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MONVAY, AUGUST 11, A.M.

9:00 OPENING AVDRESS: W. G. SCHNEIDER, PRESIVENT, NATIONAL RESEARCH
COUNCIL OF CANAVA,

SESSION 1

CHAIRMAN: J. C. SLATER, UNIVERSITY OF FLORIDA AND M.I.T.
9:20 S. HUZINAGA, UNIVERSITY OF ALBERTA.

"The coupling operator method in the SCF theory."
10:10 A. T. AMOS, UNIVERSITY OF WATERLOO.

"Pernturbation theory and the generalized eigenvalue
problem,"

M. GIGOU AND M. CORNILLE, LABORATOIRE DE DIFFRACTION
ELECTRONIQUE ET C.M.U.A.

"Atomic and moLeculan sthucture factorns in Gaussian
approximation,”

10:30  COFFEE
10:50 L. C. ALLEN, PRINCETON, UNIVERSITY.

"Analysis of rotational barriens by means of energy components."
11:40 R. G. PARR, JOHNS HOPKINS UNIVERSITY.

"On the quantum mechanical virial theorem 0§ molecular
bending motions."

11:50 A, PULLMAN, UNIVERSITE DE PARIS.

"The image of confugated molecules in all- and all-valence-
electrons caleulations.”

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

"The electronic structure of thymine."



MONDAY, AUGUST 11, P.M.

2:00

2:50

3:40

4:00

4:50

SESSION 11

CHAIRMAN: V. P. SANTRY, McMASTER UNIVERSITY.

H. BASCH, FORD MOTOR COMPANY.

"Optical spectra and properties of some organic and Anorganic
molecules "

S. V. PEYERIMHOFF, UNIVERSITY OF GIESSEN.

"Strweture and spectha of polyatomic molecules in Light o4
recent ab Ainitio MO calculations.”

COFFEE

J. B. MOFFAT, UNIVERSITY OF WATERLOO.

"Harntnee-Fock and the chemical bond."
V. M. SCHRADER, MARQUETTE UNIVERSITY.
"SCF equations fon one-posithon, many-electron sysitems."
K. J. MILLER, RENSSELAER POLYTECH.

"Electrhon scatterning of atoms and molecules gon
excitations to Rydberng sernies.”

R. P. MESSMER, GENERAL ELECTRIC RESEARCH AND DEVELOPMENT
CENTER.

"The optimal overlap variational method: determination
of excited state wavegfunctions."

J. HORSLEY, LABORATOIRE DE PHOTOPHYSIQUE MOLECULATRE.

"Ab initio calewlation of potentiol surfaces of excited
states of HZO and NHS.”

M. L. BENSTON, SIMON FRASER UNIVERSITY.

"0§4-diagonal mathix elements by perturbation theory:
trhansition probabilities."



TUESVAY, AUGUST 12, A.M.

9:00

9:50

10:40
11:00

11:50

SESSION 111

Qﬂéngﬁﬁi’G{ZOGQQT§QG?, CZECHOSLOVAK ACADEMY OF SCIENCES.

I. SHAVITT, BATTELLE MEMORIAL INSTITUTE AND OHIO STATE UNIVERSITY.
"Configwation interaction calewlations forn polyatomic systems.”
A, P. JUCYS, THE ACADEMY OF SCIENCES OF LITHUANIAN S.S.R.

"Extended method 04 calewlation and multi-congiguration
approximation,”

COFFEE
A. C. WAHL, ARGONNE NATIONAL LABORATORY.

"Cornelation enerngy and Lts change during molecule gosmation:
numerical nesults."

V. H. SMITH, QUEEN'S UNIVERSITY.

"Core polarization and correlation."



TUESDAY, AUGUST 12, P.M.

2:00

2:50

3:40
4:00

SESSION 1V

CHATRUAN: H. 0. PRUTCHARD, YORK UNLVERSITY.

E. KAPUY, THE HUNGARIAN ACADEMY OF SCIENCES.
"Extended separated pairn theory and its application.”
W. KUTZELNIGG, UNIVERSITY OF GOTTINGEN.

