
ALBERTA SYMPOSIUM ON QUANTUM CHEMISTRY

U n i v e r s i t y  o f  A l b e r t a ,  Ed m o n t o n ,  A l b e r t a

Spons or ed b y  t h e  N a t i o n a l  R es ea r c h  C o u n c i l  o f  C anada ,
The C h e m ic a l  I n s t i t u t e  o f  Canada a n d  t h e  U n i v e r s i t y  o f  A l b e r t a .

F r as e r  W.  B i r s s  a n d  S e r a fi n  F r a g a ,  C o - c h a i r m e n

PROGRAMME

MONDAY MORNING

Chair man:  C .  S a n d o r f y ,  U n i v e r s i t e  d e  M o n t r e a l .

9 : 4 5  W e l c o m i n g  a d d r e s s  b y  D r .  M a x  Wyman, V i c e - P r e s i d e n t  o f  t h e
U n i v e r s i t y  o f  A l b e r t a ,  Ed m o n t o n .

10 :00  A .  J .  C o le m a n ,  Q u e e n ' s  U n i v e r s i t y ,  K i n g s t o n :
"The D e n s i t y  M a t r i x  Ap p r o a c h  t o  t h e  N - P a r t i c l e  P r o b l e m " .

11 :00  C o f f e e

11:15  T .  A r a i ,  A r g o n n e  N a t i o n a l  L a b o r a t o r y :
" C l u s t e r  E x p a n s io n  i n  t h e  H e i t l e r - L o n d o n  Ap p r o a c h  t o  L a r g e
Sy s tems " .

MONDAY AFTERNOON

Chair man:  A .  J .  C o le m a n ,  Q u e e n ' s  U n i v e r s i t y ,  K i n g s t o n .

2 : 0 0  A .  A .  F r o s t ,  N o r t h w e s t e r n  U n i v e r s i t y :
" Se r ie s  S o l u t i o n s " .

3 :00  C o f f e e

3 : 1 5  C .  W.  S c h e r r ,  U n i v e r s i t y  o f  T e x a s :
" H igher - O r der ,  P e r t u r b a t i o n  T h e o r y  f o r  E x c i t e d  S t a t e s "

4 : 1 5  C o f f e e

4 : 3 0  H .  W .  T a y l o r ,  t J n i v e r s i t y  o f  S o u t h e r n  C a l i f o r n i a :
"A Pr o p o s e d  T h e o r y  o f  C a l c u l a t i n g  t h e  E n e r g y  o f  N e g a t i v e  I o n
Res onant  E l a s t i c  S c a t t e r i n g  S t a t e s ,  a n d  o f  t h e  P r e - I o n i z a t i o n
S t a t e s  o f  E l e c t r o n i c  S p e c t r o s c o p y " .

8 : 30  M i x e r :  F a c u l t y  C l u b ,  U n i v e r s i t y  Campus .



TUESDAY MORNING

Chair man:  W .  T .  S i m p s o n ,  U n i v e r s i t y  o f  O r egon .
/
09 : 0 0  A .  Q u e e n ' s  U n i v e r s i t y ,  B e l f a s t :

" E l e c t r o n  C o r r e l a t i o n  i n  A t o m s " .

10 :00  H .  P .  K e l l y ,  U n i v e r s i t y  o f  C a l i f o r n i a ,  S a n  D i e g o :
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11 :00  C o f f e e

11:15  D .  W .  S m i t h ,  U n f v e r s i
5
c y  o f  F l o r i d a :

" D e n s i t y  M a t r i x  A n a l y s i s  o f  Wav e F u n c t i o n s " .
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TUESDAY AFTERNOON

Chair man:  K .  L .  Mc Ewen,  U n i v e r s i t y  o f  Sas k a tc hew an .

2 : 0 0  C o n t r i b u t e d  P a p e r s :

J . S o k o l o f f  a n d  R .  J .  D i c k s o n ,  R e s e a r c h  L a b o r a t o r y ,  L o c k h e e d
M i s s i l e s  a n d  Sp a c e  C o . ,  P a l o  A l t o :
"Ar e t h e  P e r t u r b a t i o n  Ex p a n s io n s  fo r theG r ound S t a t e  o f  N e u t r a l
H e l iu m  the Same f o r  a H a r t r e e  B a s i s  Set a n d  a  H a r t r e e - F o c k  Bas is  S e t ? " .
J . C .  Y .  C h e n ,  B r o o k h a v e n  N a t i o n a l  L a b o r a t o r y :
" V i r t u a l  S t a t e  E i g e n v a l u e  P r o b le m s .  I .  P h y s i c a l  a n d
M a t h e m a t i c a l  D e s c r i p t i o n " .
M. L .  S a g e  a n d  M .  D .  G i r a r d e a u ,  U n i v e r s i t y  o f  O r egon :
Whe U s e  o f  O v e r c o m p le t e  F u n c t i o n s  i n  M o l e c u l a r  C a l c u l a t i o n s " .

