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I N V I T E D  L E C T U R E S

1. E n r i c o  CLEMENTI -  IBM Fe l low

Compu ta t iona l Ch e mis t ry  -  P re se n t  a n d  Fu t u re .

2. J e a n - M a r i e  ANDRE -  (Namur, Be l gi um).

E l e c t ro n i c  P ro p e r t i e s  o f  P o lyme rs.

3. M i c h e l  DUPUIS -  ( I BM Kings ton,  N . Y . ,  US A).

The C o p e  Re a rra n g e me n t  R e v i s i t e d  a n d  O t h e r  Q u a n t u m M o l e c u l a r
S tu d ie s.

4. W i l l i a m  H.  MILLER -  (UC Berke ley ,  US A).
Recent Deve lopmen ts and  A p p l i c a t i o n s  o f  Quantum Me ch a n ica l Re a c t i v e

S c a t t e r in g  Th e o ry .

5. A l e x a n d e r  DALGARNO -  (Ha rv a rd-Smiths onia n Ce nte r  f o r  As trophy s ic s ).

C o l l i s i o n s  o f  Oxygen and  N i t ro g e n  Atoms i n  t h e  Atmosphere .

6. A n d r e  D.  BANDRAUK -  (Un i v e r s i te  de  Sherbrooke ).
Mo le cu le s i n  I n t e n se  L a s r  F i e l d s  -  Nu me rica l  S imu la t io n s .

7. P h i l i p  BOWEN -  (Un i v e r s i ty  o f  Ge orgia ).

I n s ig h t s  i n t o  Mo le c u la r  S t ru c t u re  and  B i o l o g i c a l  A c t i v i t y .

8. P a u l  G.  MEZEY -  (Un i v e r s i ty  o f  Saskatchewan).

Mo le cu la r S i m i l a r i t y  Measures f ro m 3D Shape A n a ly s i s .
1)..obb.r

9. D a v i d  A.  ) N e g r -  (Dupont Co. ,  Wi l mi ngton,  US A).
Nu me rica l S imu la t i o n s  o f  Mo le c u la r  P ro p e r t i e s .

10. S t e v e n  CHIN -  ( I BM Kings ton,  N . Y . ) .

CHEM-STATION -  A  Ge n e ra l To o l  f o r  Co mp u ta t io n a l Ch e mis t ry .



11. A n d r e  MICHEL (Un i v e r s i te  de  Sherbrooke).

Ch a ra 6 t e r iza t io n  o f  Low E n e rg y Co n f o rma t io n a l  Do ma in s f o r  P e p t i d i c
Mo le cu le s.

12. H a r e l  WEINSTEIN -  ( M t .  S i n a i  School o f  Med. ,  N . Y . ) .

Compu ta t iona l S i mu l a t i o n  o f  S p e c i fi c i t y  a n d  F u n c t i o n  i n  B i o l o g i c a l
Mechanisms.

13. D o n a l d  J .  KOURI -  (Un i v e r s i ty  o f  Hous ton).

Wave P a cke t  App roach  t o  Re a c t ive  S c a t t e r i n g .

14. T u r g a y  UZER -  (G e orgi a  Te c h. ) .

Wave p a c k e t  S t u d i e s  o f  Quantum Dyn a mics i n  A t o ms,  Mo l e c u l e s ,  a n d
Su rfaces.

15. R a y m o n d  KAPRAL -  (Un i v e r s i ty  o f  Tor onto).
Chemica l Dyn a mics and  L a t t i c e -G a s  Au toma ts.

16. B o w e n  L I U -  ( I BM Almaden Res. Ce n t .  S a n Jose, US A).
Th e o re t ic a l  S t u d ie s  o f  H y p e r p o l a r i z a b i l i t i e s .

17. R u s s e l l  J .  BOYD -  (Da l hous i e  Un i v e r s i ty ) .

Compu ta t iona l T e s t s  o f  Ch e mica l  Co n ce p ts  -  A  Ca se  S t u d y  o f  Mo d e l
S 2  Re a ct io n s .

18. F r i t z  GREIN -  (Un i v e r s i ty  o f  New Brunswick).

The A n o me ric  a n d  Re ve rse  A n o me ric  E f f e c t  -  A n a l y s i s  o f  A b  I n i t i o
Re su l t s  f o r  A c e t a l s  and  P ro to n a te d  A c e t a ls .

19. D e n n i s  R.  SALAHUB -  (Un i v e r s i te  de  Montre a l ).

De n s i t y  Fu n c t io n a l  Th e o ry  f o r  Mo re  and  More  Complex Systems.

