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Fig S1. Van’t Hoff plot of Log K vs 1/T for binding of 3i with BSA.

Fig S2. Van’t Hoff plot of Log K vs 1/T for binding of 3i with DNA.
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Fig S3. Displacement of Dansylamide (DA) from BSA-Dansylamide complex by 3i. 

[Dansylamide] = [BSA] = 15 μM and [3i] = 0 – 22 μM, λex = 280 nm

Fig S4. Displacement of Dansylglycine (DG) from BSA-Dansylglycine complex by 3i. 

[Dansylglycine] = [BSA] = 15 μM and [3i] = 0 – 22 μM, λex = 280 nm
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Characterization of Final Compounds
1H NMR, 13C{1H} NMR, HMQC, HMBC and HRMS Spectrum of Final Compounds

1. 2-(4-Methylbenzoyl)-3-methyl-5,6-dihydroimidazo[2,1-b]thiazole (3a)
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Figure S5a. 1H NMR spectrum of 3a in CDCl3 (400 MHz). 
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Figure S5b. 13C{1H} NMR spectrum of 3a in CDCl3 (100 MHz).



S6

2. 2-(2-Methoxybenzoyl)-3-methyl-5,6-dihydroimidazo[2,1-b]thiazole (3b)
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Figure S6a. 1H NMR spectrum of 3b in CDCl3 (500 MHz).
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Figure S6b. 13C{1H} NMR spectrum of 3b in CDCl3 (125 MHz).
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3. 2-(3-Methoxybenzoyl)-3-methyl-5,6-dihydroimidazo[2,1-b]thiazole (3c)
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Figure S7a. 1H NMR spectrum of 3c in CDCl3 (400 MHz).

Figure S7b. 13C{1H} NMR spectrum of 3c in CDCl3 (100 MHz).
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4. 2-(4-Methoxybenzoyl)-3-methyl-5,6-dihydroimidazo[2,1-b]thiazole (3d)
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Figure S8a. 1H NMR spectrum of 3d in CDCl3 (400 MHz).
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Figure S8b. 13C{1H} NMR spectrum of 3d in CDCl3 (100 MHz).
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5. 2-Benzoyl-3-methyl-5,6-dihydroimidazo[2,1-b]thiazole (3e)

-2-10123456789101112
f1 (ppm)

-1000

0

1000

2000

3000

4000

5000

6000

7000

8000

9000

10000

11000MONA 1-8-18
MH-513
PROTON CDCl3 {C:\Bruker\TopSpin3.2} cil 17

3.
00

2.
04

2.
06

2.
02

1.
04

2.
00

A (s)
2.23

B (t)
4.08

C (t)
4.37

D (d)
7.64

E (t)
7.54

F (t)
7.45

-0
.0

00

2.
23

4

4.
05

8
4.

07
8

4.
11

1
4.

35
2

4.
37

2
4.

39
2

7.
26

9
7.

43
1

7.
45

0
7.

46
9

7.
51

7
7.

53
5

7.
55

4
7.

63
3

7.
65

1

Figure S9a. 1H NMR spectrum of 3e in CDCl3 (400 MHz).
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Figure S9b. 13C{1H} NMR spectrum of 3e in CDCl3 (100 MHz).
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6. 2-(4-Fluorobenzoyl)-3-methyl-5,6-dihydroimidazo[2,1-b]thiazole (3f)
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Figure S10a. 1H NMR spectrum of 3f in CDCl3 (400 MHz).
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Figure S10b. 13C{1H} NMR spectrum of 3f in CDCl3 (100 MHz).
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7. 2-(4-Chlorobenzoyl)-3-methyl-5,6-dihydroimidazo[2,1-b]thiazole (3g)
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Figure S11a. 1H NMR spectrum of 3g in CDCl3 (400 MHz).
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Figure S11b. 13C{1H} NMR spectrum of 3g in CDCl3 (100 MHz).
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8. 2-(4-Bromobenzoyl)-3-methyl-5,6-dihydroimidazo[2,1-b]thiazole (3h)
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Figure S12a. 1H NMR spectrum of 3h in CDCl3 (400 MHz).

-100102030405060708090100110120130140150160170180190200210
f1 (ppm)

0

1000

2000

3000

4000

5000

6000

7000

8000

9000

mona 13-8-18
mh-517
C13CPD CDCl3 {C:\Bruker\TopSpin3.2} cil 1 0.

00
0

15
.2

52

44
.9

05

58
.4

92

76
.7

18
77

.0
36

77
.3

53

11
4.

18
6

12
6.

54
4

12
9.

51
0

13
1.

86
0

13
8.

19
1

14
4.

15
1

16
5.

38
0

18
5.