D. W .  H o w g a t e ,  S o l i d  S t a t e  P h y s i c s  B r a n c h ,  U .  S .  M i s s i l e  Command,
Reds tone A r s e n a l :
" G r een 's  F u n c t i o n  C a l c u l a t i o n  o f  L i n e  Shapes  o f  a n  I n t e r a c t i n g
E le c t r o n - Ph o n o n  Sy s t e m " .
M. S y n e k ,  D e P a u l  U n i v e r s i t y :
" C a l c u l a t i o n s  o f  A t o m i c  E x c i t e d  S t a t e s " .  ( R e a d )

TUESDAY EVENING

Chair man:  R .  B a d e r ,  Mc Ma s t e r  U n i v e r s i t y .

7 : 1 5  C o n t r i b u t e d  P a p e r s :

W. H .  Adams ,  P e n n s y l v a n i a  S t a t e  U n i v e r s i t y :
" O r b i t a l  T h e o r i e s  o f  E l e c t r o n i c  S t r u c t u r e " .

I .  S h a v i t t ,  I s r a e l  I n s t i t u t e  o f  T e c h n o lo g y :
" S t u d ie s  i n  O r b i t a l  O p t i m i z a t i o n " .
B. M u s u l i n ,  M .  P o v i c h  a n d  C .  M .  Wa n g ,  S o u t h e r n  I l l i n o i s
U n i v e r s i t y :
" M o le c u la r  S c r e e n i n g  P a r a m e t e r s " .



8 : 1 5  C o f f e e

8 : 3 0  C o n t r i b u t e d  P a p e r s :

S. R o t h e n b e r g  a n d  E .  R .  D a v i d s o n ,  U n i v e r s i t y  o f  Wa s h in g t o n :
"Hy dr ogen M o l e c u l e  E x c i t e d  S t a t e s :  I
T T " .

11:00 C o f f e e

J . R .  R i t e r ,  U n i v e r s i t y  o f  D e n v e r :
"The U s e  o f  H 2
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f o r  SCF C a l c u l a t i o n s " .

D. S .  V i l l a r s ,  U .  S .  N a v a l  O r dnanc e T e s t  S t a t i o n ,  C h i n a  L a k e :
"Quantum Mec han ic s  o f  H 0 2 " .

WEDNESDAY MORNING
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Chair man: A1-494.4..g.4zno, Q ,ueents  U n i v e r s i t y ,  B e l f a s t .

9 : 0 0  W .  T .  S im p s o n  U n i v e r s i t y  o f  O r egon :
" H y b r i d i z a t i o n  i n  H y d r ogen  F l u o r i d e " .  ( c o - a u t h o r ,  E .  W .  A n a c k e r )

10:00 K .  R u e d e n b e r g ,  I o w a  S t a t e  U n i v e r s i t y :
" L o c a l i z e d  SCF M o l e c u l a r  O r b i t a l s  i n  S m a l l  M o l e c u l e s " .

11:15 A .  W e i s s ,  N a t i o n a l  B u r e a u  o f  S t a n d a r d s :
" C o n fi g u r a t i o n  I n t e r a c t i o n  i n  A t o m s " .

WEDNES DAY AFTERNOON

Chair man:  A .  A .  F r o s t
)  
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2 : 0 0  R .  G .  P a r r ,  J o h n s  H o p k in s  U n i v e r s i t y :
"The I n t e g r a l  H e l lmann- F ey nman T heor em a n d  i t s  A p p l i c a t i o n s
i n  C h e m i s t r y " .

3 :00  C o f f e e

3 :15  C .  M o s e r ,  C e n t r e  d e  M4c han ique  O n d u l a t o i r e  A p p l i q u e :
"Ry dber g L e v e l s  i n  D i a t o m i c  M o l e c u l e s " .

4 : 1 5  C o f f e e

4 : 3 0  D .  D .  Ko n o w a lo w ,  U n i v e r s i t y  o f  W i s c o n s i n :
"Quantum C h e m i s t r y  a t  W i s c o n s i n "

7 : 1 5  D i n n e r :  F a c u l t y  C l u b ,  U n i v e r s i t y  Campus .



