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SI.1 The optimized geometries and AIM results of the dGMP"-As®* complexes




Orbital Energy {eV)

Orbital Energy {eV)

204

Orbital Energy (e}

Orbital Energy (eV)

a0

S1.2 Molecular

o

=20

k25

dGMP-1.-0-As3+

L3

Orbital Energy {(eV}

Orbital Energy {eV)

Orbital Energy (eV)

Orbital Energy (eV)

a0 J

dGMP2..0-As3+

orbital diagram calculated for the dGMP"-As3* complexes

L3

Orbital Energy (eV) Orbital Energy {eV) Orbital Energy {&V)
1

Orbital Energy (eV)

v

o™

1245,

L3

dGMP-3.--N3-As3+

.30 J

dGMP-3---0-As3+

L 30



