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Copyright (c) 1988,1990,1992,1993,1995,1998,2003,2004, Gaussian, Inc.

All Rights Reserved.

This is the Gaussian(R) 03 program. It is based on the

the Gaussian(R) 98 system (copyright 1998, Gaussian, Inc.),

the Gaussian(R) 94 system (copyright 1995, Gaussian, Inc.),

the Gaussian 92 (TM) system (copyright 1992, Gaussian, Inc.),
the Gaussian 90 (TM) system (copyright 1990, Gaussian, Inc.),
the Gaussian 88 (TM) system (copyright 1988, Gaussian, Inc.),
the Gaussian 86 (TM) system (copyright 1986, Carnegie Mellon
University), and the Gaussian 82(TM) system (copyright 1983,
Carnegie Mellon University). Gaussian is a federally registered
trademark of Gaussian, Inc.

This software contains proprietary and confidential information,
including trade secrets, belonging to Gaussian, Inc.

This software is provided under written license and may be
used, copied, transmitted, or stored only in accord with that
written license.

The following legend is applicable only to US Government
contracts under FAR:

RESTRICTED RIGHTS LEGEND

Use, reproduction and disclosure by the US Government is
subject to restrictions as set forth in subparagraphs (a)
and (c) of the Commercial Computer Software - Restricted
Rights clause in FAR 52.227-19.

Gaussian, Inc.
340 Quinnipiac St., Bldg. 40, Wallingford CT 06492

Warning -- This program may not be used in any manner that
competes with the business of Gaussian, Inc. or will provide
assistance to any competitor of Gaussian, Inc. The licensee
of this program is prohibited from giving any competitor of
Gaussian, Inc. access to this program. By using this program,
the user acknowledges that Gaussian, Inc. is engaged in the
business of creating and licensing software in the field of
computational chemistry and represents and warrants to the
licensee that it is not a competitor of Gaussian, Inc. and that
it will not use this program in any manner prohibited above.
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%$chk=default

1/38=1/1;

2/17=6,18=5,40=1/2;
3/5=4,6=6,7=101,11=9,16=1,25=1,30=1/1,2,3;
4//1;

5/5=2,32=1,38=5/2;
6/7=2,8=2,9=2,10=2,28=1/1;

99/5=1,9=1/99;

Symbolic Z-matrix:
Charge = 0 Multiplicity = 2
H

Input orientation:

Center Atomic Atomic Coordinates (Angstroms)
Number Number Type X Y Z

1 1 0 0.000000 0.000000 0.000000
Stoichiometry H(2)
Framework group OH[O (H)]
Deg. of freedom 0
Full point group OH NOp
Largest Abelian subgroup D2H NOp
Largest concise Abelian subgroup Cl1 NOp

Standard orientation:

Center Atomic Atomic Coordinates (Angstroms)
Number Number Type X Y Z

1 1 0 0.000000 0.000000 0.000000
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Standard basis: 6-311G(d,p) (5D, 7F)

There are 3 symmetry adapted basis functions of AG symmetry.
There are 0 symmetry adapted basis functions of B1G symmetry.
There are 0 symmetry adapted basis functions of B2G symmetry.
There are 0 symmetry adapted basis functions of B3G symmetry.
There are 0 symmetry adapted basis functions of AU symmetry.
There are 1 symmetry adapted basis functions of BlU symmetry.
There are 1 symmetry adapted basis functions of B2U symmetry.
There are 1 symmetry adapted basis functions of B3U symmetry.

Integral buffers will be 262144 words long.
Raffenetti 2 integral format.
Two-electron integral symmetry is turned on.
6 basis functions,
1 alpha electrons
nuclear repulsion energy

8 primitive gaussians, 6 cartesian basis functions
0 beta electrons

0.0000000000 Hartrees.

6-211G** B ERI%L
NREFIEILAEDS D RBEH DR

i B FENE (L B+ 1B+ 1B D F ) RBEAE D R FZFO

ok X pEE X L TIE D B E I Z 5 (HLLSY)

- % x FIIESSICHOSEEIZEHpE DO N iBE#SE A 5

"HDIZE : 1s, 25, 3sEEEL T +1+1 T3EDREEG L. SE DRI H o XEEEL
4px, dpy, 4pzENEE L T3ED EEREL. 3EDRIR /T R
BEteEDEERE L. sEDREIR ) XBEEK
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NAtoms= 1 NActive= 1 NUnig= 1 SFac= 1.00D+00 NAtFMM= 60 Big=F
One-electron integrals computed using PRISM.

