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Table S1 number of molecules and size of cell

System Number of solvent molecules Side of cell(nm)
Be®" in water 32 0.989
Be?* in methanol 25 1.194
Be?" in ethanol 25 1.35
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Fig.S1 Geometry structure of complexes

(a): H,0...Be*"; (b): CH;OH...Be**; (c): C,HsOH...Be**
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Table S2  Binding energy and salient Structural data of the complexes*

H,0...Be”* CH3OH...Be* C,HsOH...Be*
#O...Be*")/nm 0.1511(0.1550%;0.1510%) 0.1454(0.1489)* 0.1490
a(BeOH)/(°) 126.359/126.305(126.34)* 122.528 148.788
a(BeOC) /(°) 132.392(132.4)° 90.808
El(kdmol™) -604.37(-610.198;-577.6767) -735.25 -874.98
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