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Chemical Formula: C,4H;5NOS
Molecular Weight: 409.6320
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S1. 1-(10-dodecylphenothiazin-2-yl)ethan-1-one
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S2. 1-(10-dodecylphenothiazin-2-yl)ethan-1-one
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S3. 1-(10-dodecylphenothiazin-2-yl)ethan-1-one
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S4. 1-(10-dodecylphenothiazin-2-yl)ethan-1-one
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Chemical Formula: C,4H35NOS
Molecular Weight: 409.63
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S5. 1-(10-dodecylphenothiazin-2-yl)ethan-1-one
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S6. 'H NMR of (E)-3-(4-(dimethylamino)phenyl)-1-(/0-dodecylphenothiazin-2-yl)prop-2-en-1-one (4a).
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S7. 'TH NMR of (E)-3-(4-(dimethylamino)phenyl)-1-(/ 0-dodecylphenothiazin-2-yl)prop-2-en-1-one (4a).
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S8. 13C NMR of (E)-3-(4-(dimethylamino)phenyl)-1-( 0-dodecylphenothiazin-2-yl)prop-2-en-1-one (4a).




% Transmittance

95

90

85

80

75

70

65

60

55

50

45

1743 m
2920
C;H 0] 1571 980
12t 7 1223 1034
N O Z O 1549 Y466
1523
S 1T1—Me 1441 /1 1404 748
Me 1351 204
3900 3400 2900 2400 1900 1400 900
cm!

400

S9. IR of (E)-3-(4-(dimethylamino)phenyl)-1-(/ 0-dodecylphenothiazin-2-yl)prop-2-en-1-one (4a).




+MS, 0.2min #9

722.4289
] G ! 11 ?xssn??lz 1 8511l?8I12 Lo X
100 200 300 400 500 600 700 80 900  miz
Meas. m/z # lon Formula m/z err Mean rdb N-Rule e mSigm Std | Std  Std | Std Std
[ppm] err Conf a Mean VarNo m/z Comb
[ppm] m/z m Diff  Dev
540.827861 1 C35H45N20S 541.324711 917.8 979.1 14.5 ok even 633.2 497.9 n.a. n.a. n.a. n.a.

S10. MS of (E)-3-(4-(dimethylamino)phenyl)-1-(/ 0-dodecylphenothiazin-2-yl)prop-2-en-1-one (4a).
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S11. '"H NMR of (E)-3-(4-chlorophenyl)-1-(10-dodecylphenothiazin-2-yl)prop-2-en-1-one (4b).
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S12. 'H NMR of (E)-3-(4-chlorophenyl)-1-(1 0-dodecylphenothiazin-2-yl)prop-2-en-1-one (4b).

I

(I

¢ U

NS
,.§
0

o

12



Dr.Norah Alzharani
Sample : AD-6 CDCL3 s k=

14.10

AAAAALAAA) LAALAALALY MAMLAALALS RARAARIALE RAARAAAAA] RAALELLL! RALALAALES LALAALAAA LAALLAALY LARMAARAL) RAALAAAAL MAALEALELY RAMALAAAL) MAAALARLE] RALAAARAAN LALAAAARL] LASLALELLS AAALAMAALY WARLALALLS RALLARLALE RAARMALAA] RAALAALL! RALARLALEY LAAAALAAAS
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 O ppm

S13. 3C NMR of (E)-3-(4-chlorophenyl)-1-(/ 0-dodecylphenothiazin-2-yl)prop-2-en-1-one (4b).
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S14. IR of (E)-3-(4-chlorophenyl)-1-(/ 0-dodecylphenothiazin-2-yl)prop-2-en-1-one (4b).




Intens. +MS, 0.0min #1
xi
5 8+
4371344
4 1+
3 318.1975
2
1
0 - ' ! . ! ) 10]‘ l'lr L 1118511'2'793'” S —
1 200 300 400 500 600 700 800 900 m'z
Meas. m/z # lon Formula m'z er Mean rdb N-Rule ™ mSigm Stdl  Std Stdl  Std  Std
[ppm) err Conf a Mean VarNo m/z Comb
[ppm) miz rm  Diff  Dev
532.170407 1 C33H39CINOS 532243540 137.4 1387 145 ok even 238 269 n.a. n.a. na. n.a.

