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Complexes V2 V3

Formula C29H32ClN3O2V    C31H36ClN3O2V

Formula weight 540.97    569.02

 Crystal system Orthorhombic    Orthorhombic

Space group P2(1)2(1)2(1)    P2(1)2(1)2(1)

a (Å) 9.6136(5)    10.0346(4)

b (Å) 16.7986(10)    16.8085(7)

c (Å) 17.1214(8)    17.3076(6)

α(°) 90   90

β(°) 90   90

γ(°) 90   90

  Volume (Å3 )  2765.0(3)    2919.2(2)

Z 4   4

Calculated density (mg m-3 ) 1.300   1.295

Absorption coefficient(mm-1) 0.485   0.463

F(0 0 0) 1132   1196

θmax (°) 30.11   33.69

Collected reflections 34347 42710

Unique reflections 8074 11557

Rint 0.0619    0.0500

Goodness-of-fit (GOF) 1.037    1.011

R1 0.0566    0.0479

wR2 0.1141    0.0953

Largest difference in peak and hole (e A-3 ) 0.541, -0.528 0.432,-0.518

Table S1 Summary of crystallographic data for complexes V2 and V3.
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