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Table S1. The symmetry, B-B bond lengths shared between two five-membered rings (ds.s, in A),
B-B bond lengths shared between a five and a six membered ring (ds-, do-s, in A), B-B bond
lengths between two six-membered rings (ds-s, in A), B-Mg bond lengths (di, in A), top and

lumbar B-Li bond lengths (d2, ds, in A), horizontal and vertical diameters (D;, D> in A) for

Mgi,Lig&Bs3s.

Level Symmetry  dss de-6 de-s ds.6 d d> ds D1 D>
PBE0/6-311G(d) Den 1.799 1.705 1.716 1.744 2304 2.193 2204 6.1 6.5
PBE0/6-311+G(d) Den 1.799 1.705 1.716 1.744 2304 2.193 2204 6.1 6.5
TPSSH/6-311G(d) Den 1.805 1.708 1.722 1.749 2311 2204 2216 6.1 6.5
B3LYP/6-311G(d) Den 1.798 1.710 1.719 1.747 2318 2.193 2206 6.1 6.4

Figure. S1 Optimized structures of Mgi2Lig&B3s (a), Mgi2Lis&(Li2@B3s) (b), MgioLis&(Be@Bss)
(c) and the direction of external electric field (light blue arrow).



Table S2. By (10* au) values of Mg2Lis&Bs3s calculated by different density functionals in

conjunction with the 6-311+G(d) for Mg, and 6-31+G(d) for B as well as 6-31G(d) basis set for Li
atoms.

F 0 5 10 15 20 30 40 45 50 55 60 70

MO06-2X 00 04 08 16 23 3.9 6.2 83 119 861 3.6 9.7

LC-PBEPBE 00 0.1 05 1.0 13 24 245 347 49.6 61.0 489 28.6




