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[bookmark: _Hlk113609008][bookmark: _Hlk113609024]Table S1. Crystallographic data and structure refinement details for 6a and 6b
	Item
	6a
	6b

	CCDC
	2150405
	2150406

	Empirical formula
	C16H14N2O3
	C19H20N2O4

	Formula weight
	282.29
	340.37

	Temperature
	293(2) K
	293(2) K

	Wavelength
	0.71073 Å
	0.71073 Å

	Crystal system
	Triclinic
	Monoclinic

	Space group
	Pī
	P21/c

	Unit cell dimensions
	a= 7.9829(2) Å   α= 84.3590(10)°
b= 8.1462(2) Å   β= 89.7760(10)°
c= 10.7057(3) Å   γ= 87.4190(10)°
	a= 10.1554(6) Å   α= 90.3590(10)°
b= 9.6491(6) Å   β= 90.784(2)°
c= 17.7645(10) Å   γ= 90.4190(10)°

	Volume
	692.12(3)Å3
	1740.59(18)Å3

	Z
	2
	4

	Calculated density
	1.355 Mg/m3
	1.299 Mg/m3

	Absorption coefficient
	0.095 mm-1
	0.092 mm-1

	F (000)
	296
	720

	Crystal size
	0.130 x 0.120 x 0.100 mm
	0.130 x 0.110 x 0.100 mm

	Theta range for data collection
	3.006-36.337°
	2.912-28.305°

	Limiting indices
	-13≤h≤13, -13≤k≤13, -17≤l≤17
	-13≤h≤13, -12≤k≤12, -23≤l≤23

	Reflections collected / unique
	32915 / 6720 [Rint = 0.0333]
	28117 / 4320 [Rint = 0.0225]

	Completeness to theta = 25.242
	99. 8%
	99. 9%

	Absorption correction
	Semi-empirical from equivalents
	Semi-empirical from equivalents

	Absorption correction Tmin and Tmax
	0.991and 0.988
	0.991and 0.988

	Refinement method
	Full-matrix least-squares on F2
	Full-matrix least-squares on F2

	Data / restraints / parameters
	6720 / 0 / 192
	4320 / 0 / 230

	Goodness-of-fit on F2
	1.034
	1.061

	Final R indices (I>2σ(I))
	R = 0.0683, wR = 0.1983
	R = 0.0462 wR = 0.1235

	R indices (all data)
	R = 0.1022 wR = 0.2305
	R = 0.0554 wR = 0.1311

	Largest diff. peak and hole
	0.737and -0.313 eA-3
	0.211 and -0.206 eA-3





[bookmark: _Hlk113609039]Table S2. Selected bond lengths (Å) and bond angles (°) for crystals of 6a and 6b.
	[bookmark: _Hlk61299338]6a
	6b

	Bond
	Dist.
	Bond
	Dist.
	Bond
	Dist.
	Bond
	Dist.

	C(1)–N(1)
	1.3108(19)
	C(10)–C(15)
	1.3841(16)
	C(1)–C(3)
	1.529(2)
	C(10)–C(15)
	1.4072(19)

	C(1)–C(2)
	1.410(2)
	C(10)–C(11)
	1.4774(18)
	C(2)–C(3)
	1.530(2)
	C(11)–C(12)
	1.4083(17)

	C(2)–N(2)
	1.312(2)
	C(11)–O(2)
	1.2173(17)
	C(3)–C(4)
	1.527(2)
	C(12)–N(2)
	1.3763(15)

	C(3)–N(2)
	1.3695(16)
	C(11)–C(12)
	1.501(2)
	C(3)–C(8)
	1.5299(19)
	C(12)–C(13)
	1.4067(18)

	C(3)–C(8)
	1.4149(17)
	C(12)–C(13)
	1.505(2)
	C(4)–C(5)
	1.4854(18)
	C(13)–N(1)
	1.3777(17)

	C(3)–C(4)
	1.4156(17)
	C(13)–C(14)
	1.526(2)
	C(5)–O(2)
	1.3175(17)
	C(13)–C(14)
	1.4081(18)

	[bookmark: _Hlk95379216]C(4)–C(5)
	1.3647(18)
	C(13)–C(16)
	1.533(2)
	C(5)–C(6)
	1.3829(17)
	C(14)–C(15)
	1.3647(19)

	C(5)–C(6)
	1.4163(16)
	C(14)–C(15)
	1.4892(18)
	C(6)–C(9)
	1.4605(18)
	C(16)–N(2)
	1.2994(17)

	C(6)–C(7)
	1.3717(15)
	C(15)–O(3)
	1.3162(15)
	C(6)–C(7)
	1.4637(19)
	C(16)–O(4)
	1.3437(16)

	C(6)–C(9)
	1.4892(16)
	
	
	C(7)–O(1)
	1.2227(16)
	C(16)–C(17)
	1.427(2)

	C(7)–C(8)
	1.4099(17)
	
	
	C(7)–C(8)
	1.5065(19)
	C(17)–N(1)
	1.299(2)

	C(8)–N(1)
	1.3722(15)
	
	
	C(9)–O(3)
	1.2353(17)
	O(4)–C(18)
	1.446(2)

	C(9)–O(1)
	1.2490(15)
	
	
	C(9)–C(10)
	1.4957(18)
	C(18)–C(19)
	1.492(3)

	C(9)–C(10)
	1.4582(17)
	
	
	C(10)–C(11)
	1.3757(17)
	
