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Optimized exited state geometry:
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ground state vibrational frequencies:

# mod
#

VCoOoNOOTUVEA, WNBR

e symmetry

[« DI« DI « DI « IR DI DI o B o IO o I « DN « DN « O « D « N « N « N « D « DR « IR « D D o)

wave number

cm**(-1)

-0.00
-0.00

0.00

0.00

0.00

0.00
97.83
.27
.41
.79
.20
.77
.96
.65
.77
.80
.64
.48
.94
.65
.11
.78
1000.11
1036.58
1066.20
1097.56
1172.03
1179.20

P OROOODODODPODIOOOOODOOO

IR intensity

km/mol

0.
. 00000
. 00000
.00000
.00000
. 00000
.05720
.20471
.38674
.14942
.00560
.93793
.29544
.89460
.40378
.68777
.21634
.92165
.19683
.68007
.42234
.01282
.81651
.42733
.45976
.42488
.86857
.84470

= 00
NOOOWONWRAROPOOOONOPOOOOO

i
[e¢]

o RV

00000

. 0000000000000
.00000000000000
.00000000000000
.00000000000000
.00000000000000
.00000000000000
. 0000000000000
.00000000000000
.00000000000000
. 0000000000000
.00000000000000
.00000000000000
.00000000000000
.68808159063550
.00000000000000
.68808159063550

selection
IR

>3 OSSO0 33 T O 5 00000 N

rules
RAMAN



29 a' 1190.77 14.23036 YES YES
30 a' 1208.29 8.07858 YES YES
31 a' 1279.95 212.05625 YES YES
32 a' 1330.80 0.44517 YES YES
33 a' 1430.08 10.82935 YES YES
34 a' 1472.75 4.99199 YES YES
35 a' 1477 .94 14.71055 YES YES
36 a" 1507.14 7.54304 YES YES
37 a' 1518.84 101.91883 YES YES
38 a' 1523.91 3.15274 YES YES
39 a' 1617.03 23.04645 YES YES
40 a' 1633.50 62.57026 YES YES
41 a' 3049.76 45.63742 YES YES
42 a" 3125.79 28.37187 YES YES
43 a' 3193.52 16.43709 YES YES
44 a' 3202.16 1.50593 YES YES
45 a' 3209.55 6.78556 YES YES
46 a' 3224.22 8.86757 YES YES
47 a' 3232.67 10.73521 YES YES
48 a' 3243.98 3.23162 YES YES

exited state vibrational frequencies:

# mode symmetry wave number IR intensity selection rules
# cm*¥*(-1) km/mol IR RAMAN
1 -0.00 0.00000 - -
2 0.00 0.00000 - -
3 0.00 0.00000 - -
4 0.00 0.00000 - -
5 0.00 0.00000 - -
6 0.00 0.00000 - -
7 a" 90.20 4.36789 YES YES
8 a" 142.28 0.01302 YES YES
9 a" 176.47 0.17960 YES YES
10 a" 191.72 1.35114 YES YES
11 a' 263.02 3.74374 YES YES
12 a" 298.50 4.10279 YES YES
13 a" 381.88 2.63098 YES YES
14 a' 426.03 0.33503 YES YES
15 a" 491.75 13.27519 YES YES
16 a' 495.04 5.80713 YES YES
17 a' 527.31 8.78635 YES YES
18 a" 534.60 0.08942 YES YES
19 a" 543.51 82.73364 YES YES
20 a" 602.44 25.70548 YES YES
21 a’ 762.61 3.54405 YES YES
22 a" 764.68 0.10500 YES YES
23 a' 951.26 18.47233 YES YES
24 a' 969.48 1.10796 YES YES
25 a' 985.09 11.78547 YES YES
26 a' 1016.39 67.36614 YES YES
27 a' 1146.29 0.70818 YES YES
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