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Appendix

10.1 Supplementary data of Pyrazole and Spiropyrazoline Analogs
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Figure A.1. '"H NMR spectrum of N-(3-(3-(4-chlorophenyl)-1H-pyrazol-5-yl)phenyl)
benzamide (44).
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Figure A.2. 3C NMR spectrum of N-(3-(3-(4-chlorophenyl)-1H-pyrazol-5-yl)phenyl)
benzamide (44).
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Figure A.3. '"H NMR spectrum of N-(3-(4-(4-chlorophenyl)-1,2-diazaspiro[4.5]dec-2-
ene-3-carbonyl)phenyl) benzamide (67).
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Figure A.4. 3C NMR spectrum of N-(3-(4-(4-chlorophenyl)-1,2-diazaspiro[4.5]dec-2-
ene-3-carbonyl)phenyl)benzamide (67).
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Figure A.5. 'H NMR spectrum of N-(3-(4-(3-fluorophenyl)-1,2-diazaspiro[4.5]dec-2-
ene-3-carbonyl)phenyl)benzamide (73).
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Figure A.6. °C NMR spectrum of N-(3-(4-(3-fluorophenyl)-1,2-diazaspiro[4.5]dec-2-
ene-3-carbonyl)phenyl)benzamide (73).
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Figure A.7. 'H NMR spectrum of spectrum of N-(3-(4-(3-fluorophenyl)-1,2-
diazaspiro[4.5]dec-2-ene-3-carbonyl)phenyl)benzamide (73) after D,O exchange.
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Figure A.8. Correlated spectroscopy (COSY; 'H-'H) NMR spectrum of N-(3-(4-(3-
fluorophenyl)-1,2-diazaspiro[4.5]dec-2-ene-3-carbonyl)phenyl) benzamide (73).
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Figure A.9. Heteronuclear single quantum correlation (HSQC; 'H-!3C) NMR spectrum
of N-(3-(4-(3-fluorophenyl)-1,2-diazaspiro[4.5]dec-2-ene-3-carbonyl)phenyl) benzamide
(73).
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Figure A.10. Distortionless enhancement by polarization transfer (DEPT-135°) NMR
spectrum of N-(3-(4-(3-fluorophenyl)-1,2-diazaspiro[4.5]dec-2-ene-3-carbonyl)phenyl)
benzamide (73).
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Figure A.11. HPLC of N-(3-(3-(4-chlorophenyl)-1H-pyrazol-5-yl)phenyl) benzamide
(44) at 625pg/ml.
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Figure A.12. HPLC of N-(3-(4-(4-chlorophenyl)-1,2-diazaspiro[4.5]dec-2-ene-3-
carbonyl)phenyl)benzamide (67) at 625ug/ml.
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Figure A.13. Mass spectra of N-(3-(3-(4-chlorophenyl)-1H-pyrazol-5-yl)phenyl)
benzamide (44).
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Figure A.14. HRMS of N-(3-(4-(4-chlorophenyl)-1,2-diazaspiro[4.5]dec-2-ene-3-
carbonyl)phenyl)benzamide (67).
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Figure A.15. HRMS of N-(3-(4-(3-fluorophenyl)-1,2-diazaspiro[4.5]dec-2-ene-3-
carbonyl)phenyl) benzamide (73).
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Table A.1. HPLC data of pyrazole and spiropyrazoline analogs.

