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INTERNUCLEAR SEPARATION 7.5000 A.U.

LCAO WAVE FUNCTION FOR THE HYDROGEN MOLECULE-ION.

2
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TABLE 31

INTEGRALS BETWEEN ATOMIC ORBITALS X AND Y
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LCAC WAVE FUNCTION FOR

2
ﬂb STATE

TABLE 32.
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TABLE 32

INTEGRALS BETWEEN ATOMIC ORBITALS X AND Y

(X,VA Y) (X,vB Y) (XyY)

(X, T Y)
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INTERNUCLEAR SEPARATION

LCAC WAVE FUNCTION FOR THE HYDROGEN MOLECULE-ION.

2
ﬂL STATE

TABLE 33.
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TABLE 33

INTEGRALS BETWEEN ATOMIC ORBITALS X AND Y

{X,VA Y) (X,vB Y) (X,Y)

(X, T Y)
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LCAO WAVE FUNCTION FOR THE HYDROGEN MOLECULE-ION.

2
T STATE

TABLE 34.
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TABLE 34

INTEGRALS BETWEEN ATOMIC ORBITALS X AND Y
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INTERNUCLEAR SEPARATION 12.0000 A.U.

LCAO WAVE FUNCTION FOR THE HYDROGEN MOLECULE-ION.

2
ﬂ'u STATE

TABLE 35.
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INTEGRALS BETWEEN ATOMIC ORBITALS X AND Y
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TABLE 36. LCAO WAVE FUNCTION FOR THE HYDROGEN MOLECULE-ION.

2
LOWEST A% STATE INTERNUCLEAR SEPARATION 2.0000 A.U.
ATOMIC ORBITAL
ORBITALS COEFFICIENTS EXPONENTS
322 1.000000 0.63218
432 0.088982 0.76138
NORMALIZING A-B OVERLAP 9.54969E-01
FACTORS
MOLECULAR 5.03735E-01
ATOMIC 9.96064E-01

MOLECULAR ENERGY
KINETIC POTENTIAL TOTAL

1.96136€E-01 9.11694E-02 2.87305€E-01

BINDING ENERGY
POTENT

PARTITIONING
KINETIC I

AL TOTAL

PROMOTIONAL ENERGY

1.43138E-01 -9.88336E-02 4.43044E-02

F 1.84052E-03 -6.22428E-04 1.21809€-03

TOTAL 1.44979E-01 -9.94560E-02 4+.55225E-02
QUASI-CLASSICAL ENERGY

D D e o e e o o 3.03‘0785"01 3.034785"01

D F e o o o o o -4.86642E-03 -4,86642E-03

F F e o o e o o 20’05‘0488‘03 20‘05"‘088‘03

TOTAL 3.01066E-01 3.01066E-01

INTERFERENCE ENERGY
-4.39836E-03 6.70802E-04 -3.72755€E-03

BINDING ENERGY
1.40580€E-01 2.02281E-01 3.42861E-01



(XsY)
1.000000E+00
1.000000E+00

{XyVvB Y)

(CONT INUED).
(X,VA Y)
-2.107273€-01
~1.903447E-01

TABLE 36
(X, T Y)
1.998269€E-01

INTEGRALS BETWEEN ATOMIC ORBITALS X AND Y
2.898488E-01
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TABLE 37. LCAO WAVE FUNCTION FOR THE HYDROGEN MOLECULE-ION.

2
LOWEST A% STATE INTERNUCLEAR SEPARATION 3.0000 A.U.
ATCMIC ORBITAL
ORBITALS COEFFICIENTS EXPONENTS
322 1.000000 0.60305
432 0.127647 0.72898
NORMALIZING A-B OVERLAP 9.09350E-01
FACTORS
MOLECULAR 5.07613E-01
ATOMIC 9.91951E-01

MOLECULAR ENERGY
KINETIC POTENTIAL TOTAL

1.75716E~01 -4.61623E-02 1.29554E-01

BINDING ENERGY PARTITIONING
KINETIC POTENTIAL TOTAL

PROMOTIONAL ENERGY

D 1.24254E-01 -8.84641E-02 3e57903E-02

F 3.36924E-03 ~1le14046E-03 2.22878E-03
TOTAL 1.27624E-01 -8.96045E-02 3.80191E-02

QUASI-CLASSICAL ENERGY

D D e e o o e o 1.584588—01 1058"585"'01

D F e o o e o o -7.764‘55E-03 -70 76455E-03

F F e o o o o o 2.55640E-03 2455640E-03
TOTAL 1.53250E-01 1.53250€-01

INTERFERENCE ENERGY
~T7+46273E-03 1.30351E-03 -6.15922E-03

BINDING ENERGY
1.20161E-01 6.49488E-02 1.85110E-01



{X,Y)
1.000000E+00
1.000000E+00

{(X,vB Y)

(X,VA Y)
-2.010166E-01

"O.
-1.822450E-01

(CONTINUED).

