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Figure S1. 1H and 13C NMR spectra of 3a.
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Figure S2. 1H and 13C NMR spectra of 3b.
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Figure S3. 1H and 13C NMR spectra of 4a.

S3



3
£ o
E
o E
E
E s
L 3
3
— ¥
™~ 3 =)
686' Tt E—
0T
2 E
50965 —— - —
s
= | O
L [©
2
h\
-
PST b — N 3
POE' T —— — _ 3
o'y e -
8bb —— A L2
.
(=1
=
$60°20T - -
T fe
= —
=]
e —
1
B
S—————
oo
g 28b LT — E
= 0LT'8%T a

S4

Figure S4. 1H and 13C NMR spectra of 4b.
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Figure S5. 1H and 13C NMR spectra of 5a.
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Figure S6. 1H and 13C NMR spectra of 5b.
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Figure S7. 1H and 13C NMR spectra of 5c.
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2. Computational data

All the theoretical calculations were conducted by Gaussian09.s1 Calculation of UV-vis
spectra of 5a, 5b and 5c was performed by TD-DFT (time dependent density functional theory)
at the CAM-B3LYP/6-31G+(d,p) level of theory with using the optimized structures from single
crystal X-ray analysis data.

'aN
S — Da
@© —5b
B 5c
O
c
©
2 \/
O
w
o
I T T T T 'I T T T T I T T T T I IFII T T T I
250 300 350 400 450 500

Wavelength / nm

Figure S8. Simulated UV-vis spectra of 5a, 5b and 5c.
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