NBasis= 6 RedAO= T NBF= 3 0 0 0 0 1 1 1
NBsUse= 6 1.00D-06 NBFU= 3 0 0 0 0 1 1 1
Harris functional with IExCor= 205 diagonalized for initial guess.

ExpMin= 1.03D-01 ExpMax= 3.39D+01 ExpMxC= 3.39D+01 IAcc=1 IRadAn= 1
AccDes= 1.00D-06

HarFok: IExCor= 205 AccDes= 1.00D-06 IRadAn= 1 IDov=l1

ScaDFX= 1.000000 1.000000 1.000000 1.000000
Initial guess orbital symmetries:

Alpha Orbitals: ZEDO)§+§1E

Occupied (A1G)

Virtual  (A1G) (T1U) (T1U) (T1U) (AlG) 5 171
Beta Orbitals: <S >:S(S+1) :E §+1
Virtual (A1G) (AlG) (Tl
The electronic state ipd guess is 2-AlG. =0.75

l<s**2> of ipitial guess= 0,7500
Warning! Cutoffs for single-point calculations used.
Requested convergence on RMS density matrix=1.00D-04 within 128 cycles.
Requested convergence on MAX density matrix=1.00D-02.

Requested convergence on energy=5.00D-05.

No special actions if energy rises.

Keep R1 and R2 integrals in memory in canonical form, NReg= 419469.
|SCF Done: E(UHF) = -0.499809815090 fter 4 cycles

Convg = 0.2 -V/T = 2.0000
S**2 = 0.7500

Annihilation of the first spin contam

S**2 before annihilation 0.7500, aft 0.7500

SCFCURRLI=ITRILF¥—
(fRAT#R(X—0.5A.U.)
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Population analysis using the SCF density.

LRI R e I IR I Ib S 2b I 2b S IR I Sb S S S SR e S b b 2b b S db S Sb b b b 2b b 2 b 2b S b I Sb e S 2B I 2b b S db S db S b I db S b b db b S 2b

Orbital symmetries:

Alpha Orbitals: .~ I
o Ozcipgiiecsi (A1G) E}LJEI*)I/#’_

Virtual (A1G) (T1U) (T1U) (T1lU) (AlG)
Beta Orbitals:

Virtual (A1G) (A1lG) (T1lU) (T1lU) (T1U) (AlG)
The electronic state is 2-AlG.

Alpha occ. eigenvalues -- -0.49981
Alpha virt. eigenvalues -- 0.34890 1.49076 1.49076 1.49076 2.46995
Beta virt. eigenvalues -- 0.05625 0.49238 1.62201 1.62201 1.62201
Beta virt. eigenvalues -- 2.60147
Condensed to atoms (all electrons):
1

1 H 1.000000
Mulliken atomic charges:

1
1 H 0.000000
Sum of Mulliken charges= 0.00000
Atomic charges with hydrogens summed into heavy atoms:
1
1 H 0.000000
Sum of Mulliken charges= 0.00000 2.0 —_ ~ 473
Atomic-Atomic Spin Densities. 7|_\t:l'l/ /ajﬁq:*ﬁ-
1

1 H 1.000000
Mulliken atomic spin densities:

1
1 H 1.000000
Sum of Mulliken spin densities= 1.00000
Electronic spatial extent (au): <R**2>= 2.9910