TABLE 37
(X, T Y)
1.818345€E-01

INTEGRALS BETWEEN ATOMIC ORBITALS X AND Y
2.657058E-01
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TABLE 38. LCAO WAVE FUNCTION FOR THE HYDROGEN MOLECULE-ION.

2
LOWEST Zé STATE INTERNUCLEAR SEPARATION 4.0000 A.U.
ATOMIC ORBITAL
ORBITALS COEFFICIENTS EXPONENTS
322 1.000000 0.57270
432 0.162616 0.69374
NORMALIZING A-B OVERLAP 8.57834E-01
FACTORS
MOLECULAR 5.12052€E-01
ATOMIC 9.87035E-01

MOLECULAR ENERGY
KINETIC POTENTIAL TOTAL

1.56098E-01 -1.00348E-01 5.57504E-02

BINDING ENERGY PARTITIONING
KINETIC POTENTIAL TOTA

PROMOTIONAL ENERGY

D 1.05641E-01 =T7.77322E-02 2.79093E-02
F 4.76824E-03 -1.60564E~03 3.16260E-03
TOTAL 1.10410€E-01 -7.93378E-02 3.10719E-02

QUASI-CLASSICAL ENERGY

D D e ®© o o o o 9. 53706E-02 9.537065-02
D F e e o o o o -9.,62870€E-03 -9.62870E-03
F F e o o o o » 2.36735E-03 236735E-03
TOTAL 8.81092E-02 8.81092E-02

INTERFERENCE ENERGY
-9.86699E-03 1.99183E-03 -7.87516E-03

BINDING ENERGY
1.00543E-01 1.07633E-02 1.11306E-01



(X,VB Y) (XsY)

(CONTINUED).
(XeVA Y)

TABLE 38

INTEGRALS BETWEEN ATOMIC ORBITALS X AND Y
(X, T Y)
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1.000000E+00
1.000000E+00
1
3
9

~1.908988€-01
-1.734350€-01
9
i
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1.639906E-01
2.406377E-01
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TABLE 39. LCAO WAVE FUNCTION FOR THE HYDROGEN MOLECULE-ION.

2
LOWEST Z% STATE INTERNUCLEAR SEPARATION 6.0000 A.U.
ATOMIC ORBITAL
ORDBITALS COEFFICIENTS EXPONENTS
322 1.000000 0.51805
432 0.221791 0.62567
NORMALIZING A-B OVERLAP 7.49948E-0l1
FACTORS
MOLECULAR 5.21849E~01
ATOMIC 9.76276E-01

MOLECULAR ENERGY
KINETIC POTENTIAL TOTAL

1.24420E-01 -1.33735E~01 -9.31514E-03

BINDING ENERGY PARTITIONING
KINETIC POTENTIAL TOTAL

PROMOTIONAL ENERGY
D T49456E-02 -5.86854E-02 1.62602E~-02
F 6.57214E-03 -2.12419E-03 4.44T796E-03
L 8.15177€-02 -6.08095€E-02 2.07082E-02

D D e ® e e e e 4.39652E-02 4.396525-02
D F * ® e e e o -1008643E-02 —1 .086435-02
F F e o o o o o 1.78"31E-03 1078431E-03
TOTAL 3.48852€E-02 3.48852E-02

INTERFERENCE ENERGY
-1.26537€E-02 3.30074E-03 -9.35301E-03

BINDING ENERGY
6.88640E-02 —2.26236E-02 4.62404E-02



(CONTINUED).

TABLE 39

INTEGRALS BETWEEN ATOMIC ORBITALS X AND Y

(XsVA Y) {X,vB Y) {XyY)

(X, T Y)

-1.726833E-01

_00

1.000000E£+00
1.000000E+00

-1.564174E-01

1.341878€E-01
1.957313€-01
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TABLE 40. LCAO WAVE FUNCTION FOR THE HYDROGEN MOLECULE-ION.

