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Copies of 'H and 3C NMR spectra of compounds

'H and 3C NMR spectra of 4a
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'H and '3C NMR spectra of 4b
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'H and 3C NMR spectra of 4c
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'H and *C NMR spectra of 4d
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'H and *C NMR spectra of 4e

0S°C—

v1'eE—

-]
¢
m

OH

00T
Rozy

FSTC
=81°¢C

4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0

9.5 9.0 8.5 8.0 7.5 70 65 6.0 5.5 5.0 4.5
f1 (ppm)

10.0

¥S"8C —
0v°6€
9S°'6€

€L°6€
06'6€E
L0°0¥
€Toy
ov'ov

09°18 —

89°9TT
>

8522t
£6'L2T
19821
P 0ET
zgser/

S.Hmﬁ
sezsT L
90'19T
09'79T .
Y6'E9T
LS'Y9T

T6°'TST -
SE'TST

90°T9T
09'C9T -
Y6'€9T
LS'VIT —

130

155 150 145 140
f1 (ppm)

160

165

-20

-10

210 200 190 180 170 160 150 140 130 120 110 f1%00)90 80 70 60 50 40 30 20 10
ppm

220

S6



'H and *C NMR spectra of 4f
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'H and *C NMR spectra of 4g
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'H and *C NMR spectra of 4h
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'H and *C NMR spectra of 4i
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'H and 3C NMR spectra of 4j
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'H and *C NMR spectra of 4k
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'H and *C NMR spectra of 4l
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'H and *C NMR spectra of 4m
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!H and *C NMR spectra of 4n
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!H and *C NMR spectra of 40
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'H and *C NMR spectra of 4p
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!H and *C NMR spectra of 4q
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'H and *C NMR spectra of 4r
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'H and *C NMR spectra of 4s
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'H and *C NMR spectra of 4t
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'H and *C NMR spectra of 4u
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'H and *C NMR spectra of 4v
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'H and *C NMR spectra of 4w
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!H and *C NMR spectra of 4x
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'H and *C NMR spectra of 4y
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'H and *C NMR spectra of 4z
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'H and *C NMR spectra of 4aa
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'H and *C NMR spectra of 4bb
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!H and *C NMR spectra of 8a
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'H and *C NMR spectra of 9a
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'H and *C NMR spectra of intermediate A
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Crystal data of compound 4c:

Figure S1. X-ray structure of 3c with 50 % ellipsoidal probability (CCDC 1979332)

Table S1. Sample and crystal data for 4c

Identification code
Chemical formula
Formula weight
Temperature
Wavelength

Space group

Unit cell dimensions

Volume

Z

Density (calculated)
F(000)

MM _a

C21 Hie Cl N303S

425.88 g/mol

298 K

0.71073 A

P 21/n

a=10.525(1) A 0a=90°
b =8.9515(10) A B =101.225(3) °
c=20.771(2) A y=90°
1919.5(3) A3

4

1.474 g/lcm?®

880.0
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Crystal data of compound 8a:

Figure S2: X-ray structure of 8a with 50 % ellipsoidal probability (CCDC 1951758)

NH

Table S2. Sample and crystal data for 8a

Identification code
Chemical formula
Formula weight
Temperature
Wavelength

Crystal size

Crystal system
Space group

Unit cell dimensions

Volume

Z

Density (calculated)
Absorption coefficient
F(000)

oxazole 1
C21H19N30s
393.39 g/mol
298(2) K

0.71073 A

0.300 x 0.300 x 0.300 mm
triclinic

P-1

a=8.2908(7) A

b =11.5745(10) A
c=11.6052(11) A
976.39(15) A3

2

1.338 g/cm?®

0.097 mm™

412

a=64.421(2)°
B =78.679(3)°
v =78.392(2)°
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Quantum yield calcuataion:

Quantum yields were calculated with respect to quinine sulphate dihydrate in 0.1M H 2 SO 4
as fluorescence standard.

@ = Quantum yield; A abs max = Absorbance maxima

A em max = Fluorescence emission maxima

Fluorescence quantum yields (@) were calculated according to the equation.®®
D =@saXx[ls/lsa ] X[Asd/ As]x[ns/Nstd]?

Where, @ is the fluorescence quantum yield of the sample, @ s is the quantum yield of the
quinine sulphate dehydrate (@f = 0.55, quinine sulphate dihydrate in 0.1 N H,SO4), Is and lsd
are the integrated emission intensities of the sample and the standard, respectively, As and
Astg are the absorbance of the sample and the standard at the excitation wavelength,
respectively, and ns and nstq are the refractive index of the medium taken.

References:

39. G. A. Croshy and J. N. Demas, J. Phys. Chem., 1971, 75, 991.
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UV and fluorescence spectra of 4a-4s:
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