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Fig S1. Van’t Hoff plot of Log K vs 1/T for binding of 3i with BSA.
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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 uM and [3i] = 0 — 22 uM, Aex = 280 nm
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Fig S4. Displacement of Dansylglycine (DG) from BSA-Dansylglycine complex by 3i.
[Dansylglycine] = [BSA] =15 uM and [3i] = 0 — 22 uM, Aex = 280 nm
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Characterization of Final Compounds
TH NMR, ¥3C{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. "H NMR spectrum of 3a in CDCl; (400 MHz).
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Figure S5b. BC{'H} NMR spectrum of 3a in CDCl; (100 MHz).
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2. 2-(2-Methoxybenzoyl)-3-methyl-5,6-dihydroimidazo[2,1-b]thiazole (3b)
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Figure S6a. 'H NMR spectrum of 3b in CDCl; (500 MHz).
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Figure S6b. 3C{'H} NMR spectrum of 3b in CDCl; (125 MHz).
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3. 2-(3-Methoxybenzoyl)-3-methyl-5,6-dihydroimidazo[2,1-b]thiazole (3¢)
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Figure S7a. '"H NMR spectrum of 3¢ in CDCl; (400 MHz).
MG 2 gz F% £ EZg%% 53 Sl =
single pulse decoupled gated ECE =z & Ezzz Em R =
| |1 [ Y e
~0.007
-0.006
R -0.005
o '
Ny g
—0.004
—0.003
| : 0,002
—0.001
-0.000
e e T o
220 200 180 160 140 120 100 80 &0 40 20 o0 -10

f1 (ppm)
Figure S7b. BC{!H} NMR spectrum of 3¢ in CDCI; (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. 'H NMR spectrum of 3d in CDCl; (400 MHz).
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Figure S8b. 3C{'H} NMR spectrum of 3d in CDCl; (100 MHz).
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5. 2-Benzoyl-3-methyl-5,6-dihydroimidazo[2,1-b]thiazole (3e)
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Figure S9a. 'H NMR spectrum of 3e in CDCl; (400 MHz).
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Figure S9b. BC{!H} NMR spectrum of 3e in CDCl; (100 MHz).
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6. 2-(4-Fluorobenzoyl)-3-methyl-5,6-dihydroimidazo[2,1-b]thiazole (3f)

New folder gZggtazEeansss 588388 8 g
MH-516 RN S o 3
PROTON CDCI3 {C:\Bruker\TopSps-2} &l se=—" N N
F
NS
N”L o]

D (m)| | E (m) cw)lB
7.67 || 7.12 4.32|| 3.
H

®
89
H H

=

50000

45000

40000

35000

30000

25000

20000

15000

10000

5000

3.00=

Figure S10a. '"H NMR spectrum of 3f in CDCl; (400 MHz).
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Figure S10b. BC{!H} NMR spectrum of 3f in CDCl; (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. '"H NMR spectrum of 3g in CDCl; (400 MHz).
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Figure S11b. BC{!H} NMR spectrum of 3g in CDCl; (100 MHz).
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8. 2-(4-Bromobenzoyl)-3-methyl-5,6-dihydroimidazo[2,1-b]thiazole (3h)
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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. "H NMR spectrum of 3i in CDCl; (500 MHz).
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10. 2-Thienoyl-3-methyl-5,6-dihydroimidazo[2,1-b]thiazole (3j)
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Figure S14a. '"H NMR spectrum of 3j in CDCI; (400 MHz).
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Figure S14b. BC{!H} NMR spectrum of 3j in CDCl; (100 MHz).
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2D NMR (HMBC & HMQC)
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Table S1: 2D NMR correlation results for compound 3a

Chemical shifts gs-HMQC gs-HMBC Assignments
(8 in ppm) correlation correlation
187.0 --- 7.55 (H2/H6) CcoO
2.22 (3-CH3)
165.6 - 4.33 (HS) C8
3.96 (H6)
143.3 --- 2.22 (3-CHj3) C3
142.4 --- 7.55 (H2/H6) Cc4
2.41 (4-CH;C¢Hy)
136.7 - 7.24 (H3/HY) Cr
129.1 7.24 (H3'/HY) 7.24 (H3'/HY) C3/Cs
2.41 (4-CH;C¢Hy)
128.0 7.55 (H2'/H6) 7.55 (H2'/H6') C2/Co
114.6 - 2.22 (3-CHsy) C2
58.55 4.33 (HS) 3.96 (H6) Cs5
44.9 3.96 (H6) 4.33 (HS) Cé6
21.6 2.41 (4-CH;C¢Hy) 7.24 (H3'/HS') 4- CH;C¢Hy
15.6 2.22 (3-CHsy) 3-CH;
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Table S2: 2D NMR correlation results for compound 3h

