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Fig. S1 Thermal gravimetric analyses (TGA) curve for H;TBIT.
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Fig. S2 EPR spectrum for complex 2 in solid state at room temperature (freq. =

9451.508 MHz, power = 0.998 mW, sweep time = 1.0 min).



C2-N4=1.3946 A
N4=N5=1.2549 A
N5-N6=1.3383 A
N6-C3=1.3834 A

Fig. S3 The calculated structure of H;TBIT using Gaussian09 suite at

B3LYP/6-311++G(d,p) level in ground state.
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Fig. S4 Simulated (black) and experimental (red) XRPD patterns for compounds 1(a),
2(b), 3(c) and 4(d).