2
LOWEST A% STATE INTERNUCLEAR SEPARATION 8.0000 A.U.
ATOMIC ORBITAL
ORBITALS COEFFICIENTS EXPONENTS
322 1.000000 0.47395
432 0.268820 0.56180
NORMALIZING A-B OVERLAP 6.47844E-01
FACTORS
MOLECULAR 5.31956E-01
ATOMIC 9.65715E~-01
MOLECULAR ENERGY
KINETIC POTENTIAL TOTAL
1.01882E-01 -1.36986E-01 -3.51040E-02
BINDING ENERGY PARTITIONING
KINETIC POTENTIAL TOTAL
PROMOTIONAL ENERGY
D 5.29315E-02 -4.,37119E-02 9.21963E-03
F 6.891265'03 -1.97724E-03 4.91401E-03
TOTAL 5.98228E-02 -4.,56891E-02 1.41336E-02
QUASI-CLASSICAL ENERGY
D D e ®© e e o o 2."5603E-02 2.45603E-02
D F e o e o o o -10043045-02 -1.04304E-02
F F e o e e o o 1.322265-03 1-32226E-03
TOTAL 1.54522E-02 1.54522E-02

INTERFERENCE ENERGY
=1<34967E-02 4.36244E-03 =9.13426E-03

BINDING ENERGY
4.63261E-02 ~2.58745E-02 2.04516E-02



(CONTINUED)

TABLE 40

- INTEGRALS BETWEEN ATOMIC ORBITALS X AND Y

(X, VA Y) {X,vB8 Y) (X,Y)

(XsT Y)

1.000000E+00
1.000000E+00

-6,579818E-Ol
-1.404497E-01

l.123121€E-01
1.578090E~-01
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TABLE 41. LCAO WAVE FUNCTION FOR THE HYDROGEN MOLECULE-ION.

2
LOWEST é% STATE INTERNUCLEAR SEPARATION 10.0000 A.U.
ATOMIC CRBITAL
ORBITALS COEFFICIENTS EXPONENTS
322 1.000000 0.43841
432 0.300285 0.50913
NORMALIZING A-B OVERLAP 5.53002E-01
FACTORS
MOLECULAR 5.43440E-01
ATOMIC 9.57751E-01
MOLECULAR ENERGY
KINETIC POTENTIAL TOTAL
8.57836E-02 -1.32517€-01 ~4.67334E-02
BINDING ENERGY PARTITIONING
KINETIC POTENTIAL TOTAL

PROMOTIONAL ENERGY

D 3.71914E-02 -3.21277E~-02 5.06369E-03

F 6.12498E-03 -1.33758E-03 4.78740E-03
TCTAL 4.33164E-02 -3.34653E-02 9.85109€E-03

QUASI-CLASSICAL ENERGY

D D e @ e e e o 1.54932E-02 1.54932E—02

D F e o e o e e _9.34904E-03 —9-34904E-03

F F e o o o o o 9.58987E~04 9.58987E-04
TCTAL 7.10319E-03 7.10319E-03

INTERFERENCE ENERGY
-1.30883E-02 4+495625E-03 -8.13209E-03

BINDING ENERGY
3.02280E-02 -2.14059€-02 8.82219E-03



(CONTINUED).

TABLE 41

INTEGRALS BETWEEN ATOMIC ORBITALS X AND Y

(X VA Y) (X,VvB Y) (XyY)

(X, T Y)

1.000000E+00
1.000000E+00

—6.4613585—01
~1.272825E-01

9.610056E-02
1.296067E-01
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TABLE 42, LCAOD WAVE FUNCTION FOR THE HYDROGEN MOLECULE-ION.
LOWEST Z%’STATE INTERNUCLEAR SEPARATION 12.0000 A.U.
MIC ORS

TALS COEFFICIENTS £

2 1.00000
2 0-31763

AT
ORB
3 0
4 3
ALIZING A-B OVERLAP 4.65683E-01
CTOR _

664E~0
077E-0

o

MOLECULAR ENERGY
KINETIC POTENTIAL TOTAL

7.43681E-02 ~1.26581E~01 -5.22132E-02

BINDING ENERGY PARTITIONING
KINETIC POTENTIAL TOTA

PROMOTIONAL ENERGY

D 2.60157&-02 -2.33213E-02 2.69439E 03

4.86105E-03 -4.,94845E-04 4,36621€E-03

TCTAL «08767E-02 -2.38l61E-C2 7.06060E-03
QUASI-CLASSICAL ENERGY

D D e @ o o o 1.05894E"02 1005894E—02

D F c o o o o -8.11885E-03 -8.11885E-03

F F . o o 6.8877TE~-04 6.8871TTE-04

TOTAL 3.15936E-03 3.15936E-03

INTERFERENCE ENERGY
-1.20641E-02 5.18650E~03 -6.3T765E~-03

BINDING ENERGY
1.88126E-02 -1.54703E-~02 3.34231€E-03



(CONTINUED).

