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Supporting Information

Structure determination using NMR spectroscopic data of 3e

The structure of 4-hydroxy-3-(p-tolyl)thiazolidine-2-thione 3e was deduced from one- and two-
dimensional NMR spectroscopic data. The structural elucidation using NMR spectroscopy is

discussed below.
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Inthe *H NMR spectrum of 3e, the H-5 hydrogens appear as a broad singlet 5.78 ppm and it

shows a C-H COSY correlation with the carbon signal at 92.4 ppm. Further, the H-5 have a H-H
COCY correlation with a hydrogen at 3.86 ppm (J = 12.1, 6.1 Hz) assignable to H-4a. Moreover,
the H-5 protons show a HMB correlation with C-2 at 196.8 ppm. The diastereotopic protons, H-4
appear as doublets of doublets at 3.86 ppm (J = 12.1, 6.1 Hz) and 3.29 (J = 12.3, 1.5 Hz) which
show HMBCs with C-2 and C-4 at 196.8 and 92.4 ppm respectively. The H-H COSY correlation

reveals that one of the diastereotopic H-4a protons couples with H-5 proton and the protons, H-



4a and H-4b couple with each other. The hydrogens, H-4a and H-4b show a C-H COSY

correlation with the carbon signal at 36.7 ppm.

The aromatic protons appear as a multiplet at 7.72-7.41 ppm. The methyl hydrogens
appear as a singlet at 2.39 ppm which show HMBCs with C-3’ and C-4’ at 127.8 and 136.7 ppm
respectively. The hemi aminalic OH appears as a broad singlet at 3.63 ppm. The >C=S carbon
appears at 196.8 ppm, which is a characteristic carbon signal for the 4-hydroxy-3-
arylthiazolidine-2-thione system. Finally the structure of the product was also confirmed by ESI

mass analysis.
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Fig.26"°C NMR Spectrum of 3h (DMSO-ds)
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Fig.28'"H NMR Spectrum 3i (DMSO-ds)
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Fig.29"°C NMR Spectrum of 3i (DMSO-dg)
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Fig.30ESI mass spectrum of 3i
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Fig.31'"H NMR Spectrum 3j (CDCl; + DMSO-d5)
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Fig.33ESI mass spectrum of 3j
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Fig.34"H NMR Spectrum 3k (CDCl5)
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Fig.35"°C NMR Spectrum of 3k (CDCl5)
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Fig.36ESI mass spectrum of 3k

23




5,815
845
842
818
814
784
38
3l
277
271
267

2.503

0.000

Current Data Parameters

VK-30Me
EXPNO 11
FROCKD 1

F2 - Acquisition Parameters

| Date_ 20140529
Tine 22,11
TSR 2v300
PROBHD 5 u BBD BB-1H
PULPROG 230
™ 32768
SOLVENT Dels
m 16
s 0

S

T T T T T T T T T T T T T T T T T T 1
€5 80 7.5 70 65 &0 55 50 45 40 3.5 30 2.5 20 1.5 1.0 0.5 0.0 ppm

1.3
1.98¢
1.12
0. 95¢
1.00C
4.03¢
1.01C

Fig.37"H NMR Spectrum 3| (CDCl; + DMSO-dg)
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Fig.38"°C NMR Spectrum of 31 (CDCl; + DMSO-ds)
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Fig.40'H NMR Spectrum 3m (CDCl3 + DMSO-dg)
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Fig.42'H NMR Spectrum 5a(CDCls)
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Fig.43°C NMR Spectrum of 5a(CDCls)
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Fig.45"°C NMR Spectrum of 5b(CDCl5)
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Fig.46'H NMR Spectrum 5¢(CDCl5)
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Fig.47"°C NMR Spectrum of 5¢(CDCls)
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Fig.49"H NMR Spectrum 6a(CDClI5)
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Fig.50°C NMR Spectrum of 6a(CDCls)
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Fig.52"H NMR Spectrum 6b(CDCls)
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Fig.53"°C NMR Spectrum of 6b(CDCl5)
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