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Figure S1: Planar Arrangement of N’s in Nitrogen Ring of (a) g-C3N4 and (b) Ca/g-C3N4.


Table S1: MPP values of g-C3N4 and Ca/g-C3N4.

	Atoms
	MPP (Å)

	
	g-C3N4
	Ca/g-C3N4

	N3
	-0.3535
	0.2837

	N7
	-0.3610
	0.2217

	N16
	0.3995
	0.3129

	N25
	0.3298
	0.3151

	N34
	0.4002
	0.2760

	N38
	0.3256
	0.2232
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Figure S2: Deformation Electron Density Contour Map of (a) N16-Ca55-N25 (b) N3-Ca55-N34 and (c) N7-Ca55-N38 in Ca/g-C3N4.
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Figure S3: Mulliken Charge Analysis of Selected Atoms in Nitrogen Ring of g-C3N4 and Ca/g-C3N4. 



Table S2: Mulliken Charge Analysis of Selected Atoms in Nitrogen Ring of g-C3N4 and Ca/g-C3N4.
	Atoms
	Mulliken Charges

	
	g-C3N4
	Ca/g-C3N4

	N25
	-0.2161
	-0.5081

	N16
	-0.2321
	-0.5070

	N3
	-0.2468
	-0.5052

	N34
	-0.2306
	-0.5044

	N38
	-0.2157
	-0.4989

	N7
	-0.2453
	-0.4973

	C33
	0.1786
	0.4526

	C4
	0.1789
	0.4526

	C17
	0.1776
	0.4477
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