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IR spectra, 'H- and *C-NMR spectra

1) IR spectra

Fig. S1. IR spectrum of 1,3-thiazolidine-2,4-dione (1).

Fig. S2. IR spectrum of (£)-5-(3,4,5-Trimethoxybenzylidene)thiazolidine-2,4-dione (2).
Fig. S3. IR spectrum of potassium (Z)-5-(3,4,5-Trimethoxybenzylidene)thiazolidine-
2,4-dion-3-ide (3).

Fig. S4. IR spectrum of 2-amino-4-phenylthiazole (4b).

Fig. S5. IR spectrum of 2-amino-4-(4-methylphenyl)thiazole (4c).

Fig. S6. IR spectrum of 2-amino-4-(4-chlorolphenyl)thiazole (4d).

Fig. S7. IR spectrum of 2-amino-4-(4-bromolphenyl)thiazole (4e).

Fig. S8. IR spectrum of 2-chloro-N-(thiazol-2-yl)acetamide (5a).

Fig. S9. IR spectrum of 2-chloro-N-(4-phenylthiazol-2-yl)acetamide (5b).

Fig. S10. IR spectrum of 2-chloro-N-(4-methylphenylthiazol-2-yl)acetamide (Sc).
Fig. S11. IR spectrum of 2-chloro-N-(4-chlorophenylthiazol-2-yl)acetamide (5d).
Fig. S12. IR spectrum of 2-chloro-N-(4-bromophenylthiazol-2-yl)acetamide (5e).
Fig. S13. IR spectrum of 2-chloro-N-(benzo[d] thiazol-2-yl)acetamide (5f).

Fig. S14. IR spectrum of 2-iodo-N-(thiazol-2-yl)acetamide (6a).

Fig. S15. IR spectrum of 2-iodo-N-(4-phenylthiazol-2-yl)acetamide (6b).

Fig. S16. IR spectrum of 2-iodo-N-(4-methyl phenylthiazol-2-yl)acetamide (6¢).



Fig. S17. IR spectrum of 2-iodo -N-(4-chlorophenylthiazol-2-yl)acetamide (6d).
Fig. S18. IR spectrum of 2-iodo -N-(4-bromophenylthiazol-2-yl)acetamide (6e).
Fig. S19. IR spectrum of 2-iodo-N-(benzo[d]thiazol-2-yl)acetamide (6f).
Fig. S20. IR spectrum of (Z)-2-(5-(3,4,5-trimethoxybenzylidene)thiazolidin-2,4-dion-
3-yl)-N-(thiazol-2-yl)acetamide (7a).
Fig. S21. IR spectrum of (£)-2-(5-(3,4,5-trimethoxybenzlidene)thiazolidine-2,4-dion-3-yl)-N-
(4-phenylthiazole-2-yl)acetamide (7b).
Fig. S22. IR spectrum of (Z)-2-(5-(3,4,5-trimethoxybenzylidene)thiazolidin-2,4-dion-3-yl)-N-
(4-(4-methylphenyl)thiazol-2-yl)acetamide (7¢).
Fig. S23. IR spectrum of (£)-2-(5-(3,4,5-trimethoxybenzylidene)thiazolidin-2,4-dion-3-yl)-N-
(4-(4-chlorophenyl)thiazol-2-yl)acetamide (7d).
Fig. S24. IR spectrum of (Z)-2-(5-(3,4,5-trimethoxybenzylidene)thiazolidin-2,4-dion-3-yl)-N-
(4-(4-bromophenyl)thiazol-2-yl)acetamide (7e).
Fig. S25. IR spectrum of (£)-2-(5-(3,4,5-trimethoxybenzylidene)thiazolidin-2,4-dion-3-yl)-N-
(benzo[d]thiazol-2-yl)acetamide (7e).