TABLE 42

INTEGRALS BETWEEN ATOMIC ORBITALS X AND Y

{X,VA Y) {(X,v8 Y) (X,Y)

(X, T Y)

1.000000E+00
1.000000E+00

-1.367853€-01
-1.165107E-01

8.419597E-02
1.085980E-01
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TABLE 43, LCAO WAVE FUNCTION FOR THE HYDROGEN MOLECULE-ION.

2
LOWEST [% STATE INTERNUCLEAR SEPARATION 18.0000 A.U.
ATOMIC ORBITAL
ORBITALS COEFFICIENTS EXPONENTS
322 1.000000 0.35844
432 0.306586 0.37919
NORMALIZING A-B OVERLAP 2.48318E-01
FACTGRS
{DE/DR) —4.32663E-05
MOLECULAR 6.05083E-01
ATOMIC 9.56076E-01 VIRIAL DEFECT 3.68360E-05
MOLECULAR ENERGY
KINETIC POTENTIAL TOTAL
5.69326E-02 -1.13050E-01 -5.61170E-02

BINDING ENERGY PARTITIONIN% .

KINETIC POTENTIAL
PROMOTIONAL ENERGY
D 71.93826E-03 ~-7. 65015E—03 2.88Ll17E-04
F 1.403705-03' 1.40162E-03 2.80533E-03
CTAL 9.34197E-03 ~-6.24852E-03 3.09344E-03
CUASI-CLASSICAL ENERGY
DD « e o o o @ 4.44110E-03 4.44110E-03
D F o o o o o ~-4,87684E-03 ~4.87634E-03
F F e o o e o 2.37739E—0‘f 2.37739E-O‘f
TCTAL -1.98002E-04 ~1.98002E-04
INTERFERENCE ENERGY
~7.96491E-03 4.50804E-03 -3.45687TE-03

BINDING ENERGY
1.37706E-03 ~-1.93849£~-03 -5.61429E-04



(CONTINUED).

TABLE 43

INTEGRALS BETWEEN ATOMIC ORBITALS X AND Y

(X,VA Y) {(XyVB Y) {XyY)

(X T Y)

1.000000E+00
1.000000E+00

~1+194803€-01
~9.479784E-02

6.423997€E-02
7.189306E-02
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TABLE 44, LCAO WAVE FUNCTION FOR THE HYDROGEN MOLECULE-ION.

2
LOWEST A% STATE INTERNUCLEAR SEPARATION 19.0000 A.U.
ATOMIC ORBITAL
ORBITALS COEFFICIENTS EXPCNENTS
322 1.000000 0.35327
432 . 0.298326 0.36873
NORMALIZING A-B OVERLAP 2.19160E-01
FACTCRS
(DE/DR) 2.64268E-05
MOLECULAR 6.13679E-01
ATOMIC 9.58267E-01 VIRIAL DEFECT -4.46850E-05
OLECULAR ENERGY
KINETIC POTENTIAL TOTAL
5.55765E-02 -1.11700E-C1 -5.61233E-02
BINCING ENERGY PARTITIONING
KINETIC POTENTIAL TOTAL
PROMOTIONAL ENERGY
) 6.28416E-03 -6.10169E-03 1.82461E-04
F 1.01558E-03 1.54687E-03 2+56245E-03
TGTAL 1.29973E-03 -4,55482E-03 2.T44G1E~-03
QUASI-CLASSICAL ENERGY
D D * o o o o 3093446E"03 3.93446E‘-03
D F . -4.,43621E-03 -4.43621E~-03
F F . . 1.97108E-C4 1.97108E-04
TCTAL -3.04638E-04 -3.04638E-04

INTERFERENCE ENERGY
~7.27879E-03 4.27079E-03 -3.00800E~-03

BINDING ENERGY
2.09385E-05 -5.88671E~-04 =-5.67733E-04



(CONTINUED),

TABLE 44

INTEGRALS BETWEEN ATOMIC ORBITALS X AND Y

{X,VA Y) {X,VvB Y) {(XyY)

{(XyT Y)

1.000000E+00
1.000000E+00

-1.177558€E~-01

—OQ
~9.,218341£-02

6.239899E-02
6.798226E-02
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TABLE 45, LCAO WAVE FUNCTION FOR THE HYDROGEN MOLECULE-ION.

