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Figure S1. Calculated exfoliation energy vs separation distance for
NaW,0,Brs monolayer, where dy indicates the van der Waals gap between adjacent

layers in bulk crystal.
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Figure S2. (The dielectric properties of monolayer NaW,0,Br¢ contributed by the

interband transitions.)
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Figure S3. (The dielectric properties of monolayer NaW,0O,Brg with different y (y =
0.1, 0.05, and 0.02).)



Table S1. (Crystal structure of monolayer NaW,0,Bry)

NaW,0,Brg

1.0

3.813 0.000 0.000
0.000 10.499 0.000
0.000 0.000 26.010

W Br O Na

2 6 2 1

0.00000 0.13891 0.50000
0.00000 0.86109 0.50000
0.00000 1.00000 0.58027
0.00000 1.00000 0.41973

0.00000 0.32177 0.56598
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