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Extra Tool: CASTEP solid state NMR
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ECSCF = ECCF =



04001-p.15



04001-p.16



04001-p.17

iii m af =

2

2

t
m i
ii ∂

∂= rf



04001-p.18



04001-p.19

( )
≠

++=
ij

Random
ij

Disip
ij

Cons
iji FFFf

[ ] ημμρρνρ +−∇∇= BABA
A M
dt

d )(r



04001-p.20



04001-p.21

?



04001-p.22

Indexing

Pawley Refinement

Rietveld Refinement

Global Optimization
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Two configurations:
A - only the silane head group binds to
the surface
B - both the head and tail are in contact
with the surface

Both effects are only seen in the presence of 
solvent, without the solvent, the B is the most 
dominant for all of the silanes. 

Eads correspond to the degree of polarity; amino > 
thiol > octyl
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