (1991)

Random walks in random media with random signs.

Gelfand, P.M.

Physica A (Netherlands), vol.177, 67-72 {1991). o S o
(Current Problems in Statistical Mechanics. Symposium Honoring Mlchael E. Fisher on the
Occasion of his 60th Binthday, Washington, DC, USA, 23-24 Sept.1991)

The two-dimensional Ising model with two defect lines - 2 Monte Carlo study.

Selke, W,

Physica A (Netherlands), vol.177, 460-5 (1991). '
(Current Problems in Statistical Mechanics. Symposium Honoring Michael E. Fisher on the
Occasion of his 60th Birthday, Washington, DC, USA, 23-24 Sept.1991)
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Phase transition shifts in films. .

Binder, K. and Landau, D.P.

Physica A (Netherlands), vol.177, 483-8 (1991). ' ' L
(Current Problems in Statistical Mechanics. Symposium Hononng M1chael E Flsher on the
Occasion of hzs 60th Bmhday, Washington, DC, USA, 23-24 Sept 1991)

Umversal fimte-s1ze scalmg amphtude for the crmcal mterfamal tensmn of a 2D
Lennard-Jones mixture. T L : Lo
Mon, K.K.

Physica A (Netherlands), vol 177 SOS 8 (1991) _

(Current Problems in Statistical Mechanics. Symposium Honoring Michael E. Fisher on the
Occ'tsmn of his 60th Birthday, Washmgton DC, USA, 23- 24 Sept 1991) :

Phase transmon in small metalhc ]unctlons w1th quasxpamcle dzss1pauon
Scalia, V., Falci, G,, Fazio, R. and Giaquinta, G. -
Phys. Rev Lctt (USA) vol.67, 2203- 6(1991)

A generahzed gulded Monte Carlo algonthm
Horowitz, AM.
Phys. Lett. B (Netherlands),vol 268 247-52 (1991)

QED multiphoton corrections 1o Bhabha scattermg at low angles Monte Carlo soluuon
Jadach, S., Richter-Was, E., Ward, B.F.L. and Was, Z. e o
Phys. Lett. B (Netherlands) vol.268, 253-62 (1991)

Structure of hydrogenated amorphous 51hcon from ab initio moIecuIaI dynarrucs _ S
Buda, F., Chiarotti, G.L., Car, R. and Parrinello, M, . : : TR
Phys. Rev. B, Condens. Matter (USA), vol.44, 5908- 11 (1991)

Critical line of He-H2 up (0 2500 K and the mfluence of attraction on ﬂmd-ﬂmd separauon
Schouten, J.A., de Kuijper, A. and Michels, J.P.J.
Phys. Rev. B, Condens Martter (USA), vol.44, 6630-41 (1991)

About long range pairing correlations in the Hubbard and U-t-t” models. -

Moreo, A. ' ' '1
Thermal Field Theories. Proceedings of the 2nd Workshop on Thermal F1eld Theones and'
Their Applications, Tsukuba, Japan, 23-27 July 1990. (Amsterdam, Netherlands:
North-Holland 1981), p.557-66 o :

Improved ab initio pair potentials for the interaction between nucleic acid bases and 'w.ater.'
Sagarik, K., Corongiu, G. and Clementi, E.
THEOCHEM (Netherlands), vol.81, 355-89 (1991)

Field applied (FMD) computer simulation of the frequency doubled Optmal Sta:k effect :
Evans, M.W. -
Z. Phys. B, Condens. Matter (Germany), vol.85, 135-43(1991)

Metropolis Monte Carlo method as a numencal technique to solve the Fokker—Planck
gquation,

Kikuchi, K., Yoshida, M., Maekawa, T. and Watanabe H.

Chem. Phys Letr. (Netherlands) vol.185, 335-8 (1991}
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Qptimizaton of Ti-Al-V beta phase for dispersed phase transformation toughening of gamma
titanium aluminides. :
Grujicic, M. and Narayan, C.P.

CALPHAD, Comput, Coupling Phase Dlag'r I‘hermochem (UK). vol 15 173 8 (1991)

Monte Carto and Boltzmarm calculatlons electron energy dismbunons in RF ﬁelds
1. Impact of higher-order terms. . S T LT
Braglia, G.L., Ricei, G.L,, Wllhelm, J' and W’nkler R

Nuovo C]mento D (Laly) vol 13D, ser.1, no. 10 1235 46 (1991)

A molecular dynamics study of ionic hydratxon near a platmum surface
Seitz-Beywl, J., Poxleitner, M. and Heinzinger, K. . -
Z. Nat.forsch, A, Phys. Phys. Chem. Kosrnophys (Gerrnany), v0146A 876 86 (1991)

Structure and dynamxcs of N aCl in methanol A molecular dynamlcs study
Marx, D, Heinzinger, K,, Palinkas, G. and Bako, I,
Z. Nat. forsch A, Phys. Phys. Chem. Kosmophys (Germany), vol 46A 887 97 (1991)

Multiple scattering and self-absorption correcuon for h1gh pressure neutron d1ffract1on w1th
cylindrical cells. ¥ -

Bausenwein, T., Bertagnolli, H., Todhelde K. and Chleux P

Nucl. Instrum. Methods Phys. Res. B, Beam Intcract Mater At (Netherlands) vol. B61
527-34 (19910 : _

Gamma-ray transport calculation mcludmg bremsstx ahlung by Monte Carlo code MORSE
Namito, Y. and Ueki, K. - - : :
J. Nucl. Sci, Technol. (Japan) vol 28 695 706 (1991)

Monte Carlo results for bmary multi- Yukawa mixtures, Evaluauon of the accuracy of the
mean spherical approximation for realistic hard-core potenuals

Arrieta, E. :
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