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Figure S1. '"H NMR (300 MHz, DMSO-ds) spectrum of 4-(3-hydroxybenzylidene)-3-methylisoxazol-5(4H)-one (4e)
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Figure S2. 3C NMR (75 MHz, DMSO-ds) spectrum of 4-(3-hydroxybenzylidene)-3-methylisoxazol-5(4H)-one (4e)
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Figure S3. 'H NMR (300 MHz, DMSO-ds) spectrum of 4-(4-hydroxybenzylidene)-3-methylisoxazol-5(4H)-one (4f)
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Figure S4. 3C NMR (75 MHz, DMSO-ds) spectrum of 4-(4-hydroxybenzylidene)-3-methylisoxazol-5(4H)-one (4f)
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Figure S5. 'H NMR (300 MHz, DMSO-ds) spectrum of 4-(4-ethylbenzylidene)-3-methylisoxazol-5(4H)-one (4h)
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Figure S6. °*C NMR (300 MHz, DMSO-ds) spectrum of 4-(4-ethylbenzylidene)-3-methylisoxazol-5(4H)-one (4h)



Organics 2024, 5

o
cobally
Pre

e

olSduto jT
elSiws (S 0

Parameter

[

Data File Name

w
[=]
g
=
-

Instrument
Author

© BN o »u b
2
™

Solvent
10 Temperature
11 Pulse Sequence
12 Experiment
13 Probe
14 Number of Scans
15 Receiver Gain
16 Relaxation Delay
17 Pulse Width
18 Presaturation
Frequency
19 Acquisition Time
20 Acquisition Date
21 Modification Date
22 Class

23 Spectrometer
Frequency

24 Spectral Width

25 Lowest
Frequency

26 Nudeus

27 Acquired Size

28 Spectral Size

Value

D:/ NMR/ 1397/ 97-01/
1397-01-19/ Hasanly/ F-
H.fid/ fid

FH

new experiment

Varian

inova

25.0
s2pul

D
26
30
1.0000
5.0000

2.0488
2018-04-08T12:10:53
2018-04-08T12:12:42

499.82

799.8
-999.5

1H
16384
65536

F-H ) 58 REGY ¥ 5 8

new experiment M- mms 2 !

© o NN N a o -

N N | |

f A i

& 2R 3 3 8

~ - T T -
T T T T T ¥ T T T T T T T T T T T T T T T
100 95 90 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 1.0 05 Ol

f1 (ppm)

Figure S7. 'TH NMR (500 MHz, CDCls) spectrum of 3-methyl-4-(4-(methylthio)benzylidene)isoxazol-5(4H)-one (4i)
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Figure S8. *C NMR (CDCls, 125 MHz) spectrum of 3-methyl-4-(4-(methylthio)benzylidene)isoxazol-5(4H)-one (4i)
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Figure S9. 'H NMR (300 MHz, CDCls) spectrum of 4-(2-Hydroxy-3-methoxybenzylidene)-3-methylisoxazol-5(4H)-one
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Figure S10. *C NMR (75 MHz, DMSO-ds) spectrum of 4-(2-Hydroxy-3-methoxybenzylidene)-3-methylisoxazol-5(4H)-
one (4j)
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Figure S11. '"H NMR (300 MHz, DMSO-ds) spectrum of 4-(3-ethoxy-4-hydroxybenzylidene)-3-methylisoxazol-5(4H)-one

(4k)
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Figure S12. 3*C NMR (75 MHz, DMSO-ds) spectrum of 4-(3-ethoxy-4-hydroxybenzylidene)-3-methylisoxazol-5(4H)-one
(4k)
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Figure S13. 'H NMR (500 MHz, DMSO-ds) spectrum of 4-(4-hydroxy-3-methoxybenzylidene)-3-methylisoxazol-5(4H)-

one (41)
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Figure S14. 3C NMR (125 MHz, DMSO-ds) spectrum of 4-(4-hydroxy-3-methoxybenzylidene)-3-methylisoxazol-5(4H)-

one (41)
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Figure S16. *C NMR (75 MHz, DMSO-ds) spectrum of 4-(3,4-Dimethoxybenzylidene)-3-methylisoxazol-5(4H)-one (4m)