20. A x e l  D.  BECKE -  (Que e n's  Un i v e r s i ty ) .

De n s i t y -Fu n c t io n a l  Th e rmo ch e mist ry .



21. M i c h a e l  ZERNER -  (Un i v e r s i ty  o f  F l o r i d a ) .

Use o f  I n t e rme d ia t e  Ne g le c t  o f  D i f f e r e n t i a l  O v e r l a p  Mo d e l f o r  t h e
S t ru c t u re  a n d  Sp e ct ro sco p y o f  T r a n s i t i o n  Me t a l  Comp lexes.

22. J i m  D.  DOLL -  (Brown Uni v e r s i ty ) .

S t a t io n a ry  P h a se  Mo n t e  C a r l o  Me t h o d s  -  I n t e r f e r e n c e  E f f e c t s  i n

Quantum Monte  C a r l o  Dynamics.

23. L a w r e n c e  R.  PRATT -  (Los  Alamos N a t l .  L a b . ) .

Monte C a r l o  E l e c t r o n  De n s i t y  Fu n c t io n a l  Me thods a n d  Compu te r S imu -
l a t i o n  o f  Ma t e r i a l s .

24. R o b e r t  J .  LeROY -  (Un i v e r s i ty  o f  Wa te r l oo).

MD S imu la t io n s  a n d  t h e  N t u re  o f  Me l t i n g  i n  Van d e r  Wa a ls C l u s t e rs .

25. G r e n  PATEY -  (Un i v e r s i ty  o f  B r i t i s h  Columbia ).
Theory o f  L i q u i d s  and  S o lu t io n s .

26. A n d r e - M a r i e  TREMBLAY -  (Un i v e r s i te  de  Sherbrooke ).
Quantum Mon te  C a r l o  S imu la t io n s  o f  t h e  2D Hubbard  Mode l.

27. T h o m a s  F .  GEORGE -  (Un i v e r s i te  o f  N.Y .  -  B u f fa l o ) .

Nu me rica l S imu la t i o n s  o f  O p t i c a l  P ro p e r t i e s  o f  M e t a l l i c  F r a c t a l s .

28. R i c h a r d  F.W.  BADER -  (McMaster Un i v e r s i ty ) .
Atoms i n  Mo le cu le s  -  A  Quantum Th e o ry.

29. V e d e n e  H.  SMITH,  J r .  -  (Que e n's  Un i v e r s i ty ) .
Towards a n  Un d e rsta n d in g  o f  T r a n s i t i o n  Me t a l  O x id e s .

30. S i g e r u  HUZINAGA -  (Un i v e r s i ty  o f  A l b e r ta ) .
E f f e c t i v e  Ha mi l t o n ia n  Method f o r  Mo le cu le s .



P O S T E R S

1. A B O U - R A C H I D ,  H . ,  NGUYEN DANG, T . T .  ( U n i v e r s i t e  La v a l ) .

A d ia b a t ic  R e p r e s e n t a t i o n  f o r  T ime -d e p e n d e n t  W a v e  P a c k e t s  o n

Mo le cu la r Channe ls co u p le d  b y  a n  A r b i t r a r y  L a se r P u lse .

2. A M M A N E - H A S S A N I ,  C . ,  MI CHE L ,  A .  ( U n i v e r s i t o  de  Sherbrooke ).

Low E n e rg y Co n f o rma t io n a l  Doma ins f o r  M e t
-
E u k e p h a l i n .

3. A R T E C A ,  G . ,  ME ZE Y ,  P .  ( U n i v e r s i t y  o f  Saskatchewan).
E le c t ro n  De n s i t i e s  i n  S t a t i c  E x t e rn a l  F i e l d s .

4. A U B A N E L ,  E . ,  BANDRAUK, A . D .  ( U n i v e r s i t e  de  Sherbrooke ).
Pu lse  Coherences i n  T w o
-
P h o t o n  
M o l e c u l a r  
T r a n s i t i
o n s .

5. B A R C L A Y ,  V . J . ,  P OLANY I ,  J .  ( U n i v e r s i t y  o f  Tor onto).

S imu la t io n  o f  Dyn a mics o f  S u r f a c e -A l ig n e d  P h o t o ch e mis t ry :  H  +  HB r
on L i F  (0 0 1 ) .

6. C H E E S E M A N ,  J . R . ,  BADE R,  R. F . W.  (Mc Ma s te r  Un i v e r s i ty ) .

P ro p e r t ie s  o f  Atoms i n  Mo le cu le s  i n  We a kly Hydrogenbonded Systems.