"The numerical theatment of electron correlation Lin small
moLecules "

COFFEL
H. H. MICHELS, UNITED AIRCRAFT.

"Inverse pre-dissociation in the OH radical--studies
of the potential curves,”

J. HINZE, UNIVERSITY OF CHICAGO.

"MC-SCF {orn ground and excited siates of diatomics."

V. FU-TAT TUAN, KENT STATE UNIVERSITY.

"Stability of MC-SCF wave function under perturbation."
W. J. TAYLOR, OHIO STATE UNIVERSITY.

"The Hassdian mathix 4in the Localization of molecular
onbitals."

V. V. EBBING, WAYNE STATE UNIVERSITY.

"Separated electron pair and configuration interaction
studies of polyatomic molecules.”

H. F. SCHAEFER 111, UNTIVERSITY OF CALIFORNIA, BERLELEY.
"Symmetrhy-adapted pain correlations.”
A. A, CANTU, UNTVERSITY OF ALBERTA.

"Vecomposition of a projected Slaten determinant into
Lts valence-bond components.”



WEVNESDAY, AUGUST 13, A.M.

SESSION V

CHAIRMAN: S. G. DAVISON, WATERLOO UNIVERSITY.

9:00 N. C. HANVY, JOHNS HOPKINS UNIVERSITY.

"The determination of molecularn wave functions with direct
Anclusion of electron correlation."

9:50 H. CONROY, CARNEGIE-MELLON UNIVERSITY.
"Cornnelated moLecular wave gfunctions."
10:40  COFFEE
17:00 B, T. SUTCLIFFE, UNIVERSITY OF YORK.
"Molecular caleulations not making the g§ixed nuclews approximation."
17:50 P, W. ANDERSON, BELL TELEPHONE LABORATORIES.
"MoLecular orbital theory and the chemical bond."

WEUNESVAY, AUGUST 13, P.M.

A tnlp to Niagara Falls 4is planned.



THURSVAY, AUGUST 14, A.M.

SESSTON VI

CHATRUAN: | A 3. COLEUAN, QUEEN'S UNIVERSITY.
9:00 H. F. HAMEKA, UNIVERSITY OF PENNSYLVANIA.
"The use of Green's gfunctions in atomic and molecular caleulations."
9:50 J. P. CARBOTTE, McMASTER UNIVERSITY.
"Pairning correlations in superconductivity.”
10:40  COFFEE
17:00 J. PALDUS ANV J. CIZEK, UNIVERSITY OF WATERL0O.

"The stability of the Hartree-Fock solutions to electron density
fluctuations."

17:50 R. L. SOMORJAT, NATIONAL RESEARCH COUNCIL OF CANADA.

"Integhal ZThansgorm wave gunctions.”



THUKRSVAY, AUGUST 14, P.M.

2:00

Z2:50

3:40

4:00

SESSION VII

gﬂ%%@Mﬁ@ioof:.w1°§{R§§, UNIVERSITY OF ALBERTA,
H. PRIMAS, SWISS FEVERAL INSTITUTE OF TECHNOLOGY.
"yuantum chemistry in terms of observable quantities.”
R. WALLACE, UNIVERSITY OF MANITOBA.
"Quantum theory of bound systems."
COFFEE

H, J. SILVERSTONE, JOHNS HOPKINS UNIVERSITY.

"On variows expansion approdaches to the muliicenter
Anteghal problem."

P. VAN LEUVEN, RIJKSUNIVERSITAIR CENTRUM.

"Use of ginite form of spin profection operator Ain
AM.0. method."

E. G. LARSON, UNIVERSITY OF OREGON.

"The particle-hole matriix of the comrelated ground
state, and Lts connection with the polarizability."

V. V. KONOWALOW, STATE UNIVERSITY OF NEW YORK AT
BINGHAMTON,

"Zeno-S onbitals in molecular problems."

H. A. POHL, OKLAHOMA STATE UNIVERSITY.
"Pseudopotentials in molecules,"

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

"A quasi-independent model for atomic sthucture
caleuwlations .



FRIVAY, AUGUST 15, A.M.