THURSDAY MORNING

Chair man:  R .  G .  P a r r ,  J o h n s  H o p k in s  U n i v e r s i t y .

9 : 0 0  C .  S a n d o r f y ,  U n i v e r s i t g  d e  s Mon t r 4a l :
" E m p i r i c a l  a n d  S e m i - E m p i r i c a l  C a l c u l a t i o n s  o n  S a t u r a t e d
H y dr oc a r bons " .

10:00 E .  R u c h ,  T e c h n i s c h e  H o c h s c h u le ,  Manc hen :
"On i r - E l e c t r o n  S y s t e m s .

11 :00  C o f f e e

11:15  I .  C s i z m a d i a ,  U n i v e r s i t y  o f  T o r o n t o :
"G aus s ian- T y pe F u n c t i o n s  i n  a b  i n i t i o  M o l e c u l a r  O r b i t a l
C a l c u l a t i o n s " .

THURSDAY EVENING

Chair man:  I .  C s i z m a d i a ,  U n i v e r s i t y  o f  T o r o n t o .

7 : 1 5  C o n t r i b u t e d  P a p e r s :

8 : 1 5  C o f f e e

G. B e r t h i e r ,  L a b o r a t o i r e  d e  C h i m i e  Q u a n t i q u e  d e  l a  F a c u l t 4  d e
Sc ienc es  d e  P a r i s :
11 c rand 7(  R a d i c a l s  i n  t h e  S e r i e s  o f  N i t r o x i d e s " .
D. L e u p o l d ,  D e u t s c h e  Ak ademie  d e r  W is s e n s c h a f t e n  z u  B e r l i n :
"On MO T r e a t m e n t  o f  t h e  B r a n c h i n g  K - E l e c t r o n  Sy s t e m s " .  ( r e a d )
D. D .  E b b i n g  a n d  L .  P o p l a w s k i ,  Way ne S t a t e  U n i v e r s i t y :
"Some M o l e c u l a r  C a l c u l a t i o n s  o n  / 1 ' - E le c t r o n  Sy s tems  U s i n g  G e m in a l
Wave F u n c t i o n s " .

W. J .  T a y l o r ,  O h i o  S t a t e  U n i v e r s i t y :
" H a r t r e e - l i k e  A p p r o x i m a t i o n  t o  t h e  F e r m i  H o l e  i n  SCF M o l e c u l a r
O r b i t a l  T h e o r y :  R e l a t i o n  t o  t h e  S l a t e r  a n d  P a r i s e r - P a r r - P o p l e
Methods " .

8 : 3 0  J .  F .  H a r r i s o n ,  P r i n c e t o n  U n i v e r s i t y :
" E l e c t r o n i c  S t r u c t u r e  T h e o r y  o f  P o l y a t o m i c  M o l e c u l e s :
G aus s ian L o b e - F u n c t i o n  A p p r o a c h " .
H. F .  K i n g ,  S t a t e  U n i v e r s i t y  o f  New Y o r k ,  B u f f a l o :
"A F i r s t  O r d e r  Wave F u n c t i o n  f o r  N eon  U s i n g  C o r r e l a t e d  G a u s s ia n
F u n c t i o n s " .

F . G r e i n ,  U n i v e r s i t y  o f  New B r u n s w ic k :
" C hemic a l  S h i f t s  a n d  S p i n  C o u p l i n g  C o n s t a n t s  C a l c u l a t e d  f r o m
O ne- Cent r e Wav e F u n c t i o n s " .



FRIDAY MORNING

Chair man:  K .  R u e d e n b e r g ,  I o w a  S t a t e  U n i v e r s i t y .

9 : 0 0  P .  B a g u s ,  A r g o n n e  N a t i o n a l  L a b o r a t o r y :
"SCF E x c i t e d  S t a t e s " .
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10:00  A .  D .  M c L e a n ,  I B M  R es ea r c h  L a b o r a t o r y ,  S a n  J o s e :
" Ac c ur a te  Wav e F u n c t i o n s  f o r  S m a l l  M o l e c u l e s :  A  C l e r i c a l  P r o b l e m " .

11:00 C o f f e e

11:15  A .  C .  W a h l ,  A r g o n n e  N a t i o n a l  L a b o r a t o r y :
" H a r t r e e - F o c k  i s  H e r e .  W h a t  n e x t ? " .


