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1. NMR Spectroscopy

2-(pyridin-2-yI)-3-((pyridin-2-ylmethylene)amino)-2,3-dihydroquinazolin-4(1H)-one
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Figure S1. 'H NMR spectrum of pg-2py in DMSO.



2-amino-N’-(pyridin-2-ylmethylene)benzohydrazide
]

o Qwn w, OV - 00— O o0\ @ [«
2 2RS8588BARTIENNICRERET g
— 00 00 80 b~ b~ b- b~ b~ U U Um0 Os B O 0 O 0 O O D i cl
I s )
NH, O /I
N
@)LN,N\ N
|
I
]
1
] !
N L e T T N
f=3 — o = v _, — O
(=3 oo oo oo =R =
— PR S - i g S Y
T T T T T T T T T T T T T T T T T T T T T T T T T
2.0 1L5 1L0 105 100 85 9.0 &5 &0 75 70 65 60 &5 &0 45 40 35 30 28 20 L5 . 5 X
FPM

Figure S2. "HNMR spectrum of pg in DMSO.



2-(2-methoxyphenyl)-3-((pyridin-2-ylmethylene)amino)-2,3-dihydroquinazolin-4(1H)-one
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Figure S3. 'H NMR spectrum of pg-20CH; in DMSO.



2-(3-methoxyphenyl)-3-((pyridin-2-ylmethylene)amino)-2,3-dihydroquinazolin-4(1H)-one
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Figure S4. 'H NMR spectrum of pg-30CHj3 in DMSO.



2. IR Spectroscopy
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Figure S5. IR spectrum of [Fe(pgq-2py)»](C104),-CH;0H-2H,0 (1) at room temperature.
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Figure S6. IR spectrum of [Fe(pq-2py)»](BF4),-2CH3CN-1.75H,0 (2) at room temperature.
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Figure S7. IR spectrum of [Fe(pgq-2py)»](CF3S03),-CH3;CN-CH;0H (3) at room temperature.
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Figure S8. 1R spectrum of [Fe(pq-20CHj3),](C104), H,O (4) at room temperature.
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Figure S9. 1R spectrum of [Fe(pq-30CHj3),](C104), H,O (5) at room temperature.
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Figure S10. Crystal packing portion of the crystal structure of 2 (100 K, a) and 3 (200 K, b) at, as
viewed along the crystallographic b axis, highlighting the intermolecular =...7 stacking.
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Figure S11. Crystal packing portion of the crystal structure of 5 as viewed along the
crystallographic b axis, highlighting the intermolecular x...w stacking.
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Figure S12. (a) Plots of y,, T versus T for compounds 4, 5 and their corresponding desolvated

samples.
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Figure S13. TGA curves of complex [Fe(pg-2py).](BF,),-2CH3CN-1.75H,0 (2) .
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Figure S14. TGA curves of complexe [Fe(pg-2py)»](CF3S0s),-CH;CN-CH;0H (3)
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