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离子调控

探针设计



探针离子滴定

Ca2+ Zn2+ H+



探针光谱性质



晶体结构表征

M2biQ·H2O·CHCl3 M2biQ·Ca(ClO4)2 M2biQ·Zn(ClO4)2·2H2O M2biQ·HClO4·H2O



晶体结构表征

1:1配位 1:2配位



理论计算

S0 →S7(HOMO → LUMO+2) 
excitation

excitations S0 →S1(HOMO → LUMO), S0 → 
S2 (HOMO−1 → LUMO), and S0 →S3

(HOMO−2 → LUMO)Figure 4. M2biQ frontier molecular orbitals at the 
equilibrium geometry of the ground state.



理论计算

Figure 5. Correlations of ionic radii and metal−nitrogen 
distances with experimentally measured and computed 
emission wavelengths in 1:1 M2biQ complexes.

Figure 6. Proposed mechanism for M2biQ absorption and 
emission (inset) and correlation between calculated 
HOMO−LUMO gaps and energy differences between S1 

and S0 states at the S1 minimum.
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