Figure

A W N e

10

LIST OF FIGURES

Appendix Figure

g B~ W N

Page
Retrosynthetic analysis of naphthoquinone ester derivatives............ 93
Three types of synthesized naphthol derivatives........................... 166
The COX-1 and COX-2 active sites are shown superimposed........... 168
AutoDock binding on COX-2 of naphthol inhibitors 97, 124, 198 and
199 (yellow), superimposed on SC-558 (grey). The H-bonding
interactions are shown in green lines.............coooe i, 169
Comparison of the binding orientation of inactive naphthols (200,
201, 204 and 208) on COX-2, superimposed on SC-558 (grey). 170
Orientation of inactive naphthols (212) on COX-2, superimposed on
SC-558 (OreY) .. v eeieieieieiee e i ie e e een e neiieenee e eneee, 170
AutoDock binding on COX-1 of active (124 and 198) and inactive
(208 and 212) naphthols (yellow), superimposed on flurbiprofen
(grey). The H-bonding interactions are shown in green lines............ 171
AutoDock binding on COX-1 of inactive naphthol 209 (yellow),
superimposed on flurbiprofen (grey)........covvee i 172
NOE experiments of E-isomer of compounds 321 and 327.............. 267
Dimer (418) from the cascade reaction of N-allenyldiketopiperazine
using 5-iodo-1,3-dimethyl uracil and cyclopropylamine.................. 268
400 MHz *H NMR spectrum of compound 125.................evevenn... 282
400 MHz **C NMR spectrum of compound 125.............ccceeeennnnn. 282
400 MHz "H NMR spectrum of compound 126................cccevvn.... 283
400 MHz C NMR spectrum of compound 126...................eeeee., 283

400 MHz *H NMR spectrum of compound 127................vveennnnne. 284



LIST OF FIGURES (cont’d)

Appendix Figure

© 00 N O

10
11
12
13
14
15
16
17
18
19
20
21
22
23
24
25
26
27
28
29
30
31
32

400 MHz **C NMR spectrum of compound 127.................
400 MHz "H NMR spectrum of compound 128..................
400 MHz **C NMR spectrum of compound 128.................
400 MHz *H NMR spectrum of compound 129..................
400 MHz *C NMR spectrum of compound 129.................
400 MHz *H NMR spectrum of compound 139..................
400 MHz **C NMR spectrum of compound 139.................
400 MHz *H NMR spectrum of compound 140................cccee....e.
400 MHz *C NMR spectrum of compound 140.................
400 MHz *H NMR spectrum of compound 141................cceuuve...e.
400 MHz **C NMR spectrum of compound 141.................
400 MHz *H NMR spectrum of compound 142................ccceee...e.
400 MHz *C NMR spectrum of compound 142.................
400 MHz *H NMR spectrum of compound 143..............ccccvuunenn.e.
400 MHz **C NMR spectrum of compound 143.................
400 MHz *H NMR spectrum of compound 144.................cc.........
400 MHz *C NMR spectrum of compound 144.................
400 MHz *H NMR spectrum of compound 145....................uv......
400 MHz **C NMR spectrum of compound 145.................
400 MHz *H NMR spectrum of compound 146.................cc.........
400 MHz *C NMR spectrum of compound 146.................
400 MHz *H NMR spectrum of compound 147..............cccvvuunenn.e.
400 MHz **C NMR spectrum of compound 147.................
400 MHz *H NMR spectrum of compound 148.................cccc......
400 MHz *C NMR spectrum of compound 148.................
400 MHz *H NMR spectrum of compound 149................cccuuve...e.
400 MHz **C NMR spectrum of compound 149.................

Vi

Page

284
285
285
286
286
287
287
288
288
289
289
290
290
291
291
292
292
293
293
294
294
295
295
296
296
297



LIST OF FIGURES (cont’d)

Appendix Figure

33
34
35
36
37
38
39
40
41
42
43
44
45
46
47
48
49
50
51
52
53
54
55
56
57
58
59

400 MHz *H NMR spectrum of compound 150............................
400 MHz **C NMR spectrum of compound 150.................
400 MHz *H NMR spectrum of compound 151..............ccvvvuuneenne.
400 MHz *3C NMR spectrum of compound 151.................
400 MHz *H NMR spectrum of compound 152............................
400 MHz **C NMR spectrum of compound 152.................
400 MHz *H NMR spectrum of compound 153..............cevvveunnnnne.
400 MHz *3C NMR spectrum of compound 153.................
400 MHz *H NMR spectrum of compound 154............................
400 MHz *3C NMR spectrum of compound 154.................
400 MHz *H NMR spectrum of compound 155..............cccevuunnnn..
400 MHz **C NMR spectrum of compound 155.................
400 MHz *H NMR spectrum of compound 156............................
400 MHz **C NMR spectrum of compound 156.................
400 MHz *H NMR spectrum of compound 157..............covvveunnnnne.
400 MHz **C NMR spectrum of compound 157.................
400 MHz *H NMR spectrum of compound 159............................
400 MHz **C NMR spectrum of compound 159.................
400 MHz *H NMR spectrum of compound 160....................uv......
400 MHz **C NMR spectrum of compound 160.................
400 MHz *H NMR spectrum of compound 161............................
400 MHz **C NMR spectrum of compound 161.................
400 MHz *H NMR spectrum of compound 162....................uv......
400 MHz **C NMR spectrum of compound 162.................
400 MHz *H NMR spectrum of compound 163............................
400 MHz *3C NMR spectrum of compound 163.................
400 MHz *H NMR spectrum of compound 164............................