Compound  Retention HPLC Compound  Retention HPLC
No. Time (min.)  Purity (%) No. Time (min.)  Purity (%)
43 3.514 99.21 66 3.428 98.01
44 3.180 99.05 67 3.647 97.60
45 3.251 98.97 68 3.571 98.37
46 3.540 99.35 69 3.647 99.01
47 3.154 99.31 70 3.810 98.74
48 3.672 97.38 71 3.475 98.64
49 3.214 99.45 72 3.647 98.31
50 3.512 98.64 73 3.740 98.27
51 3.460 99.36 74 3.245 97.68
52 3.268 98.90 75 3.570 98.34
53 3.670 99.14 76 3.687 97.69
54 3.284 98.74 77 3.467 97.18
55 3.631 97.83 78 3.642 98.10
56 3.847 98.46 79 3.487 97.34
57 3.768 99.24 80 3.761 99.04
58 3.536 97.84 81 3.632 97.64
59 3.241 98.61 82 3.248 97.41
60 3.637 98.74 83 3.734 97.82
61 3.480 98.36 84 3.624 98.61
62 3.847 98.40 85 3.472 98.72

*HPLC method is mentioned in chapter4 section4.1.3
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10.2 Supplementary data of 2-Substituted Benzo|d]oxazol-5-amine Analogs
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Figure A.16. 'H NMR spectrum of (3-chlorophenyl)(4-(5-nitrobenzo[d]oxazol-2-
vl)piperazin-1-yl)methanone (66A).
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Figure A.17. 3C NMR spectrum of (3-chlorophenyl)(4-(5-nitrobenzo[d]oxazol-2-
vl)piperazin-1-yl)methanone (66A).
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Figure A.18. 'H NMR spectrum of (4-bromophenyl)(4-(5-nitrobenzo[d]oxazol-2-
vl)piperazin-1-yl)methanone (70A).
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Figure A.19. 3C NMR spectrum of (4-bromophenyl)(4-(5-nitrobenzo[d]oxazol-2-
yvl)piperazin-1-yl)methanone (70A).
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Figure A.20. 'H NMR spectrum of (4-fluorophenyl)(4-(5-nitrobenzo[d]oxazol-2-
vl)piperazin-1-yl)methanone (73A).
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Figure A.21. '*C NMR spectrum of (4-fluorophenyl)(4-(5-nitrobenzo[d]oxazol-2-
vl)piperazin-1-yl)methanone (73A).
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Figure A.22. 'H NMR spectrum of (4-(5-aminobenzo[d]oxazol-2-yl)piperazin-1-yl)(3-
chlorophenyl)methanone (88A).
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Figure A.23. '*C NMR spectrum of (4-(5-aminobenzo[d]oxazol-2-yl)piperazin-1-yl)(3-
chlorophenyl)methanone (88A).
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Figure A.24. 'H NMR spectrum of (4-(5-aminobenzo[d]oxazol-2-yl)piperazin-1-yl)(4-
bromophenyl)methanone (92A).
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Figure A.25. *C NMR spectrum of (4-(5-aminobenzo[d]oxazol-2-yl)piperazin-1-yl)(4-
bromophenyl)methanone (92A).
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Figure A.26. '"H NMR spectrum of (4-(5-aminobenzo[d]oxazol-2-yl)piperazin-1-yl)(4-
fluorophenyl)methanone (95A).
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Figure A.27. '"H NMR spectrum of (4-(5-aminobenzo[d]oxazol-2-yl)piperazin-1-yl)(4-
fluorophenyl)methanone (95A).
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Area % Report

Data File:
C'\DATA'SKSINGH\GOPICHAND'BOZ'ALL 125 23 05_2019.1sI8COMPOUNDS2_125-Repl.dat

Page 1 of 3

Method: C/DATAMSMUTHU'DTX CC ACN WATER 50 50.met
Acquired: 23-05-2019 11:06:40 (GMT +05:30)
Printed: 24-05-2019 10:33:55 (GMT +05:30)
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Spectrum Max
Plot Results
Retention Time Area Area %o Height Height %
3.393 11673409 99.65 1954720 99.94
5.787 34088 0.29 1086 0.06
10.467 1306 0.01 43 0.00
11.993 6083 0.05 46 0.00
Totals
11714886 100.00 1955895 100.00