S15. MS of (E)-3-(4-chlorophenyl)-1-(/0-dodecylphenothiazin-2-yl)prop-2-en-1-one (4b).
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S16. '"H NMR of (E)-1-(10-dodecylphenothiazin-2-yl)-3-(4-methoxyphenyl)prop-2-en-1-one (4c).
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S17. '"H NMR of (E)-1-(10-dodecylphenothiazin-2-yl)-3-(4-methoxyphenyl)prop-2-en-1-one (4c).
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S18. 3C NMR of (E)-1-(10-dodecylphenothiazin-2-yl)-3-(4-methoxyphenyl)prop-2-en-1-one (4c).
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S19. IR of (E)-1-(1/0-dodecylphenothiazin-2-yl)-3-(4-methoxyphenyl)prop-2-en-1-one (4c).
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Intens - +MS, 0.0-0.2min #1-9
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o 360.2756
0.84 L
0.6
4 8+
0.4 437.1348
02- P
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Meas. m/z # lon Formula miz  er Mean rdb N-Ruee  mSigm Stdl Std Stdl Std  Std
[ppm] e Conf a Mean VarNo  m/z Comb

[ppm] mz m Diff Dev
527.785139 1 C34H42NO2S 528.293077 9615 961.2 145 ok even 9731375 na. na. n.a. n.a.

S20. MS of (E)-1-(/0-dodecylphenothiazin-2-yl)-3-(4-methoxyphenyl)prop-2-en-1-one (4c).
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S21. '"H NMR of 1-(10-dodecylphenothiazin-2-yl)-3-(2-methoxy-phenyl)-propenone (4d).
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S22. '"H NMR of 1-(10-dodecylphenothiazin-2-yl)-3-(2-methoxy-phenyl)-propenone (4d).
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S23. 3BC NMR of 1-(10-dodecylphenothiazin-2-yl)-3-(2-methoxy-phenyl)-propenone (4d).
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S24. IR of 1-(/0-dodecylphenothiazin-2-yl)-3-(2-methoxy-phenyl)-propenone (4d).
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[ppm] err Conf a Mean VarNo
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527.761676 1 C34H42NO2S 528.293077 1005.9 1031.0 14.5 ok even 501.0 454.3 n.a. n.a.
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S25. MS of 1-(10-dodecylphenothiazin-2-yl)-3-(2-methoxy-phenyl)-propenone (4d).
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S26. 'H NMR of 3-(4-Bromo-phenyl)-1-(/0-dodecylphenothiazin-2-yl)-propenone (4e).
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S27. '"H NMR of 3-(4-Bromo-phenyl)-1-(/ 0-dodecylphenothiazin-2-yl)-propenone (4e).
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S28. 3C NMR of 3-(4-Bromo-phenyl)-1-(/0-dodecylphenothiazin-2-yl)-propenone (4e).
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S29. IR of 3-(4-Bromo-phenyl)-1-(/0-dodecylphenothiazin-2-yl)-propenone (4e).
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Intens. +MS, 0.0-0.2min #1-9
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£00.0915
Yk 724217 851.2800
L R RS
Meas. m/z # lon Formula miz er Mean rdb N-Rulee  mSigm Stdl Std Stdl Std  Std
[pom] e Conf : Mean VarNo m/z Comb
[ppm] mz m Diff Dev

576.626210 1 C33H39BrNOS 576.193024 -751.8 -733.3 14.5 ok even 40383298 na. na na na

S30. MS of 3-(4-Bromo-phenyl)-1-(/0-dodecylphenothiazin-2-yl)-propenone (4e).
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S31. 'H NMR of 3-(3-Chloro-phenyl)-1-(10-dodecylphenothiazin-2-yl)-propenone (4f).
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S32. '"H NMR of 3-(3-Chloro-phenyl)-1-(10-dodecylphenothiazin-2-yl)-propenone (4f).
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S33. 3C NMR of 3-(3-Chloro-phenyl)-1-(/ 0-dodecylphenothiazin-2-yl)-propenone (4f).
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S34. IR of 3-(3-Chloro-phenyl)-1-(/0-dodecylphenothiazin-2-yl)-propenone (4f).
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+MS, 0.0-0.1min #1-5
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5 8+
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8+ 31895579
3 2742315 ,
2
1
0 ¥ (B A TR T ] 17323437 1 8511281031 I
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Meas. m/z # lon Formula m/z emr Mean rdb N-Rulee mSigm Std | Std  Std | Std Std
[ppm] er Conf a Mean VarNo m/z Comb
[ppm] m/z m  Diff Dev
532171118 1 C33H3SCINOS 532243540 1361 137.4145 ok even 231 261 n.a. n.a. n.a. n.a.