2
LOWEST A% STATE INTERNUCLEAR SEPARATION 24.0000 A.U.
ATCMIC CRBITAL
ORBITALS COEFFICIENTS EXPONENTS
322 1.000000 0.33946
432 0.240798 0.33209
NORMALIZING A-B OVERLAP 1.01054E-01
FACTCRS
{DE/CR) 1.00632E-04
MOLECULAR 6.55151E-01
ATOMIC 9.72211E-01 VIRIAL DEFECT 1.19872E-04
MOLECULAR ENERGY
KINETIC POTENTIAL TOTAL
5.33789E-02 -1.09053E-01 -5.56742E-02
BINDING ENERGY PARTITIONING
KINETIC POTENTIAL T0
PROMOTIONAL ENERGY
D 1.94727E-03 -1.92954E-03 1.77352€E-05
F -2.26410E-05 1.53940E-03 1.51676E-03
TCTAL 1.92463E-03 -3.90137E-04 1.53450E-03
QUASI-CLASSICAL ENERGY
D D c o o o o o 2.23939E-03 2.23939E-03
D F « o o e -2.61820E-03 -2.61820E-03
TGTAL —3.10564E—04 ~-3.10564E-04

INTERFERENCE ENERGY
-4.10131E-03 2.75876E-03 =1.34254E-03

BINDING ENERGY
—-2.17667E-03 2.05806E-03 -1.18612E-04



{CONTINUED).

TABLE 45

INTEGRALS BETWEEN ATOMIC ORBITALS X AND Y

(XyVA Y) (X,VB V) (X,Y)

(X, T Y)

1.000000E+00
1.000000E+00

-1.131525E-01

_Oo
~8.302291E-02

5.761574€E-02
5.514244E~02
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APPENDIX C: RESULTS FOR THE ANTIBONDING STATES, 2Zu, 2Hg

The tabulations for the antibonding states follow the same pattern
as those for the bonding states. Explanatory remarks made there also

apply here.
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LCAO WAVE FUNCTION FOR THE HYDROGEN MOLECULE-ION.

S state

TABLE 46.

1.0000 A.U.

INTERNUCLEAR SEPARATION

LOWEST

U

[olelele)
M~OOND
Oty
O N
MO N0
°o o 0 ¢
—d red o el

oMt~
O~ O
VO™
(@-.1--XCJ
OO0~
O~—D
o 0 0 0

e OO

leloleole)
OO~
—ONNM

A-B OVERLAP -8.52396E-01

0l
ol

6.94984E~
3.77606E~

MOLECULAR
ATOMIC

TOTAL
4.35189€E-01

KINETIC
6.81232E-01

-2.46044E-01

PARTITIONING

RG

OTENTIAL

ERGY

N
P

BINDING E

KINETIC

TOTAL

PROMOTIONAL ENERGY

—t 0O [ -t
[e]elele)
[
WLl
DVRrND
O =0
~ON®
Or~OoOo
NS
e 000
Julzz

|

viaoa

TATA

QUASI-CLASSICAL ENERGY

—~ON AN~
QOO0 OQO
tere
WWwHuwiwuwiw
QO~OTOO
NOONNMNND
OMN~=NOO0NMN
—~ OO MMNS
VOO OM it
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INTEGRALS BETWEEN ATOMIC ORBITALS X AND Y
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LCAO WAVE FUNCTION FOR THE HYDROGEN MOLECULE-ION.

2
20 STATE

TABLE 47,

LOWEST

INTERNUCLEAR SEPARATION 2.0000 A.U.
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INTEGRALS BETWEEN ATOMIC ORBITALS X AND Y
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INTERNUCLEAR SEPARATIGN

LCAD WAVE FUNCTION FOR THE HYDROGEN MOLECULE-ION.

2
2. STATE

TABLE 48.
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(CONTINUED).

