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Table 1.  Crystal data and structure refinement for the 3:2 phenol-triphenylphosphine oxide complex at 173 K.

Crystal data

------------

Formula                                          C27 H24 O2.5 P

Formula weight                                   419.5

Crystal system                                   triclinic

Space group                                      P
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 (No.2)

Cell dimensions in angstroms and degrees

a                                                8.393(1)

b                                                9.753(1)

c                                                14.756(2)

(                                                104.47(1)

(                                                101.31(1)

(                                                101.42(1)

Cell volume (Å3)                                 1107.4

Z                                                2

Dcalc (g.cm-3)                                   1.26

F(000)                                           442

Monochromated Mo-K(  radiation

  (Å)                                            0.71069

 ((Mo-K() (mm-1)                                 0.14

Temperature                                      173 K

Data collection

---------------

Crystal size (mm)                                0.35x0.35x0.2

Diffractometer                                   Enraf-Nonius CAD4

Reflections for calculating cell 

number,Omin,Omax                                 25, 7,10

Scan mode for data collection                    omega-2theta

Data ranges, 




    h 0(10,k -11(11,l -17(17

(min, (max.(º )

  
   


 2(25

Total unique reflections measured                3883

Significant reflections,|F2|(2((F2)               3252

Maximum change in standard reflections            -0.8 

Decay correction                                 no

Absorption correction,max,min                    no

Structure solution and refinement

---------------------------------

Non-H atoms located by                          direct methods SHELXS-86 

Refinement by                                   full matrix least squares

                                                non-H atoms anisotropic

                                                Enraf-Nonius MolEN programs

Hydrogen atoms                                  freely refined isotropic

R                                               0.038

R'                                              0.046

S                                               1.5

No. variables                                   376

No. observed reflections                        3252

Residual density max,min (eÅ-3)                 +0.26,-0.07 

------------------
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