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1. NMR spectra

'H spectrum for compound 2
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13C spectrum for compound 2 :
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13C spectrum for compound 3, zoom into the 135-120ppm region :
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'H spectrum for compound 3 :
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13C spectrum for compound 3 :
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2. Computed absorption spectra

Compound 1, B3LYP, CHCl; :

UV-VIS Spectrum
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Compound 2, CAM-B3LYP, CHCl; :
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Compound 3, B3LYP, CHCl; :
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Compound 3, CAM-B3LYP, CHCl; :
UV-VIS Spectrum
60000 —0.80
i 2l
A -0.70
50000 f-1)
[
"J II
f f | I~ 0.60
/ ﬂ
/ ' L
40000-| ﬂ
/ |
/ | - 0.50
™~ \ Qo
1 / | 8
c / | ]
S | | ]
& 30000 f | 040 =
[=% | \ w
w | | =
f | @
| =
i | | 2
\ / " L0305
20000 : ; / ||
ff’/ \\\ ‘."" ‘I
/ \ |
. / \ / ‘ -0.20
Vi 4 / || "
/ \\ / ‘I
Al / B
10000 / \.~/ l‘|
/ ‘. L 0.10
|
. |
/ i il
0- e ; EEREn I N L L 0.00
————— — — — — |
450 400 350 300 250 200 150 100 50

Excitation Energy (nm)



