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MONVAY, AUGUST 11,  A.M.

9:00 OPENING AVVRESS: W .  G. SCHNEIVER, PRESIVENT, NATIONAL RESEARCH
COUNCIL OF CANA0A,

SESSION I

CHAIRMAN: J .  C .  SLATER, UNIVERSITY OF FLORIDA AND M. I .T.

9:20 S .  HUZINAGA, UNIVERSITY OF ALBERTA.

"The coupting opetatot method i n  the SCF theoty."

10:10 A .  T.  AMOS, UNIVERSITY OF WATERLOO.

"Pet tatbat ion theoty  and t h e  genekatized e igenvaue
ptobt.em."

M. GIGOU ANO M. CORNILLE, LABORATOIRE DE DIFFRACTION
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t,---h i11:40 R .  G.  PARR, JOHNS HOPKINS UNIVERSITY.

"On the quantum mechanica v i k i a  theotem o4 maecutat
bending motion4."

11:50 A .  PULLMAN, UNIVERSITE VE PARIS.

"The image o6 conjugated motecute4 i n  a te -  and a t - v a t e n c e -
etectkon4 c a c u t a t i o n 4 "

12:40 L .  C .  SNYDER, BELL TELEPHONE LABORATORIES.

"The etectkon ic  4tkuctuke 06 thymine."
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2:50 S .  V.  PEYERIMHOFF, UNIVERSITY OF GIESSEN.
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"SCF equation4 i0A• one-pozi t ton,  many -e tu t t on  4y4tem4."

K. J .  MILLER, RENSSELAER POLYTECH.
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" S t a b i t i t y  66 MC-SCF wave 6anct ion andet pe t tu tba t i on . "
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WEVNESVAY, AUGUST 13, A.M.
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CHAIRMAN: S .  G. VAVISON, WATERLOO UNIVERSITY.

9:00 N .  C.  HANVY, JOHNS HOPKINS UNIVERSITY.
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9:50 H .  CONROY, CARNEG1E-MELLON UNIVERSITY.

"CotteZated motectaat wave iunw2ion4."
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11:50 P .  W. ANDERSON, BELL TELEPHONE LABORATORIES.

"Motecaiat o t b i t a t  theoty  and the  chemical bond."

WEVNESVAY, AUGUST 13, P.M.

A t t i p  t o  Niagata Fatt4 i 4  ptanned.



THURSVAY, AUGUST 14, A.M.
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CHAIRMAN: A .  J .  COLEMAN, QUEEN'S UNIVERSITY.

9:00 H .  F.  HAMEKA, UNIVERSITY OF PENNSYLVANIA.

"The t oe  o4 Gteen'6 4anction4 i n  atomic and motecutak ca tcu ta t ion6 . "

9:50 J .  P.  CARBOTTE, McMASTER UNIVERSITY.

"Pai t ing coi t tetat ion4 i n  4upekconduct iv i4 j . "

10:40 COFFEE

11:00 J .  PALVUS ANV J .  CIZEK, UNIVERSITY OF WATERLOO.

"The 4 t a b i 1 i t y  04 t h e  Haktkee-Fock zotationis t o  e t e c t u n  denz i ty
gac tua t i onz . "

11:50 R .  L .  SOMORJAI, NATIONAL RESEARCH COUNCIL OF CANADA.

"IntegAae ttan64oftm wave 4unct ion6."



THURSVAY, AUGUST 14, P.M.

SESSION V I I

CHAIRMAN: F .  W. BIRSS, UNIVERSITY OF AL6ERTA

2:00 H .  PRIMAS, SWISS FEVERAL INSTITUTE OF TECHNOLOGY.

"ztantum cnemiztty i n  te t tm o4 obzetvabte q u a n t i t i a . "

2:50 R .  WALLACE, UNIVERSITY OF MANITOBA.

"Q4antam theoty  o i  bound 4y4tem4."

3:40 C O F F E E

4:00 H .  J .  SILVERSTONE, JOHNS HOPKINS UNIVERSITY.

"On vatiows expanzion apptoache4 t o  t h e  mut t i cen te t
in tegtae ptobtem."

P. VAN LEUVEN, RIJKSUNIVERSITAIR CENTRUM.

"Lae o4 i n i t e  40AM 04 o i n  p to j ec t i on  opeta to t  i n
A.M.O. method."

E. G. LARSON, UNIVERSITY OF OREGON.

"The pat t icee-hote  mat t i x  o6 t h e  co t te ta ted  gtound
.state, and i t 4  connect ion w i th  t h e  p a a t i z a b i t i t y . "

V. V.  KONOWALOW, STATE UNIVERSITY OF NEW YORK AT
6INGHAMTON.

"Zeto-S o t b i t a t s  i n  motecutat ptobtem4."

H. A .  POHL, OKLAHOMA STATE UNIVERSITY.

"Pzeudopotentiabs i n  maecut .m."

V. J .  McNAUGHTON AND W. G. HENRY, QUEEN'S UNIVERSITY.

"A qua6i-independent moda 4o t  atomic 4 t t uc tu te
caecuZation4."



FRIVAY, AUGUST 15, A.M.

SESSION V I I I

CHAIRMAN: R .  G. PARR, JOHNS HOPKINS UNIVERSITY.

9:00 C .  MAVROYANNIS, NATIONAL RESEARCH COUNCIL OF CANADA.

"Uze o i  Gteen'4 4unction6 i n  t he  theoxy 04 o p t i c a l  pkopek t i a
oi  c t y 4 t a t 4 . "

9:50 J .  LINOERBERG, AARHUS UNIVERSITY.