Charge= 0.0000 electrons
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Dipole moment (field-independent basis, Debye):
X= 0.0000 Y= 0.0000 0.0000 Tot= 0.0000
Quadrupole moment (field-independent basis, Debye-Ang):
XX= -1.3410 YY= -1.3410 -1.3410
XY= 0.0000 X7= 0.0000 0.0000
Traceless Quadrupole moment (field-independent basis, Debye-Ang) :
XX= 0.0000 YY= 0.0000 0.0000
XY= 0.0000 X7= 0.0000 0.0000
Octapole moment (field-independent basis, Debye-Ang**2):
XXX= 0.0000 YYY= 0.0000 Z7Zz= 0.0000 XyYy= 0.0000
XXY= 0.0000 XXzZ= 0.0000 XZz= 0.0000 Yzz= 0.0000
YYZ= 0.0000 Xyz= 0.0000
Hexadecapole moment (field-independent basis, Debye-Ang**3):
XXXX= -1.6553 YYYY= -1.6553 7Z72727= -1.6553 XXXY= 0.0000
XXXZ= 0.0000 YYYX= 0.0000 YYYZ= 0.0000 ZZzX= 0.0000
7.72.72Y= 0.0000 XXYY= -0.5518 XXz7= -0.5518 YYZZ= -0.5518
XXV T = 0 0000 VYYX7= 0 0000 77Xv= 00000

FRMTOSURNENmE NS

N-N= 0.000000000000D+00 E-N=-9.996005737518D-01

Symmetry
Symmetry
Symmetry
Symmetry
Symmetry
Symmetry
Symmetry
Symmetry

AG

B1G
B2G
B3G
AU

B1U
B2U
B3U

O O O O o O

997907584786D-01

.000000000000D+00
.000000000000D+00
.000000000000D+00
.000000000000D+00
.000000000000D+00
.000000000000D+00
.000000000000D+00

KE= 4.997907584786D-01

IRILEXF—DRAER



Isotropic Fermi Contact Couplings

Atom a.u. MegaHertz Gauss 10(-4) cm-1
1 H(1) 0.28744 1284.83861 458.46234 428.57603
Center -——- Spin Dipole Couplings ----
3XX-RR 3YY-RR 37272-RR
1 Atom 0.000000 0.000000 0.000000
XY X7 YZ
1 Atom 0.000000 0.000000 0.000000

Atom a.u. MegaHertz Gauss 10(-4) cm-1 Axes
Baa 0.0000 0.000 0.000 0.000 1.0000 0.0000 0.0000
1 H(1) Bbb 0.0000 0.000 0.000 0.000 0.0000 1.0000 0.0000

Bcc 0.0000 0.000 0.000 0.000 0.0000 0.0000 1.0000
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1|1|UNPC-UNK|SP|UHF|6-311G(d,p) |H1(2) | PCUSER|26-Apr-2011|0] |#N HF/6-31
1G**| |comments | |0,2|H||Version=IA32W-GO3RevC.02|State=2-A1G|HF=-0.4998
0981S2=0.75|5S2-1=0.|S2A=0.75|RMSD=2.204e-006|Dipole=0.,0.,0.|PG=0H [O(
H1)J]|l@

Ageldoes not dlmll’l:!_Sh the extreme disappointment of éiEO)*%E
having a scoop of ice cream fall from the cone.

-- Jim Fiebig

Job cpu time: O days O hours 0 minutes 13.0 seconds.

File lengths (MBytes): RWF= 11 Int= 0 D2E= 0 Chk= 230 Scr=

Normal termination of Gaussian 03 at Thu Oct 24 19:29:45 2013.
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#N HF/STO-3G|opt=z-matrix|gfprint pop=full

DFEHEDRBEESTHT
WBEEREIET DTN IADEHEES)

GradGradGradGradGradGradGradGradGradGradGradGradGradGradGradGradGradGrad
Berny optimization.
Initialization pass.

! Initial Parameters !

! (Angstroms and Degrees) !

! Name Value Derivative information (Atomic Units) !

! 1.0 estimate D2E/DX2 !

! r3 1.0 estimate D2E/DX2 !
4.5 estimate D2E/DX2 !