TABLE 48

INTEGRALS BETWEEN ATOMIC ORBITALS X AND Y

(XyVA Y) (X,VB Y) (X,Y)

(X, T Y)
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INTERNUCLEAR SEPARATION

LCAO WAVE FUNCTION FOR THE HYDROGEN MOLECULE-ION.

2
ZU STATE

TABLE 49.
LOWEST

COEFFICIENTS

S

OJd
—<

Or
-
I

[TaYeatrTe )
[oad pa X o2V
O
—~OY®D
OM®OO
e ¢ ¢ 9
~—tOO

ORI
oO0NnO
Or~N®
QOrON
CNMIO
[o]elele]
o0 0 0
~OO0O

SOOO
OO~
~—ONON M

TOTAL
=4.45538E-01
TOTAL

A-B OVERLAP -2.21817E-01

-1.08167E+00
BINDING ENERGY_PARTITIONING
POTENTIAL
PROMOTIONAL ENERGY

KINETIC
6.36128E-01
KINETIC

nIoe
QOO0
1t
Wit
oon
-\ O
O ON et
P00
OV 0
o 2 ¢ 0
0N~

QUASI-CLASSICAL ENERGY

TAadunnom
TTTTTrT
1
Wwiusuuiuyg
OO U~
OF OPOF ™M
SO P~OS
FOOVPOVO
DNOTINM
e o 0 0 0 ¢ 0
M~~~
U O I A |

MO0 M
QOO0
O I I I A |
Wit w
VWM~ 0N -
VL OTOT™
AN OO O
S gelelodeoNelo ]
ONOTOINM
¢ ¢ 0 0 ¢ 0 0
ML~

| I I I I

(i al.Nalaps
<
munna.a Q-
o
.

5.80501E-02
5.44619E-02

-8.07414E-02
~8.16665E~-02

INTERFERENCE ENERGY
BINDING ENERGY

1.38791E-01
1.36128E-01



(XyVA Y) (X,vB Y) {(X,Y)

(CONTINUED)
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INTEGRALS BETWEEN ATOMIC ORBITALS X AND Y
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179
INTERNUCLEAR SEPARATION

LCAD WAVE FUNCTION FOR

2
2 STATE

TABLE 50,
LOWEST
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INTEGRALS BETWEEN ATOMIC ORBITALS X AND Y
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INTERNUCLEAR SEPARATION

LCAD WAVE FUNCTION FOR THE HYDROGEN MOLECULE-ION.
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LCAO WAVE FUNCTION FOR THE HYDROGEN MOLECULE~ION.

2
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INTERNUCLEAR SEPARATION

LCAD WAVE FUNCTION FOR THE HYDROGEN MOLECULE-ION.
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LCAO WAVE FUNCTION FOR THE HYDROGEN MOLECULE-ION.
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LCAO WAVE FUNCTION FOR THE HYDROGEN MOLECULE-ION.

TABLE 55,
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INTERNUCLEAR SEPARATION

2
LOWEST [ sTATE

G

OO
[al:oleX 4
0O O
Nel o Teok o)
NM-00
T I )
QOQQO

QoM™
ouom
OO
OO~~~
OO
O3 OO
o 0 o 0

~ Q00

et 4

e~ N
NS

A-8 OVERLAP -6.32820E-01

TOTAL
1.90650E-02

KINETIC
2.30555E-01

-2.11490E-01

TOTAL

PARTITIONING

ERGY
OTENTIAL

BINDING Eg

KINETIC

PROMOTICONAL ENERGY

alfalfaln
QOO0
b
wiwww
— Q00—
OO
—~—00 M
O——=O
=N
LI N
—d i (\] 4

QUASI-CLASSICAL ENERGY

NEFOVNN
CO00000
[
Wi i
DDOP OGN
AONN I M-®
QNN O
ONUN-NG —
NN~V
o o 0 0 0 0 0

QO F O~ 0

N3 00NN
QOO0
(O A |
WL
OO OO N~
MONM S~
ONWN O
OO~
(S [T EL 8 o o
® 0o 0 0 0 00
N QF =0
|

D-DFOC.-FMAL
aaaow
Q
-

INTERFERENCE ENERGY

-5.81504E~03 T.86833E-02

8.44983E-02

BINDING ENERGY

3.85097E~02 1.44065E-01

1.05555E-01



(CONTINUED) .

