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Fig. ESI1 Top view and side view of (a) striped, (b) β12 and (c) χ3 

borophene.  
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Table ESI1 Calculated lattice constant a and b, buckling height h, and energy E of 8-

Pmmn, stripe, β12 and χ3 borophene. Previous theoretical data are also listed for 

comparison.   
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Fig. ESI2 The calculated bond length of 8-Pmmn borophene. The five 

types B-B bonds (l1, l2, l3, l4 l5) are shown in Fig.ESI2 (a), (b) and (c); the 

corresponding B-B bond length is shown in Fig.ESI2 (d). The l1 represent 

BR-BR bond length, l2 and l4 represent two different BR-BI bond lengths, l3 

and l5 represent two different BI-BI bond lengths.  

 

 

 

 

 



 

(a) Intrinsic  
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(b) Biaxial strain (ɛ = 0.04, 0.08, 0.12, 0.135) 
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(c) Uniaxial strain along a (ɛ = 0.04, 0.08, 0.12, 0.16) 
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(d) Uniaxial strain along b (ɛ = 0.04, 0.08, 0.12, 0.165) 

Fig. ESI3 The calculated valence electron density of 8-Pmmn borophene 

under three types of strain with two different isosurfaces. The isosurfaces 

of upper panel is 0.07 e/bohr3, the lower panel is 0.10 e/bohr3, respectively. 

(a) (001), (010) and (100) plane without strain; (b) (001), (010) and (100) 

plane under biaxial strain; (c) (001), (010) and (100) plane under uniaxial 

along a direction; (d) (001), (010) and (100) plane under uniaxial along b 

direction.  
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