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Figure S1 TB–LMTO–ASA electronic structure calculation results for KAu4In2 (top) and 

RbAu4In2 (bottom). Left: Total DOS (black) and separate partial DOS curves for indium 

(green) and gold (red). Right: –COHP data for the interactions: Au–Au; Au–In; A–Au; 

and A–In (A = K, Rb). The dotted lines denote the Fermi levels. 

 

-8

-6

-4

-2

0

2

0 5 10 15 20 25 30

 

 

E
ne

rg
y 

(e
V

)

 Total
 Au
 In

-1 0 1 2 3

 

 

 Au-Au
 Au-In
 K-Au
 K-In

DOS –COHP 

-8

-6

-4

-2

0

2

0 5 10 15 20 25 30

 
 

E
n

er
g

y 
(e

V
)

 Total
 Au
 In

-1 0 1 2 3

 

 

 Au-Au
 Au-In
 Rb-Au
 Rb-In

DOS –COHP 