vii

Page

298
298
299
299
300
300
301
301
302
302
303
303
304
304
305
305
306
306
307
307
308
308
309
309
310
310
311



LIST OF FIGURES (cont’d)

Appendix Figure

60
61
62
63
64
65
66
67
68
69
70
71
72
73
74
75
76
77
78
79
80
81
82
83
84
85
86

400 MHz *C NMR spectrum of compound 164.................
400 MHz *H NMR spectrum of compound 198..............cccevuvnen..e.
400 MHz **C NMR spectrum of compound 198.................
400 MHz *H NMR spectrum of compound 199................ceeeennn..e.
400 MHz *C NMR spectrum of compound 199.................
400 MHz *H NMR spectrum of compound 98.................vveveens
400 MHz **C NMR spectrum of compound 98...................
400 MHz *H NMR spectrum of compound 202................ccceeee..e.
400 MHz *C NMR spectrum of compound 202.................
400 MHz *H NMR spectrum of compound 203..............cccevuunenn.e.
400 MHz **C NMR spectrum of compound 203.................
400 MHz *H NMR spectrum of compound 204.................cccce......
400 MHz *C NMR spectrum of compound 204.................
400 MHz *H NMR spectrum of compound 205.................ccuuv....e.
400 MHz **C NMR spectrum of compound 205.................
400 MHz *H NMR spectrum of compound 206.................c..c.......
400 MHz *C NMR spectrum of compound 206.................
400 MHz *H NMR spectrum of compound 207..............ccevvuunen..e.
400 MHz **C NMR spectrum of compound 207.................
400 MHz *H NMR spectrum of compound 208.................ccee......
400 MHz *C NMR spectrum of compound 208.................
400 MHz *H NMR spectrum of compound 209................cccuuve...e.
400 MHz **C NMR spectrum of compound 209.................
400 MHz *H NMR spectrum of compound 210.................cceeee..e.
400 MHz *C NMR spectrum of compound 210.................
400 MHz *H NMR spectrum of compound 211..............covvveennn..e.
400 MHz **C NMR spectrum of compound 211.................

viii

Page

311
312
312
313
313
314
314
315
315
316
316
317
317
318
318
319
319
320
320
321
321
322
322
323
323
324



LIST OF FIGURES (cont’d)

Appendix Figure

87
88
89
90
91
92
93
94
95
96
97
98
99
100
101
102
103
104
105
106
107
108
109
110
111
112
113

400 MHz *H NMR spectrum of compound 212............................

400 MHz *3C NMR spectrum of compound 212

400 MHz *H NMR spectrum of compound 213..............cevvvuunennne.

400 MHz **C NMR spectrum of compound 213

400 MHz *H NMR spectrum of compound 214............................

400 MHz **C NMR spectrum of compound 214

400 MHz *H NMR spectrum of compound 305..............ccvvvuunnnnn.
400 MHz *H NMR spectrum of compound 306.................cc.c.......
400 MHz *H NMR spectrum of compound 243............................
400 MHz *H NMR spectrum of compound 307..............covvvuennnnne.
400 MHz *H NMR spectrum of compound 308..............ccvvvuueennn.
400 MHz *H NMR spectrum of compound 309................cceeenee.ne.
400 MHz *H NMR spectrum of compound 310..................cooee...e.
400 MHz *H NMR spectrum of compound 311.............ccevvvuunnnnne.
400 MHz *H NMR spectrum of compound 312..............cevvvuunnnn.e.
400 MHz *H NMR spectrum of compound 313................eeeenn.ne.
400 MHz *H NMR spectrum of compound 320............................
400 MHz *H NMR spectrum of compound 321..............covvvuunennne.
400 MHz *H NMR spectrum of compound 322...............cccvuune...e.
400 MHz *H NMR spectrum of compound 323................ceeeeen.ne.
400 MHz *H NMR spectrum of compound 324............................
400 MHz *H NMR spectrum of compound 325..............ccevvuunennne.
400 MHz *H NMR spectrum of compound 326................cccuuve...e.
400 MHz *H NMR spectrum of compound 327................ceeeeen..e.
400 MHz *H NMR spectrum of compound 328............................
400 MHz *H NMR spectrum of compound 329..............ccvvveunnnnne.
400 MHz *H NMR spectrum of compound 330..............covvvuunnnnn.

Page

325
325
326
326
327
327
328
328
329
329
330
330
331
331
332
332
333
333
334
334
335
335
336
336
337
337
338



LIST OF FIGURES (cont’d)

Appendix Figure

114
115
116
117
118
119
120
121
122
123
124

400 MHz *H NMR spectrum of compound 331.................ecuven..e.
400 MHz *H NMR spectrum of compound 332.............ccevvvuennnnne.
400 MHz *H NMR spectrum of compound 333.............cevvveuennnnn.
400 MHz *H NMR spectrum of compound 334...............c.cceeeee..e.
400 MHz *H NMR spectrum of compound 335.................ccovev..e.
400 MHz *H NMR spectrum of compound 336..............cccevuunnnn.e.
400 MHz *H NMR spectrum of compound 337.............cevvevunnnnnn.
400 MHz *H NMR spectrum of compound 338................cceeenee.ne.
400 MHz *H NMR spectrum of compound 339..................cooee...e.
400 MHz *H NMR spectrum of compound 340....................uv......
400 MHz *H NMR spectrum of compound 341..............ccccvuune...e.

Page

338
339
339
340
340
341
341
342
342
343
343



