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e SYMPOSIUM CANADIEN SUR LA CHIMIE THEORIQUE

INTERNATIONAL CONFERENCE INTERNATIONALE

GENERAL CONFERENCE INFORMATION

The q t h  Canadian Symposium on Th e o re t ica l  Ch e mis t ry  w i l l  h e  h e ld  on  June
23-27th , 1986 ,  a t  T r i n i t y  Co l le g e ,  U n i v e rs i t y  o f  To ro n t o .

CONTRIBUTED PAPERS

Con tribu ted  papers w i l l  b e  welcome f ro m a l l  a re a s  o f  t h e o re t i c a l
ch e mist ry .  A l l  co n t r ib u t e d  papers w i l l  b e  p resen ted  i n  p o s t e r  f o rma t .  A b s t r a c t s
should be  t yp e d  on  t h e  enclosed sh e e t  i n  accordance w i t h  t h e  i n s t ru c t i o n s  g ive n
th e re .

REGISTRATION

The re g i s t r a t i o n  f e e  in c lu d e s  f u l l  p a r t i c i p a t i o n  i n  t h e  co n fe re n ce ,  t h e
book o f  a b s t ra c t s ,  complementary co f f e e  b re a ks ,  and t h e  con fe rence  banquet on
Thursday e ve n in g .

The re g i s t r a t i o n  desk w i l l  b e  open f ro m 2 :0 0  p . m.  t o  6 : 3 0  p .m.  on  Sunday
June 22nd ,  i n  t h e  f r o n t  h a l l  o f  S t .  H i l d a ' s  re s id e n ce  (s e e  enclosed  campus ma p ).
On Monday, June  2 3 rd ,  and f o r  t h e  re ma in d e r o f  t h e  week,  t h e  r e g i s t r a t i o n  desk
w i l l  b e  open f ro m 8 :3 0  a .m.  t o  4 :0 0  p .m.  j u s t  o u t s id e  t h e  l e c t u re  h a l l  (Ge o rg e
I g n a t ie f f  Th e a t re ) .

ACCOMMODATION

Un ive rs i t y  re s id e n ce ,  S t .  H i l d a ' s ,  T r i n i t y  Co l le g e

I f  you  have requested  U n i v e rs i t y  accommodation yo u  sh o u ld  go  d i r e c t l y  t o
the S t .  H i l d a ' s  Co l le g e  re s id e n ce ,  4 4  Devonsh ire  P la ce  and g o  t o  t h e  P o r t e r ' s
desk a t  t h e  f r o n t  e n t ra n ce .  H e  w i l l  t h e n  g i v e  you  t h e  ke y  t o  yo u r ro o m.  A  $5 .00
deposit  i s  re q u i re d ,  wh ich  w i l l  b e  re funded  when yo u  re t u rn  t h e  ke y  a t  t h e  end o f
the co n fe re n ce .

Park P la za

The P a rk  P laza  Ho te l i s  s i t u a t e d  a t  4  Avenue Road (n o r t h  we st  c o rn e r  o f
Bloor and Avenue Ro a d ).  R e g i s t e r  i n  t h e  norma l wa y .  Ro o m ra t e  i s  $78 .n0
s in g le /d o u b le .

A. Kapral
Department of Chemistry
University of Toronto
Toronto, Ontario, Canada
M5S 1A1
Tel. (416) 978-6106

Co-Chairmen/Co-presidents:

J. Paldus
Department of Applied Mathematics

or U n i v e r s i t y  of Waterloo
Waterloo, Ontario, Canada
N2L 3G1
Tel. (519) 888-4412

Toronto, Ont.



By A i r

By T r ain

TRAVEL

Toronto i s  served by  most major  a i r l i n e s  and i s  easy t o  reach by  d ir ec t
fl igh t s  f r om Europe and the  United States .

Transportation from the a i r po r t  i s  r e a d i ly  av a i lab le .  A i r p o r t  buses
provide a r egular  d ir ec t  s erv ic e t o  the  downtown area.  T h e  bes t bus i s  t he  Gray
Coach from the Departure lev e l t o  Yorkdale Sta t ion ,  then tak e the  subway south t o
Museum, which i s  c los e t o  both the  Park Plaza and T r in i t y  College (see map).
Cost $4.00. T h e r e  ar e always limous ines  wa it ing  a t  the  Departure le v e l .  T h e
cost t o  the  downtown area i s  approx imately  $24.00.

I f  you are t r a v e l l in g  by  t r a in  t o  W o n  Sta t ion ,  i t  i s  a  s hor t  subway
r ide from there t o  Museum Sta t ion .  A  s ing le  subway fa r e  i s  $1.00 but  i t  i s  bes t
to purchase tok en, 5  f o r  $4.00.

The Univ er s ity  o f  Toronto i s  loc ated i n  the  hear t  o f  the c i t y  and i s
accessible by  subway and sur face t r ans por tat ion from most par ts  o f  the c i t y .

