Supporting Information for Acta Phys. -Chim. Sin. 2016, 32 (3), 671—682
doi: 10.3866/PKU.WHXB201512293

PO,X++-PX3/PH,X (X = F, Cl, Br, CHs, NH)E &
r-hole BE5{E F AR T8 BRI 4

THZ FERE g &AW RS
(AL A A3 SRR S, I KR A 5%, 5 050024)

Topological Analyses of Electron Density on 77-hole Pnicogen Bonds
in PO,X++PX3/PH,X (X = F, CI, Br, CHz, NH,) Complexes

WANG Yue-Hong LI Xiao-Yan ZENG Yan-Li MENG Ling-Peng

ZHANG Xue-Ying”

(Key Laboratory of Inorganic Nano-Materials of Hebei Province, College of Chemistry and Material Sciences,
Hebei Normal University, Shijiazhuang 050024, P. R. China)

*Corresponding author.  Email: xueyingzhang@mail.hebtu.edu.cn; Tel: +86-311-80787427.

S1



@
& S1 (a)FO,P --PH,F (b)CIO,P --PH,Cl (c)BrO,P --PH,Br (d)HzCO,P --PH,CH3 Al
(e)H2NO2P --PHaNH, (155 € #4714 &
Fig.S1 Optimized geometries of the o-hole pnicogen-bonded complexes
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Fig.S2 NBO orbital maps of PO,CI --PCl3(A)(a). PO,CI --PCl3(B)(b)(c) and
PO,CI --PH,CI(B)(d)(e) complexes
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Table S1 Wiberg bond index analysis of n-hole pnicogen-bonded complexes

Complexes BCPs WBI Complexes BCPs WBI

P4OF --PoF3(A) Pa--Ps 00316 pof..pH,Fa)  Pa-Ps 05733
POCl-PCly(A)  Pa=Ps 00511 pocrpH,clp)  Pa-Pe 04843
P.O,Br--PBry(A) P Ps 00610 poprpyBr(a)  PorPs 04600

P4O,CH; --Py(CHg)s(A)  Fd = Ps 05977 b0 CH, --pH,CHy(A)  Pa —Ps 03735

PdOzNHZ "Ps(NH2)3(A) Pd “PS 06179 PdOZNHZ “PSHZNHZ(A) Pd “‘PS 04915

0.4y 00064 0--H 00072
N4y 00050
P4OLF --PF4(B) Pg-F 00142  P4O,F --PH,F(B) Py —-F  0.0509
PO.CI--PCly(B)  Pg--Cl 00242  P,O,Cl--PH,CI(B)  Py--Cl 0.0425
O ..p. 00108 0 --P, 0.0052
S
Cl -.c| 0.0006

P4O,Br--PBry(B)  Pg--Br 00296  P4O,Br--PH,Br(B) Py --Br 0.0442
0 ..p, 00122 O --P;  0.0051

Br ..gr 0.0008

P4O,NH, --P(NH,)5(B) Py --N  0.3934 P4O,NH,--PH,NH,(B) P4 --N  0.3372
O--H 00151
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