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Materials and Instrumentation
The chemicals and reagents necessary for the synthesis were purchased from Sigma Aldrich and used as received. Spectroscopic grade solvents from Merck were used for photophysical studies, while solvents for the synthesis procedures were obtained from Spectrochem Ltd. and distilled before use. The melting points were recorded in an open capillary tube on a JSGW melting point apparatus. 1H (400 MHz) and 13C NMR (100 MHz) spectra were recorded on a Bruker Avance III FT-NMR spectrometer in deuterated dimethyl sulfoxide (DMSO-d6) with tetramethylsilane (TMS) as an internal reference. Chemical shift values are reported in parts per million (ppm) with respect to reference. A Bruker Autoflex max LRF mass spectrometer was used to obtain the MALDI-TOF mass spectra. An Evolution 201 UV-Vis spectrophotometer was used to record the absorption spectra with a quartz cuvette of 1 cm path length. Horiba Fluorolog 3 spectrofluorometer was used to record fluorescence spectra with both excitation and emission slit widths set to 3 nm. All the measurements were carried out at the room temperature.
Acidochromism Experiments
The acidochromism experiments were carried out by performing UV−vis absorption and fluorescence titrations with a dilute solution of PHPBA and ANPBA (2 x 10-5 M) in chloroform) against standard solutions of TFA in chloroform at 298 K. After each addition of the acid to the solution of PHPBA and ANPBA , the reaction mixture contained in a 3 mL quartz cuvette was allowed to equilibrate for ca. 30 s prior to spectral acquisition throughout the titration experiments. For 1H NMR titration, the solution (0.5 mL) of samples in CHCl3 (0.03 M) was treated with 1-2 equivalents of TFA, and the NMR spectra were recorded at 298 K.










Synthesis of 5-(2,6-di((E)-styryl)-4H-pyran-4-ylidene)pyrimidine-2,4,6(1H,3H,5H)-trione (PHPBA)
PHPBA was synthesized according to literature procedure[5-7]. A mixture of 5-(2,6-dimethyl-4H-pyran-4-ylidene) pyrimidine-2,4,6(1H,3H,5H)-trione ( 0.936g, 4 mmol), benzaldehyde 1.36g, 8 mmol) and 0.5mL piperidine, in 20 mL Toluene, was refluxed under N2 atmosphere for 24h (Scheme1). Upon cooling the reaction mixture the orange coloured residue obtained was filtered, washed with cold water, and dried under vacuum. The crude product was purified by recrystallization from methanol to afford compound 1 as a orange solid in 80% yield. The compound was characterized by FT-IR, 1H NMR, 13C NMR and  MALDI-TOF techniques, m.p. > 260 °C. FT-IR (KBr, νmaxcm-1): 3370, 3177, 2367,1737, 1617, 1455, 1337, 1132, 947, 754, 627, 575.1H NMR (400 MHz, DMSO-d6) δ (ppm): 10.63 (1H, S), 8.85 (1H, S),7.83(1H, d, J=16Hz-vinylic), 7.35(1H d, J=16Hz-vinylic), 7.463 (3H, m), 7.498 (2H, S). 13C NMR (100MHz, DMSO- d6)δ(ppm):110.69,111.77,127.73,128.31,129.08,134.15,136.60 148.50, 159.04, 164.40,164.40. MALDI-TOF MS (ESI MS) m/z: [M+H]+ calcd for C25H18N2O4 = 411.134, found 411.760.
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Fig.S1 1H NMR Spectra of PHPBA DMSO-d6
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Fig.S2 13C NMR Spectra of PHPBA DMSO-d6
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Fig.S3 MALDI-TOF Mass Spectra of PHPBA