Trust Radius=3.00D-01 FncErr=1.00D-07 GrdErr=1.00D-07

Number of steps in this run= 20 maximum allowed number of steps= 100.

GradGradGradGradGradGradGradGradGradGradGradGradGradGradGradGradGradGrad



force

74

displacement

Variable 0ld X -DE /DX Delta X Delta X Delta X New X
(Linear) (Quad) (Total)

r2 1.86951 0.00013 0.00005 0.00020 0.00024 1.86975

r3 1.86951 0.00013 0.00005 0.00020 0.00024 1.86975

a3 1.74565 0.00006 0.00029 -0.00017 0.00012 1.74577

Item Value Threshold Converged?

Maximum Force 0.000132 0.000450 YES
RMS Force 0.000113 0.000300 YES IR R # E 4
Maximum Displacement 0.000243 0.001800 YES S
RMS Displacement 0.000210 0.001200 YES MimfzSnz

Predicted change in Energy=-3.555952D-08
Optimization completed.
-— Stationary point found.
! Optimized Parameters !
! (Angstroms and Degrees) !

! Name Value Derivative information (Atomic Units) !
! r2 0.9893 -DE/DX = 0.0001 !
! r3 0.9893 -DE/DX = 0.0001 !
! a3 100.0183 -DE/DX = 0.0001 !

GradGradGradGradGradGradgradGradGradGradGradGradGradGradGradGradGradGrad

BRE{EINT-Z ) RT
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Molecular Orbital Coefficients

1
(A1) --0
ETGENVALUES -- -20.25157
11 O 1s 0.99422
2 25 0.02585
3 2PX 0.00000
4 2PY 0.00000
5 2P7Z -0.00417
6 2 H 1S -0.00558
73 H 1S -0.00558
6
(A1) --V
EIGENVALUES -- 0.58191
11 o 18 -0.12583
2 25 0.82030
3 2PX 0.00000
4 2PY 0.00000
5 2P7Z -0.76360
6 2 H 1S -0.76922
73 H 1S -0.76922
DENSITY MATRIX.
1
11 o 1s 2.10787
2 25 -0.45538
3 2PX 0.00000
4 2PY 0.00000
5 2PZ -0.10813
6 2 H 1S -0.02245
73 H 1S -0.02245
6
6 2 H 1S 0.62622

3 H 1S -0.18098

.00677
.00000
.00000
.60593
.05514
.05514

.62622

O OO oN

.00000
.00000
.00000
.00000
.00000

O O O O

.75083
.00000
.55049
.55049

1.17292
-0.48427
-0.48427
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schk=default FIyIRA T 7AILDIETE

#N HF/6-311G** Opt Freq miE\E D&, BEREBHFTZITO

water molecule AR

01 ER.AEVZEE
0 EiEEHR

H1 r2

H 1 r3 2 a3

r2 1.0

r3 1.0

a3 104.5

[(EE)EEREENIIHBEIESNEZETITHOENETERMN L



Inside Gaussian (1)

Freq)L—F U Tl AIZETEL TS H

D =M Y2KM “2} D: ANEZEZRTODENHETH

W =M Y2X W: B S E EE
W e SWIFERZLTLSA, fEHRLIz6EDEFA
= DW =W IRILEDBIRIES B DL
T FDERMLERTNILOFE (X, y, )
C=(T|R) [3N x 6] R: 3 FDBERBEIEEAINLOH (X, y, 2)
1 00 0 z,8in 6, +x,(cosd, —1) x(cosd, —1)-y,sin 0,
0 1 y,(cosd, —1)—z,sin G, 0 X, sin g, +y,(cosd, -1)
1 0 0 1 - y,sin g, +z,(cosd, —1) z,(coso, —%) —X,Sin g, 0
IN{1 0 of 0 ZySing, + x'N (cosd, -1) xy(cosf,—-1)—y,sindg,
01 yy (cosé, —1)—z,sin @, 0 Xy Sin 8, +y, (cos g, -1)
0 01 yySing, +z,(coso, —1) z,(cosd, —1)—xsin G, 0

