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Fig. S1 Energy band structures of BiSel monolayer with in-plane strains of -3%, -7%, and -10%.
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Table S1 Structural parameters of ABC (A = Sb, Bi; B = Se, Te; C = Br; I) monolayers: space
group; lattice constants a; bond length d; bond angle & thickness ¢ of monolayer; binding energy
E,.

Systems ~ Space  a(A) d(A) a°) tA)  E,(eV)
group A-B A-C  B-A-B B-C-B
SbSel P3mlI 409 280 3.18 9399 5639 3.63 -8.26
SbTel P3ml 421 298 3.19 90.01 5579 3.79 -7.90
SbSeBr  P3mlI 401 279 3.00 91.88 57.53 3.46 -8.63
SbTeBr  P3ml 414 297 3.01 8844 5742  3.59 -8.27
BiSel P3ml 416 286 325 9347 5584 374 -8.60
BiTel P3ml 428 3.04 326 8953 5524 390 -8.20
BiSeBr  P3ml  4.09 285 3.06 91.71 5736 @ 3.55 -9.00
BiTeBr  P3ml 422 3.03 3.07 8822 57.17 3.68 -8.60




