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图 S1 (a)FO2P···PH2F (b)ClO2P···PH2Cl (c)BrO2P···PH2Br (d)H3CO2P···PH2CH3 和

(e)H2NO2P···PH2NH2 的稳定构型图 

Fig.S1 Optimized geometries of the σ-hole pnicogen-bonded complexes 

(a)FO2P···PH2F (b)ClO2P···PH2Cl (c)BrO2P···PH2Br (d)H3CO2P···PH2CH3 and 

(e)H2NO2P···PH2NH2 

 

图 S2 复合物 PO2Cl···PCl3(A)(a)、PO2Cl···PCl3(B) (b)(c)和 PO2Cl···PH2Cl(B)(d)(e) 

的 NBO 轨道图 

Fig.S2 NBO orbital maps of PO2Cl···PCl3(A)(a)、PO2Cl···PCl3(B)(b)(c) and 

PO2Cl···PH2Cl(B)(d)(e) complexes 
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表 S1 π-hole 磷键复合物的 Wiberg bond index 分析 

Table S1 Wiberg bond index analysis of π-hole pnicogen-bonded complexes 

Complexes BCPs WBI Complexes BCPs WBI 

PdO2F···PsF3(A) Pd ···Ps 0.0316 PdO2F···PsH2F(A) Pd ···Ps 0.5733 

PdO2Cl···PsCl3(A) Pd ···Ps 0.0511 PdO2Cl···PsH2Cl(A) Pd ···Ps 0.4843 

PdO2Br···PsBr3(A) Pd ···Ps 0.0610 PdO2Br···PsH2Br(A) Pd ···Ps 0.4600 

PdO2CH3···Ps(CH3)3(A) Pd ···Ps 0.5977 PdO2CH3···PsH2CH3(A) Pd ···Ps 0.3735 

PdO2NH2···Ps(NH2)3(A) Pd ···Ps 0.6179 PdO2NH2···PsH2NH2(A) Pd ···Ps 0.4915 

O···H 0.0064 O···H 0.0072 

N···H 0.0050   

PdO2F···PsF3(B) Pd ···F 0.0142 PdO2F···PsH2F(B) Pd ···F 0.0509 

PdO2Cl···PsCl3(B) Pd ···Cl 0.0242 PdO2Cl···PsH2Cl(B) Pd ···Cl 0.0425 

O ···Ps 
0.0108 O ···Ps 0.0052 

Cl ···Cl 0.0006   

PdO2Br···PsBr3(B) Pd ···Br 0.0296 PdO2Br···PsH2Br(B) Pd ···Br 0.0442 

O ···Ps 
0.0122 O ···Ps 0.0051 

Br ···Br 0.0008   

PdO2NH2···Ps(NH2)3(B) Pd ···N 0.3934 PdO2NH2···PsH2NH2(B) Pd ···N 0.3372 

O···H 0.0151   

 

 


