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Cartesian coordinates for the lowest-energy structures of Gas and GasX (X=B, C, N, O, F, Al, Si, P, S, Cl)

clusters.

Gas
Ga 0.00000000 1.54089100 1.27868600
Ga -1.33445100  -0.77044500 1.27868600
Ga 0.00000000 1.54089100 -1.27868600
Ga -1.33445100 -0.77044500 -1.27868600
Ga 1.33445100 -0.77044600 1.27868600
Ga 1.33445100 -0.77044600 -1.27868600
GasB
Ga 0.00000000 1.81807000 0.58270900
Ga 1.72106800 0.00000000  -1.73878800
Ga 0.00000000 0.00000000 2.38339000
Ga 0.00000000  -1.81807000 0.58270900
Ga -1.72106800 0.00000000  -1.73878800
B 0.00000000 0.00000000  -0.44163100
GasC
Ga -1.47979900  -1.49821900 0.00000000
Ga 2.13092600 0.41950100 0.00000000
Ga 0.04027100  -0.53711300 1.97829700
Ga -0.73946300 2.10972700 0.00000000
Ga 0.04027100  -0.53711300 -1.97829700
C 0.04027100 0.22329100 0.00000000
GasC
Ga 0.00000000 1.41834500 -2.15198600
Ga 0.00000000  -1.41834500 -2.15198600
Ga 0.00000000 1.40263400 0.64615200
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1.41596300
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1.41596300
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0.00000000
0.00000000

0.00000000
0.00000000

1.33231100
0.00000000
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0.00000000
0.00000000

0.00000000
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0.00000000



Ga 0.20075400  -0.42633800
Ga 0.20075400  -2.26285800
Ga -1.08658700 2.18629400
Ga 0.20075400  -0.42633800
Ga 1.22871900 1.03004900
S -1.44226600  -0.19531800
GasCl
Ga 0.12664400 1.58679200
Ga 0.12664400  -0.42103100
Ga 0.12664400  -0.42103100
Ga -1.32934700  -1.48192100
Ga 2.13998600 0.13886400
cl -2.17103900 1.09106800
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Figure S1. The orbital composition of HOMO and LUMO for GasX (X=B, C, N, O, F, Al, 5i, P, S, Cl) clusters.



