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Table S1. Energy range of the structures from Set I, Set I, and Set Il for each cluster size.

For the Set | of N=17 and N=18, there is only one structure whose energy is indicated.

N Set | Set Il Set 1l
9 (-15.562,-15.290) (-10.790,-9.372) (-7.558,-4.702)
10 (-17.211,-16.581) (-13.885,-9.810) (—-8.922,-5.168)
11 (-18.091,-17.748) (-15.516,-10.261) (-8.472,-5.632)
12 (-19.338,-18.580) (-16.356,-10.717) (—-8.933,-6.096)
17 -24.198 (-23.181,-17.634) (-10.183,-8.414)
a: (—24.538,-22.779)
18 -25.108 (-10.646,-8.877)
b: (-21.826,-18.099)
a: (—24.332,-22.304)
19 (—26.154,-24.902) (-11.109,-9.304)
b:(-21.208,-16.785)
a: (-25.773,-22.774)
20 (-27.291,-26.296) (-11.572,-9.804)
b: (-21.657,-19.027)
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Larger clusters data
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