0, = 25in1(2\/2(ri2 - af)j




Inside Gaussian (2)

CERTDENN

[3N x 6]
[6x6]

Ll

-{E i
P=M"C
PPP=C'MC=T"
UtF—lu — 7/—1
Q=(PUy"?|Q) Q'Q=1

[3N x3N]

(DW =WQ?
Q'DQ =D* [(3N —6)x (3N —6)]
QW =L [(3N —6)x (3N —6)]
- D’L=L0Q? L'L=1

X =MW =M"2QL

M™T=X'X =L'Q'M QL

= X =XMY?, X'X =1

-

TR

PR EE L 1T5

- EBHEaRTH (FF)
U:rzxtfed51=42J175|
v:EMEROIFECHE)
QIRBERIEIN-FTTEZITSI
Q': PUYIZER T S LI (SchmidtE
KAEIZE-T) 2o 1=975

D° BMFEHRATOEAFITS
L:D° ZxAkdH51=421)1T5
X:BERBERANTRIL

M~ 8 B R T 31
X SRS BT R IR



Inside Gaussian (3)
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FHEIREINUNIL

Full mass-weighted force constant matrix:
Low frequencies ---
Low frequencies ---

-49.1758 -48.7150

-47.8111

1750.6155 4143.9531 4239.2189

0.0009 0.0013 0.0013

Diagonal vibrational polarizability:
0.0000000 0.0857239 0.7214610
Diagonal vibrational hyperpolarizability:
0.0000000 0.0000000 -6.7501010
Harmonic frequencies (cm**-1), IR intensities
activities (A**4/AMU),

incident light,

reduced masses

and normal coordinates:

KRB DR (RIEMO

[TiEIFHIELLY)

(KM/Mole), Raman scattering
depolarization ratios for plane and unpolarized
(AMU) ,

force constants (mDyne/A),

IREIB(KREDHIZTS>
— EFRAFIBEBEANDEWE

Y (%))

—E—FEELE—FRIM%

— |REST U DERE

1 2 3

Al Al B2
Frequencies --- | 1750.6155 4143.9531 4239.2189
Reduced masses --- 1.0822 1.0456 1.0828
Force constants --- 1.9541 10.5791 11.4650
IR Intensities --- 78.9900 17.7638 57.2454
Raman Activities --- 6.3854 65.3982 32.4046
Depol. (Plane) --- 0.5156 0.1838 0.7500
Depol. (Unpol) --- 0.6804 0.3105 0.8571

Coord Atom Element:

1 1 8 0.00000 0.00000 0.00000
2 1 8 0.00000 0.00000 0.07073
3 1 8 0.07045 0.05021 0.00000
1 2 1 0.00000 0.00000 0.00000
2 2 1 -0.43012 0.58309 -0.56129
3 2 1 -0.55903 -0.39843 0.42714
1 3 1 0.00000 0.00000 0.00000
2 3 1 0.43012 -0.58309 -0.56129
3 3 1 -0.55903 -0.39843 -0.42714

JRF D EEARZE 3L




- Thermochemistry -

Temperature 298.150 Kelvin. Pressure 1.00000 Atm.
Atom 1 has atomic number 8 and mass 15.99491

Atom 2 has atomic number 1 and mass 1.00783

Atom 3 has atomic number 1 and mass 1.00783

18.01056 amu.
moments of inertia in atomic units:

Molecular mass:
Principal axes and

mE. EN. BRI
*EIJH:ETFII:

1 2 3
EIGENVALUES -- 2.07515 4.03496 6.11011 == .
X 0.00000 0.00000 1.OOOOOI> 'IE"E:E_}/I‘O)EEﬂE
Y 1.00000  0.00000  0.00000 CEMSEFER
Z 0.00000 1.00000 0.00000
This molecule is an asymmetric top.
Rotational symmetry number 2.
Rotational temperatures (Kelvin) 41.73801 21.46583 14.17549
Rotational constants (GHZ): 869.69251 447 .27574 295.36958
Zero-point vibrational energy 60613.5 (Joules/Mol)
14.48698 (Kcal/Mol)
Vibrational temperatures: 2518.74 5962.22 6099.28