By Ca r

Travellers  who w i l l  be  d r iv ing  t o  Toronto r equir e a d r iv e r ' s  l ic enc e
from any  country , which i s  v a l id  f o r  3  months. I f  d r iv ing  a borrowed c a r ,  b r ing
a l e t t e r  from the owner, and i f  you ar e d r iv ing  a rented c a r ,  a  copy o f  the
rental c ontrac t ' .  Pa r k in g  i s  av a i lab le  a t  t he  Univ er s ity  i n  t he  S t .  George Str eet
parking l o t  behind S t .  H i lda ' s  College a t  t he  r a te  o f  $4.00 per  day .

CUSTOMS REGULATIONS
For customs r egulat ions  as  they  apply  t o  v is i t o r s  enter ing Canada please

consult t he  neares t Consulate o r  Embassy o f  Canada, o r  w r i t e  t o :  Customs and
Excise Branch, Revenue Canada, Connaught Bu i ld ing ,  Mackenzie Avenue, Ottawa,
Ontario KlA 0L5.

INSURANCE

Vis itors  ar e s t r ongly  advised t o  check t ha t  they  have complied w ith  a l l
requirements both f o r  ent r y  in t o  Canada and f o r  t h e i r  r etur n jour ney .

Vis itors  ar e not  covered by  Canadian Health Insurance Plans .  I t  i s
therefore recommended t h a t  par t ic ipants  arrange t h e i r  own personal hea l t h  and
accident insurance. T h i s  can gener a lly  be done i n  the  home country  but  those
wishing t o  do so may obtain infor mat ion and app lic a t ion  forms - for  v i s i t o r ' s
insurance from Ontar io Blue Cross, 150 Ferrand Dr iv e,  Don M i l l s ,  O ntar io M3C 1H6
or by  telephone a t  (416)  429-2661. T h e  r a te  i s  $3.00 f o r  s ing le  coverage per  day
and $6.00 f o r  f ami ly  coverage per  day .
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General

No r es pons ib i l i t y  can be assumed f o r  personal ac c idents ,  s ickness , t h e f t
or proper ty  damage on beha lf  o f  delegates . Delegates  ar e adv ised t o  take out
insurance as  they  cons ider  necessary.

PASSPORTS AND VISAS

Par tic ipants  ar e s t r ongly  advised t o  determine t h e i r  ind iv idua l
requirements w i t h  respec t t o  enter ing Canada. C i t i z e n s  o f  some countr ies  r equ ir e
non-immigrant v is as  i n  add it ion  t o  passpor ts . Per s ons  from outs ide the U.S.A.
wishing t o  enter  the  U.S.A. from Canada should make arrangements before leav ing
the ir  home country . M u l t i p l e  ent r y  v isas  ar e required i f  enter ing Canada and/or
the U.S.A. more than once. U . S .  c i t iz ens  do not  r equ ir e  passports  o r  v isas  t o
enter Canada, but  may be asked t o  prove t h e i r  c i t iz ens h ip ;  a  b i r t h  c e r t ifi c a t e  o r
voter 's  r eg is t r a t ion  card i s  adequate. Regis ter ed a l iens  r es id ing  i n  the  United
States must have t h e i r  A l ien  Regis tr at ion Cards.

SOCIAL PROGRAMME

There w i l l  be  a Wine and Cheese Reception on Sunday, June 22nd from 6:30
p.m. t o  R:30 p.m. i n  Seeley  H a l l ,  T r in i t y  College, w i t h  a  cash bar  ( 2  f r ee  dr ink s
w i l l  be  prov ided by  the Symposium).

There w i l l  be  a f r ee  afternoon on Wednesday, June n t h  and f o l low ing
tours have been ar ranged:

- an afternoon excurs ion t o  McMichael A r t  G aller y  i n  Kle inbur g,  O ntar io
- an afternoon excurs ion t o  Niagara F a l ls  and Niagara on the  Lake
- an evening boat excurs ion on Lake Ontar io w ith  d inner  a t  Captain John's

(a boat res taurant moored i n  Toronto Harbour)

Please ind ic a te  on the  attached form i f  you w i l l  be  at tending any o f
these excurs ions .

The Symposium Banquet w i l l  be held i n  Stratchan H a l l ,  T r in i t y  College a t
7:30 p.m. on Thursday, June 26th and w i l l  be preceded by  a rec ept ion (cash bar )
in Seeley  Hall a t  6 :30 p.m. A f t e r  the banquet ther e w i l l  be a s l id e  show
presented by  the famous Canadian photographer, Mr .  Budd Watson e n t i t le d  "The
Seasons -  Georgian Bay " .