2) 'H- and *C-NMR spectra in DMSO-d; if not otherwise indicated
Fig. S26. "H-NMR spectrum of (Z£)-5-(3,4,5-Trimethoxybenzylidene) thiazolidine-2,4-
dione (2).
Fig. S27. "C-NMR spectrum of (Z£)-5-(3,4,5-Trimethoxybenzylidene)thiazolidine-2,4-
dione (2).
Fig. S28. '"H-NMR spectrum of potassium (Z)-5-(3,4,5-Trimethoxybenzylidene)thiazolidine-
2,4-dion-3-ide (3).
Fig. $29. C-NMR spectrum of potassium (Z)-5-(3,4,5-Trimethoxybenzylidene)thiazolidine-
2,4-dion-3-ide (3).
Fig. $30. "H-NMR spectrum (CDCl;) of 2-chloro-N-(thiazol-2-yl)acetamide (5a).
Fig. S31. 'H-NMR spectrum (CDCls) of 2-chloro-N-(4-phenylthiazol-2-yl)acetamide (5b).
Fig. S32. '"H-NMR spectrum (CDCls) of 2-chloro-N-(4-methylphenylthiazol-2-yl)acetamide
(5¢).
Fig. S33. '"H-NMR spectrum (CDCls3) of 2-chloro-N-(4-chlorophenylthiazol-2-yl)acetamide
(5d).
Fig. S34. '"H-NMR spectrum (CDCls) of 2-chloro -N-(4-bromophenylthiazol-2-yl)acetamide
(Se).
Fig. S$35. "H-NMR spectrum (CDCl;) of 2-chloro-N-(benzo[d]thiazol-2-yl)acetamide (5f).
Fig. $36. "H-NMR spectrum of 2-iodo-N-(thiazol-2-yl)acetamide (6a).
Fig. $37. *C-NMR spectrum (CDCls) of 2-iodo-N-(thiazol-2-yl)acetamide (6a).
Fig. $38. "H-NMR spectrum of 2-iodo-N-(4-phenylthiazol-2-yl)acetamide (6b).



Fig. $39. *C-NMR spectrum of 2-iodo-N-(4-phenylthiazol-2-yl)acetamide (6b).

Fig. S40. "H-NMR spectrum of 2-iodo-N-(4-methylphenylthiazol-2-yl)acetamide (6¢).

Fig. S41. PC-NMR spectrum of 2-iodo-N-(4-methyl phenylthiazol-2-yl)acetamide (6¢).

Fig. S42. "H-NMR spectrum of 2-iodo-N-(4-chlorophenylthiazol-2-yl)acetamide (6d).

Fig. S43. *C-NMR spectrum of 2-iodo-N-(4-chlorophenylthiazol-2-yl)acetamide (6d).

Fig. S44. '"H-NMR spectrum of 2-iodo -N-(4-bromophenylthiazol-2-yl)acetamide (6e).

Fig. S45. *C-NMR spectrum of 2-iodo -N-(4-bromophenylthiazol-2-yl)acetamide (6e).

Fig. S46. '"H-NMR spectrum of 2-iodo-N-(benzo[d]thiazol-2-yl)acetamide (6f).

Fig. S47. C-NMR spectrum of 2-iodo-N-(benzo[d]thiazol-2-yl)acetamide (6f).

Fig. S48. 'H-NMR spectrum of (Z)-2-(5-(3,4,5-trimethoxybenzlidene)thiazolidine-2,4-dion-3-
y1)-N-(thiazole-2-yl)acetamide (7a).

Fig. $49. *C-NMR spectrum of (2)-2-(5-(3,4,5-trimethoxybenzlidene)thiazolidine-2,4-dion-3-
yl)-N-(thiazole-2-yl)acetamide (7a).

Fig. $50. "H-NMR spectrum of (Z)-2-(5-(3,4,5-trimethoxybenzlidene)thiazolidine-2,4-dion-3-
yl)-N-(4-phenylthiazole-2-yl)acetamide (7b).

Fig. S51. *C-NMR spectrum of (Z)-2-(5-(3,4,5-trimethoxybenzlidene)thiazolidine-2,4-dion-3-
yl)-N-(4-phenylthiazole-2-yl)acetamide (7b).

Fig. $52. '"H-NMR spectrum of (Z)-2-(5-(3,4,5-trimethoxybenzylidene)thiazolidin-2,4-dion-
3-yl)-N-(4-(4-methylphenyl)thiazol-2-yl)acetamide (7¢).

Fig. S53. *C-NMR spectrum of (Z)-2-(5-(3,4,5-trimethoxybenzylidene)thiazolidin-2,4-dion-
3-yl)-N-(4-(4-methylphenyl)thiazol-2-yl)acetamide (7¢).

Fig. S54. '"H-NMR spectrum of (Z)-2-(5-(3,4,5-trimethoxybenzylidene)thiazolidin-2,4-dion-3-
y1)-N-(4-(4-chlorophenyl)thiazol-2-yl)acetamide (7d).

Fig. S55. *C-NMR spectrum of (Z)-2-(5-(3,4,5-trimethoxybenzylidene)thiazolidin-2,4-dion-3-
y1)-N-(4-(4-chlorophenyl)thiazol-2-yl)acetamide (7d).

Fig. $56. '"H-NMR spectrum of (Z)-2-(5-(3,4,5-trimethoxybenzylidene)thiazolidin-2,4-dion-3-
y1)-N-(4-(4-bromophenyl)thiazol-2-yl)acetamide (7e).

