Table SM-1 - Atom type and ideal bond distance parameters for square pyramidal and octahedral oxovanadium(IV) complexes

Atom type
Distance (Å)
Force constant

(kcal mol(1 rad(2)

M
Donor atom



V_3+5
N_R
2.040
533.084


O_3
2.000
565.713


O_R
1.920
578.082


O_R2
1.980
527.106


O_2
1.578
1041.291


N_R2
2.413
322.117


N_R3
2.154
452.844

O_2 denotes the vanadyl oxygen atom located at axial site.

Table SM-2 - Angle bending terms for square pyramidal and octahedral vanadyl complexes.a 

Bending angles (º)*
Square pyramidal
Octahedral





O_3-V_3+5-N_R
160.0


O_R-V_3+5-N_R
90.0
90.0

O_R-V_3+5-O_3
90.0


O_2-V_3+5-N_R
100.0
100.0

O_2-V_3+5-O_3
100.0


O_2-V_3+5-O_R
100.0
100.0

O_R2-V_3+5-N_R
90.0
90.0

O_R2-V_3+5-O_3
90.0


O_R2-V_3+5-O_R
160.0
160.0

O_R2-V_3+5-O_2
100.0
100.0

N_R2-V_3+5-N_R

90.0

N_R2-V_3+5-O_R

80.0

N_R2-V_3+5-O_2

160.0

N_R2-V_3+5-O_R2

80.0

N_R3-V_3+5-N_R

160.0

N_R3-V_3+5-O_R

90.0

N_R3-V_3+5-O_2

100.0

N_R3-V_3+5-O_R2

90.0

N_R3 -V_3+5-N_R2

70.0



a For both geometries a force constant of 100 kcal mol(1 rad(2 was used.

