Spectral Characterization

D1: (E)-2-(5-(4-hydroxy-3-methoxybenzylidene)-2,4-dioxothiazolidin-3-yl)-N-(4-
hydroxyphenyl)acetamide

Molecular formula: C19H16N206S, yellow solid, yield:48.5%, FT-IR (cm™): 3433 (N-H), 2762 (C-
H), 1659 (C=C), 1592 (C=0); '"H-NMR (400MHz, DMSO-d6, J, ppm): 12.34(0O=C-NH-), 10.01(-
OH), 9.45(-OH), 7.43(ar-H), 7.14-7.13(d, ar-H, 2H), 7.02-7.00(m), 6.89-6.87(d, ar-H), 4.83(s,
CH>), 3.83(s, CH3); '*C-NMR (100 MHz, DMSO-ds, J, ppm): 176.8, 172.8, 158.8, 156.3, 149.8,
148.2, 137.1, 135.0, 134.8, 130.9, 129.2, 128.5, 128.5, 124.0, 123.3, 119.7, 118.6, 63.4 and 55.5;
The LC-MS (m/z) value for C19H1sN2OsS is 400.41; found to be 400.50 (M+).
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Figure S1: IR spectrum of Compound D1: (E)-2-(5-(4-hydroxy-3-
methoxybenzylidene)-2,4-dioxothiazolidin-3-yl)-N-(4-hydroxyphenyl)acetamide
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Figure S2: 1H NMR spectrum of Compound D1: (E)-2-(5-(4-hydroxy-3-
methoxybenzylidene)-2,4-dioxothiazolidin-3-yl)-N-(4-hydroxyphenyl)acetamide
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Figure S3: 13C NMR spectrum of Compound D1: (E)-2-(5-(4-hydroxy-3-
methoxybenzylidene)-2,4-dioxothiazolidin-3-yl)-N-(4-hydroxyphenyl)acetamide
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Figure S4: Mass spectrum of Compound D1: (E)-2-(5-(4-hydroxy-3-methoxybenzylidene)-
2,4-dioxothiazolidin-3-yl)-N-(4-hydroxyphenyl)acetamide

D2: (E)-2-(5-(4-hydroxy-3-methoxybenzylidene)-2,4-dioxothiazolidin-3-yl)-N-(3-
hydroxyphenyl)acetamide

Molecular formula: C19H16N206S, yellow solid, yield: 51.5% FT-IR (cm™): 3485(OH), 2943(C-
H), 2620(CH), 1867(C=0), 1673(C=C); 'HNMR (400MHz, DMSO-d6, J, ppm):12.34 (s, O=C-
NH, 1-H), 10.10(s, ar-OH, 1-H), 9.45(s, ar-OH, 1-H), 7.43(s, CH, 1-H), 7.14-7.13(d, ar-H, 2H),
7.02-7.00(m, ar-H, 3-H), 6.89-6.87(d, ar-H, 1-H), 4.84(s, CHz, 2-H), 3.83(s, CH3, 3-H); *C-NMR
(100 MHz, DMSO-ds, 0, ppm): 176.8, 172.8, 158.8, 156.3, 149.8, 148.2, 137.1, 135.0, 134.8,
130.9, 129.2, 128.5, 128.5, 124.0, 123.3, 119.6, 118.4, 63.3 and 55.5; The LC-MS (m/z) value for
Ci9H16N206S is 400.41; found to be 400.61 (M+).
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Figure S5: IR spectrum of Compound D2: (E)-2-(5-(4-hydroxy-3-methoxybenzylidene)-2,4-
dioxothiazolidin-3-yl)-N-(3-hydroxyphenyl)acetamide
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Figure S6: 1H NMR spectrum of Compound D2: (E)-2-(5-(4-hydroxy-3-
methoxybenzylidene)-2,4-dioxothiazolidin-3-yl)-N-(3-hydroxyphenyl)acetamide
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Figure S7: 13C NMR spectrum of Compound D2: (E)-2-(5-(4-hydroxy-3-
methoxybenzylidene)-2,4-dioxothiazolidin-3-yl)-N-(3-hydroxyphenyl)acetamide
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Figure S8: Mass spectrum of Compound D2: (E)-2-(5-(4-hydroxy-3-methoxybenzylidene)-
2,4-dioxothiazolidin-3-yl)-N-(3-hydroxyphenyl)acetamide