(Kelvin)

\/
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RNFHE(2)

Zero-point correction=
Thermal correction to Energy=

Thermal correction to
Thermal correction to
electronic
electronic
electronic
electronic

Sum of
Sum of
Sum of
Sum of

Total
Electronic
Translational
Rotational
Vibrational

Total Bot
Total V=0

Vib (Bot)

Vib (V=0)
Electronic
Translational
Rotational

O O O O O o o

and

Enthalpy=

Gibbs Free Energy=
zero-point Energies=
and thermal Energies=

and thermal Enthalpies=
and thermal Free Energies=

E (Thermal)
KCal/Mol
16.266
0.000
0.889
0.889
14.488
Q

.292489D-02
.121654D+09
.240479D-10
.100021D+01
.100000D+01
.300432D+07
.404842D+02

0.023086 (Hartree/Particle)
0.025921
0.026865
0.005509
-76.023926
-76.021091
-76.020147
-76.041503
cv S
Cal/Mol-Kelvin Cal/Mol-Kelvin
[5.597 L 44.948
0.000 0.000 =25.0JK!mol?
2.081 34.608 (%%1@(7K7§$_?_\.)
2.981 10.335
0030 0.004 28.8)JK1mol?)
Logl10(Q)
-2.533891 -5.834499
8.085125 18. 616687 =12.47 JK* mol*?
-10.618922 -24.450972  =3R/2
0.000093 0.000214
0.000000 0.000000
6.477746 14.915562
1.607285 3.700911
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schk=default FIyIRA T 7AILDIETE

=17

#N B3LYP/6-311G** TD=(Nstates=5) BFE{KEDFT

water molecule AR

01 ER.AEVZEE
0 EiEEHR

H1 r2

H 1 r3 2 a3

r2 1.0

r3 1.0

a3 104.5



BEODFTETE DR

Initial guess orbital symmetries:

Occupied (Al) (Al) (B2) (Al) (B1)

Virtual (Al) (B2) (B2) (Al) (B1l) (Al) (B2) (Al) (Al) (AZ2)
(B1) (B2) (B2) (Al) (Al) (B2) (B1) (A2) (Al) (Al)
(B2) (B1l) (Al) (B2) (Al)

The electronic state of the initial guess is 1-Al.

Requested convergence on RMS density matrix=1.00D-08 within 128 cycles.

Requested convergence on MAX density matrix=1.00D-06.

Requested convergence on energy=1.00D-06.
No special actions if energy rises.
Keep R1 integrals in memory in canonical form, NReg= 614236.
Integral accuracy reduced to 1.0D-05 until final iterations.
Initial convergence to 1.0D-05 achieved. 1Increase integral accuracy.
SCF Done: E(RB+HF-LYP) = -76.4459738120 A.U. after 9 cycles
Convg = 0.9400D-08 -V/T = 2.0028
S**2 = 0.0000

ExpMin= 1.03D-01 ExpMax= 8.59D+03 ExpMxC= 1.30D+03 TIAcc=1 IRadAn=
1.00D-06

HarFok: TIExCor= 205 AccDes= 1.00D-06 IRadAn= 1 IDoV=1
ScaDFX= 1.000000 1.000000 1.000000 1.000000

Range of M.O.s used for correlation: 2 30

NBasis= 30 NAE= 5 NBE= 5 NFC= 1 NFV= 0

NROrb= 29 NOA= 4 NOB= 4 NVA= 25 NVB= 25

R1, R2, and R3 integrals will be kept in memory, NReg= 799768.