S35. MS of 3-(3-Chloro-phenyl)-1-(/0-dodecylphenothiazin-2-yl)-propenone (4f).
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S36. 'H NMR of 3-(3,4-Dimethoxy-phenyl)-1-(10-dodecylphenothiazin-2-yl)-propenone (4g).
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S37. '"H NMR of 3-(3,4-Dimethoxy-phenyl)-1-(10-dodecylphenothiazin-2-yl)-propenone (4g).
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S38. 3C NMR of 3-(3,4-Dimethoxy-phenyl)-1-(/ 0-dodecylphenothiazin-2-yl)-propenone (4g).
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S39. IR of 3-(3,4-Dimethoxy-phenyl)-1-(/0-dodecylphenothiazin-2-yl)-propenone (4g).
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Intens.
x10
3 8+
437 1341 558.3036

3
5802058
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274 2370

270.0483

0
100 200 300 400 500 600 700 800
Meas. m/z # lon Formula m/z err Mean rdb N-Rule e mSigm Std | Std  Std |
[ppm] err Conf a Mean VarNo
[epm] miz m

557.814434 1 C35H44NO3S 558.303642 876.2 877.2145 ok even 664.5 533.5 na. n.a.
S40. MS of 3-(3,4-Dimethoxy-phenyl)-1-(/0-dodecylphenothiazin-2-yl)-propenone (4g).
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S41. '"H NMR of (E)-1-(1 0-dodecylphenothiazin-2-yl)-3-(2-hydroxyphenyl)prop-2-en-1-one (4h).
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S42. '"H NMR of (E)-1-(10-dodecylphenothiazin-2-yl)-3-(2-hydroxyphenyl)prop-2-en-1-one (4h).
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S43. 3C NMR of (E)-1-(10-dodecylphenothiazin-2-yl)-3-(2-hydroxyphenyl)prop-2-en-1-one (4h).
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S44. IR of (E)-1-(/0-dodecylphenothiazin-2-yl)-3-(2-hydroxyphenyl)prop-2-en-1-one (4h).
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+MS2(552.1657), 36.6eV, 0.1-0.2min #8-14

0 —————————————— - —
100 200 300 400 500 600 700 800 900 m/z
Meas. m/z # lon Formula m/z err Mean rdb N-Rule e mSigm Stdl  Std  Stdl  Std Std

[ppm] err Conf a Mean VarNo m/z Comb

[ppm] m/z m Diff  Dev

n.a. n.a.

513.2022386 1 C33H40ONO2S 514277427 20906 20914 145 ok even 590 847 n.a. n.a.

S45. MS of (E)-1-(/0-dodecylphenothiazin-2-yl)-3-(2-hydroxyphenyl)prop-2-en-1-one (4h).
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NUC1 1H
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S46. '"H NMR of (E)-1-(/0-dodecylphenothiazin-2-yl)-3-(furan-2-yl)prop-2-en-1-one (4i).
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S47. "H NMR of (E)-1-(/ 0-dodecylphenothiazin-2-yl)-3-(furan-2-yl)prop-2-en-1-one (4i).
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S48. 13C NMR of (E)-1-(10-dodecylphenothiazin-2-yl)-3-(furan-2-yl)prop-2-en-1-one (4i).
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S49. IR of (E)-1-(/0-dodecylphenothiazin-2-yl)-3-(furan-2-yl)prop-2-en-1-one (4i).
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Intens.
x106 488.2618

05
001 09614 2100817 | A 791.4055
100 200 300 800
Meas. m/z # lon Formula m/z e Mean rdo N-Rulee mSigm Stdl  Std  Std |
[opm]  err Conf a Mean VarNo
[ppm] mz m

487.693743 1 C31H38NO2S 483.261777 11634 11499 135 ok even 54634699 na.  na

S50. MS of (E)-1-(10-dodecylphenothiazin-2-yl)-3-(furan-2-yl)prop-2-en-1-one (4i).
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S51. 'H NMR of (E)-1-(/0-dodecylphenothiazin-2-yl)-3-(thiophen-3-yl)prop-2-en-1-one (4j).
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S52. '"H NMR of (E)-1-(10-dodecylphenothiazin-2-yl)-3-(thiophen-3-yl)prop-2-en-1-one (4j).
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S53. 3C NMR of (E)-1-(10-dodecylphenothiazin-2-yl)-3-(thiophen-3-yl)prop-2-en-1-one (4j).

53




% Transmittance

100

90

80

70

60

50

40

3066 (‘
486
m 591
2851
1654
1557
2923
C2Hps o
N Z = 158746
S 1202
—
S 1415
3900 3400 2900 2400 1900 1400 900 400

cm’!