"Ana1y44:4 o6 t h e  e tec tkon ic  coAteeation pA0bZem i n  motecutez
and 4o t i d6 . "

10:40 COFFEE

11:00 W .  SIEBRANO, NATIONAL RESEARCH COUNCIL OF CANADA.

"EZectun ic -v ibAat iona l  in tekact ion4 i n  a u m a t i c  hyducakb0n4."

11:50 H .  R .  FANKHAUSER, MICHIGAN STATE UNIVERSITY.

"On the  dynamic4 o6 ckyztatis w i t h  motecutak impuki ty
centekz--Gkeent4 4unct ion  appuach. "

M. R.  PHILPOTT, UNIVERSITY OF OREGON.

"Lee modet4 i n  t he  thoexy 04 maecu ta t  exciton4 and
photodizzociat ion teac t i on4 . "

D. W. HOWGATE, REDSTONE ARSENAL.

"The app t i ca t ion  o6 Gkeen'4 4unction4 and ketated
technique4 t o  a  ta t t i ce - toca t i zed -e tec tkon  4y4tem."

J. CIZEK AM) J .  PALDUS, UNIVERSITY OF WATERLOO.

"On the  uze 04 t h e  Gkeen14 6unct ion  technique 6ok t he
d ikect  ca tcu ta t ion  04 e x c i t a t i o n  e n e k g i a . "

S. F.  FISCHER, NORTHWESTERN UNIVERSITY.

"The concept o6 quaz i -pakt ic te4  i n  motecutak zyztem4."

P. EMPEDOCLES, UNIVERSITY OF CALIFORNIA.

"Genekation o6 motecutak wave 4anction4 01.0m thoze 40k
adjacent nucteak and e tec tkon ic  con i i gma t i on4 . "



FRIVAY, AUGUST 15, P.M.

SESSION IX

CHAIRMAN: R .  F.  SNIDER, UNIVERSITY OF BRITISH COLUMBIA.

2:00 J .  N .  MURRELL, UNIVERSITY OF SUSSEX.

"Some ptobtemz i n  the  ca tcu ta t ion  o6 in te tmotecuta t  4otce6."

2:50 W .  J .  MEATH, UNIVERSITY OF WESTERN ONTARIO.

"InteAmediate and tong-Aange atomic and motecutat intekactions."
3:40 C O F F E E

4:00 O .  TAPIA, C.M.O.A.

"Shokt-Aange inteAmotecatak p i m a .  SCF LCGO catcutation
o4 the H2--H2 i n taac t i on . "

V. LIBERMAN AM) J .  T.  WABER, NORTHWESTERN UNIVERSITY.

"SCF DiAac-Statek cacutations 4o t  an ion i n  a
dietect t ic  medium."

E. F.  HAYES, RICE UNIVERSITY.

"Ring-chain i4ometi4m i n  t h tee -  and 4out-membeted A ings. "

G. d e  BROUCKERE, UNILEVER RESEARCH LABORATORY.

"Att. vatence-etectton motecatat o t b i t a t  catcatat ion4 on
zome tAans,i.tion metat comptexes."

V. BELTRAN-LOPEZ, CENTRO NUCLEAR, MEXICO.

"Magnetic moments and spin c A b t  inteAaction i n  the p3
con4igukation tevetS o4 atomic n i tugen . "

G. MALLI, SIMON FRASER UNIVERSITY.

" In t ta -a tomic  magnetic in te tac t ion4  i n  t a t e -ea t t h  atoms."

FRIVAY, AUGUST 15, EVENING.

CONFERENCE BANQUET: SPEAKER -  E.  6 .  Witzon,  Hatvatd UniveAzity.
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Sunday, A u g u s t  1 0

THIRD CANADIAN SYMPOSIUM ON THEORETICAL CHEMISTRY

UNIVERSITY OF TORONTO

August 1 0 - 1 6 ,  1969

Reg is t ran ts  a r e  i n v i t e d  t o  t h e
Coffee P a r t y  i n  New C o l l e g e .

Cold b u f f e t  i s  a l s o  a v a i l a b l e .

Monday, A u g u s t  11

P res iden t ' s  Recep t i on  and
Mixer i n  H a r t  House.

Wednesday, A u g u s t  13

SOCIAL EVENTS*

6:00 P. M .
to

11:00 P. M .

Bus t r i p  t o  N iagara  F a l l s .  2 : 0 0  P. M . t  $ 3 . 0 0

Dinner a t  t h e  r e v o l v i n g
Skylon To w e r,  o v e r l o o k i n g  $ 6 . 0 0
the F a l l s .

Thursday, A u g u s t  1 4

Co-Chairmen's Recep t i on .

F r i d a y,  A u g u s t  15

Symposium Banquet  i n  New
Col lege.  ( B a r  w i l l  b e  open
a t  6 : 3 0  t o  7 : 3 0  and 9 : 3 0  t o
11:30 P. M . )

Other e v e n t s  w i l l  b e  found  i n  t h e  L a d i e s '  Programme.

Time P r i c e  p e r  Person

7:30 P.M .  $ 6 . 0 0

Complimentary

$1.30

8:00 P.M.  C o m p l i m e n t a r y

7:00 P. M . t  C o m p l i m e n t a r y

Held o n  t h e  U n i v e r s i t y  o f  To r o n t o  campus, u n l e s s  o t h e r w i s e  s p e c i f i e d .

tTimes when buses l e a v e  New C o l l e g e  (Wetmore H a l l ) ,  21  C l a s s i c  Avenue,
U n i v e r s i t y  o f  To r o n t o  campus.