84
6

Figure S12b. 13C{1H} NMR spectrum of 3h in CDCl3 (100 MHz).
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9. 2-(2,4-Dichlorobenzoyl)-3-methyl-5,6-dihydroimidazo[2,1-b]thiazole (3i)
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Figure S13a. 1H NMR spectrum of 3i in CDCl3 (500 MHz).
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Figure S13b. 13C{1H} NMR spectrum of 3i in CDCl3 (125 MHz).
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10. 2-Thienoyl-3-methyl-5,6-dihydroimidazo[2,1-b]thiazole (3j)
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Figure S14a. 1H NMR spectrum of 3j in CDCl3 (400 MHz).
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Figure S14b. 13C{1H} NMR spectrum of 3j in CDCl3 (100 MHz).
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2D NMR (HMBC & HMQC)

Figure S15a. HMQC of 3a

Figure S15b. HMBC of 3a
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correlation

Assignments

187.0 --- 7.55 (H2׳/H6׳)

2.22 (3-CH3)

CO

165.6 --- 4.33 (H5)

3.96 (H6)

C8

143.3 --- 2.22 (3-CH3) C3

142.4 --- 7.55 (H2׳/H6׳)

2.41 (4-CH3C6H4)

C4׳

136.7 --- 7.24 (H3׳/H5׳) C1׳

129.1 7.24 (H3׳/H5׳) 7.24 (H3׳/H5׳)

2.41 (4-CH3C6H4)

C3׳/C5׳

128.0 7.55 (H2׳/H6׳) 7.55 (H2׳/H6׳) C2׳/C6׳

114.6 --- 2.22 (3-CH3) C2

58.55 4.33 (H5) 3.96 (H6) C5

44.9 3.96 (H6) 4.33 (H5) C6

21.6 2.41 (4-CH3C6H4) 7.24 (H3׳/H5׳) 4- CH3C6H4

15.6 2.22 (3-CH3) 3-CH3
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Figure S16a. HMQC of 3h
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Figure S16b. HMBC of 3h
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Table S2: 2D NMR correlation results for compound 3h

Chemical shifts

( in ppm)

gs-HMQC

correlation

gs-HMBC

correlation

Assignments

185.8 --- 7.60 (H2׳/H6׳)

2.25 (3-CH3)

CO

165.3 --- 4.35 (H5)

3.98 (H6)

C8

144.1 --- 2.25 (3-CH3) C3

138.1 --- 7.60 (H2׳/H6׳) C4׳

131.8 --- 7.54 (H3׳/H5׳) C1׳

129.5 7.54 (H3׳/H5׳) 7.54 (H3׳/H5׳) C3׳/C5׳

126.5 7.60 (H2׳/H6׳) 7.60 (H2׳/H6׳) C2׳/C6׳

114.1 --- 2.25 (3-CH3) C2

58.4 4.35 (H5) 3.98 (H6) C5

44.9 3.98 (H6) 4.35 (H5) C6

15.2 2.25 (3-CH3) 3-CH3



S19

HRMS
SAIF/CIL,PANJAB UNIVERSITY,CHANDIGARHWATERS,Q-TOF MICROMASS (ESI-MS)

m/z
60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500

%

0

100
MONA 514 18 (0.335) AM2 (Ar,5000.0,0.00,0.60,LS 10); ABS; Cm (16:19) 1: TOF MS ES+ 

8.00e4259.0802
80024

258.8945
1530119.0954

59
79.0375

52
141.1015

38
187.1415

31

203.2096
14

260.1462
43164

261.1631
19640

287.1696
12491

377.2628
3790

300.2036
3575 325.2272

2212
339.2343

1425
405.2592

3213
501.3540

413
477.3189

320
466.3240

259
417.3925

192

Figure S17. HRMS of 2-(4-Methylbenzoyl)-3-methyl-5,6-dihydroimidazo[2,1-b]thiazole 
(3a)

SAIF/CIL,PANJAB UNIVERSITY,CHANDIGARHWATERS,Q-TOF MICROMASS (ESI-MS)

m/z
60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500

%

0

100
MONA 512_B 6 (0.112) AM2 (Ar,10000.0,0.00,1.00,LS 10); ABS; Cm (1:10) 1: TOF MS ES+ 

7.21e4275.0896
72107

85.0818
1182

56.0596
108

274.8594
868209.1536

710124.1122
57

157.0461
29

187.1675
22

245.1225
47

275.9200
24347

281.0923
13535

281.1552
4643

282.1577
1722

321.2028
1544

362.1759
1372 468.3253

501
388.2459

348
410.2272

195
485.2729

89

Figure S18. HRMS of 2-(2-Methoxybenzoyl)-3-methyl-5,6-dihydroimidazo[2,1-b]thiazole 
(3b)
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SAIF/CIL,PANJAB UNIVERSITY,CHANDIGARHWATERS,Q-TOF MICROMASS (ESI-MS)

