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Supplementary Data
This supplementary data is a part of a paper entitled “Synthesis, Thermal, DFT Calculations, HOMO-LUMO,
MEP, and Molecular Docking Analysis of New Derivatives of Imidazolin-4-Ones”.
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Fig S1. "H-NMR spectrum of 3-methyl-5-phenylaminomethylene-2-thioxoimidazolidin-4-one
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Fig 2. "C-NMR spectrum of 3-methyl-5-phenylaminomethylene-2-thioxoimidazolidin-4-one
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Fig. $3. "H-NMR spectrum of 3-butyl-5-phenylaminomethylene-2-thioxoimidazolidin-4-one
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Fig $4. "C-NMR spectrum of 3-butyl-5-phenylaminomethylene-2-thioxoimidazolidin-4-one
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Fig S5. "H-NMR spectrum of 3-phenyl-5-phenylaminomethylene-2-thioxoimidazolidin-4-one
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Fig $6. "C-NMR spectrum of 3-phenyl-5-phenylaminomethylene-2-thioxoimidazolidin-4-one
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Fig S7. MS spectrum of 3-methyl-5-phenylaminomethylene-2-thioxoimidazolidin-4-one
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Fig S8. MS spectrum of 3-butyl-5-phenylaminomethylene-2-thioxoimidazolidin-4-one

R L
78.2 2784 278,

~

Khedidja Merdja et al.



Indones. J. Chem., 2023, 23 (6), 1722 - 1734

Suppl. 5

Compounds

BC-NMR

s

VY VU

- ~/ T

I
I

o

/ 5 LN, | 5.
A (| [y
/ 1 e ha o e ma | |
y, - it
= ‘ ' | I
- | . _/J'L . A}
=S : : 7 . :
(ppm)
o

|

- -
Shift (ppm)
:
¥
Ew
"
e [ = . - s ‘ ‘
/ T | ‘
/ T e ‘ H ‘ [ - I \|\ ‘u M\ l‘ “I
T — NI\ AV I
H P () H T T 7 # B £ -
st (o) sttt (ppm)

Fig S9. Theor

etical NMR spectra of compounds 2a-c
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