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Figure A: Atom numbering in (F3SiO)3SiOH molecule.
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Table A  Optimised equilibrium configuration calculated for the (F3SiO)3SiOH molecule (DFT/B3LYP/6-31G**).a

R(2,1)                 1.6278         
A(4,1,5)              111.16         
A(17,9,18)          108.84    

R(3,1)                 1.6401      
A(1,2,6)              118.97         
D(6,2,1,3)           80.80       

R(4,1)                 1.6349    
A(1,3,7)              140.86         
D(6,2,1,4)          -160.23      

R(5,1)                 1.6397     
A(1,4,8)              140.65         
D(6,2,1,5)          -39.03       

R(6,2)                 0.9635       
A(1,5,9)              141.36         
D(7,3,1,2)           77.13       

R(7,3)                 1.6205      
A(3,7,10)            109.07         
D(7,3,1,4)         -41.64

R(8,4)                 1.6211     
A(3,7,11)            110.43         
D(7,3,1,5)         -161.21         

R(9,5)                 1.6201    
A(10,7,11)          109.03      
D(8,4,1,2)           35.00 

R(10,7)               1.5828      
A(3,7,12)            110.90       
D(8,4,1,3)           157.62         

R(11,7)               1.5853      
A(10,7,12)          108.63         
D(8,4,1,5)          -85.55         

R(12,7)               1.5827        
A(11,7,12)          108.74        
D(9,5,1,2)           159.90       

R(13,8)               1.5826       
A(4,8,13)            108.80         
D(9,5,1,3)           36.14        

R(14,8)               1.5824       
A(4,8,14)            111.14
D(9,5,1,4)          -81.19          

R(15,8)               1.5852         
A(13,8,14)          108.58         
D(10,7,3,1)        -143.69        

R(16,9)               1.5823         
A(4,8,15)            110.45       
D(11,7,3,1)        -23.89     

R(17,9)               1.5837         
A(13,8,15)          108.89     
D(12,7,3,1)         96.72      

R(18,9)               1.5848
A(14,8,15)          108.94        
D(13,8,4,1)         149.75       

A(2,1,3)              113.51         
A(5,9,16)            109.18     
D(14,8,4,1)        -90.75       

A(2,1,4)              107.39         
A(5,9,17)            110.64     
D(15,8,4,1)         30.29       

A(3,1,4)              107.74         
A(16,9,17)          108.52     
D(16,9,5,1)         145.55      

A(2,1,5)              110.15         
A(5,9,18)            110.54       
D(17,9,5,1)        -95.08       

A(3,1,5)              106.91       
A(16,9,18)          109.08      
D(18,9,5,1)         25.56       

a R(i,j): length of bond ij / Å. A(i,j,k): angle between bonds ij and jk / degree. D(i,j,k,l): dihedral angle between planes ijk and jkl / degree.
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