S54. IR of (E)-1-(/ 0-dodecylphenothiazin-2-yl)-3-(thiophen-3-yl)prop-2-en-1-one (4j).
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Intens. +MS, 0.1-0.2min #5-13

x1073

] 9+
13 301.1010
0.75
0.50:

8+
4371349
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L L L 804'2&811 |
L T T T T T
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Meas. m/z # lon Formula m/z err Mean rdb N-Rule e mSigm Stdl  Std Stdl Std Std
[ppm] er Conf a Mean VarNo m/z Comb

[ppm] m/z m  Diff  Dev

503.749784 1 C31H38NOS2 504.238933 9701 9845 135 ok even 714.9 547 6 na. na. na. n.a.

S55. MS of (E)-1-(10-dodecylphenothiazin-2-yl)-3-(thiophen-3-yl)prop-2-en-1-one (4j).
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S56. 'H NMR of (E)-1-(10-dodecylphenothiazin-2-yl)-3-(3,4,5-trimethoxyphenyl)prop-2-en-1-on (4Kk).
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S57. '"H NMR of (E)-1-(10-dodecylphenothiazin-2-yl)-3-(3,4,5-trimethoxyphenyl)prop-2-en-1-on (4Kk).
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S58. 13C NMR of (E)-1-(10-dodecylphenothiazin-2-yl)-3-(3,4,5-trimethoxyphenyl)prop-2-en-1-on (4K).
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S59. IR of (E)-1-(10-dodecylphenothiazin-2-yl)-3-(3,4,5-trimethoxyphenyl)prop-2-en-1-on (4k).
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Intens. +MS, 0.0-0.1min #1-5
x105
1+ 1+
20 350#755 437.1350 610.2131
15
1+
10 2742375
588.3142
05 1+
947 5002
0.0 A
100 200 300 400 500 600 700 800 900 m/z
Meas. m/z # lon Formula m/z err Mean rdb N-Rule e mSigm Stdl  Std Stdl  Std Std
[ppm] err Conf a Mean VarNo m/z Comb
[ppm] m/z m  Diff  Dev

587.829883 1 C36H46NO4S 588.314206 8232 8495145 ok even 619.9 575.7 na. na. n.a. n.a.

S60. MS of (E)-1-(/0-dodecylphenothiazin-2-yl)-3-(3,4,5-trimethoxyphenyl)prop-2-en-1-on (4k).
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F2 - Processing parameters
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S61. "H NMR of (E)-1-(10-dodecylphenothiazin-2-yl)-3-(3-methoxyphenyl)prop-2-en-1-one (41).
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S62. '"H NMR of (E)-1-(10-dodecylphenothiazin-2-yl)-3-(3-methoxyphenyl)prop-2-en-1-one (41).
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S63. 13C NMR of (E)-1-(10-dodecylphenothiazin-2-yl)-3-(3-methoxyphenyl)prop-2-en-1-one (41).
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S64. IR of (E)-1-(/0-dodecylphenothiazin-2-yl)-3-(3-methoxyphenyl)prop-2-en-1-one (41).
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Intens. +MS, 0.0min #
1%s:
1.00;
0.75
: 14
0.50E 74 V04017 7, 5391+ 544.2880
0251 159 4652368
0.00 F—+—t—t—24—y 4 T T S S S — —
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Meas. m/z # lon Formula m/z er Mean rdb N-Rulee™ mSigm Stdl Std Stdl Std  Std
[ppm] er Conf a Mean VarNo m/z Comb
[ppm] m/z m  Diff Dev

543.780272 1 C34H42NO3S 544.287992 9328 9443 145 ok even 36143438 na. na.  na__ na.

S65. MS of (E)-1-(/0-dodecylphenothiazin-2-yl)-3-(3-methoxyphenyl)prop-2-en-1-one (41).
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S66. "H NMR of (E)-1-(10-dodecylphenothiazin-2-yl)-3-(4-fluorophenyl)prop-2-en-1-on (4m).
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S67. '"H NMR of (E)-1-(10-dodecylphenothiazin-2-yl)-3-(4-fluorophenyl)prop-2-en-1-on (4m).
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S68. 3C NMR of (E)-1-(10-dodecylphenothiazin-2-yl)-3-(4-fluorophenyl)prop-2-en-1-on (4m).
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S69. IR of (E)-1-(/0-dodecylphenothiazin-2-yl)-3-(4-fluorophenyl)prop-2-en-1-on (4m).
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Intensﬁ +MS, 0.0min #1
1
3 1+
0.75§ 1+
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0.251
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[ppm] err Conf a Mean VarNo m/z Comb
[ppm] m/z m Diff Dev
515.724548 1 C33H39FNOS 516.273091 1062.5 1065.5 14.5 ok even 667.5 550.3 n.a. n.a. n.a. n.a.