Orbital symmetries:

Occupied (Al) (Al) (B2) (Al) (B1)

Virtual (Al) (B2) (B2) (Al) (Al) (B1l) (B2) (Al) (Al) (AZ2)
(B1l) (B2) (B2) (Al) (Al) (B2) (B1l) (AZ2) (Al) (Al)
(B2) (B1) (Al) (B2) (Al)

1 AccDes=
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20 initial guesses have been made.

Convergence on wavefunction: 0.001000000000000
Iteration 1 Dimension 20 NMult 20

CISAX will form 20 AO SS matrices at one time.
Iteration 2 Dimension 30 NMult 30
Iteration 3 Dimension 40 NMult 40
Iteration 4 Dimension 44 NMult 44

R e e i b b i Jh g g 2 2 g db g 2 4 db I S db dh db I db 4 d S dh db S I db b db I I b S I b b b db b b b b b b S b b b i i S b b b i 4

Excited states from <AA,BB:AA,BB> singles matrix:

R e b b b g i 2 dh A A 2 db g db g db g db db S db AR db I I db S S A db  db I (b b db S b b S b b b b S b b b b b b S b b i S S S b b i i 4

Ground to excited state Transition electric dipole moments (Au) :

state X Y Z Osc.
1 0.3692 0.0000 0.0000 0.0238
2 0.0000 0.0000 0.0000 0.0000
3 0.0000 0.0000 0.6169 0.0904
4 0.0000 0.4270 0.0000 0.0519
5 0.0000 0.8867 0.0000 0.2501
Ground to excited state transition velocity dipole Moments (Au) :
state X Y Z Osc.
1 -0.2005 0.0000 0.0000 0.1022
2 0.0000 0.0000 0.0000 0.0000
3 0.0000 0.0000 -0.2903 0.1576
4 0.0000 -0.1762 0.0000 0.0485
5 0.0000 -0.4169 0.0000 0.2428



Ground to excited state transition magnetic

state
1 0
2 0
3 0
4 0.
5 -0.

<0ldel|b> * <b|rxdel

state

O O O O

5 0.
<0lrlb> * <b|lrxdel]|O

state
1 0
2 0
3 0
4 0.
5 0
<0ldel|b> * <b|r|0>
state
1 -0.
2 0.
3 0.
4 0.
5 0.

X

.0000
.0000
.0000

2776
0895

O O O O O

10> (Au),
cgs (10**-40 erg-esu-cm/Gauss)

X

.0000
.0000
.0000
.0000

0000

> (Au),

X

.0000
.0000
.0000

0000

.0000

(Au)
X
0740
0000
0000
0000
0000

O O O O

0.

Y
.1874
.0000
.0000
.0000

0000

Y
.0000
.0000
.0000
.0000
0000

O O O O

dipole Moments

Z

.0000
.2790
.0000
.0000
. 0.
Rotatory Strengths (R) in

0000

Z

.0000
.0000
.0000
.0000
0.

0000

Rotatory Strengths
cgs (10**-40 erg-esu-cm/Gauss)

O O O O O

0.
0.
0.
-0.
-0.

Y
.0000
.0000
.0000
.0000
.0000

Y
0000
0000
0000
0752
3697

O O O O O

.0000
.0000
.0000
.0000
.0000

Z

.0000
.0000
.1791
.0000
.0000

O O O O

in

O O O O

0000

R(length)
0.
.0000
.0000
.0000
.0000

0000

(Au) :

R(velocity)
0.
.0000
.0000
.0000
.0000

Osc. (frdel)

0.
.0000
.1194
.0501
.2464

O O O O

Ground to excited state transition densities written to

0494

RWE

633
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Excitation energies and oscillator strengths:

Excited State 1: Singlet-B1 7.1349 ev 173.77 nm f£=0.0238
5 -> 6 0.69252
This state for optimization and/or second-order correction.
Copying the excited state density for this state as the l-particle RhoCI density.

Excited State 2: Singlet-A2 9.0146 ev 137.54 nm £=0.0000
5 -> 7 0.70011

Excited State 3: Singlet-Al 9.7004 ev 127.81 nm £=0.0904
4 -> 6 0.68703

Excited State 4: Singlet-B2 11.6169 ev 106.73 nm £=0.0519
4 -> 7 0.68969

Excited State 5: Singlet-B2 12.9866 eV 95.47 nm f£=0.2501

3 -> 6 0.68673