	

	Angle
	(°)
	Angle
	(°)
	Angle
	(°)
	Angle
	(°)

	N(1)–C(1)–C(2)
	123.37(13)
	O(2)–C(11)–C(10)
	122.38(12)
	C(4)–C(3)–C(1)
	111.17(12)
	C(11)–C(10)–C(15)
	120.38(12)

	N(2)–C(2)–C(1)
	122.60(13)
	O(2)–C(11)–C(12)
	119.86(13)
	C(4)–C(3)–C(8)
	106.94(12)
	C(11)–C(10)–C(9)
	118.70(12)

	N(2)–C(3)–C(8)
	121.26(11)
	C(10)–C(11)–C(12)
	117.54(11)
	C(1)–C(3)–C(8)
	110.61(12)
	C(15)–C(10)–C(9)
	120.83(11)

	N(2)–C(3)–C(4)
	119.33(11)
	C(11)–C(12)–C(13)
	113.27(13)
	C(4)–C(3)–C(2)
	109.66(13)
	C(10)–C(11)–C(12)
	119.89(12)

	C(8)–C(3)–C(4)
	119.41(11)
	C(12)–C(13)–C(14)
	109.71(13)
	C(1)–C(3)–C(2)
	108.95(14)
	N(2)–C(12)–C(13)
	121.59(11)

	C(5)–C(4)–C(3)
	120.14(11)
	C(12)–C(13)–C(16)
	111.91(16)
	C(8)–C(3)–C(2)
	109.48(13)
	N(2)–C(12)–C(11)
	119.06(12)

	C(4)–C(5)–C(6)
	120.40(11)
	C(14)–C(13)–C(16)
	111.38(14)
	C(5)–C(4)–C(3)
	114.28(11)
	C(13)–C(12)–C(11)
	119.34(11)

	C(7)–C(6)–C(5)
	120.49(11)
	C(15)–C(14)–C(13)
	112.50(11)
	O(2)–C(5)–C(6)
	122.91(12)
	N(1)–C(13)–C(12)
	121.19(12)

	C(7)–C(6)–C(9)
	118.15(10)
	O(3)–C(15)–C(10)
	122.91(11)
	O(2)–C(5)–C(4)
	113.86(11)
	N(1)–C(13)–C(14)
	118.98(12)

	C(5)–C(6)–C(9)
	121.19(10)
	O(3)–C(15)–C(14)
	114.05(11)
	C(6)–C(5)–C(4)
	123.22(12)
	C(12)–C(13)–C(14)
	119.83(12)

	C(6)–C(7)–C(8)
	120.03(10)
	C(10)–C(15)–C(14)
	123.04(11)
	C(5)–C(6)–C(9)
	118.27(12)
	C(15)–C(14)–C(13)
	119.94(13)

	N(1)–C(8)–C(7)
	119.27(11)
	C(1)–N(1)–C(8)
	115.51(12)
	C(5)–C(6)–C(7)
	118.92(11)
	C(14)–C(15)–C(10)
	120.59(12)

	N(1)–C(8)–C(3)
	121.30(11)
	C(2)–N(2)–C(3)
	115.95(13)
	C(9)–C(6)–C(7)
	122.71(11)
	N(2)–C(16)–O(4)
	121.52(13)

	C(7)–C(8)–C(3)
	119.43(10)
	
	
	O(1)–C(7)–C(6)
	122.66(12)
	N(2)–C(16)–C(17)
	123.44(12)

	O(1)–C(9)–C(10)
	119.88(11)
	
	
	O(1)–C(7)–C(8)
	120.18(13)
	O(4)–C(16)–C(17)
	115.04(12)

	O(1)–C(9)–C(6)
	117.10(11)
	
	
	C(6)–C(7)–C(8)
	117.00(11)
	N(1)–C(17)–C(16)
	122.54(13)

	C(10)–C(9)–C(6)
	122.86(10)
	
	
	C(7)–C(8)–C(3)
	114.08(11)
	C(17)–N(1)–C(13)
	115.91(13)

	C(15)–C(10)–C(9)
	118.14(11)
	
	
	O(3)–C(9)–C(6)
	120.89(12)
	C(16)–N(2)–C(12)
	115.28(12)

	C(15)–C(10)–C(11)
	118.95(11)
	
	
	O(3)–C(9)–C(10)
	118.15(12)
	C(16)–O(4)–C(18)
	117.59(11)

	C(9)–C(10)–C(11)
	122.75(10)
	
	
	C(6)–C(9)–C(10)
	120.80(12)
	O(4)–C(18)–C(19)
	112.10(14)




[bookmark: _Hlk113693145]Fig. S1. The IR spectra of Compound 6a.
[image: ]
Fig. S2. The 1H NMR spectra of Compound 6a.
[image: ]


Fig. S3. The 13C NMR spectra of Compound 6a.
[image: ]
Fig. S4. The HRMS spectra of Compound 6a.
[image: ]


Fig. S5. The IR spectra of Compound 6b.
[image: ]

Fig. S6. The 1H NMR spectra of Compound 6b.
[image: ]

Fig. S7. The 13C NMR spectra of Compound 6a.
[image: ]

Fig. S8. The HRMS spectra of Compound 6a.
[image: ]


[bookmark: _Hlk113609070]Fig. S9. The receptor-ligand interaction and coordination patterns of mesotrione (A), compound 6a (B) and compound 6b (C) with AtHPPD.
[image: ]
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