INFORMATION ON LOCAL CUISINE

Toronto abounds w i t h  many ex c ellent  res taurants  o f  every  k ind and
desc r iption and ther e i s  a  gr eat  s e lec t ion surrounding Univ er s ity  campus,
es pec ially  f o r  lunches . Dundas  St r eet  and Spadina Avenue ar e i n  China Town and
with in easy walk ing dis tanc e o f  T r in i t y  College i f  you f ee l  l i k e  Chinese food.
Rloor St r ee t ,  Yo r k v i l le  Avenue and Cumberland Avenue have endless cafes  and
restaurants and ther e are a ls o c afeter ias  on campus i f  you do not  f ee l  l i k e
walk ing. M r s .  McClelland w i l l  have a f u l l  l i s t  o f  a l l  t h e  res taurants  w i t h in  the
area.



SCIENTIFIC PROGRAMME

Inv ited lec tur es  w i l l  he  given each morning and af ternoon. A  deta i led
s c ient ifi c  programme w i l l  he  s ent t o  you a t  a  l a t e r  date.  A  l i s t  o f  the in v i t e d
speakers and the  t i t l e s  o f  t h e i r  t a lk s  i s  giv en below:

INVITED SPEAKERS S U B J E C T

R.J. Ba r t le t t

C.W. Bauschlicher

E.R. Davidson

G.W.F. Drake

K.F. Freed

H.Fukutome

L. Glass

E.J. H e l le r

J.T. Hynes

"Analy t ic al Der iv at iv e Techniques i n  Coupled C lus ter
Approach"

"The Importance o f  Elec tron Cor r elat ion on T r ans it ion
Metal Bonding"

"Comparison o f  Experimental and Theoret ic al
Determinations o f  ElectrOn Dens ity "

" Re la t iv is t ic  and OED Effec ts  i n  Two-Electron Atom and
Ions -  Comparison o f  Theory and Experiment"

"Renormalization Group Theory o f  Polymers"

"Charac tization o f  Localized Broken Symmetry Solut ions ,
Solitons , Polarons  and Breathers  i n  t he  Time Dependent
HF Equation o f  a One-Dimensional System and t h e i r
Significance i n  t he  La t t ic e  Dynamics and Elec tron
Correlation i n  Polyenes and Polyacety lene"

"Bir fur c at ion and Chaos i n  the  Hearts  o f  Chickens
and Men"

"Spectroscopy w it h  Photons and Par t ic les :  Cor r e lat ion
Functions and Semic lass ical Nonlinear  Dynamics"

"Along the  Reaction Coordinate i n  So lu t ion"

J. Koutecky " G e n e r a l  Rules  on the  Struc ture o f  Small s p  Metal
Clusters"

R.D. Lev ine " A l g e b r a i c  Methods f o r  Molecular  Struc ture and Dynamics"

J. Oddershede " T h e  Polar iz a t ion Propagator Method and I t s  Applic at ions "

G. Patey  " R e c e n t  Advances i n  t he  In tegr a l Equation Theory o f
Liquids and Solut ions "

I .  Procacc ia " I n fi n i t y  o f  Scenarios f o r  the Onset o f  Chaos i n
Lorenz- like Flows"



J. Ross

P.J. Rossky

D.R. Salahub

M. Shapiro

H.J. Silv er s tone

"Experiments and Theory on Chemical I n s t a b i l i t i e s "

"Ouantum Simulat ion o f  Aqueous Systems"

"Metal Clus ters  In te r ac t ing  w i t h  Adsorbates -  The Local
(Spin) Dens ity  Des c r ipt ion"

"Coherent Control o f  Chemical Reac tions"

"Beneath the  Surface o f  Ouantum-Mechanical Per tur bat ion
Theory: D iv er enc e,  Rorel-Rased Summability ,
Exponentially  Small Subs er ies , and the  Ouasi-
Semiclassical Method, w i t h  Theoretic al and Pr ac t ic a l
Applic ation t o  the  LoSurdo-Stark Ef f ec t ,  t he  Hydrogen
Molecule-Ion, and the  JWKR Method"

H. Swinney " C h e m i c a l  Chaos and Inter mit tenc y "

A.J . Thakkar " O u a n t u m  Chemistry i n  Momentum Space:
An Overview"

D.R. Truax " S u p e r s y m m e t r y "

J.P. Valleau " M o n t e  Car lo Study o f  a Model o f  a Fex ible Poly elec t r o ly te"

A. van der  Avoird " A  Ouantum Chemical Approach t o  the  Proper t ies  o f
Molecular Crys tals "

P. Wolynes " B e y o n d  the Golden Rule:  From Proteins  i n  Semiconductors"

M.C. Zerner  " C h a r a c t e r i z i n g  Potent ia l Energy  Surfaces: Ar t  and Sc ience"

Contr ibuted papers , from a l l  areas  o f  theor et ic a l c hemis try  are welcome. T h e  pos ter
sessions w i l l  be  scheduled i n  the  afternoon. T h e  attached abs trac t form should be
consulted f o r  add it iona l in fo r mat ion .