AH 2 5k £ 8
g & g4 g 8
=3 (Y] £ l T
Vo
LY f- § E
(oIS 153550 | i
Parameter Value
1 DataFile Name  F:/f 1397/ 97-01/
1397-01-19f Hasanlu/ A-
H.fid/ fid |
2 Tite A-H
3 Comment new experiment U
4 Origin Varian ‘
5 Owner ‘
6 Site |
7 Instrument inova H
8 Author H
9 Solvent add3 ‘
10 Temperature 25.0 H |
11 Puke Sequence  s2pul ‘ ‘ ‘
12 Experiment 1D “‘ I
13 Probe L oo J \_fm .
14 Number of Scans 16
15 Receiver Gain 30 PR
16 Relaxation Delay 1.0000 T
17 Pulse Width 5.0000 08 4.06 4.04 4.02 4.??(?,.;&)3.96 3.94 3.92 3.90 3.88
18 Presaturation
Frequency
19 Acquisition Time  2.0488
20 Acquisition Date  2018-04-08T11:22:27
21 Modification Date 2018-04-08T11:23:36
22 Class
23 Spectrometer 499,82
Fraquency
24 Spectral Width ~ 7996.8 N m i i
25 Lowest -999.5
Frequency
! ! M 1
26 Nudeus 1H « ] 23 =] T
27 Acqguired Size 16384 - - ™ o i
28 Spectral Size 65536 . ; .| ! i
9.0 8.5 8.0 7.5 5.0 4.5 4.0 3.0 2.5 2.0 1.5 1.0 0.5

fi (ppm)

Figure S17. '"H NMR (500 MHz, CDCls) spectrum of 3-methyl-4-(3,4,5-trimethoxybenzylidene)isoxazol-5-(4H)-one (4n)
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Figure S18. 3C NMR (125 MHz, DMSO-ds) spectrum of 3-methyl-4-(3,4,5-trimethoxybenzylidene)isoxazol-5-(4H)-one
(4n)
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Figure S20. *C NMR (75 MHz, CDCls) spectrum of 3-methyl-4-(thiophen-2-ylmethylene)isoxazol-5(4H)-one (40)
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Figure S21. "H NMR (500 MHz, CDCls) spectrum of 3-methyl-4-((1-methyl-1H-pyrrol-2-ylymethylene)isoxazol-5(4H)-
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Figure 522. °C NMR (125 MHz, CDCls+ DMSO-ds) spectrum of 3-methyl-4-((1-methyl-1H-pyrrol-2-yl)methylene)isox-

azol-5(4H)-one (4p)
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Figure S24. ¥C NMR (100 MHz, CDCls): spectrum of 3-(chloromethyl)-4-(4-(dimethylamino)benzylidene)isoxazol-
5(4H)-one (4v)
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Figure S27. '"H NMR (500 MHz, DMSO-ds) spectrum of 3-(chloromethyl)-4-((1-methyl-1H-pyrrol-2-yl)methylene)isoxa-
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Figure S28. 3C NMR (125 MHz, DMSO-ds) spectrum of 3-(chloromethyl)-4-((1-methyl-1H-pyrrol-2-yl)methylene)isox-
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Figure S30. *C NMR (125 MHz, CDCls) spectrum of 3-(chloromethyl)-4-(3-(4(dimethylamino)phenyl)allylidene)isoxa-
zol-5(4H)-one (4ab)
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Figure S32. °C NMR (125 MHz, CDCls) spectrum of 4-(4-(methylthio)benzylidene)-3-propylisoxazol-5(4H)-one (4ac)
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Figure S33. 'H NMR( 500 MHz, CDCls) spectrum of (4-(dimethylamino)phenyl)allylidene)-3-propylisoxazol-5(4H)-one

(4ad)
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Figure S34. C NMR (125 MHz, CDCls) spectrum of (4-(dimethylamino)phenyl)allylidene)-3-propylisoxazol-5(4H)-one
(4ad)
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Figure S35. 'TH NMR (500 MHz, DMSO-ds) spectrum of 4-((1-methyl-1H-pyrrol-2-yl)methylene)-3-propylisoxazol-5(4H)-

one (4ae)
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Figure S36. *C NMR (125 MHz, DMSO-ds) spectrum of 4-((1-methyl-1H-pyrrol-2-yl)methylene)-3-propylisoxazol-
5(4H)-one (4ae)
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