
Lecture 8 - Scattering & Energyfrom RDF
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The " structure factor " is defined by
normalizing by ?!fiZ
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Thermodynamic Quantities from gcr )
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Very interesting result :

good
= e- Pwc

Reversible work theorem
,

we ) is work to

move two particles from infinite separation

to separation r - reversibly , const tho ,T

work = DA in process

R
wet

work done = f

Fcr
Hdr

,
work you have to do = J ! Fcrldr

by the force+But what is F ?
,

- DUG ) avenged our

positions of other particles ,
if reversibly solar

( - Qua! " "

) =

fdrsdra.tw
- f÷e

' " " "

tfdrzdru . .  . done
- P " "

= fdrn ?# True " " "Kfar.ae . Puch
r ,

re
rind

rn
'
- re -

r
' = Kost £

, ,

log [ Jd !
-

Ze
- ish " ]

[ g'
"

cruzi-

- zez.n.fm ,
Same - run ]

krstf.logcgii.int = krstddlogcgcrsl



x -

⇒ WCR ) = JpkgT⇐

loggers

) dr

= Kost logger ) I =  o -

krstloggCRI
.

-

⇒ gory , e-
Tower )

w CR ) is called the
"

potential of

Mean force "
→ L - off > = - f. was

and it is what we

often want to calculate is free energy

methods & whet we fit for course grained forces

-

Lets look at how the RDF is connected
to the avg energy
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So to get potential energy , only need

configurational partition function
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