m/z
60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500

%

0

100
MONA 558 9 (0.136) AM2 (Ar,5000.0,0.00,0.60,LS 10); ABS; Cm (7:9) 1: TOF MS ES+ 

1.48e5275.0783
147663

274.8682
139179.0487

113

251.0995
82159.1127

51
135.0736

36
113.1137

34
215.1109

29

173.0840
22

276.1639
58912

277.1733
24357

303.1790
7324

278.1692
3158

316.2244
2219 409.2734

1003
341.2152

411
367.2336

165 437.2758
592

465.3981
67

495.2722
55

Figure S19. HRMS of 2-(3-Methoxybenzoyl)-3-methyl-5,6-dihydroimidazo[2,1-b]thiazole 
(3c)

SAIF/CIL,PANJAB UNIVERSITY,CHANDIGARHWATERS,Q-TOF MICROMASS (ESI-MS)

m/z
60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500

%

0

100
MONA 512_B 14 (0.260) AM2 (Ar,5000.0,0.00,0.60,LS 10); ABS; Cm (11:14) 1: TOF MS ES+ 

3.19e4275.0603
31907

274.1490
77979.0576

97
135.0999

88
113.0987

6

243.1380
21159.1195

16
203.1193

14

276.1402
19441

297.1424
11241

298.1566
1993 355.0974

1407333.1837
862

449.2596
1240409.3018

271356.1336;112
489.2724

687 511.2846
125

Figure S20. HRMS of 2-(4-Methoxybenzoyl)-3-methyl-5,6-dihydroimidazo[2,1-b]thiazole 
(3d)
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SAIF/CIL,PANJAB UNIVERSITY,CHANDIGARHWATERS,Q-TOF MICROMASS (ESI-MS)

m/z
60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480

%

0

100
MONA 513 51 (0.947) AM2 (Ar,5000.0,0.00,0.60,LS 10); ABS; Cm (43:51) 1: TOF MS ES+ 

1.56e5245.0727
155846

244.7438
267079.0473

997
59.0696

308
185.0948

279
159.1059

186
105.0716

141
127.0702

65

219.1274
74

246.1283
74141

267.1272
58157

275.1629
31846

276.1730
4878 349.2072

4827

297.1530
4813 403.3186

2249
377.2044

2194
487.2881

1893
420.2447

325
473.3630

290

Figure S21. HRMS of 2-Benzoyl-3-methyl-5,6-dihydroimidazo[2,1-b]thiazole (3e)
SAIF/CIL,PANJAB UNIVERSITY,CHANDIGARHWATERS,Q-TOF MICROMASS (ESI-MS)

m/z
200 210 220 230 240 250 260 270 280 290 300 310 320 330 340 350

%

0

100
MONA 516 19 (0.289) AM2 (Ar,5000.0,0.00,0.60,LS 10); ABS; Cm (17:20) 1: TOF MS ES+ 

1.65e5263.0499
164866

259.1713
6282251.1112

2526
245.1632

403209.1678
18

237.2072
8221.0936

7

264.1347
86888

289.1906
32945

265.1458
31150

266.1458
3414

275.1782
2503

290.1971
4409

304.1996
621

321.1847
491

309.1671
226 343.2644

106
329.1731

60

349.2838
34

Figure S22. HRMS of 2-(4-Fluorobenzoyl)-3-methyl-5,6-dihydroimidazo[2,1-b]thiazole (3f)
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Figure S23. HRMS of 2-(4-Chlorobenzoyl)-3-methyl-5,6-dihydroimidazo[2,1-b]thiazole (3g)

Figure S24. HRMS 2-(4-Bromobenzoyl)-3-methyl-5,6-dihydroimidazo[2,1-b]thiazole (3h)
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SAIF/CIL,PANJAB UNIVERSITY,CHANDIGARHWATERS,Q-TOF MICROMASS (ESI-MS)

m/z
60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500

%

0

100
MONA 515 22 (0.408) AM2 (Ar,5000.0,0.00,0.60,LS 10); ABS; Cm (21:26) 1: TOF MS ES+ 

1.04e5251.0249
104177

250.8409
201379.0424

257
159.0961

104
111.0334

66
187.1512

65
218.1194

26

252.0903
53901

253.0918
41604

259.1668
20116

279.1120
13163

389.1348
4579361.1271

2759
317.1799

2647
292.1530

2420 499.2089
691

485.2519
659415.2178

415
461.1497

161

Figure S25. HRMS of 2-Thienoyl-3-methyl-5,6-dihydroimidazo[2,1-b]thiazole (3j)