Synthesis of 5-(2,6-bis((E)-4-methoxystyryl)-4H-pyran-4-ylidene)pyrimidine-2,4,6(1H,3H,5H)-trione (ANPBA)
ANPBA was synthesized according to literature procedure[5-7]. A mixture of 5-(2,6-dimethyl-4H-pyran-4-ylidene)pyrimidine-2,4,6(1H,3H,5H)-trione (1, 0.936g, 4 mmol), anisaldehyde (2, 1.36g, 8 mmol) and 0.5mL piperidine, in 20 mL Toluene, was refluxed under N2 atmosphere for 24h (Scheme1). After cooling the reaction mixture the orange coloured residue was filtered, washed with cold water, and dried under vacuum. The crude product was purified by recrystallization from methanol to afford compound 2 as a orange solid in 80% yield. The compound was characterized by FT-IR, 1H NMR, 13C NMR and MALDI-TOF techniques, m.p. > 260 °C. FT-IR (KBr, νmaxcm-1): 3370, 3177, 2367,1737, 1617, 1455, 1337, 1132, 947, 754, 627, 575. 1H NMR (400MHz, DMSO) δ (ppm): 10.563 (1H, S), 8.79 (1H, S), 7.80 (2H, S), 7.77 (1H, d, J=16Hz-vinylic), 7.19 (1H d, J=16Hz-vinylic), 7.04 (2H, S), 3.385 (3H, S). 13C NMR (100MHz, DMSO) δ (ppm): 55.85, 95.20,111.02, 114.88, 118.30, 128.32, 130.53, 137.41, 150.20, 160.59, 161.35, 165.50. MALDI-TOF MS (ESI MS) m/z: [M+H]+ calcd for C27H22N2O6  471.156, found 471.044
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Fig.S4 1H NMR Spectra of ANPBA in DMSO-d6
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Fig.S5 13C NMR Spectra of PHPBA DMSO-d6
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Fig.S6 MALDI-TOF Mass Spectra of ANPBA


S3
2

image3.png
Intens. [a.u.]

x104 mw/z Intens. Area
104 are w7 4ss
- 4121815 1688

08- 4111760

06

04

02

00 L -

T 7 T 7 ;
200 250 300 350 400 450





image4.png
Aoy agapma. o ot

10.563

80 79 78 7.7 76 75 74 73 72 7.1 ppm

SNy m 0
ooy Q @
~mHHoo ®

e ™

N

ppm




image5.png
§8'55—

07'56—

0TI
88pTT—
0E'8TT—

€8T~
€501

ThLET—

0z'0sT—

657097~
se'1917”
05591

'WDH-PVS-AN

50

60

T T T T T T
140 130 120 110 100 90
f1 (ppm)

T T T
190 170 150

T
200

T
210





image6.png
m/z Intens. Area
om0 a2

2
H

ens. a.u.]

4000
4710440

2000

400 500 600 O 800 900 1000 1100





image1.png
e
Expio
FROCNO.
Date.
Tine

TnETRM

‘PROBID

‘PULEROG

™

sorvanT

xE
g

-
Fibres
20

&

o8

D&

=

o

™0

7
LI
sro1
o
£l
WDH
B
B
@
2

Aswathy A, DAC, CUSAT
5

5 mm DAEO BB~

cmwEL £1

1
20170610
121
spect

10.639

2330
i)
g0
5
]
8223688 Hz
0-125683 ux
35836387 sac
s
50,800 usec
650 ueee
673.2 K
200000060 sec
1

T

1275 veee
0.0 &
14.06656361 ¥
1061224700 Mz
S1768
00.1230000 1z |
B
3 J
0.30 5z

]
100

15

T
14 13 12 1" 10 9 8

0.
1.08

N

ppm




image2.png
PHPB/ 285 & 8887 & N
Asuathy CUSAT 238 ¢ AagAn 28 EEH EH
Vil | N \ s

T T T T T T T T T T T T T T T T T T T T T T T T
210 200 190 180 170 160 150 140 130 120 110 fl1?0 N 90 80 70 60 50 40 30 20 10 0 -0 -20
ppm)




