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Figure: S1(a) IR Spectrum of [Cr (CzsH3sN4) Cl] Cl;
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Figure: S1(b) IR Spectrum of [Cr (CzsH3sN4) NO3] (NO3)2
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Figure: S1(c) IR Spectrum of [Cr (C3sH3sN4) (OAC)] (OAC),
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Figure: S1(d) IR Spectrum of [Fe (C3sH3sN4) CI] Cl,
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Figure: S1(e) IR Spectrum of [Fe (CssH3ssN4) NO3] (NOs),
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Figure: S1(f) IR Spectrum of [Fe (CssH3sN4) (OAC)] (OAC),
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Figure: S2 Mass Spectrum of [Cr (C3sH3sN4) CI] (ClI),
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Figure: S3(a) Electronic Spectra of [Cr (CssH3sN4) Cl] Cl,
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Figure: S3(b) Electronic Spectra of [Cr (CgsH3sN4) NO3] (NO3),
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Figure: S3(c) Electronic Spectra of [Fe (CssH3ssN4) Cl] Cl;
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Figure: S3(d) Electronic Spectra of [Fe (CssH3sN4) NO3] (NO3),
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Figure: S3(e) Electronic Spectra of [Fe (CssH3sN4) (OAC)] (OAC);



Figure: S4 HOMO-LUMO orbitals of B3LYP geometry optimized structure of [Cr
(C36H36Ny4) CIT (C)2



Supplementary Material Figure Captions:

Figure: S1(a) IR Spectrum of [Cr (CzsH3sN4) Cl] Cl,

Figure: S1(b) IR Spectrum of [Cr (C3sH3sN4) NO3] (NO3),
Figure: S1(c) IR Spectrum of [Cr (C3sH3sN4) (OAC)] (OAC),
Figure: S1(d) IR Spectrum of [Fe (CssH3sN4) CI] Cl;

Figure: S1(e) IR Spectrum of [Fe (CssH3sN4) NO3] (NOs)2
Figure: S1(f) IR Spectrum of [Fe (CzsH3sN4) (OAC)] (OAC)2
Figure: S2 Mass Spectrum of [Cr (C3sH3sN4) CI] (Cl),

Figure: S3(a) Electronic Spectra of [Cr (C3sH3sN4) Cl] Cl,
Figure: S3(b) Electronic Spectra of [Cr (CgsH3sN4) NO3] (NO3),
Figure: S3(c) Electronic Spectra of [Fe (C3sH3zsN4) Cl] Cl;
Figure: S3(d) Electronic Spectra of [Fe (C3sH3sN4) NO3] (NOs),
Figure: S3(e) Electronic Spectra of [Fe (C3sH3zsN4) (OAC)] (OAC);,

Figure: S4 HOMO-LUMO orbitals of B3LYP geometry optimized structure of [Cr
(C36H3sNs) CI] (Cl)2



