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§ 8
— & & 8
8 & =

Jmol

Complete structure

no correlation between molecules

Complete structure

et

©
¢

© ©
¢ e ©

¢ OO 00

¢ ¢
Average structure

23.07.23 3



>J 3D-PDF

FAU

M4_replace_cent_bet

M4_replace_cent_bet
DDiffrau:ticm pattern slice at 1= 0 3D PDF slice at w = 0.0

— -3 T T

n

0.2
—

[0 k 0]

ax10®
A~PDP value

o
i

1 I
10 -5 0 5 10 -04 -02

Patterson

Average structure Patterson

Positive peaks

interatomic vectors in average structure

0
[uo0o0]

1
0.2

Complete structure

Ce'e
¢
© ©
¢ e ©
(«Oo OO
¢ ¢

Average structure

23.07.23 4



>J) ' 3D-PDF EAU .

M4_replace_cent_000 M4_replace_cent_000
ODiffractien pattern slice at 1= 0 3D PDF slice at w = 0.0

F+4 N
r i} Complete structure
4
i ' “ cole
‘T ¢
-0.4 -0 " g o 02 04
3D PDF ¢ Oo OO
Complete structure Patterson
Positive peaks c © ©
interatomic vectors in actual / complete structure © ©
¢ ¢

Average structure

23.07.23 5



EaU

[0k 0]

M4_replace_cent_100
cDiffraction pattern slice at 1= 0 3D PDF slice at w = 0.0
) R R

M4_replace_cent 100

332 v 2
3% <« H
S g
i
v L
al
s = -
DR
o 3 B
s o ]
3 o
T
HE
I
|
.........

3D - A - PDF

,Local“ structure Patterson

Difference. Complete — Average

Positive and Negative peaks

Deviations of local from average structure

Complete structure

Ce'e
¢
© ©
¢ e ©
QOO OO
¢ ¢

Average structure

23.07.23 6



> ) 3D-PDE

=AU

M4_replace_cent_100

[h 0 0]

M4_replace_cent_000
3D PDF slice at w = 0.0
L B R R y

cDiffraction pattern slice at 1= 0

? ‘0.2 ‘ 0.4
]
n
]

-0.4 -02

-04 -0.2 0 0.2
[u o0 0]

Complete

0.4

0

M4_replace_cent 100
3D PDF slice at w = 0.0
T 4 T L T ) T '

0.4

0.2

-04 -02

e
x|

-04 -0.2 0 02 0.4

[u 0 0]

DElta - e_cent_bet

e eee e at w =00

L
=3
a2l
° u
[ = By
o " N
i -
0 =
ok
|
=+
Sk
|
! L Lo I

-04 -0.2 0 0.2 0.4
[uo0o0]

Average

P

~2x10°

Complete structure

Ce'e

©
¢ e ©

¢ OO OO

¢ ¢
Average structure

23.07.23 7



3) speor FaU

Patterson 3-D inverse Fourier transform  Interatomic vectors periodic
of the Bragg scattering average structure

P(u) = F 'I(hkl)
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Simulation / refinement
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Simulation / refinement
of disordered structural model
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Simulation / refinement
of disordered structural model
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DISCUS: www.github.com/tproffen/DiffuseCode

Neder & Proffen, Oxford University Press
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Simulation / refinement
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Yell: www.github.com/YellProgram
Simonov et a. J.Appl.Cryst. (2014), 47, 1146 v
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