7. C H E L K O W S K I ,  S . ,  BANDRAUK, A . D .  ( U n i v e r s i t e  de  Sherbrooke ).
Pu lse  E f f e c t s  i n  Mo l e c u l a r  P h o t o d i s s o c ia t i o n  -  Nu me r i c a l  S i m u l a -
t io n s .

8. C S A I V N S K Y ,  P .  ( U n i v e r s i t y  o f  Ma ine ).

Accu racy o f  S imp s o n ' s  R u l e  i n  a  V a r i a t i o n a l  D e n s i t y  F u n c t i o n a l

Ca lc u la t i o n  o f  T o t a l  A t o mic  En e rg y.

9. C U L L E N ,  J .  ( U n i v e r s i t y  o f  Ma ni toba ).

A vo id in g  B a s is  S e t  S u p e rp o s i t io n  E r r o r s  b y  a  Backward  De co mp o sit io n

o f  Occu p ie d  and  V i r t u a l  Mo le c u la r  O r b i t a l  Spaces.



10. C U S T O D I O ,  R . ,  G IORDAN,  M . ,  MORGAN, N . G . ,  GODDARD, J . D .  ( G u e l p h
Uni v e r s i ty ).

A p p l i c a t i o n  o f  a n  O p t i m i z a t i o n  Te ch n iq u e  t o  D i s c r e t e  V e r s i o n  o f

G r i f fi n - H i l l - Wh e e l e r - H a r t r e e - F o c k  E q u a t io n s .

11. D A R D I ,  P . S . ,  DAHLER,  J . S .  ( U n i v e r s i t y  o f  Minne s ota ).
Phase S h i f t s ,  T o t a l  E l a s t i c  C r o s s  S e c t i o n s ,  Re so n a n ce s i n  A r - A r

S c a t t e r in g .

12. D I C K S O N ,  R . M. ,  BE CKE ,  A . D.  ( Q u e e n ' s  Un i v e r s i ty ) .

Mo le cu la r Ge o me t rie s b y  a  Nu me rica l  D e n s i t y  -  Fu n c t io n a l  Te ch n iq u e .

13. E DG E CO MBE ,  K .  ( Q u e e n ' s  Un i v e r s i ty ) .

E l e c t ro n i c  S t r u c t u r e  A n a l y s i s  o f  Compounds o f  I n t e r e s t  i n  D r u g
Design .

14. E S Q U I V E L ,  R .  ( Q u e e n ' s  Un i v e r s i ty ) .

Accu ra te  S p i n  D e n s i t y  a n d  O n e -E le c t ro n  P r o p e r t i e s  f o r  t h e  L i I
I s o e le c t ro n i c  S e r ie s .

15. F R E E M A N ,  D . L .  ( U n i v e r s i t y  o f  Rhode I s l a n d ) .

E s t ima t io n  o f  t h e  H e a t  C a p a c i t y  i n  Quan tum P a t h  I n t e g r a l  Mo n t e
Ca rlo  S imu la t io n s .

16. F R O E S E ,  R . ,  GODDARD, J . D .  ( U n i v e r s i t y  o f  Gue lph).

Ab I n i t i o  Q u a n t u m C h e m i c a l  S t u d i e s  o f  C S  P o t e n t i a l  E n e r g y3
Su rfa ce s.

17. G A G N E ,  S . ,  ()OMEN R.  ( N R C  I n s t .  o f  Bi o l og i c a l  Sc ie nc e s ).

A New E m p i r i c a l  P o t e n t i a l  E n e rg y  P a ra me te r S e t  f o r  Ca rb o h yd ra te s :
A p p l i c a a t io n  t o  a  CHARM En viro n me n t .

18. G A L L E G O ,  N . ,  S UBA,  S . ,  WHITEHEAD, M. A.  ( M c G i l l  Un i v e r s i ty ) .
Mo le cu la r E l e c t r o n i c  S t ru c t u re  o f  Pen tastanna  Compounds.



19. G A U T H I E R ,  J . M . ,  BANDRAUK, A . D .  ( U n i v e r s i t e  de  Sherbrooke ).

Laser I n d u ce d  A vo id e d  Cro s s in g s  i n  Te n  P h o t o n  P h o t o i o n i z a t i o n  o f
H

2

20. G O D B O U T ,  N . ,  SALAHUB, D .  ( U n i v e r s i t e  de  Montr e a l ).

O p t imiz a t io n  o f  O r b i t a l  B a s i s  S e t s  f o r  D e n s i t y  F u n c t io n a l  Th e o ry  -
A p p l i c a t io n s  t o  O rg a n ic  and  I n o rg a n ic  Systems.