9:00

9:50

10:40
11:00

11:50

SESSION VIII

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

C. MAVROYANNIS, NATIONAL RESEARCH COUNCIL OF CANADA.

"Use of Green's functions in the theory o4 optical properties
o4 crystaks."

J. LINVERBERG, AARHUS UNIVERSITY.

"Analysis of the electronic cornnelation problLem Lin molecules
and s0Lids."

COFFEE

W, STEBRANV, NATIONAL RESEARCH COUNCIL OF CANADA.

"ELecthonic-vibrational interactions in aromatic hydrocarbons."
H. R. FANKHAUSER, MICHIGAN STATE UNIVERSITY.

"On the dynamics of crystals with molecular Ampurity
centers--Green's function approach,”

M. R. PHILPOTT, UNIVERSITY OF OREGON.

"Lee models in the thoery of molecularn excitons and
photodissociation reactions.”

D. W. HOWGATE, REDSTONE ARSENAL.

"The application of Green's gunctions and related
techniques to a Lattice-Localized-electron system.”

J. CIZEK AND J. PALDUS, UNIVERSITY OF WATERLOO.

"On the use of the Green's funciion technique for the
dinect caleulation of excitation energies."

S. F. FISCHER, NORTHWESTERN UNIVERSITY.
"The concept of quasi-particles in molecular systems.”
P. EMPEDOCLES, UNIVERSITY OF CALIFORNIA.

"Generation of molecular wave functions grom those for
adfacent nuclear and electronic congigurations."



FRIVAY, AUGUST 15, P.M.

2:00

2:50

3:40

4:00

SESSION 1IX

CHAIRMAN: R. F. SNIDER, UNIVERSITY OF BRITISH COLUMBIA.
J. N. MURRELL, UNIVERSITY OF SUSSEX.
"Some problems in the calewlation of intermolecular gorces."
W. J. MEATH, UNIVERSITY OF WESTERN ONTARIO.
"Intermediate and Long-range atomic and molecularn interactions.”
COFFEE
0. TAPIA, C.M.0.A.

"Shont-range Aintermolecularn forces. SCF LCGO caleulation
0f Lhe Hy--Hy interaction.”

D. LIBERMAN AND J. T. WABER, NORTHWESTERN UNIVERSITY.

"SCF Dinac-Slatern caleulations for an Lon in a
dielectric medium,”

E. F. HAYES, RICE UNIVERSITY.
"Ring-chain isomerism in three- and fowr-membered rings."
G. de BROUCKERE, UNILEVER RESEARCH LABORATORY.

"ALL valence-elLecthon molLecuwlar onbital caloulations on
some Lransition metal complexes."

V. BELTRAN-LOPEZ, CENTRO NUCLEAR, MEXICO.

"Magnetic moments and spin oibit interaction in the p3
configuation Levels of atomic nitrogen.”

G. MALLT, SIMON FRASER UNIVERSITY.

"Intha-atomic magnetic interactions in nare-eanth atoms."

FRIVAY, AUGUST 15, EVENING.

CONFERENCE BANYUET: SPEAKER - E. B. Wilson, Harvard University.
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SOCIAL EVENTS=*

Sunday, August 10 Time Price per Person
Registrants are invited to the 6:00 P.M. Complimentary
Coffee Party in New College. o
Cold buffet is also available. U800 [P, Sl 30

Monday, August 11
President's Reception and 8:00 P.M. Complimentary
Mixer in Hart House.

Wednesday, August 13
Bus trip to Niagara Falls. 2500 Rl $3.00
Dinner at the revolving
Skylon Tower, overlooking $6.00
the Falls.

Thursday, August 14
Co-Chairmen's Reception. 7:00 p.M.T Complimentary

Friday, August 15
Sympos ium Banquet in New 7630 [Pohils $6.00
College. (Bar will be open
at 6:30 to 7:30 and 9:30 to
11:30 P.M.)

Other events will be found in the Ladies' Programme.
7':Held on the University of Toronto campus, unless otherwise specified.

TTimes when buses leave New College (Wetmore Hall), 21 Classic Avenue,
University of Toronto campus.



