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[bookmark: _Hlk128564674][bookmark: _Hlk128564288]Table S1. Crystal data and structure refinement for C23H21BrN2O7.
	Compound
	
	5d

	Molecular formula
	
	C23H21BrN2O7

	Formula weight
	
	517.33

	Crystal size / mm3
	
	0.067 x 0.204 x 0.210

	Crystal habit
	
	colorless block

	(MoK) / Å
	
	0.71073

	T / K
	
	99.(2)

	Crystal system
	
	monoclinic

	Space group
	
	P21/c

	a / Å
	
	7.5836(2)

	b / Å
	
	29.3368(11)

	c / Å
	
	9.9840(4)

	 / 
	
	90

	 / 
	
	107.5620(10)

	 / 
	
	90

	V / Å3
	
	2117.70(13)

	Z
	
	4

	Dcalc / g cm3
	
	1.623

	 / mm1
	
	1.992

	θ range for data collections ()
	
	2.5508 - 28.2806

	F(000)
	
	1056

	Tmax / Tmin
	
	0.88 / 0.78

	Refl. collected / unique / Rint
	
	56985 / 0.0355

	Completeness to θ
	
	99.8%

	Refinement method
	
	Full-matrix least-squares on F2

	Data / restraints / parameters
	
	5260 / 0 / 3012

	Goodness-of-fit, S
	
	1.284

	Final R indices [I>2σ(I)]
	
	R1 = 0.0672

	
	
	wR2 = 0.1635

	R indices (all data)
	
	R1 = 0.0697

	
	
	wR2 = 0.1645

	max, min / e Å3
	
	1.345 / -1.662

	CCDC No.
	
	2420417





	
[image: ]
a

Figure S1(a). Dimeric association in the crystal of 5d [Symmetry equivalent atoms (1–x, 1–y, 1–z) are given by “prime”].

[image: A molecule structure with many spheres and numbers

Description automatically generated with medium confidence]
b
Figure S1(b). O∙∙∙H interactions in 5d [Symmetry equivalent atoms (2–x,1/2+y, 3/2–z), (1+x,1/2–y, 1/2+z) and (x,1/2–y, 1/2+z) are given by “prime”, “double prime” and “triple prime”].




	


   





























1. Copies of 1H, 13C-NMR and HRMS spectra of synthesized.
2.1.  Spectra of 2-(allylamino)-4-oxo-4H-chromene-3-carbaldehyde 3.


Figure S2. 1H NMR spectrum (400 MHz, CDCl3) of compound 3.


Figure S3. 13C NMR spectrum (100 MHz, CDCl3) of compound 3.

[image: ]
Figure S4. Mass spectrum of compound 3.
2.2.  Spectra of compound 5a-e.
2.2.1. Spectra of 4-oxo-2-(((3-(4-(trifluoromethyl)phenyl)-4,5-dihydroisoxazol-5-yl)methyl)amino)-4H-chromene-3-carbaldehyde 5a.


Figure S5. 1H NMR spectrum (600 MHz, CDCl3) of compound 5a.



Figure S6. 13C NMR spectrum (150 MHz, CDCl3) of compound 5a.



Figure S7. Mass spectrum of compound 5a.
2.2.2. Spectra of 2-(((3-(2-chlorophenyl)-4,5-dihydroisoxazol-5-yl)methyl)amino)-4-oxo-4H-chromene-3-carbaldehyde 5b.


Figure S8. 1H NMR spectrum (600 MHz, CDCl3) of compound 5b. 


Figure S9. 13C NMR spectrum (150 MHz, CDCl3) of compound 5b.


Figure S10. Mass spectrum of compound 5b.

2.2.3. Spectra of 2-(((3-(2-nitrophenyl)-4,5-dihydroisoxazol-5-yl)methyl)amino)-4-oxo-4H-chromene-3-carbaldehyde 5c.


Figure S11. 1H NMR spectrum (600 MHz, CDCl3) of compound 5c.


Figure S12. 13C NMR spectrum (150 MHz, CDCl3) of compound 5c.
[image: ]
Figure S13. Mass spectrum of compound 5c.
2.2.4. Spectra 2-(((3-(2-bromo-3,4,5-trimethoxyphenyl)-4,5-dihydroisoxazol-5-yl)methyl)amino)-4-oxo-4H-chromene-3-carbaldehyde 5d.


[bookmark: _GoBack]Figure S14. 1H NMR spectrum (600 MHz, CDCl3) of compound 5d.



Figure S15. 13C NMR spectrum (150 MHz, CDCl3) of compound 5d.


Figure S16. Mass spectrum of compound 5d.
2.2.5. Spectra of 2-(((3-(4-bromophenyl)isoxazol-5-yl)methyl)amino)-4-oxo-4H-chromene-3-carbaldehyde 5e.


Figure S17. 1H NMR spectrum (600 MHz, CDCl3) of compound 5e.


Figure S18. 13C NMR spectrum (150 MHz, CDCl3) of compound 5e.


Figure S19. Mass spectrum of compound 5e.
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