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Cartesian coordinates of VOTBP calculated at PBEO/def2-TZBP level of theory
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H -7.542155000000 -1.229248000000 -0.255140000000
H 1.229236000000 7.542169000000 -0.255055000000
H -7.542156000000 1.229248000000 -0.255108000000
H -1.229246000000 -7.542164000000 -0.255050000000
H 7.542156000000 -1.229257000000 -0.255101000000
H 1.229251000000 -7.542163000000 -0.255022000000
N 0.000006000000 2.039486000000 0.011618000000
N -2.039479000000 0.000001000000 0.011607000000
N -0.000001000000 -2.039482000000 0.011617000000
N 2.039481000000 0.000002000000 0.011602000000
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Cartesian coordinates of TIOTBP calculated at PBEQ/def2-TZBP level of theory
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Figure S1. Frontier molecular orbitals diagram of MTBP(M= TiO, VO, Zn)
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