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Table S1. Optimized structural parameters of other metastable Li-B compounds like

Li¢Bs, LisBy, Li;Bg, LiB4, and LiBg at ambient pressure.

Lattice parameters Wyckoff position
Structure

(A, deg) X y z
Li¢Bs a=4.777 Li: of 0.4162  0.7511  0.0829
(R-3) 0=92.2 B: la 0.0000  0.00000  0.0000
2c 0.4000  0.4000  0.4000
2c 0.8000  0.8000  0.8000
Li¢Bs a=6.886 Li: 3c 0.0000  0.3323  0.2966
(P31m) c=17.946 Li: 3c 0.0000  0.6669  0.1297
Li: 3c 0.0000  0.3336  0.6283
Li: 3c 0.0000  0.6675  0.4627
Li: 3c 0.0000  0.6656  0.7949
Li: 3c 0.0000  0.3342  0.9621
B: la 0.0000  0.0000  0.1989
B: la 0.0000  0.0000  0.3989
B: la 0.0000  0.0000  0.5989
B: la 0.0000  0.0000  0.7990
B: la 0.0000  0.0000  0.9990
B: 2b 0.3333  0.6667  0.0709
B: 2b 0.3333  0.6667  0.2709
B: 2b 0.3333  0.6667 0.4709
B: 2b 0.3333  0.6667 0.6710
B: 2b 0.3333  0.6667 0.8709
Li¢Bs a=8.672 Li: 4i 0.1684  0.0000  0.1944
(C2/m) b=3.974 Li: 4i 0.1661  0.0000  0.5273
c=7.947 Li: 4i 0.1651  0.0000  0.8615
[=127.4 B: 2d 0.0000  0.5000  0.5000

B: 4i 0.4998  0.0000  0.0999
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