Fig. S57. *C-NMR spectrum of (Z)-2-(5-(3,4,5-trimethoxybenzylidene)thiazolidin-2,4-dion-3-
y1)-N-(4-(4-bromophenyl)thiazol-2-yl)acetamide (7e).

Fig. S58. 'H-NMR spectrum of (Z)-2-(5-(3,4,5-trimethoxybenzylidene)thiazolidin-2,4-dion-3-
yl)-N-(benzo[d]thiazol-2-yl)acetamide (7).

3) 2D-schematic representation of ligand-protein interactions. All the plots were
calculated using LIGPLOT (Wallace A C, Laskowski R A & Thornton J M (1995).
LIGPLOT: A program to generate schematic diagrams of protein-ligand
interactions. Prot. Eng., 8,127-134.). Figures S59-S64 are relative to hTopo I; Figures S65-
S70 are relative to hTopo II.
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Fig. S1. IR spectrum of 1,3-thiazolidine-2,4-dione (1).
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Fig. S2. IR spectrum of (£)-5-(3,4,5-Trimethoxybenzylidene)thiazolidine-2,4-dione (2).
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Fig. S3. IR spectrum of potassium (Z)-5-(3,4,5-Trimethoxybenzylidene)thiazolidine-
2,4-dion-3-ide (3).
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Fig. S4. IR spectrum of 2-amino-4-phenylthiazole (4b).
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Fig. S5. IR spectrum of 2-amino-4-(4-methylphenyl)thiazole (4c¢).
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Fig. S6. IR spectrum of 2-amino-4-(4-chlorolphenyl)thiazole (4d).
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Fig. S8. IR spectrum of 2-chloro-N-(thiazol-2-yl)acetamide (5a).
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Fig. S9. IR spectrum of 2-chloro-N-(4-phenylthiazol-2-yl)acetamide (5b).
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Fig. S11. IR spectrum of 2-chloro-N-(4-chlorophenylthiazol-2-yl)acetamide (5d).
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Fig. S16. IR spectrum of 2-iodo-N-(4-methyl phenylthiazol-2-yl)acetamide (6¢).
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Fig. S28. '"H-NMR spectrum of potassium (Z)-5-(3,4,5-Trimethoxybenzylidene)thiazolidine-
2,4-dion-3-ide (3).



o © o o ™ N
R = @0 & - - =
o & ©o o ® ® T o
. ) ; e = ? ;. B
m n o S oo o © 5 02
© o~ 0 o ® « = o @
=50 = et 2 = 2 a
H29 dmso
o
N
HyG s
i A
me—o' Y
e
T T T T T T T T T T T T T T T 1
180 170 160 50 140 130 120 110 100 g0 80 70 60 50 40 ppm
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Fig. $39. *C-NMR spectrum of 2-iodo-N-(4-phenylthiazol-2-yl)acetamide (6b).
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Fig. S43. *C-NMR spectrum of 2-iodo-N-(4-chlorophenylthiazol-2-yl)acetamide (6d).

12.61

mmmmm

Br.

3.93

i) |

%

215
2.10&

%

13.5 12.5

115 105 95 90 85 80 75 70 65 60 55
f1 (ppm)

50 45

4

40 35 30 25 20 15 1.0 05 0.0

Fig. S44. "H-NMR spectrum of 2-iodo -N-(4-bromophenylthiazol-2-yl)acetamide (6e).



168.09
158.71
14865

13415

13256

—128.49

—121.75
110.14

—-0.51

170 160 150 140 130 120 110 100 90 80
f1 (ppm)

Fig. S45. C-NMR spectrum of 2-iodo -N-(4-bromophenylthiazol-2-yl)acetamide (6e).

mmmmmmmm )
QANRNTITOAN

NNNNNNNNNN

12.67

1.064
1.08

§
1.07

UL Lo A

5 aniee T
40

2 8588
s S353

T T T T T T T T T T T T T T T T T T
130 125 120 115 110 105 100 95 90 85 80

Fig. S46. '"H-NMR spectrum of 2-iodo-N-(benzo[d]thiazol-2-yl)acetamide (6f).



— 17162
— 167.58
15850
- 158.18
13855
13830
_- 11465
~-114.20
—-051

180 170 160 150 140 130 120 110 100 90
f1 (ppm)
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Fig. S$58. "H-NMR spectrum of (Z)-2-(5-(3,4,5-trimethoxybenzylidene)thiazolidin-2,4-dion-3-
yl)-N-(benzo[d]thiazol-2-yl)acetamide (7f).
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