S70. MS of (E)-1-(10-dodecylphenothiazin-2-yl)-3-(4-fluorophenyl)prop-2-en-1-on (4m).
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S71. '"H NMR of (E)-1-(10-dodecylphenothiazin-2-yl)-3-phenylprop-2-en-1-one (4n).
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S72. '"H NMR of (E)-1-(10-dodecylphenothiazin-2-yl)-3-phenylprop-2-en-1-one (4n).

72




Dr.Norah Alzharani
Sample : BEN

CDpCL3

|

210 200 190 180 170 160 150 140 130 120 110 100 90 &0 70 €60 S50 40 30 20

10

0

pPm

S73. 3C NMR of (E)-1-(10-dodecylphenothiazin-2-yl)-3-phenylprop-2-en-1-one (4n).
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S74. IR of (E)-1-( 0-dodecylphenothiazin-2-yl)-3-phenylprop-2-en-1-one (4n).
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Intens. +MS, 0.0min #1
x106
1+
* 318,1978 4531065
15
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10 520.1941
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05 1+ o
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Formula [ppm] err a Mean VarNor  Diff Comb
[ppm] m/z m Dev
498.215128 1 C33H40NOS 498282512 1352 1355145 okeven 9.3 155 n.a. n.a. na. na.

S75. MS of (E)-1-(/0-dodecylphenothiazin-2-yl)-3-phenylprop-2-en-1-one (4n).
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S76. '"H NMR of (E)-1-(/0-dodecylphenothiazin-2-yl)-3-(3-nitrophenyl)prop-2-en-1-one (40).
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S77. '"H NMR of (E)-1-(10-dodecylphenothiazin-2-yl)-3-(3
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S78. 3C NMR of (E)-1-(10-dodecylphenothiazin-2-yl 3-(3-nitrophenyl)prop-2-en-1-one (40).
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S79. IR of (E)-1-(1 0-dodecylphenothiazin-2-yl)-3-(3-nitrophenyl)prop-2-en-1-one (40).
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Intens. | +MS, 0.0min #1
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- 84
4371351
4.
1+
2742375
2 6+
0 130 5173?! Ll il 1732'}44011 8q72519
100 200 300 400 500 600 700 800 900 miz
Meas. m/z # lon Formula m/z er Mean rdb N-Rulee mSigm Stdl  Std  Stdl  Std Sid
[ppm] err Conf a Mean VarNo m/z Comb
[ppm] m/z m  Diff  Dev
542747265 1 C33H39N203S 543.267591 957.8 9765 155 ok even 63565303 na. na na  na

S80. MS of (E)-1-(/0-dodecylphenothiazin-2-yl)-3-(3-nitrophenyl)prop-2-en-1-one (40).
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S81. 'H NMR of (E)-3-(benzo[d][1,3]dioxol-5-yI)-1-(/ 0-dodecylphenothiazin-2-yl)prop-2-en-1-one (4p).
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S82. '"H NMR of (E)-3-(benzo[d][1,3]dioxol-5-yl)-1-(/ O-dodecylphenothiazin-2-yl)prop-2-en-1-one (4p).
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S83. I3C NMR of (E)-3-(benzo[d][1,3]dioxol-5-yI)-1-(/ 0-dodecylphenothiazin-2-yl)prop-2-en-1-one (4p).
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S84. IR of (E)-3-(benzo[d][1,3]dioxol-5-yl)-1-(/ 0-dodecylphenothiazin-2-yl)prop-2-en-1-one (4p).
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Intens. ] +MS, 0.0min #1

1+
1+ 453.0987
.2690

x106

701.3020
O l‘l L L r ] 1"9_}%59111{ l‘ -
100 200 300 400 500 600 700 800 900 m/z
Meas. m/z # lon Formula m/z err Mean rdb N-Rule e mSigm Std | Std  Std | Std Std
[ppm] err Conf a Mean VarNo m/z Comb
[ppm] m/z m Diff Dev

541.238664 1 C34H40NO3S 542.272342 1906.2 19155 155 ok even 706.0 956.7 n.a. n.a. n.a. n.a.

S85. MS of (E)-3-(benzo[d][1,3]dioxol-5-yl)-1-(/ 0-dodecylphenothiazin-2-yl)prop-2-en-1-one (4p).
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$86. The dose response curve for the in vitro antitumor activity of different compounds against human breast cancer (MCEF-7) cell line.
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S87. The dose response curve for the in vitro antitumor activity of different compounds against human liver cancer (HepG-2) cell line.

87



