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Complete ref 36.

Table S1.  Calculated ADEs of Li,B,H,” monoanions and IPs of Li,B,H, neutrals at
PBEIPBE.

Figure S1. 7 CMOs of Li,B,H,”" (n = 6-12, 15, 16, 19, and 20) compared with those of C4Hs,
CgHsg, CsHyo, CioH2, and Ci2H 4. Also shown are 1 CMOs of BooH,".

Figure S2. 6 CMOs of Li,B,H," (n = 6-12, 15, 16, 19, and 20) and BaoH,>".

Figure S3. Computational ground-state adiabatic detachment energies (ADEs) of DC planar
B,H; (n =4-20; empty squares) nanoribbon clusters as a function of » 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 B,(BO),™ (n = 4-20; empty dots) nanoribbon clusters.
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Table S1. Calculated ADEs of Li,B,,H>,” monoanions and IPs of Li,B,,H, neutrals at PBE1PBE.

species ADE (eV) IP (eV)
Can LixBgH,™ (*By) 0.67
Can LiB¢H, (‘A 6.06
C, Li,B-Hy (‘A)) 0.76
Cay LiB7H, (°By) 5.47
Can LinBsHy™ (CA) 0.86
Can LioBgH, (‘A 5.69
Cay LibBoHy (‘A)) 1.37
Ca LiBoH, (°B)) 5.87
Con LioBioHy™ (CAp) 1.01
Can LisB oH, (‘A 6.16
C,y BiHoLis ('A)) 1.29
Ca, LisB1iH; CA)) 5.43
Con LiBioH, ™ (PBy) 1.65
Can LiB1oH; (‘A 5.57
C,y LibBisHy (‘A)) 2.03
Cay LioBi3H, CAy) 5.98
Con LibB4Hy (°By) 1.43
Can LisB14Hy ('Ap) 6.16
Cay LibBisHy (‘A)) 1.70
Cay LibB sH, (°By) 5.38
Con LibBiHy™ (CAy) 221
Can LizB16Hz ('Ap) 5.50
Cay Li,BisHy (‘A)) 2.51
Cay LibB17H, (B)) 5.98
Con LioBigHy™ (CAp) 1.80
Can LisBisH, ('Ap) 6.04
Cay LibBioHy (‘A)) 2.02
Ca, LisB1oH, (CA)) 5.35
Con LioBooHy™ (CAp) 2.48
Can Li;ByoH; ('Ay) 5.59
Cay LibByHy (‘A)) 2.61
Ca Li;ByHy (‘A)) 5.84
Can LibBoH> (°By) 2.10
Can LizBpH, ('Ay) 5.85
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Figure S1. 7t CMOs of Li;B,H,"" (n=6-12, 15, 16, 19, and 20) compared with those of C4Hg,
C6H8, Cngo, C10H12, and C12H14. Also shown are 1 CMOs of Bonzz_
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Figure S2.
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6 CMOs of Li,B,H,"™ (n = 6-12, 15, 16, 19, and 20) and B,oH,>
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Figure S3. Computational ground-state adiabatic detachment energies (ADEs) of DC planar

B,H; (n =4-20; empty squares) nanoribbon clusters as a function of » at the

PBEI1PBE/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 B,(BO),™ (n = 4-20; empty dots) nanoribbon clusters.
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