Supplementary Figures
	No. S-Fig.
	Comment
	page

	1.
	FT-IR spectrum of [Hbpq]
	b

	2.
	FT-IR spectrum of [Cu(bpq)NCS]
	c

	3.
	FT-IR spectrum of [Cu(bpq)N3]
	c

	4.
	FT-IR spectrum of [NiII(bpq)(SCN)]
	d

	5.
	FT-IR spectrum of [NiII(bpq)N3]
	d

	6.
	UV-Vis spectrum of Hbpq in CH2Cl2
	e

	7.
	UV-Vis spectrum of [Cu(bpq)NCS]in CH2Cl2 solution
	e

	8.
	UV-Vis spectrum of [Cu(bpq)N3]in CH2Cl2 solution
	f

	9.
	UV-Vis spectrum of [NiII(bpq)(SCN)] in CH2Cl2 solution
	f

	10.
	UV-Vis spectrum of [NiII(bpq)N3] in CH2Cl2 solution
	g

	11.
	1H-NMR spectrum of [Hbpq]
	h

	
	1H-NMR spectrum of [Hbpq]
	i


Supplementary Figures

[image: image1.png]0. Position
© 329575

1

2:  1681.62
3: 0 1529.27
4:  1486.85
1430.92
1324.86
832.13
743.42
689.43

597.82

Result of Peak Picking

Intensit;

76.5090
52.0919
30.4457
45.9958
58.9611
62.2769
62.4270
54.0792
55.4180
63.1568

4000 3000 2000 3 1000 400

Wavenumber [cm-1]





S-Fig.1. FT-IR spectrum of [Hbpq].
[image: image2.png]110

100

80)

% 60

40

20

10

1

3000

2000 1000 400

Wavenumber [cm-1]

Result of Peak Picking
o. Position Intensit
1: 2067.32 17.1080
2: 1616.06  44.4759
3: 1595.81 28.1480
4: 1576.52  38.9619
5: 156592  35.5621
6: 1500.35 35.3602
7 1467.56  41.3493
8: 142417 771776
9: 1401.03 19.2137
10:  1361.50  61.8308





S-Fig.2. FT-IR spectrum of [Cu(bpq)NCS]
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S-Fig.3. FT-IR spectrum of [Cu(bpq)N3].
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S-Fig.4. FT-IR spectrum of [NiII(bpq)(SCN)].
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S-Fig.5. FT-IR spectrum of [NiII(bpq)N3].
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S-Fig.6. UV-Vis spectrum of Hbpq in CH2Cl2.
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S-Fig.7. UV-Vis spectrum of [Cu(bpq)NCS] in CH2Cl2.
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S-Fig.8. UV-Vis spectrum of [Cu(bpq)N3]in CH2Cl2.
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S-Fig.9. UV-Vis spectrum of [NiII(bpq)(SCN)] in CH2Cl2.
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S-Fig.10. UV-Vis spectrum of [NiII(bpq)N3] in CH2Cl2.
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S-Fig. 11.1H-NMR spectrum of Hbpq in CDCl3.
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