Journal of Institute of Science and Technology, 30(1), 139-147 (2025) § ) o
ISSN: 2467-9062 (print), e-ISSN: 2467-9240 © IOST, Tribbuvan Uﬂll}t’r{@’
https://doi.org/10.3126/jist.v30i1.78871 Research Article

SUPPLEMENTARY INFORMATION

SYNTHESIS, CHARACTERIZATION, ANTICANCER ACTIVITY, AND COMPUTATIONAL
STUDY OF UMBELLIFERONE SCHIFF’S BASES

Anand Kumar Yadav'?, Siddhartha Das Pramanik’, Partha Roy’, Ranju Khatiwada', Achynt Adbikari', Paras Nath Yadav"*
'Central Department of Chemistry, Institute of Science and Technology, Tribhuvan University, Kirtipur, Kathmandu, Nepal
’Department of Chemistyy, Patan Multiple Campus, Patan Dhoka, Lalitpnr, Nepal
Department of Biosciences and Bioengineering, Indian Institute of Technology Roorkee, Uttarakhand-247667, India
*Correspondence: pnyadav219@gmail.com, paras.yadav@in.edn.np

(Received: May 16, 2025; Final Revision: June 10, 2025; Accepted: June 12, 2025)

Table of contents

S. No. Particulars Pages
1 Table of contents 1

2 Acetylation of 4-methylumbelliferone, S1 11

3 HRMS-ESI spectra of the compounds, S2-S4 1I-111

4 H NMR spectra of the compounds, S5-S7 II-1v
5 C13 NMR spectra of the compounds, S8-S10 V-VI

6 FT-IR spectra of the compounds, S11-S13 VI-VII
7 UV-Vis. spectra of the compounds, S14-S16 VIII

Acetylation of 4-methylumbelliferone

4-methylumbelliferone (0.038 mol. 8.29 g) dissolved in pyridine (48 mL) solvent and catalytic
amount of piperidine (0.1 mL) was added to it then the mixture cooled to 0-5 °C for 30 minutes
and acetyl chloride (0.056 mol. 4.39 g) was added slowly dropwise. The mixture was stirred for 48
hours at room temperature. The resultant dark red reaction mixture was poured into ice-cold water
(140 mL), and the product was adjusted to pH 1-2 using 2 N hydrochloric acid. The resulting
precipitate was filtered under suction, washed with water until neutral, and then dried. The solid

product was recrystallized in ethanol/water (1:1), and the yellowish crystals with a recorded melting

point of 137 °C.
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Figure S1: Acetylation of 4-methylumbelliferone
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Figure S2: ESI-HRMS of compound 1a
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Figure S3: ESI-HRMS of compound 1b
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Figure S4: ESI-HRMS of compound 1c
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Figure S5: "TH NMR spectra of compound 1a
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Figure S6: '"H NMR spectra of compound 1b
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Figure S7: "H NMR spectra of compound 1c
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Figure S8: 3C NMR spectra of compound 1a

18T~
6580

18867
6LO'6E
88T6E
L6V6E
90L6E
FIE6E:
frani’s

E0T0TT,
PILETT~
[LZAeN
6TH81T"

Pl Td
0e6°0ET—

8SHLPI~
188751
621
505°EST/
0196617

S6£°891—

20

40

50

v T T T T T T T T
170 160 150 140 130 120 110 100 90
(ppm)

T
180

T
190

Figure S9: 13C NMR spectra of compound 1b
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Figure S10: 3C NMR spectra of compound 1c
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Figure S11: FT-IR spectra of compound 1a
VI
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Figure S12: FT-IR spectra of compound 1b
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Figure S13: FT-IR spectra of compound 1c
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Figure S14: UV-Vis spectra of compound la
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Figure S15: UV-Vis spectra of compound 1b
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Figure S16: UV-Vis spectra of compound 1c
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