(E)-2-(5-(4-hydroxy-3-methoxybenzylidene)-2,4-dioxothiazolidin-3-yl)-N-(2-
hydroxyphenyl)acetamide

Molecular formula: Ci9H16N206S, yellow solid, yield: 52.3%, FT-IR (cm™): 3434(NH),
2941(C=CH), 2762(CH), 1658(C=C); "H-NMR (400MHz, DMSO-d6, 6, ppm): 11.88(s, ar-OH, 1-
H), 10.34(s, O=C-NH, 1-H), 9.43(s, ar-OH, 1H), 7.11-7.10(d, ar-H, 1-H), 6.98-6.95(m, ar-H, 1H),
6.84-6.82(d, ar-H, 1-H), 4.61(s, CH2, 2H), 3.79(s, CH3, 3-H); >*CNMR (100 MHz, DMSO-dg, 6,
ppm):182.7, 175.8, 158.8, 156.3,149.8, 148.2, 137.1, 135.0, 134.8, 130.9, 129.2, 128.5,
128.5,124.0, 123.3, 119.6, 118.4, 55.4 and 40.1; The LC-MS (m/z) value for C19HisN20eS is
400.41; found to be 400.30 (M+).
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Figure S9: IR spectrum of Compound D3: (E)-2-(5-(4-hydroxy-3-methoxybenzylidene)-2,4-
dioxothiazolidin-3-yl)-N-(2-hydroxyphenyl)acetamide
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Figure S10: 1H NMR spectrum of Compound D3: (E)-2-(5-(4-hydroxy-3-
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Figure S11: 13C NMR spectrum of Compound D3: (E)-2-(5-(4-hydroxy-3-
methoxybenzylidene)-2,4-dioxothiazolidin-3-yl)-N-(2-hydroxyphenyl)acetamide
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Figure S12: Mass spectrum of Compound D3: (E)-2-(5-(4-hydroxy-3-methoxybenzylidene)-
2,4-dioxothiazolidin-3-yl)-N-(2-hydroxyphenyl)acetamide



D4: (E)-2-(5-(4-hydroxy-3-methoxybenzylidene)-2,4-dioxothiazolidin-3-yl)-N-(4-
nitrophenyl)acetamide

Molecular formula: C19H;sN30+S, yellow solid, yield: 22.4%, FT-IR (cm™):3431(NH), 3064(C=C-
H), 2942(-CH), 2761(CH), 1668(C=C), 1550(NO2), 810(C-NO2); 'H-NMR (400MHz, DMSO-
de, 6, ppm):11.14(s, O=C-NH, 1H), 10.01(s, ar-OH, 1-H), 9.45(s, CH, 1-H), 8.26-8.24(d, Ar-H, 1-
H), 7.92-7.84(d, Ar-H, 1-H), 7.37(s, ar-H, 1-H), 7.14-7.13(d, ar-H, 1-H), 4.39(s, CH2, 2-H), 3.82(s,
CH3, 3-H); 3*CNMR (100 MHz, DMSO-ds, 5, ppm): 173.7, 167.3, 165.4, 165.1, 144.6, 142.5,
134.6, 128.2,126.3,126.2, 125.1, 124.4, 124.1,123.1, 119.0, 116.3, 116.3, 55.5 and 44.1; The LC-
MS (m/z): valued for C19H;5N307S is 429.40; found to be 429.33 (M)

100

a3

a5
1

S

o

O

Transmittance %]
94
1

OCH,

N
H
Kr”
I O
NO2

9z
I

AP L))