Figure A.28. HPLC of  (4-(5-aminobenzo[d]oxazol-2-yl)piperazin-1-yl)(4-

bromophenyl)methanone (92A) at 125ug/ml.
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Page 1 of2
Area % Report
Data File:
C'\DATA\SKSINGH'\GOPICHAND'\BOZ'ALL 125 23 05 2019151t BOZ-AM-4F 625-Rep2.dat
Method: C'DATAWMSMUTHU'DTX CC ACN WATER 50 50.met
Acquired: 23-05-2019 12:28:56 (GMT +05:30)
Printed: 24-05-2019 10:39:12 (GMT +05:30)
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Figure A.29. HPLC of (4-(5-aminobenzo/d]oxazol-2-yl)piperazin-1-yl)(4-
fluorophenyl)methanone (95A) at 625u1g/ml
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Figure A.30. HRMS of (4-(5-aminobenzo[d]oxazol-2-yl)piperazin-1-yl)(4-
bromophenyl)methanone (92A).
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Figure A.31. HRMS of (4-(5-aminobenzo[d]oxazol-2-yl)piperazin-1-yl)(4-
fluorophenyl)methanone (95A).
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Table A.2. HPLC data of 2-substituted benzo[d]oxazol-5-amine analogs.

Retention Retention

Compound ] HPLC Compound ] HPLC
No. Tlfne Purity (%) No. Tlfne Purity (%)
(min.) (min.)

29A 3.971 98.64 92A 3.393 99.65
30A 3.731 98.67 93A 3.421 98.67
31A 3.350 98.31 94A 3.754 98.45
32A 3.475 98.64 95A 3.093 99.75
33A 3.724 97.36 96A 3.721 99.31
34A 3.345 98.61 97A 3.681 98.37
35A 3.342 97.68 98A 3.721 98.67
36A 3.810 98.72 99A 3.674 97.85
37A 3.473 98.42 100A 3.742 98.64
38A 3.761 97.64 101A 3.864 98.37
39A 3.634 97.82 102A 3.670 98.32
86A 3.674 98.75 103A 3.624 97.82
87A 3.840 97.67 104A 3.821 98.71
88A 3.568 97.80 105A 3.734 98.76
89A 3.287 97.82 106A 3.764 97.52
90A 3.670 98.86 107A 3.624 98.24
91A 3.754 97.34 - --- ---

*HPLC method is mentioned in chapter 5 section 5.1.3
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10.3 Supplementary data of Triazole bridged cycloaryl analogs
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Figure A.32. 'H NMR spectrum of N-((1-(4-bromobenzyl)-1H-1,2,3-triazol-4-
yl)methyl)cycloheptanamine (23B).
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Figure A.33. '3C NMR spectrum of N-((1-(4-bromobenzyl)-1H-1,2,3-triazol-4-
yl)methyl)cycloheptanamine (23B).
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Figure A.34. 'H NMR

of N-((1-(4-bromobenzyl)-1H-1,2,3-triazol-4-

yl)methyl)adamantan-1-amine (32B).
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Figure A.35. '°C NMR spectrum of N-((1-(4-bromobenzyl)-1H-1,2,3-triazol-4-

yl)methyl)adamantan-1-amine (32B).
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==== Shimadzu LCsolution Analysis Report ====
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Figure A.36. HPLC of N-((1-(4-bromobenzyl)-1H-1,2,3-triazol-4-
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yl)methyl)adamantan-1-amine (32B).
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Table A.3. HPLC data of triazole bridged aryl adamantane analogs.

Retention

Retention

Compound ] HPLC Compound ] HPLC
No. Time Purity (%) No. Time Purity (%)
(min.) (min.)
22B 4.135 99.22 31B 4.504 99.32
23B 4.154 98.24 32B 4.532 99.63
24B 4.136 99.04 33B 4.511 99.01
25B 4.175 98.64 34B 4.526 99.34
26B 4.180 98.72 35B 4.502 98.67
27B 4.153 98.74 36B 4.531 99.31
28B 4.170 98.67 37B 4.324 98.21

*HPLC method is mentioned in chapter 6 section 6.2.2
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