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Figure S1. The scaling behavior of LDA and GW band gaps with the width of the AGNRs. The

points are the raw data, and the lines are fitted to the formula: Eng*w"

Arpa ALDA Agw Aow
3p 091 -0.80 2.57 -0.70
3p+1 1.40 -0.99 3.48 -0.84

3p+2 0.23 -1.54 1.20 -0.88
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Table SI.AGNRs width (w) and reduced mass of all the AGNRs in this work. The unit of w is
angstrom, The definition of reduced mass is m=m,*my/(m.+my) in the unit of the mass of free

electron ( my.)

3p w m 3p+1 w m 3p+2 w m

w3 4.3 1.16 W4 5.5 1.53 W5 6.7 0.27

W6 7.9 0.43 W7 9.2 0.68 W8 10.5 0.10

W9 11.7 0.24 W10 129 047 WI11 14.2 0.05

W12 154 0.15 | WI3 166 0.28 | W14 17.8 0.039

W15 190 0.10 | W16 202 0.21 | W17 215 0.034

W18 22.7 0.07 W19 239 0.17 W20 25.1  0.029

W21 263 0.06 | W22 275 0.12 | W23 28.7 0.026
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