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表 S1  配合物优化的能量(kJ·mol
-1
） 

Table S1  Optimized molecular energy for complexes (kJ·mol
-1

) 

  

  

BP86/  

LANL2DZ 
BP86/ SDD  B3LYP/ LANL2DZ B3LYP/ SDD  

 
BP86/LANL2DZ 

(2, 2)    (3, 1) (4, 0) 

Triplet -9688666 -9694160 -9687649 -9688042 
 

-9688668 -9688682 

Quintet -9688752 -9694239 -9688121 -9693635  -9688750 -9688749 

Septuplet -9688651 -9694160 -9687990 -9693504 
 

-9688664 -9688671 

6-31G* for H, C, N; 6-311G* for Cl; LANL2DZ and SDD basis set for Cr 

 

表 S2  配合物(2, 2)的部分键长(nm) 

Table S2  Some bond lengths (nm) of complexes (2, 2) 

Bond length BP86/LANL2DZ   BP86/SDD 
B3LYP/ 

LANL2DZ 
B3LYP/SDD Exp.3 

dCr1-Cr2 0.2466 0.2472 0.2568 0.2558 0.2438 

dCr3-Cr2 0.2464 0.2471 0.2568 0.2557 0.2460 

dCr1-Cl4 0.2528 0.2497 0.2551 0.2519 0.2485 

dCr3-Cl5 0.2526 0.2497 0.2549 0.2518 0.2473 

dCr1-N1 0.2151 0.2150 0.2198 0.2046 0.2131 

dCr2-N2 0.2025 0.2025 0.2051 0.2197 0.2025 

dCr3-N3 0.2151 0.2151 0.2199 0.2197 0.2137 
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图 S1  电场作用下配合物(2, 2)分子轨道空间分布的变化 

Fig.S1  Variation of spatial distribution of molecular orbital under electric field for complex (2, 2) 

 