8%ZQEREEEEE@REQNDWHQODOWQ
—o¥ 000

WEE1N —
2042 61
27E1 B0 ——

M E —

.............. o
8888&332[&9888333%—'56:59@333
P ONONT TR RIS BEY
T T T T T T
3500 3000 2500 2000 1500 1000

Wavenumber cm-1

Figure S13: IR spectrum of Compound D4: (E)-2-(5-(4-hydroxy-3-methoxybenzylidene)-2,4-
dioxothiazolidin-3-yl)-N-(4-nitrophenyl)acetamide
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Figure S14: 1H NMR spectrum of Compound D4: (E)-2-(5-(4-hydroxy-3-
methoxybenzylidene)-2,4-dioxothiazolidin-3-yl)-N-(4-nitrophenyl)acetamide
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Figure S15: 13C NMR spectrum of Compound D4: (E)-2-(5-(4-hydroxy-3-
methoxybenzylidene)-2,4-dioxothiazolidin-3-yl)-N-(4-nitrophenyl)acetamide
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Figure S16: Mass spectrum of Compound D4: (E)-2-(5-(4-hydroxy-3-methoxybenzylidene)-
2,4-dioxothiazolidin-3-yl)-N-(4-nitrophenyl)acetamide

D5: (E)-N-(4-fluorophenyl)-2-(5-(4-hydroxy-3-methoxybenzylidene)-2,4-dioxothiazolidin-3-
yDacetamide

Molecular formula: CioH;sFN2OsS, yellow solid, yield: 61.09% FT-IR (cm™):3489(OH),
3274(NH), 3223(C=C-H), 3164(Ar,CH), 3100(AR, CH), 1668(C=C), 1593(C=N), 888(C-F);
'HNMR (400MHz, DMSO-d6, 6, ppm):10.46(s, O=C-NH, 1H), 9.45(s, Ar-OH, 1-H), 7.64-
7.60(m, Ar-H, 1-H), 7.25(s, ar-H, 1-H), 4.26(s, CHa, 2-H), 3.85(s, CH3, 3-H); *CNMR (100 MHz,
DMSO-ds, 6, ppm): 182.4, 175.7, 163.9, 147.6, 146.9, 134.4, 131.8, 127.1, 123.5, 122.6, 120.9,
116.3, 115.7, 115.6, 115.3, 114.4, 112.9, 55.6 and 48.9; The LC-MS (m/z): valued for
C19H1sFN2O:sS is 402.4; found to be: 402.4 (M™).
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Figure S17: IR spectrum of Compound DS5: (E)-N-(4-fluorophenyl)-2-(5-(4-hydroxy-3-
methoxybenzylidene)-2,4-dioxothiazolidin-3-yl)acetamide
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Figure S18: 1H NMR spectrum of Compound D5: (E)-N-(4-fluorophenyl)-2-(5-(4-hydroxy-
3-methoxybenzylidene)-2,4-dioxothiazolidin-3-yl)acetamide
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Figure S19: 13C NMR spectrum of Compound DS5: (E)-N-(4-fluorophenyl)-2-(5-(4-
hydroxy-3-methoxybenzylidene)-2,4-dioxothiazolidin-3-yl)acetamide
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Figure S20: Mass spectrum of Compound D5: (E)-N-(4-fluorophenyl)-2-(5-(4-hydroxy-3-
methoxybenzylidene)-2,4-dioxothiazolidin-3-yl)acetamide



Code

SMILES

D1 | O=C(NC1=CC=C(0)C=C1)CN(C/2=0)C(SC2=C\C3=CC=C(0)C(OC)=C3)=0

D2 | O=C(NC1=CC=CC(O)=C1)CN(C/2=0)C(SC2=C\C3=CC=C(0)C(OC)=C3)=0

D3 | O=C(NC1=CC=CC=C10)CN(C/2=0)C(SC2=C\C3=CC=C(0)C(0OC)=C3)=0

D4 | O=C(NC1=CC=C([N+]([0])=0)C=C1)CN(C/2=0)C(SC2=C\C3=CC=C(0)C(OC)=C3)=0
D5 | O=C(NC1=CC=C(F)C=C1)CN(C/2=0)C(SC2=C\C3=CC=C(0)C(OC)=C3)=0