21. G O O D W I N ,  L . ,  SALAHUB, D .  ( U n i v e r s i t e  de  Montr e a l ).

Op t imize d  T i g h t  B i n d i n g  f o r  G ro u p  I V  E le me n ts :  B u l k  a n d  C l u s t e r
P ro p e rt ie s .

22. H A C K E Y ,  M . ,  G RE I N ,  F .  ( U n i v e r s i t y  o f  New Brunswick ).

E l e c t ro n i c  E x c i t e d  S t a t e s  o f  H CS, a n  A b - I n i t i o  MRD-SI S t u d y .2

23. H A M I L T O N ,  I .  ( U n i v e r s i t y  o f  O tta w a ).
,

V i b ra t i o n a l  S p l i t t i n g  f o r  Hyd rogen  Atom Exchange i n  H0
2
.24. H O ,  M.  ( Q u e e n ' s  Un i v e r s i ty ) .

To p o lo g ica l  P ro p e r t i e s  o f  p ( r )  o f  t h e  AM1 Wave Fu n c t io n s .

25. H U N T E R ,  G .  ( Y o r k  Un i v e r s i ty ) .
a) Ne w E l e c t r o s t a t i c  Quantum o f  A c t i o n  i n  t h e  Quantum H a l l  E f f e c t s .

b) S i g n i fi c a n t  D i g i t  A r i t h m e t i c  -  Fu t u re  o f  F l o a t i n g  P o in t .

26. J E ANDE NANS ,  C . ,  MI CHE L,  A .  ( U n i v e r s i t e  de  Sherbrooke ).

S t ru c t u ra l  Re q u ire me n ts f o r  C u
+ +  B i n d i n g  
S t r u c t u r e s  
a s  
r e v e a l
e d  
b y

Low En e rg y Co n f o rma t io n a l  Doma ins o f  A c y c l i c  P e p t id e s .

27. K E I T H ,  T . A . ,  BADE R,  R. F. W.  (Mc Ma s te r  Un i v e r s i ty ) .

P ro p e r t ie s  o f  Atoms i n  Mo le cu le s  i n  E l e c t r i c  and  Ma g n e t ic  F i e l d s .



28. K R I S H N A N ,  S . M . ,  CARRINGTON, T .  ( U n i v e r s i t e  de  Montr e a l ) .
On t h e  E l i m i n a t i o n  o f  F i r s t  O r d e r  C o r i o l i s  T e r m s  i n  t h e
RO -V ib ra t io n a l  Ha mi l t o n ia n .

29. L A G O W S K I ,  J . ,  VANSCO, G . J .  ( U n i v e r s i t y  o f  Tor onto).
A b - I n i t i o  S t u d y  o f  I so p ro p y lb e n ze n e  a n d  Ph e n ylb u ta n e .  S o m e  Co n se -

quences f o r  Ch a in  Co n fo rma t io n  o f  P o lys t y re n e .

30. L I ,  X . ,  P ALDUS ,  J .  ( U n i v r s i t y  o f  Wa te r l oo).

U n i t a ry  G ro u p  Ba se d  V a le n ce  Bond  a n d  Co u p le d  C l u s t e r  Me th o d s f o r
Closed and  Op e n -S h e ll  Systems.

31. L I U ,  L .  HAMILTON,  I .  ( U n i v e r s i t y  o f  O tta wa ).

Thermal D i s s o c i a t i o n  o f  D ia t o mic s  -  A  Nose E q u a t io n  Approach.

32. L U O ,  X . ,  ME ZE Y ,  P .  ( U n i v e r s i t y  o f  Saskatchewan).
Th e o re t ic a l  S t u d ie s  o f  Mo le c u la r  S u rf a ce s .

33. M A N D Y ,  M.  MARTI N,  P . G .  ( U n i v e r s i t y  o f  Tor onto).

C o l l i s i o n a l  E x c i t a t i o n  o f  H2 b y  H.

34. M A R I O L I ,  S . ,  NGUYEN DANG, T . T .  ( U n i v e r s i t e  La v a l ) .

Laser I n d u c e d  Re so n a n ce s a n d  P h o t o d i s s o c i a t i o n  o f  H
+  i n  a n 2
A d ia b a t ic  E l e c t r o n i c  F i e l d  Re p re se n t a t io n .

35. M A T T A R ,  S . ,  HAMILTON,  W.D.  ( U n i v e r s i t y  o f  New Brunswick ).

E l e c t ro n i c  S t r u c t u r e  a n d  B o n d in g  o f  S c - N i  D i m e r  b y  L o c a l  S p i n
De n s i t y  LCAO Techn ique .