TABLE 55

INTEGRALS BETWEEN ATOMIC ORBITALS X AND Y

{XyVA Y) (X,vB Y) (X,Y)

(X,T Y)

0

6
000000E+00
1.000000E+00

ot rd (N O\ ot O\ O] et O\ et
RARARARAR
W Wl Wi wiw ww)
Or it =AM ON
NN OO ST IONT
O NN NN M & it
NMSFNOVONON
O=t=DONDNMOP®
COANN = O NN
¢ 0 0 0 0 0 0 0 0
ot et U\ o gt L0 gl (] o3 el
rrrrererd

od guef

8
5
-2.389386E-01

"0.
-00
-2.933438€E-01

"0.
-1.526203E-01

2
2
0
—0.
872278E-01

2

3
198924E-01
«863437E-01

1
1
o
0
1
0
0
3
0
1

PONMONMOMNOD
NOOTOOTOITT
O VOO0 VOO000
O 7=t OO vt pmed OO wmed CO omnd oeed
NN OOMN0OO 0L
® 000 0000 00
(e]olelolololololole)

et et el et ] g e g et ged
= et N OO =t (N (O O OV CN
NEOAOTONMTMIET
LA ILIAC LA

ind ad i a3 LAV It 00 T og To)
nnnNO OO O T
POV OVVOO00O
0 N0 \0 \O it vt 4 CO 0D ot
WP R=P=0 OO
¢ e 00 0000 00

(olalelelelalelelols)

ot gl g ek gt el e e gk e
et et g el ot pmed et (N] O\ O
aaNNNmmaamS
LA AILQCILI

190

el ek et el e ol e g et gk
(elejololelolelalels)
teiirrtr el
WL W WU
NNt O0VNO
THNONFNNO -
QOO TN —
OO NN O MO0 et
OO NO SO
NN O NDNNON NS
o % 0 0 ¢ 0 0 & 0 0
O OTAOE OVt Y
|

ot ot ot O\ ot N O\ ONF O\ )
QOOOOO0O0000
ter e e drt
WlWwwwwuiww
NP~ F et O M
NNAON O e=tO NS
TETNOM=TONO™M
~OFNO X=~ON O
VOO DOWX DM et
TE=OITOOD0~®
¢ 0 0 0 0 0 0 0 0
ot ol od L et O NN S OO
| I I I O I J

ol el gl gt e et o (\) O\ 0O)
QOO0 00000
[ T I I O I A
WWI W WWwWwuw
O CO it (D ot o=d e e CO 0)
NP et N O NO et
T TNt FINN T M
~A~OOOMO
VOO
TN =T MO DM
o ¢ @& 0 & 0 ©° ¢ 0 0
el ol e gomd et ot et N N0 CO

NN NN NN~ N
(elolelolololalolole]
OUE UL O I
WL W W W
CNOO~OTOONN
COANSNOONMNY
STOoONO~OONO
OO~
OO A O ot (Ve VNN
T roonommonN
e 0 0 0 0 0 0 0 0 0
OOt 0 000

!

PO O NMOMO D
NCOTROITOIT T
VOO VWOO000
D et QO re=d gooed QO o=t QO oot et
NP0 OO0 O0
o ¢ 0 0o 0 0 0 0 0 0

(o]olololalelalolele]

el et pd gl gt g g gt gd od
et NN NN D
NEOAMIT AT OIS
nOOOOOOOOD

aadadndnda NI halaals o
NN O OO0 O S
OOV OVO00O
N0 A0 \D 0 =t o=t =4 Q0 QO =t
WA R N0 00
t o e 00000

[e]olololelelslelels)

PP S i P P i p
P R e L [ L 32V a2
NONNANMOMEOM OS
(AL



6.0000 A.U.

161
INTERNUCLEAR SEPARATION

LCAQO WAVE FUNCTION FOR THE HYDROGEN MOLECULE-ION.

2
LOWEST Tl;; STATE

TABLE 56.
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TABLE 56

INTEGRALS BETWEEN ATOMIC ORBITALS X AND Y

(X, VA Y) (X,vB Y) (X,Y)

(Xy T Y)
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LCAO WAVE FUNCTION FOR THE HYDROGEN MOLECULE-ION.

2
M srvate

TABLE 57.

8.0000 A.U.
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INTEGRALS BETWEEN ATOMIC ORBITALS X AND Y
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LCAO WAVE FUNCTION FOR THE HYDROGEN MOLECULE-ION.

2
TTG STATE

TABLE 58.
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TABLE 58

INTEGRALS BETWEEN ATOMIC ORBITALS X AND Y
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