Chemical shifts gs-HMQC gs-HMBC Assignments
(8 in ppm) correlation correlation
185.8 - 7.60 (H2'/H6) CcoO
2.25 (3-CH3)
165.3 - 4.35 (HS) C8
3.98 (H6)
144.1 - 2.25 (3-CHy) C3
138.1 --- 7.60 (H2/H6') c4
131.8 --- 7.54 (H3'/HS') Cr
129.5 7.54 (H3/HYS") 7.54 (H3/HY) C3/Cs
126.5 7.60 (H2/H6') 7.60 (H2/H6) C2/Cé'
114.1 --- 2.25 (3-CHj3) C2
58.4 4.35 (HS) 3.98 (H6) C5
44.9 3.98 (H6) 4.35 (HS) Cé6
15.2 2.25 (3-CHj3) 3-CH;
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WATERS,Q-TOF MICROMASS (ESI-MS)

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

WATERS,Q-TOF MICROMASS (ESI-MS)

SAIF/CIL,PANJAB UNIVERSITY,CHANDIGARH

MONA 512_B 6 (0.112) AM2 (Ar,10000.0,0.00,1.00,LS 10); ABS; Cm (1:10) 1: TOF MS ES+
100- 275.0896_ 7.21e4
72107
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Figure S18. HRMS of 2-(2-Methoxybenzoyl)-3-methyl-5,6-dihydroimidazo[2,1-b]thiazole
(3b)
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WATERS,Q-TOF MICROMASS (ESI-MS)

SAIF/CIL,PANJAB UNIVERSITY,CHANDIGARH

MONA 558 9 (0.136) AM2 (Ar,5000.0,0.00,0.60,LS 10); ABS; Cm (7:9) 1: TOF MS ES+
100+ 275.0783_ 1.48e5
147663
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Figure S19. HRMS of 2-(3-Methoxybenzoyl)-3-methyl-5,6-dihydroimidazo[2,1-b]thiazole
(3¢)

WATERS,Q-TOF MICROMASS (ESI-MS)

SAIF/CIL,PANJAB UNIVERSITY,CHANDIGARH

MONA 512_B 14 (0.260) AM2 (Ar,5000.0,0.00,0.60,LS 10); ABS; Cm (11:14) 1: TOF MS ES+
100+ 275.0603_ 3.19e4
31907
276.1402
19441
=
297.1424
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298.1566
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Figure S20. HRMS of 2-(4-Methoxybenzoyl)-3-methyl-5,6-dihydroimidazo[2,1-b]thiazole
(d)
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WATERS,Q-TOF MICROMASS (ESI-MS)

SAIF/CIL,PANJAB UNIVERSITY,CHANDIGARH

MONA 513 51 (0.947) AM2 (Ar,5000.0,0.00,0.60,LS 10); ABS; Cm (43:51) 1: TOF MS ES+
100+ 245.0727_ 1.66e5
155846
246.1283
! 74141
267.1272
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275.1629
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276.1730297.1530
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Figure S21. HRMS of 2-Benzoyl-3-methyl-5,6-dihydroimidazo[2,1-b]thiazole (3e)

WATERS,Q-TOF MICROMASS (ESI-MS)

SAIF/CIL,PANJAB UNIVERSITY,CHANDIGARH

MONA 516 19 (0.289) AM2 (Ar,5000.0,0.00,0.60,LS 10); ABS; Cm (17:20) 1: TOF MS ES*+
100- 263.0499_ 16565
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Figure S22. HRMS of 2-(4-Fluorobenzoyl)-3-methyl-5,6-dihydroimidazo[2,1-b]thiazole (3f)
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MH-511 18 (0.321) AM (Cen,4, 80.00, Ht,10000.0,0.00,0.00); Cm (18:23) TOF MS ES+
100+ 2720282 207e7
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Figure S23. HRMS of 2-(4-Chlorobenzoyl)-3-methyl-5,6-dihydroimidazo[2,1-b]thiazole (3g)

MH-51T 21 {0.372) AM (Cen,4, 80.00, Ht, 10000.0.0.00,0.00); Cm (21:25) TOF MS ES+
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Figure S24. HRMS 2-(4-Bromobenzoyl)-3-methyl-5,6-dihydroimidazo[2,1-b]thiazole (3h)
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WATERS,Q-TOF MICROMASS (ESI-MS)

SAIF/CIL,PANJAB UNIVERSITY,CHANDIGARH

MONA 515 22 (0.408) AM2 (Ar,5000.0,0.00,0.60,LS 10); ABS; Cm (21:26) 1: TOF MS ES+
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Figure S25. HRMS of 2-Thienoyl-3-methyl-5,6-dihydroimidazo[2,1-b]thiazole (3j)
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