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Complete ref 36. 

Table S1.  Calculated ADEs of Li2BnH2
− monoanions and IPs of Li2BnH2 neutrals at 

PBE1PBE. 

Figure S1.  π CMOs of Li2BnH2
0/− (n = 6−12, 15, 16, 19, and 20) compared with those of C4H6, 

C6H8, C8H10, C10H12, and C12H14. Also shown are π CMOs of B20H2
2−. 

Figure S2.  σ CMOs of Li2BnH2
0/− (n = 6−12, 15, 16, 19, and 20) and B20H2

2−. 

Figure S3.  Computational ground-state adiabatic detachment energies (ADEs) of DC planar 

BnH2
− (n = 4−20; empty squares) nanoribbon clusters as a function of n at the 

PBE1PBE/6-311+G(d,p) level, as compared with their experimental values (n = 

7−12; solid squares). Also shown for comparison are theoretical ADEs of DC 

planar Bn(BO)2
− (n = 4−20; empty dots) nanoribbon clusters. 
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Table S1. Calculated ADEs of Li2BnH2
− monoanions and IPs of Li2BnH2 neutrals at PBE1PBE. 

 

species ADE (eV) IP (eV) 

C2h Li2B6H2
−

 (2Bu) 0.67  

C2h Li2B6H2 (
1Ag)  6.06 

C2v Li2B7H2
−

 (1A1) 0.76  

C2v Li2B7H2 (
2B2)  5.47 

C2h Li2B8H2
−

 (2A) 0.86  

C2h Li2B8H2 (
1Ag)  5.69 

C2v Li2B9H2
−

 (1A1) 1.37  

C2v Li2B9H2 (
2B1)  5.87 

C2h Li2B10H2
−

 (2Ag) 1.01  

C2h Li2B10H2 (
1Ag)  6.16 

C2v B11H2Li2
−

 (1A1) 1.29  

C2v Li2B11H2 (
2A1)  5.43 

C2h Li2B12H2
−

 (2Bg) 1.65  

C2h Li2B12H2 (
1Ag)  5.57 

C2v Li2B13H2
−

 (1A1) 2.03  

C2v Li2B13H2 (
2A2)  5.98 

C2h Li2B14H2
−

 (2Bu) 1.43  

C2h Li2B14H2 (
1Ag)  6.16 

C2v Li2B15H2
−

 (1A1) 1.70  

C2v Li2B15H2 (
2B2)  5.38 

C2h Li2B16H2
−

 (2Au) 2.21  

C2h Li2B16H2 (
1Ag)  5.50 

C2v Li2B17H2
−

 (1A1) 2.51  

C2v Li2B17H2 (
2B1)  5.98 

C2h Li2B18H2
−

 (2Ag) 1.80  

C2h Li2B18H2 (
1Ag)  6.04 

C2v Li2B19H2
− (1A1) 2.02  

C2v Li2B19H2 (
2A1)  5.35 

C2h Li2B20H2
− (2Ag) 2.48  

C2h Li2B20H2 (
1Ag)  5.59 

C2v Li2B21H2
−

 (1A1) 2.61  

C2v Li2B21H2 (
1A1)  5.84 

C2h Li2B22H2
−

 (2Bu) 2.10  

C2h Li2B22H2 (
1Ag)  5.85 
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Figure S1.  π CMOs of Li2BnH2
0/− (n = 6−12, 15, 16, 19, and 20) compared with those of C4H6, 

C6H8, C8H10, C10H12, and C12H14. Also shown are π CMOs of B20H2
2−. 
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Figure S2.  σ CMOs of Li2BnH2
0/−

 (n = 6−12, 15, 16, 19, and 20) and B20H2
2−. 
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Figure S3.  Computational ground-state adiabatic detachment energies (ADEs) of DC planar 

BnH2
− (n = 4−20; empty squares) nanoribbon clusters as a function of n at the 

PBE1PBE/6-311+G(d,p) level, as compared with their experimental values (n = 

7−12; solid squares). Also shown for comparison are theoretical ADEs of DC 

planar Bn(BO)2
− (n = 4−20; empty dots) nanoribbon clusters. 
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