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S1. Cell parameters of CcN¢/C,N heterostructure [(2x2)/ (\B x \B)]
a=b=1432 A
c=204A
a=pB=90°
y=120°

S2. Crystallographic Information File (.CIF) of C¢Ng/C,N heterostructure

N1 0.0956899970000009 0.2041299939999988 0.4399499889999987
N2 0.0956600009999988 0.3704000119999975 0.4478499889999981
N3 0.2620800139999986 0.3704000119999975 0.4476400020000000
N4 0.3731999990000006 0.0928300019999995 0.4478400050000033
N5 0.2069800049999984 0.0928800029999977 0.4397099910000009
N6 0.3732100129999978 0.2592400010000020 0.4478400050000033
N7 0.5956900119999986 0.2040300070000001 0.4525899890000034
N8 0.5957000260000029 0.3705799880000029 0.4528200029999994
N9 0.7622500060000021 0.3705799880000029 0.4529100060000033
N10 0.8731799720000026 0.0928599980000016 0.4403400120000001
N11 0.7069500090000034 0.0928400009999990 0.4482200149999969
N12 0.8733599780000034 0.2592700120000018 0.4478999970000004
N13 0.0956500019999993 0.7041400069999995 0.4480499920000014
N14 0.0957000029999975 0.8703399899999980 0.4399600030000030
N15 0.2620700000000014 0.8705400229999967 0.4477399889999987
N1l6 0.3733899890000032 0.5928800109999983 0.4526200000000031
N17 0.2068500069999999 0.5928800109999983 0.4524100120000014
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AIMD plot of C¢Ng¢/C,N heterostructures
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Figure S1. Plot of RMSD with time at 300 K for C¢Ng/C,N heterostructure.

Figure S2. Plot of radial distribution function {g(r)} between C-N pair for C¢Ng/C,N

25

20
15
E}

10+

5

6
rin A

heterostructure at 300 K.

10