36. M c N I C H O L S ,  A . ,  CARRINGTON, T .

Lanagos Me t h o d  f o r  V a r i a t i o n a l  C a l c u l a t i o n  o f  E n e rg y  L e v e l s  o f

Te t ra a t o mic  Mo le cu le s  -  A p p l i c a t i o n  t o  H2CO.



37. M E I ,  C .  ( Q u e e n ' s  Un i v e r s i ty ) .
Ca lc u la t i o n  o f  E l e c t r o n i c  C o r r e l a t i o n s  w i t h  L o c a l  A n s a t z  a n d  t h e

I n c lu s io n  o f  One P a r t i c l e - E x c i t a t i o n s .

38. M I K O S C H ,  H . ,  SALAHUB, D .  ( U n i v e r s i t e  de  Montr e a l ) .

Th e o re t i c a l  I n v e s t i g a t i o n  o f  [ M n ( C O )
5
/ C H
4
] +  C o m p l e x .

39. P A N G ,  L . ,  WHITEHEAD, M. A.  ( M c G i l l  Un i v e r s i ty ) .
P re d i c t i o n  o f  Mo le c u la r  O r i e n t a t i o n s ,  O rd e r -D i s o rd e r ,  T r a n s l a t i o n -

Ro t a t io n  o f  CX  Z G u e s t  Mo le c u le s  i n  D i a n i o n ' s  Compounds b y  A t o m-3
Atom P o t e n t i a l  Method.

40. P A N G ,  L . ,  LUCKE N,  E . A . ,  WE BE R,  J . ,  BERNARDINELLI ,  G .  ( M c G i l l
and Geneva Un i v e r s i t i e s ) .

I n v e s t ig a t io n s  an d  Mo d e lin g  o f  C a v i t i e s  i n  C la t h ra t e s .

41. P E R M A N N ,  D . ,  HAMILTON,  I .  ( U n i v e r s i t y  o f  O tta wa ).

Hig h e r-o rd e r  Phase P l o t s  f o r  Fo rce d  and  WEakly Damped Pendulum.

42. P O I R I E R ,  R . A .  ( M e m o r i a l  Un i v e r s i ty  o f  Newfoundland).

Re a ct io n  Mechanism f o r  De a min a t io n  o f  Cy t o s in e .

43. P O U L I N ,  M . ,  CARRINGTON, T .  ( U n i v e r s i t e  de  Montr e a l ) .

V i b ra t i o n a l  A n a l y s i s  o f  Hyd rogen  Bonded Systems Us in g  t h e  A d ia b a t i c
Ap p ro xima t io n .

44. P R I T C H A R D ,  H. O .  ( Y o r k  Un i v e r s i ty ) .
Computing i n  t h e  1 9 5 0 ' s .

45. P U R I S I M A ,  E . O .  (NRC-B i o te c h .  I n s t .  -  Montr e a l ) .
Th e o re t i c a l  S t u d ie s  o f  T h ro ml in  E x o s i t e  I n h i b i t o r s .



46. R A U K ,  A . ,  Y ANG ,  D .  ( U n i v e r s i t y  o f  Ca l ga ry ).
V i b ra t i o n a l  C i r c u l a r  D i c h ro i s m S p e c t ra  o f  S u b s t i t u t e d  O x i ra n e s  a n d
S u b s t i t u t e d  T h i i ra n e s .
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In  t h e  c o u r s e

O F F I C I A L  A P O L O G Y

the o r g a n i z a t i o n  o f  t h i s  symp o s iu m,  a n

u n f o rt u n a t e  e r r o r  o c c u r re d  d u e  t o  a  co mmu n ica t io n  b re a kd o wn  b e twe e n  t h e

o rg a n ize rs  a n d  sp o n so rs .  T h u s  t h e  names o f  M.  KARPLUS a n d  P .  JORGENSEN

appeared o n  t h e  fi r s t  c i r c u l a r ,  s i n c e  we  we re  fi r s t  l e a d  t o  b e l i e v e  t h a t

they h a d  b e e n  co n t a c t e d  b y  sp o n so rs .  T h i s  t u rn e d  o u t  n o t  t o . b e  t h e  ca se

as t h e y  had  p re v io u s  commitmen ts.

To t h e s e  t w o  e min e n t  s c i e n t i s t s  a n d  a l l  t h e  p a r t i c i p a n t s  wh o

were l o o k i n g  f o rwa rd  t o  t h e i r  p re se n ce ,  we  p re s e n t  o u r  s i n c e re s t  a p o lo g ie s

f o r  t h i s  u n f o r t u n a t e  e r r o r .
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