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Table S1. The NEC of the ground state B,Rb, (n=1-12) clusters
Clusters NEC
Rb-1 Rb-2 B
Blez 580‘384(10'045130'13 580.384d04045p0.13 2Sl.902p2.02
Bszz 580‘064(10'045130'06 580.064d04045p0.06 2Sl.422p2.423p0402
B3Rb2 580‘114(10'025130'04 SSO.ll4d04025p0.O4 2Sl'l1_1'252})2‘30_2'40380‘013p0'013d0'01_0'02
B4Rb2 580‘074(10'025130'02 580.074d04025p0.02 280'96_1'082})2‘15_2'663SO‘Ol3pO'Ol_O'023dO'01
B5Rb2 580‘064(10'025130'03 580.044d04035p0.045d0.01 280'81_1'202})1‘96_2'773SO‘Ol3pO'Ol_O'023dO'01
B6Rb2 580‘024(10'015130'04 580.024d04015p0.04 280'86_0'952})2‘38_2'413p0'013d0'01
B7Rb2 580‘014(10'025130'035(10'01 SSO.Ol4d04025p0.O45d0.01 2SO.5l—0.862p2428—2.903p0.01—0.063d0.01
Bgsz 5804015p0.035d0.016d0.01 580.015p04035d0.016d0.01 2SO.49—0.832p2435—2.433p0.01—0.083d0.01
B9Rb2 5804014d0.025p0.025d0.01 SSO.Ol4d04025p0.025d0.01 280.53—0.8621)2418—2.593SO4013p0.01—0.053d0,01
BlORbZ 5SO4024dO.045p0.035d0,016d0.01 580.015p04025d0.02 280'51_0'862132‘14_2'723p0'01_0'023d0'01
B“sz 5804014d0.035p0.025d0.01 SSO.Ol4d04035p0.025d0.01 2SO.5l—0.842p2424—2.583p0.01—0.033d0.01
BIZRbZ 580‘024(10'035130'036(10'01 580.015p04025d0.026d0.01 2SO.50—0.852p2423—2.673p0.01—0.023d0.01
Table S2. The NEC of the ground state B,"Rb, (n=1-12) clusters
Clusters NEC
Rb-1 Rb-2 B
B, Rb, 580.774d0015p0.18 580.774400150.18 28193218
Bz'sz 580‘644(10'0251')0'115(10‘01 580.644d0.025p0115d0.01 2Sl.442p2.283p0.02
B3-Rb2 580‘185p0'165d0'036d0‘01 580.185p0.165d0036d0.01 2S1'02-1'252p2'54-2‘593p0'013d0‘024p0'01
]34-1{})2 580‘404(10'0251')0'16680'01 580.404d0.025p0A166SO.01 2SO.95-1.082p2.19-24643SO.013p0.01-0.023d0A01
B5'Rb2 SSOA454d0.055p0.23 580.224d0.055p0185p0.01 2SO.84-0.952p2.27-24783SO.Ol3p0.01-0.023d0014p0.01
B6-Rb2 580‘114d0'055p0'025d0‘01 580.604d0.035p0235d0.01 280‘77'0'932}')2'24'2‘53380'013p0'013d0‘01
]37-1{})2 580‘015p0'065d0'016d0‘03 580.015p0.065d0016d0.03 2SO‘SS'O'S12p2'56'2‘793d0‘014p0‘01'0'07
Bg'sz 580‘684(10'0451')0'305(10‘01 580.014d0.025p0045d0.01 2SO‘55'0'832p2'32'2‘433p0‘01'0‘083d 0.01
Bg'sz 5SO‘034d0'035p0'026p0‘016d0‘01 580‘034d0‘035p0‘026p0'016d0'01 2SO.58-1.062p2.22-24703SO.013p0.01-0.043d0A01-0.024p0.01
BIO-RbZ 580534d0.035p0.21 580.164d0.105p0155d0.01 280‘54'0'852p2'16'2‘643p0‘01'0‘023d0'01
Bll-RbZ 580‘024d0'055p0'035d0‘01 580.024d0.055p0035d0.01 2SO‘54'0'832p2'35'2‘593p0‘01'0‘033d0'01
BIZ-RbZ 580‘024d0'055p0'045d0‘01 580.024d0.055p0045d0.01 2SO‘64'0'872p2'23'2‘523p0‘01'0‘033d0'01




